
A new hybrid exchangeâ€“correlation functional using the Coulomb-attenuating method
(CAM-B3LYP)

Chemical Physics Letters

393, 51-57

DOI: 10.1016/j.cplett.2004.06.011

Citation Report



Citation Report

2

# Article IF Citations

203 Multiresolution quantum chemistry in multiwavelet bases: Hartreeâ€“Fock exchange. Journal of
Chemical Physics, 2004, 121, 6680-6688. 1.2 98

204 The molecular physics lecture 2004: (i) Density functional theory, (ii) Quantum Monte Carlo.
Molecular Physics, 2004, 102, 2399-2409. 0.8 36

205 Long-rangeâ€“short-range separation of the electron-electron interaction in density-functional
theory. Physical Review A, 2004, 70, . 1.0 381

206 Hybrid functional with separated range. Chemical Physics Letters, 2005, 415, 100-105. 1.2 243

207 Phonon vibrational frequencies and elastic properties of solid SrFCl. An ab initio study. European
Physical Journal B, 2005, 43, 453-461. 0.6 26

208 Importance of electronic self-consistency in the TDDFT based treatment of nonadiabatic molecular
dynamics. European Physical Journal D, 2005, 35, 467-477. 0.6 50

209 Single-Reference ab Initio Methods for the Calculation of Excited States of Large Molecules. Chemical
Reviews, 2005, 105, 4009-4037. 23.0 2,315

210 Enhancement factors in semi-empirical exchangeâ€“correlation functionals. Molecular Physics, 2005,
103, 2397-2405. 0.8 4

211 Progress in the development of exchange-correlation functionals. , 2005, , 669-724. 108

212 Calculations of two-photon charge-transfer excitations using Coulomb-attenuated
density-functional theory. Journal of Chemical Physics, 2005, 123, 184108. 1.2 112

213
Linear Response Properties Required to Simulate Vibrational Spectra of Biomolecules in Various
Media: (R)-Phenyloxirane (A Comparative Theoretical and Spectroscopic Vibrational Study). Advances
in Quantum Chemistry, 2005, , 91-124.

0.4 13

214
Multiresolution quantum chemistry in multiwavelet bases: time-dependent density functional theory
with asymptotically corrected potentials in local density and generalized gradient approximations.
Molecular Physics, 2005, 103, 413-424.

0.8 109

215 Nicholas Handy and density functional theory. Molecular Physics, 2005, 103, 145-148. 0.8 1

216 Selenium chemistry with DFT: molecular structures and<sup>77</sup>Se NMR shielding constants.
Molecular Physics, 2005, 103, 1007-1011. 0.8 25

217 Raman and infrared vibrational frequencies and elastic properties of solid BaFCl calculated with
various Hamiltonians: anab initiostudy. Journal of Physics Condensed Matter, 2005, 17, 535-548. 0.7 14

218 Quantum Chemical Studies of Three-Photon Absorption of Some Stilbenoid Chromophores. Journal of
Physical Chemistry A, 2005, 109, 11037-11042. 1.1 20

219 van der Waals forces in density functional theory: Perturbational long-range electron-interaction
corrections. Physical Review A, 2005, 72, . 1.0 287

220 Nonlinear optical property calculations by the long-range-corrected coupled-perturbed Kohnâ€“Sham
method. Journal of Chemical Physics, 2005, 122, 234111. 1.2 278



3

Citation Report

# Article IF Citations

221 A density functional theory study of adsorbate-induced work function change and binding energy:
Olefins on Ag(111). Molecular Physics, 2005, 103, 883-890. 0.8 39

222 Energy band gaps and lattice parameters evaluated with the Heyd-Scuseria-Ernzerhof screened hybrid
functional. Journal of Chemical Physics, 2005, 123, 174101. 1.2 1,604

223 Simple model of the static exchange-correlation kernel of a uniform electron gas with long-range
electron-electron interaction. Physical Review B, 2005, 72, . 1.1 18

224 Semiempirical hybrid functional with improved performance in an extensive chemical assessment.
Journal of Chemical Physics, 2005, 123, 121103. 1.2 131

225 Importance of short-range versus long-range Hartree-Fock exchange for the performance of hybrid
density functionals. Journal of Chemical Physics, 2006, 125, 074106. 1.2 823

226 Molecular Dynamics Simulations Applied to Electric Field Induced Second Harmonic Generation in
Dipolar Chromophore Solutions. Journal of Physical Chemistry B, 2006, 110, 8971-8977. 1.2 17

227 Influence of Coulomb-attenuation on exchangeâ€“correlation functional quality. Physical Chemistry
Chemical Physics, 2006, 8, 4543-4549. 1.3 127

228 Many-electron self-interaction error in approximate density functionals. Journal of Chemical Physics,
2006, 125, 201102. 1.2 630

229
Study of conformational properties of a biologically active peptide of fibronectin by circular
dichroism, NMR and molecular dynamics simulation. Physical Chemistry Chemical Physics, 2006, 8,
4668.

1.3 8

230 Assessment of a long-range corrected hybrid functional. Journal of Chemical Physics, 2006, 125,
234109. 1.2 1,526

231 Spherical harmonic expansion of short-range screened Coulomb interactions. Journal of Physics A,
2006, 39, 8613-8630. 1.6 15

232 Assessment of a Coulomb-attenuated exchangeâ€“correlation energy functional. Physical Chemistry
Chemical Physics, 2006, 8, 558-562. 1.3 437

233
Density functional theory investigation of the polarizability and second hyperpolarizability of
polydiacetylene and polybutatriene chains: Treatment of exact exchange and role of correlation.
Journal of Chemical Physics, 2006, 125, 194114.

1.2 59

234 Effects of Conjugation in Length and Dimension on Spectroscopic Properties of Fluorene-Based
Chromophores from Experiment and Theory. Journal of Physical Chemistry A, 2006, 110, 13172-13182. 1.1 42

235 Quantum-Classical Modeling of Nonlinear Pulse Propagation in a Dissolved Two-photon Active
Chromophore. Journal of Physical Chemistry B, 2006, 110, 5379-5385. 1.2 16

236 Theoretical Simulations of Clamping Levels in Optical Power Limiting. Journal of Physical Chemistry B,
2006, 110, 20912-20916. 1.2 22

237 Heisenberg Exchange in Dinuclear Manganese Complexes:â€‰ A Density Functional Theory Study. Journal
of Chemical Theory and Computation, 2006, 2, 981-989. 2.3 37

238
Density Functional Theory for Charge Transfer:Â  The Nature of the N-Bands of Porphyrins and
Chlorophylls Revealed through CAM-B3LYP, CASPT2, and SAC-CI Calculations. Journal of Physical
Chemistry B, 2006, 110, 15624-15632.

1.2 315



4

Citation Report

# Article IF Citations

239
Density Functional for Spectroscopy:Â  No Long-Range Self-Interaction Error, Good Performance for
Rydberg and Charge-Transfer States, and Better Performance on Average than B3LYP for Ground
States. Journal of Physical Chemistry A, 2006, 110, 13126-13130.

1.1 1,140

240 Excitation Spectra of Dibenzoborole Containing Ï€-Electron Systems:â€‰ Controlling the Electronic
Spectra by Changing the pÏ€âˆ’Ï€* Conjugation. Journal of Physical Chemistry A, 2006, 110, 2434-2439. 1.1 28

241 Calculation of Hartree-Fock Energy Derivatives in Polymers. Computer Aided Chemical Engineering,
2006, , 3-30. 0.3 0

242 The application of CAM-B3LYP to the charge-transfer band problem of the
zincbacteriochlorinâ€“bacteriochlorin complex. Chemical Physics Letters, 2006, 420, 106-109. 1.2 256

243 Density-functional-theory study of the electric-field-induced second harmonic generation (EFISHG) of
pushâ€“pull phenylpolyenes in solution. Chemical Physics Letters, 2006, 425, 267-272. 1.2 99

244
Comment on: â€˜Failure of time-dependent density functional methods for excitations in spatially
separated systemsâ€™ by Wolfgang Hieringer and Andreas GÃ¶rling. Chemical Physics Letters, 2006, 426,
231-233.

1.2 39

245 Local density approximation for long-range or for short-range energy functionals?. Computational
and Theoretical Chemistry, 2006, 762, 147-150. 1.5 24

246 First-principle studies of gaseous aromatic amino acid histidine. Computational and Theoretical
Chemistry, 2006, 801, 7-20. 1.5 35

247 The SCC-DFTB method and its application to biological systems. Theoretical Chemistry Accounts, 2006,
116, 316-325. 0.5 326

248 Avoiding self-repulsion in density functional description of biased molecular junctions. Chemical
Physics, 2006, 329, 266-275. 0.9 31

249 Quantum Chemical Methods for the Investigation of Photoinitiated Processes in Biological Systems:
Theory and Applications. ChemPhysChem, 2006, 7, 2259-2274. 1.0 69

250
Calculation of two-photon absorption spectra of donor-Ï€-acceptor compounds in solution using
quadratic response time-dependent density functional theory. Journal of Chemical Physics, 2006, 125,
094103.

1.2 63

251 Benchmarking two-photon absorption with CC3 quadratic response theory, and comparison with
density-functional response theory. Journal of Chemical Physics, 2006, 124, 054322. 1.2 137

252 Assessment of a simple correction for the long-range charge-transfer problem in time-dependent
density-functional theory. Journal of Chemical Physics, 2006, 124, 214102. 1.2 126

253 X-ray absorption spectra from the resonant-convergent first-order polarization propagator
approach. Physical Review A, 2006, 74, . 1.0 75

254 Polarization Propagator for X-Ray Spectra. Physical Review Letters, 2006, 97, 143001. 2.9 111

255 The VA, VCD, Raman and ROA spectra of tri-L-serine in aqueous solution. Physical Biology, 2006, 3,
S63-S79. 0.8 37

256 Effects of solvation on one- and two-photon spectra of coumarin derivatives: A time-dependent
density functional theory study. Journal of Chemical Physics, 2007, 126, 094303. 1.2 48



5

Citation Report

# Article IF Citations

257 Vibrational and thermal effects on the dipole polarizability of methane and carbon tetrachloride
from vibrational structure calculations. Journal of Chemical Physics, 2007, 127, 154315. 1.2 18

258 A thermochemically competitive local hybrid functional without gradient corrections. Journal of
Chemical Physics, 2007, 126, 011103. 1.2 113

259
A QUANTUM MECHANICAL â€” ELECTRODYNAMICAL APPROACH TO NONLINEAR PROPERTIES: APPLICATION TO
OPTICAL POWER LIMITING WITH PLATINUM-ORGANIC COMPOUNDS. Journal of Nonlinear Optical Physics
and Materials, 2007, 16, 157-169.

1.1 3

260 First hyperpolarizability of polymethineimine with long-range corrected functionals. Journal of
Chemical Physics, 2007, 126, 191108. 1.2 158

261 First-order excited state properties in the four-component Hartree-Fock approximation: The excited
state electric dipole moments in CsAg and CsAu. Journal of Chemical Physics, 2007, 126, 064313. 1.2 10

262 Nuclear quadrupole moment of La139 from relativistic electronic structure calculations of the
electric field gradients in LaF, LaCl, LaBr, and LaI. Journal of Chemical Physics, 2007, 127, 204303. 1.2 14

263 Near-edge x-ray absorption and natural circular dichroism spectra of L-alanine: A theoretical study
based on the complex polarization propagator approach. Journal of Chemical Physics, 2007, 127, 165104. 1.2 38

264 Excitonic effects in a time-dependent density functional theory. Journal of Chemical Physics, 2007, 127,
114902. 1.2 61

265 Range separated hybrid density functional with long-range Hartree-Fock exchange applied to solids.
Journal of Chemical Physics, 2007, 127, 054101. 1.2 89

266 Anab initioinvestigation of the Buckingham birefringence of furan, thiophene, and selenophene in
cyclohexane solution. Journal of Chemical Physics, 2007, 127, 164321. 1.2 13

267 Automatic generation of potential energy and property surfaces of polyatomic molecules in normal
coordinates. Journal of Chemical Physics, 2007, 127, 204106. 1.2 54

268 Self-interaction-corrected time-dependent density-functional-theory calculations of x-ray-absorption
spectra. Physical Review A, 2007, 76, . 1.0 52

269 Improved dipole moments by combining short-range gradient-corrected density-functional theory
with long-range wave-function methods. Physical Review A, 2007, 76, . 1.0 32

270

<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mmultiscripts><mml:mi mathvariant="normal">Cu</mml:mi><mml:mprescripts
/><mml:none /><mml:mn>63</mml:mn></mml:mmultiscripts></mml:math>and<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:mmultiscripts><mml:mi
mathvariant="normal">Au</mml:mi><mml:mprescripts /><mml:none
/><mml:mn>197</mml:mn></mml:mmultiscripts></mml:math>nuclear quadrupole moments from
four-c

1.0 42

271 Organic Materials for Multiphoton Absorption:&amp;#x0A0; Time-Dependent Density Functional
Theory Calculations. , 2007, , . 0

272 Linear-scaling implementation of molecular response theory in self-consistent field
electronic-structure theory. Journal of Chemical Physics, 2007, 126, 154108. 1.2 87

273 Light-Matter Interaction of Strong Laser Pulses in the Micro-, Nano-, and Pico-second Regimes.
Materials Research Society Symposia Proceedings, 2007, 1015, 1. 0.1 0

274 On the performance of local, semilocal, and nonlocal exchange-correlation functionals on
transition metal molecules. Journal of Chemical Physics, 2007, 126, 224105. 1.2 7



6

Citation Report

# Article IF Citations

275 Assessment of long-range corrected functionals performance for nâ†’Ï€* transitions in organic dyes.
Journal of Chemical Physics, 2007, 127, 094102. 1.2 119

276 Evaluation of âŸ¨SÌ‚2âŸ© in density functional theory. Journal of Chemical Physics, 2007, 126, 214104. 1.2 97

277
Density-Functional and Coupled-Cluster Singles-and-Doubles Calculations of the Nuclear Shielding
and Indirect Nuclear Spinâˆ’Spin Coupling Constants of o-Benzyne. Journal of Chemical Theory and
Computation, 2007, 3, 86-94.

2.3 43

278 Ab Initio Study of the Two-Photon Circular Dichroism in Chiral Natural Amino Acids. Journal of
Physical Chemistry B, 2007, 111, 446-460. 1.2 41

279 Assessment of the efficiency of long-range corrected functionals for some properties of large
compounds. Journal of Chemical Physics, 2007, 126, 144105. 1.2 290

280 A well-tempered density functional theory of electrons in molecules. Physical Chemistry Chemical
Physics, 2007, 9, 2932. 1.3 344

281 Long-range corrected density functional calculations of chemical reactions: Redetermination of
parameter. Journal of Chemical Physics, 2007, 126, 154105. 1.2 276

282 Transition strengths and first-order properties of excited states from local coupled cluster CC2
response theory with density fitting. Journal of Chemical Physics, 2007, 127, 064107. 1.2 98

283 Dependence of Spurious Charge-Transfer Excited States on Orbital Exchange in TDDFT:â€‰ Large
Molecules and Clusters. Journal of Chemical Theory and Computation, 2007, 3, 976-987. 2.3 295

284 Improved accuracy with medium cost computational methods for the evaluation of bond length
alternation of increasingly long oligoacetylenes. Physical Chemistry Chemical Physics, 2007, 9, 5874. 1.3 55

285
Theoretical investigation of the energies and geometries of photoexcited uranyl(VI) ion: A comparison
between wave-function theory and density functional theory. Journal of Chemical Physics, 2007, 127,
214302.

1.2 75

286 A Monte Carlo-quantum mechanics study of the lowest nâ€“Ï€* and Ï€â€“Ï€* states of uracil in water.
Physical Chemistry Chemical Physics, 2007, 9, 4907. 1.3 54

287
Resonant infrared multiphoton dissociation spectroscopy of gas-phase protonated peptides.
Experiments and Carâ€“Parrinello dynamics at 300 K. Physical Chemistry Chemical Physics, 2007, 9,
3082-3097.

1.3 96

288
Assignment of the Q<i><sub>y</sub></i> Absorption Spectrum of Photosystem-I from
<i>Thermosynechococcus </i><i>elongatus</i> Based on CAM-B3LYP Calculations at the
PW91-Optimized Protein Structure. Journal of Physical Chemistry B, 2007, 111, 9923-9930.

1.2 58

289
Two-Photon Absorption in Tetraphenylporphycenes:Â  Are Porphycenes Better Candidates than
Porphyrins for Providing Optimal Optical Properties for Two-Photon Photodynamic Therapy?. Journal
of the American Chemical Society, 2007, 129, 5188-5199.

6.6 189

290 Molecular Dynamics Simulations of Polycarbonate Doped with Lemke Chromophores. Journal of
Physical Chemistry B, 2007, 111, 10645-10650. 1.2 9

291 Simple Methods To Reduce Charge-Transfer Contamination in Time-Dependent Density-Functional
Calculations of Clusters and Liquids. Journal of Chemical Theory and Computation, 2007, 3, 1680-1690. 2.3 93

292 Accurate Evaluation of Valence and Low-Lying Rydberg States with Standard Time-Dependent Density
Functional Theory. Journal of Physical Chemistry A, 2007, 111, 5549-5556. 1.1 119



7

Citation Report

# Article IF Citations

293 Calculation of Vibrational Infrared Intensities and Raman Activities Using Explicit Anharmonic Wave
Functions. Journal of Physical Chemistry A, 2007, 111, 11205-11213. 1.1 43

294
Electric Field Poled Polymeric Nonlinear Optical Systems:â€‰ Molecular Dynamics Simulations of
Poly(methyl methacrylate) Doped with Disperse Red Chromophores. Journal of Physical Chemistry B,
2007, 111, 3591-3598.

1.2 27

295 Vibronic Quasi-Free Rotation Effects in Biphenyl-Like Molecules. TDâˆ’DFT Study of Bifluorene. Journal
of Chemical Theory and Computation, 2007, 3, 852-859. 2.3 10

296 Structural and Electronic Properties of Polyacetylene and Polyyne from Hybrid and
Coulomb-Attenuated Density Functionals. Journal of Physical Chemistry A, 2007, 111, 11930-11935. 1.1 139

297 Long-range corrected time-dependent density functional study on fluorescence of
4,4â€²-dimethylaminobenzonitrile. Journal of Chemical Physics, 2007, 126, 034504. 1.2 37

298 An improved long-range corrected hybrid exchange-correlation functional including a short-range
Gaussian attenuation (LCgau-BOP). Journal of Chemical Physics, 2007, 127, 154109. 1.2 110

299 The Green's Function Density Functional Tight-Binding (gDFTB) Method for Molecular Electronic
Conductionâ€ . Journal of Physical Chemistry A, 2007, 111, 5692-5702. 1.1 32

300 A self-contained and portable density functional theory library for use inAb Initio quantum chemistry
programs. Journal of Computational Chemistry, 2007, 28, 2569-2575. 1.5 22

301 Treatment of singletâ€“triplet splitting of a set of phenylene ethylenes organic molecules by TD-DFT.
Chemical Physics Letters, 2007, 439, 236-242. 1.2 13

302 Local hybrid exchange-correlation functionals based on the dimensionless density gradient. Chemical
Physics Letters, 2007, 440, 160-168. 1.2 98

303 The role of Ag(I) ions in the electronic spectroscopy of adenineâ€“cytosine mispairs. Journal of
Photochemistry and Photobiology A: Chemistry, 2007, 190, 301-309. 2.0 9

304 Time-dependent density functional theory based upon the fragment molecular orbital method. Journal
of Chemical Physics, 2007, 127, 104108. 1.2 96

305 Ab Initio Investigation of Structure and Cohesive Energy of Crystalline Urea. Journal of Physical
Chemistry B, 2007, 111, 26-33. 1.2 87

306 Development of exchange-correlation functionals with minimal many-electron self-interaction error.
Journal of Chemical Physics, 2007, 126, 191109. 1.2 290

307 A quantum mechanical polarizable continuum model for the calculation of resonance Raman spectra
in condensed phase. Theoretical Chemistry Accounts, 2007, 117, 1029-1039. 0.5 46

308 UV-vis spectra of p-benzoquinone anion radical in solution by a TD-DFT/PCM approach. Theoretical
Chemistry Accounts, 2007, 118, 143-148. 0.5 7

309 Hybrid exchange correlation functionals and potentials: Concept elaboration. Journal of Structural
Chemistry, 2007, 48, S1-S31. 0.3 40

310 Assessment of density-functional models for organic molecular semiconductors: The role of
Hartreeâ€“Fock exchange in charge-transfer processes. Chemical Physics, 2007, 331, 321-331. 0.9 63



8

Citation Report

# Article IF Citations

311 The use of Coulomb-attenuated methods for the calculation of electronic circular dichroism
spectra. Chemical Physics, 2008, 349, 234-243. 0.9 39

312 The quantum-chemical calculation of NMR indirect spinâ€“spin coupling constants. Progress in Nuclear
Magnetic Resonance Spectroscopy, 2008, 53, 249-268. 3.9 252

313 An IEF-PCM study of solvent effects on the Faraday $${mathcal{B}}$$ term of MCD. Theoretical
Chemistry Accounts, 2008, 119, 231-244. 0.5 31

314 Effects of conjugation in length and dimension on two-photon properties of fluorene-based
chromophores. Theoretical Chemistry Accounts, 2008, 120, 167-175. 0.5 19

315
The excited states of adenine and thymine nucleoside and nucleotide in aqueous solution: a
comparative study by time-dependent DFT calculations. Theoretical Chemistry Accounts, 2008, 120,
491-497.

0.5 50

316 Theoretical study on the nonlinear optical properties of phenylenes and influencing factors. Journal
of Physical Organic Chemistry, 2008, 21, 954-962. 0.9 18

317 Resonating broken symmetry CI approach for ionâ€•radical systems: Comparison with UHF, hybridâ€•DFT, and
CASSCFâ€•DFT. International Journal of Quantum Chemistry, 2008, 108, 2966-2977. 1.0 8

318 Static and Frequencyâ€•Dependent Dipoleâ€“Dipole Polarizabilities of All Closedâ€•Shell Atoms up to Radium:
A Fourâ€•Component Relativistic DFT Study. ChemPhysChem, 2008, 9, 445-453. 1.0 27

319 Absorption Spectrum of Aâ€“T DNA Unraveled by Quantum Mechanical Calculations in Solution on the
(dA)<sub>2</sub>â‹…(dT)<sub>2</sub> Tetramer. ChemPhysChem, 2008, 9, 2531-2537. 1.0 39

320 Revisiting the relationship between the bond length alternation and the first hyperpolarizability with
rangeâ€•separated hybrid functionals. Journal of Computational Chemistry, 2008, 29, 921-925. 1.5 29

321 Can TDâ€•DFT calculations accurately describe the excited states behavior of stacked nucleobases? The
cytosine dimer as a test case. Journal of Computational Chemistry, 2008, 29, 957-964. 1.5 59

322 A theoretical study of the perfluoro-diarylethenes electronic spectra. Journal of Photochemistry and
Photobiology A: Chemistry, 2008, 199, 211-223. 2.0 31

323 Revisiting the nonlinear optical properties of polybutatriene and polydiacetylene with density
functional theory. Chemical Physics Letters, 2008, 456, 101-104. 1.2 22

324 Failure of time-dependent density functional theory for excited state surfaces in case of homolytic
bond dissociation. Chemical Physics Letters, 2008, 461, 338-342. 1.2 49

325 Range-separation by the Yukawa potential in long-range corrected density functional theory with
Gaussian-type basis functions. Chemical Physics Letters, 2008, 462, 348-351. 1.2 67

326 Vibronically-induced change in the chiral response of molecules revealed by electronic circular
dichroism spectroscopy. Chemical Physics Letters, 2008, 464, 144-149. 1.2 47

327 Extensive TD-DFT investigation of the first electronic transition in substituted azobenzenes. Chemical
Physics Letters, 2008, 465, 226-229. 1.2 96

328 Optimal operators for Hartreeâ€“Fock exchange from long-range corrected hybrid density functionals.
Chemical Physics Letters, 2008, 467, 176-178. 1.2 68



9

Citation Report

# Article IF Citations

329 Modelling the UV/visible spectrum of tetrakis(phenylethynyl)benzene. Computational and Theoretical
Chemistry, 2008, 863, 123-127. 1.5 8

330 Orbital-dependent density functionals: Theory and applications. Reviews of Modern Physics, 2008, 80,
3-60. 16.4 1,069

331 Simultaneous benchmarking of ground- and excited-state properties with long-range-corrected
density functional theory. Journal of Chemical Physics, 2008, 129, 034107. 1.2 287

332 TD-DFT Performance for the Visible Absorption Spectra of Organic Dyes:â€‰ Conventional versus
Long-Range Hybrids. Journal of Chemical Theory and Computation, 2008, 4, 123-135. 2.3 766

333 Excitation energies in density functional theory: An evaluation and a diagnostic test. Journal of
Chemical Physics, 2008, 128, 044118. 1.2 1,190

334 The excited states of Ï€-stacked 9-methyladenine oligomers: a TD-DFT study in aqueous solution.
Physical Chemistry Chemical Physics, 2008, 10, 2656. 1.3 86

335 Charge-Transfer Excited States in a Ï€-Stacked Adenine Dimer, As Predicted Using Long-Range-Corrected
Time-Dependent Density Functional Theory. Journal of Physical Chemistry B, 2008, 112, 6304-6308. 1.2 165

336 Theoretical methods of investigation of excited states of organic molecules. Russian Journal of
General Chemistry, 2008, 78, 774-783. 0.3 10

337 Hartree-Fock and Kohn-Sham time-dependent response theory in a second-quantization atomic-orbital
formalism suitable for linear scaling. Journal of Chemical Physics, 2008, 129, 054106. 1.2 42

338 Coumarin dyes for dye-sensitized solar cells: A long-range-corrected density functional study.
Journal of Chemical Physics, 2008, 129, 214703. 1.2 166

339 Generalized gradient approximation model exchange holes for range-separated hybrids. Journal of
Chemical Physics, 2008, 128, 194105. 1.2 238

340
Accurate First-Principle Prediction of <sup>29</sup>Si and <sup>17</sup>O NMR Parameters in
SiO<sub>2</sub> Polymorphs: The Cases of Zeolites Sigma-2 and Ferrierite. Journal of Chemical Theory
and Computation, 2008, 4, 2130-2140.

2.3 27

341 Quadratic response functions in the relativistic four-component Kohn-Sham approximation. Journal
of Chemical Physics, 2008, 128, 024105. 1.2 71

342 Vibronically Resolved Electronic Circular Dichroism Spectra of (R)-(+)-3-Methylcyclopentanone: A
Theoretical Study. Journal of Physical Chemistry A, 2008, 112, 12401-12411. 1.1 78

343
Exploring the Limit of Accuracy of the Global Hybrid Meta Density Functional for Main-Group
Thermochemistry, Kinetics, and Noncovalent Interactions. Journal of Chemical Theory and
Computation, 2008, 4, 1849-1868.

2.3 956

344 One- and two-photon Absorptions in asymmetrically substituted free-base porphyrins: A density
functional theory study. Journal of Chemical Physics, 2008, 128, 074302. 1.2 11

345
Core-excitation energy calculations with a long-range corrected hybrid exchange-correlation
functional including a short-range Gaussian attenuation (LCgau-BOP). Journal of Chemical Physics,
2008, 129, 184113.

1.2 73

346
Evaluation of range-separated hybrid density functionals for the prediction of vibrational
frequencies, infrared intensities, and Raman activities. Physical Chemistry Chemical Physics, 2008, 10,
6621.

1.3 89



10

Citation Report

# Article IF Citations

347 Systematic optimization of long-range corrected hybrid density functionals. Journal of Chemical
Physics, 2008, 128, 084106. 1.2 2,890

348 The A and B Terms of Magnetic Circular Dichroism Revisited. Journal of Physical Chemistry A, 2008, 112,
9615-9618. 1.1 55

349 Local and density fitting approximations within the short-range/long-range hybrid scheme: application
to large non-bonded complexes. Physical Chemistry Chemical Physics, 2008, 10, 3353. 1.3 48

350 A Study of the Effect of Attenuation Curvature on Molecular Correlation Energies by Introducing an
Explicit Cutoff Radius into Two-Electron Integrals. Journal of Physical Chemistry A, 2008, 112, 2110-2119. 1.1 19

351 Solvent Effects on the Three-Photon Absorption of a Symmetric Charge-Transfer Molecule. Journal of
Physical Chemistry B, 2008, 112, 4703-4710. 1.2 15

352 Calculation of One-Photon and Two-Photon Absorption Spectra of Porphyrins Using Time-Dependent
Density Functional Theory. Journal of Chemical Theory and Computation, 2008, 4, 1094-1106. 2.3 27

353
Ab Initio and Density Functional Theory Modeling of the Chiroptical Response of Glycine and Alanine
in Solution Using Explicit Solvation and Molecular Dynamics. Journal of Chemical Theory and
Computation, 2008, 4, 1902-1914.

2.3 47

354 Strong Two-Photon Circular Dichroism in Helicenes:â€‰ A Theoretical Investigation. Journal of Chemical
Theory and Computation, 2008, 4, 457-467. 2.3 42

355 Theoretical investigation on the linear and nonlinear susceptibilities of urea crystal. Journal of
Chemical Physics, 2008, 128, 244713. 1.2 26

356 A Density Functional Theory for Symmetric Radical Cations from Bonding to Dissociation. Journal of
Physical Chemistry A, 2008, 112, 12789-12791. 1.1 45

357 Analytic Calculations of Vibrational Hyperpolarizabilities in the Atomic Orbital Basis. Journal of
Physical Chemistry A, 2008, 112, 11942-11950. 1.1 30

358 Cubic Nonlinear Optical Properties of Platinum-Terminated Polyynediyl Chains. Inorganic Chemistry,
2008, 47, 9946-9957. 1.9 66

359 Performance of DFT Methods in the Calculation of Optical Spectra of Chromophores. , 2008, , . 1

360 Complex polarization propagator calculations of magnetic circular dichroism spectra. Journal of
Chemical Physics, 2008, 128, 094103. 1.2 63

361 Spin-orbit effects in the photoabsorption of WAu12 and MoAu12: A relativistic time dependent density
functional study. Journal of Chemical Physics, 2008, 128, 134307. 1.2 17

362
A virtual vibrational self-consistent-field method for efficient calculation of molecular vibrational
partition functions and thermal effects on molecular properties. Journal of Chemical Physics, 2008,
128, 174106.

1.2 21

363 What can we learn from the adiabatic connection formalism about local hybrid functionals?. Journal
of Chemical Physics, 2008, 128, 214107. 1.2 44

364 A generalized Poisson equation and short-range self-interaction energies. Journal of Chemical
Physics, 2008, 128, 241101. 1.2 3



11

Citation Report

# Article IF Citations

365
Density-fragment interaction approach for quantum-mechanical/molecular-mechanical calculations
with application to the excited states of a Mg2+-sensitive dye. Journal of Chemical Physics, 2008, 129,
054102.

1.2 43

366 Ab initio study of the one- and two-photon circular dichroism of R-(+)-3-methyl-cyclopentanone.
Journal of Chemical Physics, 2008, 128, 164312. 1.2 50

367 X-ray absorption and natural circular dichroism spectra of C84: A theoretical study using the
complex polarization propagator approach. Journal of Chemical Physics, 2008, 128, 234304. 1.2 16

368 On the performance of quantum chemical methods to predict solvatochromic effects: The case of
acrolein in aqueous solution. Journal of Chemical Physics, 2008, 128, 194503. 1.2 76

369 Parameterized local hybrid functionals from density-matrix similarity metrics. Journal of Chemical
Physics, 2008, 128, 084111. 1.2 42

370 Towards an accurate description of the electronic properties of the biphenylthiol/gold interface: The
role of exact exchange. Journal of Chemical Physics, 2009, 131, 234101. 1.2 23

371
Role of noncollinear magnetization for the first-order electric-dipole hyperpolarizability at the
four-component Kohnâ€“Sham density functional theory level. Journal of Chemical Physics, 2009, 130,
024109.

1.2 14

372 Theoretical study of one- and two-photon absorption spectra of azoaromatic compounds. Journal of
Chemical Physics, 2009, 131, 244516. 1.2 27

373 Stretched hydrogen molecule from a constrained-search density-functional perspective. Physical
Review A, 2009, 80, . 1.0 6

374 Assessment of double-hybrid energy functionals for Ï€-conjugated systems. Journal of Chemical
Physics, 2009, 131, 084108. 1.2 74

375 On the self-consistent implementation of general occupied-orbital dependent exchange-correlation
functionals with application to the B05 functional. Journal of Chemical Physics, 2009, 131, 084103. 1.2 25

376 Complete-active-space multiconfiguration Dirac-Hartree-Fock calculations of hyperfine-structure
constants of the gold atom. Physical Review A, 2009, 79, . 1.0 29

378
A systematic analysis of the structure and (hyper)polarizability of donor-acceptor substituted
polyacetylenes using a Coulomb-attenuating density functional. Journal of Chemical Physics, 2009, 131,
124105.

1.2 34

379 Parallel computation of coupled-cluster hyperpolarizabilities. Journal of Chemical Physics, 2009, 130,
194108. 1.2 72

380 Theory for Vibrationally Resolved Two-Photon Circular Dichroism Spectra. Application to
(R)-(+)-3-Methylcyclopentanone. Journal of Physical Chemistry A, 2009, 113, 4198-4207. 1.1 49

381
Dynamic polarizability, Cauchy moments, and the optical absorption spectrum of liquid water: A
sequential molecular dynamics/quantum mechanical approach. Journal of Chemical Physics, 2009, 130,
014505.

1.2 24

382 Coupled-cluster and density functional theory studies of the electronic excitation spectra of
trans-1,3-butadiene and trans-2-propeniminium. Journal of Chemical Physics, 2009, 131, 024301. 1.2 44

383 Benchmarking density-functional-theory calculations of rotational g tensors and magnetizabilities
using accurate coupled-cluster calculations. Journal of Chemical Physics, 2009, 131, 144104. 1.2 60



12

Citation Report

# Article IF Citations

384 Development and assessment of a short-range meta-GGA functional. Journal of Chemical Physics, 2009,
130, 234112. 1.2 48

385
Automated calculation of anharmonic vibrational contributions to first hyperpolarizabilities:
Quadratic response functions from vibrational configuration interaction wave functions. Journal of
Chemical Physics, 2009, 131, 154101.

1.2 29

386 Electronic spectra of the linear polyyne cations HC2nH+â€ˆ(n=2â€“8): An<i>ab initio</i>study. Journal of
Chemical Physics, 2009, 131, 144307. 1.2 19

387
Effects of Ï€-stacking interactions on the near carbon K-edge x-ray absorption fine structure: A
theoretical study of the ethylene pentamer and the phthalocyanine dimer. Journal of Chemical
Physics, 2009, 130, 104305.

1.2 13

388
Structure versus Solvent Effects on Nonlinear Optical Properties of Pushâˆ’Pull Systems: A
Quantum-Mechanical Study Based on a Polarizable Continuum Model. Journal of Physical Chemistry A,
2009, 113, 14774-14784.

1.1 31

389
On circular dichroism and the separation between chromophore and chiral center: The near carbon
Kâ€•edge Xâ€•ray absorption and circular dichroism spectra of noradrenaline and <scp>L</scp>â€•DOPA.
Chirality, 2009, 21, E13-9.

1.3 17

390 Computing chiroptical properties with firstâ€•principles theoretical methods: Background and
illustrative examples. Chirality, 2009, 21, E116-52. 1.3 296

391 Chargeâ€•Transfer Excitations and Timeâ€•Dependent Density Functional Theory: Problems and Some
Proposed Solutions. ChemPhysChem, 2009, 10, 1757-1760. 1.0 190

392 Subsystemâ€•Based Theoretical Spectroscopy of Biomolecules and Biomolecular Assemblies.
ChemPhysChem, 2009, 10, 3148-3173. 1.0 91

393 Intramolecular electronic communication in a dimethylaminoazobenzeneâ€“fullerene C<sub>60</sub>
dyad: An experimental and TDâ€•DFT study. Journal of Computational Chemistry, 2010, 31, 1182-1194. 1.5 8

394 Linear and nonlinear optical properties of azobenzene derivatives. Journal of Molecular Modeling,
2009, 15, 581-590. 0.8 24

395 Two-photon absorption of perylene derivatives: Interpreting the spectral structure. Chemical Physics
Letters, 2009, 479, 52-55. 1.2 10

396
Reinvestigation of electronic structure and electric properties of large betaine molecules: A
combined long-range-corrected DFT and coupled-cluster study. Chemical Physics Letters, 2009, 480,
37-40.

1.2 5

397 An adaptive density-guided approach for the generation of potential energy surfaces of polyatomic
molecules. Theoretical Chemistry Accounts, 2009, 123, 413-429. 0.5 73

398 Improvement of the NEMO potential by inclusion of intramolecular polarization. International
Journal of Quantum Chemistry, 2009, 109, 1255-1266. 1.0 12

399 Intramolecular chargeâ€•transfer excitation energies from rangeâ€•separated hybrid functionals using the
Yukawa potential. International Journal of Quantum Chemistry, 2009, 109, 1905-1914. 1.0 31

400 Relativistic adiabatic timeâ€•dependent density functional theory using hybrid functionals and
noncollinear spin magnetization. International Journal of Quantum Chemistry, 2009, 109, 2091-2112. 1.0 87

401 Polarizabilities and second hyperpolarizabilities of hydrogen chains using the spinâ€•componentâ€•scaled
MÃ¸llerâ€“Plesset secondâ€•order method. International Journal of Quantum Chemistry, 2009, 109, 3103-3111. 1.0 22



13

Citation Report

# Article IF Citations

402 Resonating coupledâ€•cluster CI approach to ionâ€•radical systems: Comparison with the unrestricted
coupledâ€•cluster approach. International Journal of Quantum Chemistry, 2009, 109, 3811-3818. 1.0 7

403 TD-DFT benchmark for indigoÃ¯d dyes. Computational and Theoretical Chemistry, 2009, 914, 100-105. 1.5 37

404 PCM/TD-DFT study of the two lowest excited states of uracil derivatives in solution: The effect of the
functional and of the cavity model. Computational and Theoretical Chemistry, 2009, 914, 87-93. 1.5 35

405 Illustration of a TDDFT spatial overlap diagnostic by basis function exponent scaling. Computational
and Theoretical Chemistry, 2009, 914, 110-114. 1.5 38

406 Static electronic and vibrational first hyperpolarizability of meta-dinitrobenzene as studied by
quantum chemical calculations. Computational and Theoretical Chemistry, 2009, 907, 46-50. 1.5 34

407 Resonance enhanced Raman scattering from the complex electric-dipole polarizability: A theoretical
study on N2. Chemical Physics Letters, 2009, 468, 119-123. 1.2 28

408 Charge transfer excitation energies in pyridineâ€“silver complexes studied by a QM/MM method.
Chemical Physics Letters, 2009, 470, 285-288. 1.2 38

409
Toward spectroscopic studies of biologically relevant systems: Vibrational spectrum of adenine as a
test case for performances of long-range/dispersion corrected density functionals. Chemical Physics
Letters, 2009, 475, 105-110.

1.2 48

410 Charge-resonance excitations in symmetric molecules â€“ Comparison of linear response DFT with CC3
for the excited states of a model dimer. Chemical Physics Letters, 2009, 478, 127-131. 1.2 11

411 Classification of Raman active modes of platinum(II) acetylides: A combined experimental and
theoretical study. Chemical Physics Letters, 2009, 481, 209-213. 1.2 9

412 Accurate dipole polarizabilities for water clusters n=2â€“12 at the coupled-cluster level of theory and
benchmarking of various density functionals. Journal of Chemical Physics, 2009, 131, 214103. 1.2 83

413 Extensive TD-DFT Benchmark: Singlet-Excited States of Organic Molecules. Journal of Chemical Theory
and Computation, 2009, 5, 2420-2435. 2.3 942

414
A long-range-corrected density functional that performs well for both ground-state properties and
time-dependent density functional theory excitation energies, including charge-transfer excited
states. Journal of Chemical Physics, 2009, 130, 054112.

1.2 566

415 Performance of DFT Methods in the Calculation of Optical Spectra of TCF-Chromophores. Journal of
Chemical Theory and Computation, 2009, 5, 2835-2846. 2.3 54

416 Accurate Simulation of Optical Properties in Dyes. Accounts of Chemical Research, 2009, 42, 326-334. 7.6 435

417
Deciphering the Influence of Short-Range Electronic Couplings on Optical Properties of Molecular
Dimers: Application to â€œSpecial Pairsâ€• in Photosynthesis. Journal of Physical Chemistry B, 2009, 113,
12603-12614.

1.2 93

418 Time-Dependent Density Functional Theory Study of the Electronic Excitation Spectra of
Chlorophyllide a and Pheophorbide a in Solvents. Journal of Physical Chemistry B, 2009, 113, 4817-4825. 1.2 29

419 Gas Phase Absorption Studies of Photoactive Yellow Protein Chromophore Derivatives. Journal of
Physical Chemistry A, 2009, 113, 9442-9449. 1.1 56



14

Citation Report

# Article IF Citations

420 Polarization and Spectral Shift of Benzophenone in Supercritical Water. Journal of Physical
Chemistry A, 2009, 113, 5112-5118. 1.1 25

421
Gauge-Origin Independent Formulation and Implementation of Magneto-Optical Activity within
Atomic-Orbital-Density Based Hartreeâˆ’Fock and Kohnâˆ’Sham Response Theories. Journal of Chemical
Theory and Computation, 2009, 5, 1997-2020.

2.3 37

422 Excited States of DNA Base Pairs Using Long-Range Corrected Time-Dependent Density Functional
Theory. Journal of Physical Chemistry A, 2009, 113, 9761-9765. 1.1 64

423 Temporary Anion States of Ferrocene and Dibenzene Chromium Using Stabilization Method in Density
Functional Theory. Journal of Physical Chemistry A, 2009, 113, 9551-9558. 1.1 11

424 Local Hybrid Functionals with an Explicit Dependence on Spin Polarization. Journal of Physical
Chemistry A, 2009, 113, 11898-11906. 1.1 43

425 Excited State Potential Energy Surfaces of Polyenes and Protonated Schiff Bases. Journal of Chemical
Theory and Computation, 2009, 5, 2401-2414. 2.3 36

426 Electronic Hyperpolarizabilities for Donorâˆ’Acceptor Molecules with Long Conjugated Bridges:
Calculations versus Experiment. Journal of Physical Chemistry A, 2009, 113, 10994-11001. 1.1 129

427 Deleterious Effects of Long-Range Self-Repulsion on the Density Functional Description of
O<sub>2</sub> Sticking on Aluminum. Journal of Physical Chemistry A, 2009, 113, 7521-7527. 1.1 27

428 Excitation and Emission Properties of Platinum(II) Acetylides at High and Low Concentrations. Journal
of Physical Chemistry A, 2009, 113, 11242-11249. 1.1 11

429 Linear and Nonlinear Optical Properties of [60]Fullerene Derivatives. Journal of Physical Chemistry A,
2009, 113, 1159-1170. 1.1 102

430 FÃ¶rster Energy Transfer and Davydov Splittings in Time-Dependent Density Functional Theory: Lessons
from 2-Pyridone Dimer. Journal of Chemical Theory and Computation, 2009, 5, 873-880. 2.3 32

431 Time-dependent density functional theory calculations of near-edge X-ray absorption fine structure
with short-range corrected functionals. Physical Chemistry Chemical Physics, 2009, 11, 10350. 1.3 168

432 Coulomb-only second-order perturbation theory in long-range-corrected hybrid density functionals.
Physical Chemistry Chemical Physics, 2009, 11, 9677. 1.3 29

433 Density functional theory for transition metals and transition metal chemistry. Physical Chemistry
Chemical Physics, 2009, 11, 10757. 1.3 1,431

434
Time-dependent density functional theory for resonant properties: resonance enhanced Raman
scattering from the complex electric-dipole polarizability. Physical Chemistry Chemical Physics, 2009,
11, 4539.

1.3 40

435 Fretting about FRET: Failure of the Ideal Dipole Approximation. Biophysical Journal, 2009, 96, 4779-4788. 0.2 118

436 On the accurate calculation of polarizabilities and second hyperpolarizabilities of polyacetylene
oligomer chains using the CAM-B3LYP density functional. Journal of Chemical Physics, 2009, 130, 194114. 1.2 256

437 Theoretische Chemie 2008. Nachrichten Aus Der Chemie, 2009, 57, 305-311. 0.0 4



15

Citation Report

# Article IF Citations

438 Excitation Energies of Zinc Porphyrin in Aqueous Solution Using Long-Range Corrected
Time-Dependent Density Functional Theory. Journal of Physical Chemistry A, 2009, 113, 6041-6043. 1.1 60

439 Spectral Properties of Spirooxazine Photochromes: TD-DFT Insights. Journal of Physical Chemistry A,
2009, 113, 13004-13012. 1.1 34

440 Thermopower of Molecular Junctions: An ab Initio Study. Nano Letters, 2009, 9, 1011-1014. 4.5 91

441 Koopmansâ€™ springs to life. Journal of Chemical Physics, 2009, 131, 231101. 1.2 184

442 Understanding the Moleculeâˆ’Surface Chemical Coupling in SERS. Journal of the American Chemical
Society, 2009, 131, 4090-4098. 6.6 371

443 The polarizability in solution of tetra-phenyl-porphyrin derivatives in their excited electronic states: a
PCM/TD-DFT study. Physical Chemistry Chemical Physics, 2009, 11, 4664. 1.3 61

444 Large two-photon absorption cross section: molecular tweezer as a new promising class of
compounds for nonlinear optics. Physical Chemistry Chemical Physics, 2009, 11, 2592. 1.3 46

445 An improved long-range corrected hybrid functional with vanishing Hartreeâ€“Fock exchange at zero
interelectronic distance (LC2gau-BOP). Journal of Chemical Physics, 2009, 131, 144108. 1.2 45

446 Absorption and fluorescence properties of oligothiophene biomarkers from long-range-corrected
time-dependent density functional theory. Physical Chemistry Chemical Physics, 2009, 11, 4498. 1.3 145

447
Excited-State Modeling of the Astaxanthin Dimer Predicts a Minor Contribution from Exciton
Coupling to the Bathochromic Shift in Crustacyanin. Journal of Physical Chemistry B, 2009, 113,
5311-5317.

1.2 21

448 Examination of DFT and TDDFT Methods II. Journal of Physical Chemistry A, 2009, 113, 10873-10879. 1.1 19

449 Intermolecular Interaction-Controlled Tuning of the Two-Photon Absorption of Fullerene Bound in a
Buckycatcher. Journal of Physical Chemistry A, 2009, 113, 5485-5488. 1.1 41

451
Excited States Decay of the Aâˆ’T DNA: A PCM/TD-DFT Study in Aqueous Solution of the
(9-Methyl-adenine)2Â·(1-methyl-thymine)2 Stacked Tetramer. Journal of the American Chemical Society,
2009, 131, 15232-15245.

6.6 101

452 One- and Two-Photon Spectra of Platinum Acetylide Chromophores: A TDDFT Study. Journal of Physical
Chemistry A, 2009, 113, 13943-13952. 1.1 28

453 A new generalized Kohnâ€“Sham method for fundamental band-gaps in solids. Physical Chemistry
Chemical Physics, 2009, 11, 4674. 1.3 39

454
The 559-to-600 nm shift observed in red fluorescent protein eqFP611 is attributed to cisâ€“trans
isomerization of the chromophore in an anionic protein pocket. Physical Chemistry Chemical Physics,
2009, 11, 6042.

1.3 3

455 Photoabsorption studies of neutral green fluorescent protein model chromophores in vacuo.
Physical Chemistry Chemical Physics, 2009, 11, 9996. 1.3 41

456
A theoretical and experimental study of non-linear absorption properties of substituted
2,5-di-(phenylethynyl)thiophenes and structurally related compounds. Molecular Physics, 2009, 107,
629-641.

0.8 13



16

Citation Report

# Article IF Citations

457 Excited state surfaces in density functional theory: A new twist on an old problem. Journal of
Chemical Physics, 2009, 131, 091101. 1.2 165

458 Theoretical Investigation of Thermal Decomposition of Peroxidized Coelenterazines with and without
External Perturbations. Journal of Physical Chemistry A, 2009, 113, 15171-15187. 1.1 11

459
Infrared Spectroscopy of Phenolâˆ’(H<sub>2</sub>O)<sub><i>n</i>&gt;10</sub>: Structural Strains in
Hydrogen Bond Networks of Neutral Water Clusters. Journal of Physical Chemistry A, 2009, 113,
12134-12141.

1.1 55

460 A Scheme for the Evaluation of Electron Delocalization and Conjugation Efficiency in Linearly
Ï€-Conjugated Systems. Journal of Chemical Theory and Computation, 2009, 5, 506-514. 2.3 28

461 TDDFT diagnostic testing and functional assessment for triazene chromophores. Physical Chemistry
Chemical Physics, 2009, 11, 4465. 1.3 145

462
Structures and Properties of Electronically Excited Chromophores in Solution from the Polarizable
Continuum Model Coupled to the Time-Dependent Density Functional Theory. Journal of Physical
Chemistry A, 2009, 113, 3009-3020.

1.1 173

463 Prediction of charge-transfer excitations in coumarin-based dyes using a range-separated functional
tuned from first principles. Journal of Chemical Physics, 2009, 131, 244119. 1.2 313

464 Reliable Prediction of Charge Transfer Excitations in Molecular Complexes Using Time-Dependent
Density Functional Theory. Journal of the American Chemical Society, 2009, 131, 2818-2820. 6.6 729

465 Molecular Dynamics and Quantum Chemistry Study on Conformations and Optical Properties of
Hydrogen Bonded Dipolar Merocyanine Dyes. Journal of Physical Chemistry B, 2009, 113, 10271-10276. 1.2 12

466 Determination of Molecular Structure of Bisphenylene Homologues of BINOL-Based Phosphoramidites
by Chiroptical Methods. Journal of Physical Chemistry A, 2009, 113, 10717-10725. 1.1 17

467 On the controversial nature of the 1â€‰B1u and 2â€‰B1u states of <i>trans</i>-stilbene: The n-electron
valence state perturbation theory approach. Journal of Chemical Physics, 2009, 130, 174307. 1.2 27

468
Vibronic Model for the Quantum Dynamical Study of the Competition between Bright and
Charge-Transfer Excited States in Single-Strand Polynucleotides: The Adenine Dimer Case. Journal of
Physical Chemistry A, 2009, 113, 15346-15354.

1.1 56

469
Potential Energy Surfaces for Vibrational Structure Calculations from a Multiresolution Adaptive
Density-Guided Approach: Implementation and Test Calculations. Journal of Physical Chemistry A, 2009,
113, 8712-8723.

1.1 34

470 Performance of the major semiempirical, ab initio, and density functional theory methods in
evaluating isomerization enthalpies for linear to branched heptanes. Nature Precedings, 2010, , . 0.1 6

471 On Occupied-orbital Dependent Exchange-correlation Functionals: From Local Hybrids to Beckeâ€™s B05
Model. Zeitschrift Fur Physikalische Chemie, 2010, 224, 545-567. 1.4 8

472
Theoretical Study on the Electronic Configurations and Nature of Chemical Bonds of Dirhodium
Tetraacetato Complexes [Rh2(CH3COO)4(L)2] (L = H2O, Free): Broken Symmetry Approach. Bulletin of
the Chemical Society of Japan, 2010, 83, 1481-1488.

2.0 11

473 Coupling of Short-range Density-functional with Long-range Post-Hartree-Fock Methods. Zeitschrift
Fur Physikalische Chemie, 2010, 224, 481-491. 1.4 2

474
Accurate Harmonic/Anharmonic Vibrational Frequencies for Open-Shell Systems: Performances of the
B3LYP/N07D Model for Semirigid Free Radicals Benchmarked by CCSD(T) Computations. Journal of
Chemical Theory and Computation, 2010, 6, 828-838.

2.3 120



17

Citation Report

# Article IF Citations

475 Basis set effects on the hyperpolarizability of CHCl3: Gaussian-type orbitals, numerical basis sets and
real-space grids. Journal of Chemical Physics, 2010, 133, 034111. 1.2 46

476 Electric-Field-Assisted Electron Transfer in a Porphineâˆ’Quinone Complex: A Theoretical Study. Journal
of Chemical Theory and Computation, 2010, 6, 805-816. 2.3 13

477 Local and Remote Chargeâ€•Transferâ€•Enhanced Raman Scattering on Oneâ€•Dimensional Transitionâ€•Metal
Oxides. Chemistry - an Asian Journal, 2010, 5, 1824-1829. 1.7 42

478 A Computational Investigation of Organic Dyes for Dye-Sensitized Solar Cells: Benchmark, Strategies,
and Open Issues. Journal of Physical Chemistry C, 2010, 114, 7205-7212. 1.5 328

479 Ab Initio Determination of Ground and Excited State Oxidation Potentials of Organic Chromophores
for Dye-Sensitized Solar Cells. Journal of Physical Chemistry C, 2010, 114, 22742-22750. 1.5 135

480 Photoinduced Energy-Transfer and Electron-Transfer Processes in Dye-Sensitized Solar Cells: TDDFT
Insights for Triphenylamine Dyes. Journal of Physical Chemistry C, 2010, 114, 16716-16725. 1.5 105

481
Dependence of Excited State Potential Energy Surfaces on the Spatial Overlap of the Kohnâˆ’Sham
Orbitals and the Amount of Nonlocal Hartreeâˆ’Fock Exchange in Time-Dependent Density Functional
Theory. Journal of Chemical Theory and Computation, 2010, 6, 2315-2324.

2.3 108

482 Fundamental Gaps in Finite Systems from Eigenvalues of a Generalized Kohn-Sham Method. Physical
Review Letters, 2010, 105, 266802. 2.9 377

483 Theoretical study in gas phase of linear and nonlinear optical properties of the ortho-, meta- and
para-nitrophenol isomers. Theoretical Chemistry Accounts, 2010, 126, 27-37. 0.5 8

484 Overcoming systematic DFT errors for hydrocarbon reaction energies. Theoretical Chemistry
Accounts, 2010, 127, 429-442. 0.5 51

485 The K-band Î»max values of the ultravioletâ€“visible spectra of some hydrazones in ethanol by a
TD-DFT/PCM approach. Chemical Physics Letters, 2010, 494, 198-201. 1.2 4

486 A broken-symmetry study on the automerization of cyclobutadiene. Comparison with UNO- and
DNO-MRCC methods. Chemical Physics Letters, 2010, 498, 253-258. 1.2 19

487 Theoretical studies on structures and electronic spectra of linear HC2n+1H+ (n=2â€“7). International
Journal of Mass Spectrometry, 2010, 290, 113-119. 0.7 8

488 Chromophore-specific theoretical spectroscopy: From subsystem density functional theory to
mode-specific vibrational spectroscopy. Physics Reports, 2010, 489, 1-87. 10.3 118

489 Synthesis and computational studies of diphenylamine donor-carbazole linker-based donorâ€“acceptor
compounds. Tetrahedron, 2010, 66, 9641-9649. 1.0 14

490 Conformational diversity of anthracycline anticancer antibiotics: A density functional theory
calculation. Computational and Theoretical Chemistry, 2010, 951, 60-68. 1.5 22

491 Computational note on IR and Raman spectra of neutral and protonated forms of Aripiprazole (Abilify)
and its metabolite Dehydroaripiprazole. Computational and Theoretical Chemistry, 2010, 955, 178-179. 1.5 3

492 DFT study of linear and nonlinear optical properties of donor-acceptor substituted stilbenes,
azobenzenes and benzilideneanilines. Journal of Molecular Modeling, 2010, 16, 659-668. 0.8 53



18

Citation Report

# Article IF Citations

493
Calculation of the Vibrationally Resolved, Circularly Polarized Luminescence of
<i>d</i>â€•Camphorquinone and (<i>S</i>,<i>S</i>)â€•<i>trans</i>â€•Î²â€•Hydrindanone. ChemPhysChem, 2010, 11,
2409-2415.

1.0 60

494 Comparison of aromatic NHÂ·Â·Â·Ï€, OHÂ·Â·Â·Ï€, and CHÂ·Â·Â·Ï€ interactions of alanine using MP2, CCSD, and DFT
methods. Journal of Computational Chemistry, 2010, 31, 2874-2882. 1.5 110

495
Solving the Puzzling Absolute Configuration Determination of a Flexible Molecule by Vibrational and
Electronic Circular Dichroism Spectroscopies and DFT Calculations: The Case Study of a Chiral
2,2â€²-Dinitro-2,2â€²-biaziridine. European Journal of Organic Chemistry, 2010, 2010, 6193-6199.

1.2 11

496 Heteroaromatic Cationâ€•Based Chromophores: Synthesis and Nonlinear Optical Properties of
Alkynylazinium Salts. European Journal of Organic Chemistry, 2010, 2010, 6323-6330. 1.2 11

498 Fluorescent â€˜Twistâ€•onâ€™ Sensing by Inducedâ€•Fit Anion Stabilisation of a Planar Chromophore. Chemistry -
A European Journal, 2010, 16, 2714-2718. 1.7 58

499 Spectroscopic Implications of the Electron Donorâ€“Acceptor Effect in the Photoactive Yellow Protein
Chromophore. Chemistry - A European Journal, 2010, 16, 11977-11984. 1.7 20

500
Enantiomerically Pure Allenoâ€“Acetylenic Macrocycles: Synthesis, Solidâ€•State Structures, Chiroptical
Properties, and Electron Localization Function Analysis. Chemistry - A European Journal, 2010, 16,
9796-9807.

1.7 51

501 Density-functional computation of 93Nb NMR chemical shifts. Magnetic Resonance in Chemistry, 2010,
48, S61-S68. 1.1 17

502
Augmented Gaussian basis set of double zeta valence quality for the atoms Rb and Yâ€“Xe: Application in
DFT calculations of molecular electric properties. Computational and Theoretical Chemistry, 2010,
948, 43-46.

1.5 37

503 UV electronic excitations in acidic sugars. Computational and Theoretical Chemistry, 2010, 960, 51-56. 1.5 13

504 High second-order NLO responses of dehydrogenated hydrogen cyanide borane(1) oligomers.
Computational and Theoretical Chemistry, 2010, 961, 66-72. 1.5 11

505 Ab initio investigation on the nonlinear optical properties of CdnTen (n=1â€“10) clusters. Chemical
Physics, 2010, 367, 152-159. 0.9 9

506 Absorption and emission spectra of 1,8-naphthalimide fluorophores: A PCM-TD-DFT investigation.
Chemical Physics, 2010, 372, 61-66. 0.9 58

507 NWChem: A comprehensive and scalable open-source solution for large scale molecular simulations.
Computer Physics Communications, 2010, 181, 1477-1489. 3.0 4,740

508 Photochromic molecular wires: Insights from theory. Chemical Physics Letters, 2010, 488, 193-197. 1.2 31

509 Visible spectrum of naphthazarin investigated through Time-Dependent Density Functional Theory.
Chemical Physics Letters, 2010, 493, 67-71. 1.2 19

510 The circular dichroism (CD) studies of bis-1,8-naphthalimide. The theoretical analysis in terms of
density functional and vibronic dimer theories. Chemical Physics Letters, 2010, 496, 74-79. 1.2 6

511
A critical analysis of the performance of new generation functionals on the calculation of the
(hyper) polarizabilities of clusters of varying stoichiometry: Test case the SimGen (m+n=7, n=0â€“7)
clusters. Chemical Physics Letters, 2010, 498, 134-139.

1.2 19



19

Citation Report

# Article IF Citations

512 Doping effects on the electric response properties of silicon clusters: A global structureâ€“property
investigation of AlSiâˆ’1 clusters (n= 3â€“10). Chemical Physics Letters, 2010, 500, 59-64. 1.2 17

513 Absorption spectra of recently synthesised organic dyes: A TDâ€•DFT study. International Journal of
Quantum Chemistry, 2010, 110, 2121-2129. 1.0 26

514 The role of exactâ€•exchange in the theoretical description of organicâ€•metal interfaces. International
Journal of Quantum Chemistry, 2010, 110, 2162-2171. 1.0 16

515
Assessing the performances of some recently proposed density functionals for the description of
bond dissociations involving organic radicals. International Journal of Quantum Chemistry, 2010, 110,
2320-2329.

1.0 12

516 Analytical energy gradients of Coulombâ€•attenuated timeâ€•dependent density functional methods for
excited states. International Journal of Quantum Chemistry, 2010, 110, 2247-2255. 1.0 22

517
DFT study of ferroelectric properties of the copolymers: Poly(vinylideneflourideâ€•trifluoroethylene)
and poly(vinylidene fluorideâ€•chlorotrifluoroethylene). International Journal of Quantum Chemistry,
2010, 110, 2411-2417.

1.0 5

518 UNOâ€• and ULOâ€•MRCC(Mk), APâ€•UCC and APâ€•UBD approaches to diradical systems. International Journal of
Quantum Chemistry, 2010, 110, 3015-3026. 1.0 15

519
Theoretical spectroscopy of carbocyanine dyes made accurate by frozen density correction to
excitation energies obtained by TDâ€•DFT. International Journal of Quantum Chemistry, 2010, 110,
3095-3100.

1.0 36

520 The adiabatic approximation in time-dependent density matrix functional theory: Response properties
from dynamics of phase-including natural orbitals. Journal of Chemical Physics, 2010, 133, 174119. 1.2 29

521 An Additive Long-range Potential to Correct for the Charge-transfer Failure of Time-dependent
Density Functional Theory. Zeitschrift Fur Physikalische Chemie, 2010, 224, 311-324. 1.4 9

522
Active-space completely-renormalized equation-of-motion coupled-cluster formalism: Excited-state
studies of green fluorescent protein, free-base porphyrin, and oligoporphyrin dimer. Journal of
Chemical Physics, 2010, 132, 154103.

1.2 59

523 Simulation of time resolved photoelectron spectra with Stieltjes imaging illustrated on ultrafast
internal conversion in pyrazine. Journal of Chemical Physics, 2010, 132, 174301. 1.2 48

524 Ultrafast deactivation processes in the 2-aminopyridine dimer and the adenine-thymine base pair:
Similarities and differences. Journal of Chemical Physics, 2010, 133, 064302. 1.2 16

525 Communication: Bond length alternation of conjugated oligomers: Another step on the fifth rung of
Perdewâ€™s ladder of functional. Journal of Chemical Physics, 2010, 133, 151104. 1.2 23

526 Linear complex polarization propagator in a four-component Kohnâ€“Sham framework. Journal of
Chemical Physics, 2010, 133, 064105. 1.2 33

527 Range-dependent adiabatic connections. Journal of Chemical Physics, 2010, 133, 164112. 1.2 30

528 Calculations of the low-lying excited states of the TiO2 molecule. Journal of Chemical Physics, 2010,
133, 204302. 1.2 26

529 Range-separated density-functional theory with random phase approximation applied to noncovalent
intermolecular interactions. Journal of Chemical Physics, 2010, 132, 244108. 1.2 119



20

Citation Report

# Article IF Citations

530 Spin-state splittings, highest-occupied-molecular-orbital and lowest-unoccupied-molecular-orbital
energies, and chemical hardness. Journal of Chemical Physics, 2010, 133, 164107. 1.2 14

531 Superexchange-mediated electronic energy transfer in a model dyad. Physical Chemistry Chemical
Physics, 2010, 12, 7378. 1.3 32

532 Excited States in Solution through Polarizable Embedding. Journal of Chemical Theory and
Computation, 2010, 6, 3721-3734. 2.3 293

533 Doubly Closing or Not? Theoretical Analysis for Coupled Photochromes. Journal of Physical
Chemistry C, 2010, 114, 9489-9497. 1.5 49

534 Low-Lying Excited States of C120 and C151: A Multireference Perturbation Theory Study. Journal of
Physical Chemistry A, 2010, 114, 12363-12368. 1.1 11

535 Electric field induced activation of H2â€”Can DFT do the job?. Chemical Communications, 2010, 46, 7942. 2.2 106

536 Long-range corrected density functional theory study on static second hyperpolarizabilities of
singlet diradical systems. Journal of Chemical Physics, 2010, 132, 094107. 1.2 82

537 Effect of chemical change on TDDFT accuracy: orbital overlap perspective of the hydrogenation of
retinal. Physical Chemistry Chemical Physics, 2010, 12, 2816. 1.3 37

538 What is Solvatochromism?. Journal of Physical Chemistry B, 2010, 114, 17128-17135. 1.2 389

539 Electronic Structure and Optical Properties of Dianionic and Dicationic Ï€-Dimers. Journal of Physical
Chemistry A, 2010, 114, 6972-6977. 1.1 30

540 QM/MM Approaches to the Electronic Spectra of Hydrogen-Bonding Systems with Connection to
Many-Body Decomposition Schemes. Advances in Quantum Chemistry, 2010, , 99-144. 0.4 4

541 Assessment of TD-DFT methods and of various spin scaled CIS(D) and CC2 versions for the treatment of
low-lying valence excitations of large organic dyes. Journal of Chemical Physics, 2010, 132, . 1.2 313

542 Studies of the Ground and Excited-State Surfaces of the Retinal Chromophore using CAM-B3LYP.
Journal of Physical Chemistry B, 2010, 114, 5547-5555. 1.2 79

543 <i>Ab initio</i> calculations of optical absorption spectra: Solution of the Betheâ€“Salpeter equation
within density matrix perturbation theory. Journal of Chemical Physics, 2010, 133, 164109. 1.2 132

544
Chlorophyll-<i>a</i>Derivatives with Various Hydrocarbon Ester Groups for Efficient Dye-Sensitized
Solar Cells: Static and Ultrafast Evaluations on Electron Injection and Charge Collection Processes.
Langmuir, 2010, 26, 6320-6327.

1.6 118

545 Absorption Spectra of Riboflavinâ€”A Difficult Case for Computational Chemistry. Journal of Physical
Chemistry A, 2010, 114, 10234-10242. 1.1 25

546 Spinâ€“spin coupling constants and triplet instabilities in Kohnâ€“Sham theory. Molecular Physics, 2010,
108, 2579-2590. 0.8 55

547 Assessment of the accuracy of long-range corrected functionals for describing the electronic and
optical properties of silver clusters. Journal of Chemical Physics, 2010, 132, 194302. 1.2 49



21

Citation Report

# Article IF Citations

548 Accuracy of computational solvation free energies for neutral and ionic compounds: Dependence on
level of theory and solvent model. Nature Precedings, 0, , . 0.1 12

549
Computational Thermochemistry: Scale Factor Databases and Scale Factors for Vibrational
Frequencies Obtained from Electronic Model Chemistries. Journal of Chemical Theory and
Computation, 2010, 6, 2872-2887.

2.3 1,183

550 On the TD-DFT Accuracy in Determining Single and Double Bonds in Excited-State Structures of
Organic Molecules. Journal of Physical Chemistry A, 2010, 114, 13402-13410. 1.1 76

551 Challenges with range-separated exchange-correlation functionals in time-dependent density
functional theory calculations. Molecular Physics, 2010, 108, 2745-2750. 0.8 20

552 Effects of Structural Fluctuations on Two-Photon Absorption Activity of Interacting Dipolar
Chromophores. Journal of Physical Chemistry B, 2010, 114, 10814-10820. 1.2 19

553 Computational Study of the One- and Two-Photon Absorption and Circular Dichroism of
(<scp>l</scp>)-Tryptophan. Journal of Physical Chemistry B, 2010, 114, 6500-6512. 1.2 45

554 Nonlinear Optical Effects Induced by Nanoparticles in Symmetric Molecules. Journal of Physical
Chemistry C, 2010, 114, 20870-20876. 1.5 15

555 MkMRCC, APUCC, APUBD calculations of didehydronated species: comparison among calculated
through-bond effective exchange integrals for diradicals. Molecular Physics, 2010, 108, 2533-2541. 0.8 10

556
Assessment of DFT and DFT-D for Potential Energy Surfaces of Rare Gas Trimersâ€”Implementation and
Analysis of Functionals and Extrapolation Procedures. Journal of Chemical Theory and Computation,
2010, 6, 1951-1965.

2.3 8

557 Can Range-Separated and Hybrid DFT Functionals Predict Low-Lying Excitations? A Tookad Case Study.
Journal of Chemical Theory and Computation, 2010, 6, 2086-2094. 2.3 33

558 Solvatochromic Shifts in Uracil: A Combined MD-QM/MM Study. Journal of Chemical Theory and
Computation, 2010, 6, 249-256. 2.3 66

559 UV-Photoelectron Spectroscopic Studies on 2-Arylethynyl-1,3,2-benzodiazaboroles. Organometallics,
2010, 29, 5192-5198. 1.1 26

560 Degenerate Two-Photon Absorption in All-Trans Retinal: Nonlinear Spectrum and Theoretical
Calculations. Journal of Physical Chemistry A, 2010, 114, 3466-3470. 1.1 17

561 The Structure of Geminal Imidazolium Bis(trifluoromethylsulfonyl)amide Ionic Liquids: A Theoretical
Study of the Gas Phase Ionic Complexes. Journal of Physical Chemistry A, 2010, 114, 12506-12512. 1.1 24

562 Understanding the Resonance Raman Scattering of Donorâˆ’Acceptor Complexes using Long-Range
Corrected DFT. Journal of Chemical Theory and Computation, 2010, 6, 2845-2855. 2.3 23

563 Complexes of C60 with Cyclic Oligothiophenes: A Theoretical Study. Journal of Physical Chemistry A,
2010, 114, 5406-5413. 1.1 8

564 Nonlinear Optical Switching Properties in the Furylfulgide Aberchrome 540âˆ’Dihydrobenzofuran
Derivative Pair of Photochromic Materials. Journal of Physical Chemistry A, 2010, 114, 673-679. 1.1 15

565 Probing the Acidâˆ’Base Equilibrium in Acidâˆ’Benzimidazole Complexes by <sup>1</sup>H NMR Spectra
and Density Functional Theory Calculations. Journal of Physical Chemistry B, 2010, 114, 12234-12241. 1.2 35



22

Citation Report

# Article IF Citations

566 Shielding Constants and Chemical Shifts in DFT: Influence of Optimized Effective Potential and
Coulomb-Attenuation. Journal of Physical Chemistry A, 2010, 114, 7179-7186. 1.1 18

567 An Atomic-Orbital-Based Lagrangian Approach for Calculating Geometric Gradients of Linear Response
Properties. Journal of Chemical Theory and Computation, 2010, 6, 1028-1047. 2.3 28

568 Magnetizabilities at Self-Interaction-Corrected Density Functional Theory Level. Journal of Chemical
Theory and Computation, 2010, 6, 3302-3311. 2.3 10

569 Applications of Screened Hybrid Density Functionals with Empirical Dispersion Corrections to Rare
Gas Dimers and Solids. Journal of Chemical Theory and Computation, 2010, 6, 864-872. 2.3 17

570
A Theoretical Investigation of the Photophysical Consequences of Major Plant Light-Harvesting
Complex Aggregation within the Photosynthetic Membrane. Journal of Physical Chemistry B, 2010, 114,
15244-15253.

1.2 17

571 Theoretical Study of the Low Lying States of Ga2X (X = P, As). Journal of Physical Chemistry A, 2010, 114,
9515-9522. 1.1 5

572 Controlling Polymorphic Transformations of Pentacene Crystal through Solvent Treatments: An
Experimental and Theoretical Study. Crystal Growth and Design, 2010, 10, 4501-4508. 1.4 29

573 Application of the Stabilization Method to Temporary Anion States of Ï€-Ligand Transition-Metal
Carbonyls in Density Functional Theory. Journal of Physical Chemistry A, 2010, 114, 2920-2929. 1.1 16

574 DFT Study of Ligand Binding to Small Gold Clusters. Journal of Physical Chemistry Letters, 2010, 1,
927-931. 2.1 64

575 Unsymmetrical Squaraines Incorporating the Thiophene Unit for Panchromatic Dye-Sensitized Solar
Cells. Organic Letters, 2010, 12, 5454-5457. 2.4 93

576 The Exchange-Energy Density Functional Based on the Modified Becke-Roussel Model. Journal of
Chemical Theory and Computation, 2010, 6, 647-661. 2.3 6

577 Exploration of the Biological Micro-Surrounding Effect on the Excited States of the Size-Expanded
Fluorescent Base x-Cytosine in DNA. Journal of Physical Chemistry B, 2010, 114, 3726-3734. 1.2 14

578
Comprehensive evaluation of medium and long range correlated density functionals in TD-DFT
investigation of DNA bases and base pairs: gas phase and water solution study. Molecular Physics,
2010, 108, 3131-3146.

0.8 19

579
Modulated Nonlinear Optical Responses and Charge Transfer Transition in Endohedral Fullerene
Dimers Na@C<sub>60</sub>C<sub>60</sub>@F with <i>n</i>-Fold Covalent Bond (<i>n</i> = 1, 2, 5, and) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 217 Td (6) and Long Range Ion Bond. Journal of Physical Chemistry C, 2010, 114, 11242-11247.1.5 80

580 Linear and nonlinear optical properties of triphenylamine-functionalized C60: insights from theory
and experiment. Physical Chemistry Chemical Physics, 2010, 12, 373-381. 1.3 42

581 Tuned Range-Separated Hybrids in Density Functional Theory. Annual Review of Physical Chemistry,
2010, 61, 85-109. 4.8 661

582
Electronic Transition Energies: A Study of the Performance of a Large Range of Single Reference
Density Functional and Wave Function Methods on Valence and Rydberg States Compared to
Experiment. Journal of Chemical Theory and Computation, 2010, 6, 370-383.

2.3 202

583 Time-Dependent Density Functional Response Theory for Electronic Chiroptical Properties of Chiral
Molecules. Topics in Current Chemistry, 2010, 298, 1-98. 4.0 98



23

Citation Report

# Article IF Citations

584 Time-dependent density functional theory calculations of the spectroscopy of core electrons.
Physical Chemistry Chemical Physics, 2010, 12, 12024. 1.3 202

585 On the Performances of the M06 Family of Density Functionals for Electronic Excitation Energies.
Journal of Chemical Theory and Computation, 2010, 6, 2071-2085. 2.3 383

586 Absorption and emission UV-Vis spectra of the TRITC fluorophore molecule in solution: a quantum
mechanical study. Physical Chemistry Chemical Physics, 2010, 12, 1000-1006. 1.3 67

587 Density functional approximations for charge transfer excitations with intermediate spatial overlap.
Physical Chemistry Chemical Physics, 2010, 12, 12697. 1.3 101

588 On the Absorption Spectra of Recently Synthesized Carbonyl Dyes: TD-DFT Insights. Journal of Physical
Chemistry A, 2010, 114, 9579-9582. 1.1 17

589 Simulation of the resonance Raman intensities of a rutheniumâ€“palladium photocatalyst by time
dependent density functional theory. Physical Chemistry Chemical Physics, 2010, 12, 14812. 1.3 47

590 Describing Anions by Density Functional Theory: Fractional Electron Affinity. Journal of Chemical
Theory and Computation, 2010, 6, 2726-2735. 2.3 104

591 Simulation of the Properties of a Photochromic Triad. Journal of Physical Chemistry Letters, 2010, 1,
2104-2108. 2.1 25

592 Modelling the spectroscopy and dynamics of plastocyanin. Physical Chemistry Chemical Physics, 2010,
12, 9667. 1.3 35

593
Molecular Engineering of Benzothiazolium Salts with Large Quadratic Hyperpolarizabilities: Can
Auxiliary Electron-Withdrawing Groups Enhance Nonlinear Optical Responses?. Journal of Physical
Chemistry C, 2010, 114, 22289-22302.

1.5 111

594 Environmental Effects in Computational Spectroscopy: Accuracy and Interpretation. ChemPhysChem,
2010, 11, 1812-1832. 1.0 51

595 Planar vs. twisted intramolecular charge transfer mechanism in Nile Red: new hints from theory.
Physical Chemistry Chemical Physics, 2010, 12, 8016. 1.3 126

596
Molecular Design of Organic Dye toward Retardation of Charge Recombination at
Semiconductor/Dye/Electrolyte Interface: Introduction of Twisted Ï€-Linker. Journal of Physical
Chemistry C, 2010, 114, 17920-17925.

1.5 73

597 Platinum(II) and Phosphorus MM3 Force Field Parametrization for Chromophore Absorption Spectra
at Room Temperature. Journal of Physical Chemistry A, 2010, 114, 4981-4987. 1.1 10

598 Structural manifestation of the delocalization error of density functional approximations: C4N+2
rings and C20 bowl, cage, and ring isomers. Journal of Chemical Physics, 2010, 132, 234113. 1.2 63

599 Electric Field Gradients Calculated from Two-Component Hybrid Density Functional Theory Including
Spinâˆ’Orbit Coupling. Journal of Chemical Theory and Computation, 2010, 6, 2669-2686. 2.3 47

600 Which strategy for molecular probe design? An answer from the integration of spectroscopy and QM
modeling. Physical Chemistry Chemical Physics, 2010, 12, 8999. 1.3 3

601 General Approach to Compute Vibrationally Resolved One-Photon Electronic Spectra. Journal of
Chemical Theory and Computation, 2010, 6, 1256-1274. 2.3 253



24

Citation Report

# Article IF Citations

602 Structural Features Analysis and Nonlinearity of End-Cap-Substituted Polyacetylenes. Journal of
Physical Chemistry A, 2010, 114, 2221-2229. 1.1 6

603
Harmonic and Anharmonic Vibrational Frequency Calculations with the Double-Hybrid B2PLYP
Method: Analytic Second Derivatives and Benchmark Studies. Journal of Chemical Theory and
Computation, 2010, 6, 2115-2125.

2.3 274

604 Relativistic coupled-cluster study of the parity-violation energy shift of CHFClBr. Physical Review A,
2010, 81, . 1.0 15

605 The Peculiar Spectral Properties of Amino-Substituted Uracils: A Combined Theoretical and
Experimental Study. Journal of Physical Chemistry B, 2010, 114, 12708-12719. 1.2 21

606
Optoelectronic and Excitonic Properties of Oligoacenes: Substantial Improvements from
Range-Separated Time-Dependent Density Functional Theory. Journal of Chemical Theory and
Computation, 2010, 6, 3704-3712.

2.3 248

607 Pyridyl Gold(I) Alkynyls: A Synthetic, Structural, Spectroscopic, and Computational Study.
Organometallics, 2010, 29, 6186-6195. 1.1 32

608 Modeling the Structure and Absorption Spectra of Stilbazolium Merocyanine in Polar and Nonpolar
Solvents Using Hybrid QM/MM Techniques. Journal of Physical Chemistry B, 2010, 114, 13349-13357. 1.2 52

609 Vibronic Coupling In Inorganic Systems: Photochemistry, Conical Intersections, And The Jahnâ€“Teller
And Pseudo-Jahnâ€“Teller Effects. Advances in Inorganic Chemistry, 2010, , 351-390. 0.4 24

610 Benzothiazole-Based Fluorophores of Donorâˆ’Ï€-Acceptorâˆ’Ï€-Donor Type Displaying High Two-Photon
Absorption. Journal of Organic Chemistry, 2010, 75, 3053-3068. 1.7 135

611 The excited electronic states of adenine-guanine stacked dimers in aqueous solution: a PCM/TD-DFT
study. Physical Chemistry Chemical Physics, 2010, 12, 4934. 1.3 46

612 Hybrid dithienylethene-naphthopyran multi-addressable photochromes: an ab initio analysis. Physical
Chemistry Chemical Physics, 2010, 12, 13144. 1.3 24

613 Application of high level wavefunction methods in quantum mechanics/molecular mechanics hybrid
schemes. Physical Chemistry Chemical Physics, 2010, 12, 5041. 1.3 18

614 Enantioselective interaction of carbamoylated quinine and (S)-3,5-dinitrobenzoyl alanine: theoretical
and experimental circular dichroism study. Physical Chemistry Chemical Physics, 2010, 12, 11487. 1.3 9

615 Theoretical multilevel approach for studying the photophysical properties of organic dyes in
solution. Physical Chemistry Chemical Physics, 2010, 12, 10550. 1.3 43

616 Breakdown of the first hyperpolarizability/bond-length alternation parameter relationship.
Proceedings of the National Academy of Sciences of the United States of America, 2010, 107, 16453-16458. 3.3 84

617 Validation of the DFT/N07D computational model on the magnetic, vibrational and electronic
properties of vinyl radical. Physical Chemistry Chemical Physics, 2010, 12, 1092-1101. 1.3 69

618
On the existence of the H3 tautomer of adenine in aqueous solution. Rationalizations based on hybrid
quantum mechanics/molecular mechanics predictions. Physical Chemistry Chemical Physics, 2010, 12,
761-768.

1.3 25

619 Interpretation of the Ultrafast Photoinduced Processes in Pentacene Thin Films. Journal of the
American Chemical Society, 2010, 132, 3431-3439. 6.6 59



25

Citation Report

# Article IF Citations

620
Calculation of One- and Two-Photon Absorption Spectra of Thiolated Gold Nanoclusters using
Time-Dependent Density Functional Theory. Journal of Chemical Theory and Computation, 2010, 6,
2809-2821.

2.3 47

621 MkMRCC, APUCC and APUBD approaches to 1,<i>n</i>-didehydropolyene diradicals: the nature of
through-bond exchange interactions. Molecular Physics, 2010, 108, 2559-2578. 0.8 11

622 Electric field gradients of transition metal complexes from density functional theory: assessment of
functionals, geometries and basis sets. Dalton Transactions, 2010, 39, 5319. 1.6 21

623 51V NMR parameters of VOCl<sub>3</sub>: static and dynamic density functional study from the gas
phase to the bulk. Physical Chemistry Chemical Physics, 2011, 13, 619-627. 1.3 19

624 A peculiar dependence of intersystem crossing of p-nitro-2,5-distyrylfuran on the dielectric properties
of the solvent. Physical Chemistry Chemical Physics, 2011, 13, 20787. 1.3 16

625 On the unprecedented level of dinitrogen activation in the calix[4]arene complex of Nb(iii). Dalton
Transactions, 2011, 40, 11267. 1.6 12

626 Theoretical Study on the Chiroptical Optical Properties of Chiral Fullerene
C<sub>60</sub>Derivative. Journal of Physical Chemistry A, 2011, 115, 13356-13363. 1.1 26

627
Performance of Conventional and Range-Separated Hybrid Density Functionals in Calculations of
Electronic Circular Dichroism Spectra of Transition Metal Complexes. Journal of Physical Chemistry
A, 2011, 115, 14677-14686.

1.1 26

628 Initial excited-state relaxation of the bilin chromophores of phytochromes: a computational study.
Photochemical and Photobiological Sciences, 2011, 10, 569-579. 1.6 25

629 A theoretical search for stable bent and linear structures of low-lying electronic states of the
titanium dioxide (TiO2) molecule. RSC Advances, 2011, 1, 1228. 1.7 10

630
Relation between Two-Photon Absorption and Dipolar Properties in a Series of Fluorenyl-Based
Chromophores with Electron Donating or Electron Withdrawing Substituents. Journal of Physical
Chemistry A, 2011, 115, 4255-4262.

1.1 53

631 Ring-opening radical clock reactions: many density functionals have difficulty keeping time. Organic
and Biomolecular Chemistry, 2011, 9, 3158. 1.5 5

632 Free energy of reaction by density functional theory: oxidative addition of ammonia by an iridium
complex with PCP pincer ligands. Catalysis Science and Technology, 2011, 1, 1526. 2.1 45

633 Electronic spectroscopy of UO22+, NUO+ and NUN: an evaluation of time-dependent density functional
theory for actinides. Physical Chemistry Chemical Physics, 2011, 13, 6249. 1.3 77

634 Syntheses, crystal structures, photophysical and theoretical studies of
1,3,2-benzodiazaborolyl-functionalized diphenylacetylenes. Dalton Transactions, 2011, 40, 4434. 1.6 15

635 Ionization potentials of adenine along the internal conversion pathways. Physical Chemistry Chemical
Physics, 2011, 13, 15492. 1.3 28

636
A critical theoretical study on the two-photon absorption properties of some selective triaryl
borane-1-naphthylphenyl amine based charge transfer molecules. Physical Chemistry Chemical Physics,
2011, 13, 9285.

1.3 24

637 Quantum mechanical study of the solvent-dependence of electronic energy transfer rates in a Bodipy
closely-spaced dyad. Photochemical and Photobiological Sciences, 2011, 10, 1602-1609. 1.6 6



26

Citation Report

# Article IF Citations

638 Hybrid density functional theory/molecular mechanics calculations of two-photon absorption of
dimethylamino nitro stilbene in solution. Physical Chemistry Chemical Physics, 2011, 13, 12506. 1.3 64

639
Molecular dynamics effects on luminescence properties of oligothiophene derivatives: a molecular
mechanicsâ€“response theory study based on the CHARMM force field and density functional theory.
Physical Chemistry Chemical Physics, 2011, 13, 17532.

1.3 22

640 Charge carrier mobility in poly[methyl(phenyl)silylene] studied by time-resolved terahertz
spectroscopy and molecular modelling. Physical Chemistry Chemical Physics, 2011, 13, 2850-2856. 1.3 13

641
Kinetic studies of atmospherically relevant silicon chemistry. Part III: Reactions of Si<sup>+</sup>and
SiO<sup>+</sup>with O<sub>3</sub>, and Si<sup>+</sup>with O<sub>2</sub>. Physical Chemistry
Chemical Physics, 2011, 13, 3764-3774.

1.3 14

642
Benzothiadiazole-Dithienopyrrole Donorâ€“Acceptorâ€“Donor and Acceptorâ€“Donorâ€“Acceptor Triads:
Synthesis and Optical, Electrochemical, and Charge-Transport Properties. Journal of Physical
Chemistry C, 2011, 115, 23149-23163.

1.5 90

643 A Stable Aminothioketyl Radical in the Gas Phase. Journal of the American Chemical Society, 2011, 133,
10290-10301. 6.6 1

644 Energetics of Direct and Water-Mediated Proton-Coupled Electron Transfer. Journal of the American
Chemical Society, 2011, 133, 19040-19043. 6.6 32

645 Improved DFT Description of Intrastrand Cross-Link Formation by Inclusion of London Dispersion
Corrections. Journal of Physical Chemistry B, 2011, 115, 15138-15144. 1.2 22

646 Molecular Structures, Acidâˆ’Base Properties, and Formation of Group 6 Transition Metal Hydroxides.
Journal of Physical Chemistry C, 2011, 115, 8072-8103. 1.5 54

647
Complete Family of Mono-, Bi-, and Trinuclear Re<sup>I</sup>(CO)<sub>3</sub>Cl Complexes of the
Bridging Polypyridyl Ligand 2,3,8,9,14,15-Hexamethyl-5,6,11,12,17,18-hexaazatrinapthalene: Syn/Anti Isomer
Separation, Characterization, and Photophysics. Inorganic Chemistry, 2011, 50, 6093-6106.

1.9 50

648 Modeling Solvatochromism of a Quinolinium Betaine Dye in Water Solvent Using Sequential Hybrid
QM/MM and Semicontinuum Approach. Journal of Physical Chemistry B, 2011, 115, 1056-1061. 1.2 18

649 Optoelectronic and Charge Transport Properties of Oligomers Based on Phenylethynylene Units
Linked to Thieno-acenes: A DFT Study. Journal of Physical Chemistry C, 2011, 115, 6922-6932. 1.5 31

650
Importance of Disordered Polymer Segments to Microstructure-Dependent Photovoltaic Properties
of Polymerâ€“Fullerene Bulk Heterojunction Solar Cells. Journal of Physical Chemistry C, 2011, 115,
15057-15066.

1.5 28

651 Polarity-Sensitive Fluorescent Probes in Lipid Bilayers: Bridging Spectroscopic Behavior and
Microenvironment Properties. Journal of Physical Chemistry B, 2011, 115, 9980-9989. 1.2 52

652 Two-Photon Absorption Properties of Two-Dimensional Ï€-Conjugated Chromophores: Combined
Experimental and Theoretical Study. Journal of Physical Chemistry A, 2011, 115, 105-117. 1.1 54

653 Electronically Excited States of Vitamin B<sub>12</sub> and Methylcobalamin: Theoretical Analysis of
Absorption, CD, and MCD Data. Journal of Physical Chemistry B, 2011, 115, 737-748. 1.2 43

654
Bonding Nature and Vibrational Signatures of Oxirane:(Water)<sub><i>n</i>=1â€“3</sub>. Assessment
of the Performance of the Dispersion-Corrected DFT Methods Compared to the ab initio Results and
Fourier Transform Infrared Experimental Data. Journal of Physical Chemistry A, 2011, 115, 6688-6701.

1.1 12

655 Ï€-Conjugation of Two Nitronyl Nitroxides-Attached Diarylethenes. Journal of Physical Chemistry B,
2011, 115, 5685-5692. 1.2 15



27

Citation Report

# Article IF Citations

656
Twist Angle Plays an Important Role in Photophysical Properties of a Donorâ€“Acceptor-Type
Conjugated Polymer: A Combined Ensemble and Single-Molecule Study. Journal of Physical Chemistry B,
2011, 115, 14404-14415.

1.2 35

657 Ultrafast Nonradiative Decay of Electronically Excited States of Malachite Green: Ab Initio
Calculations. Journal of Physical Chemistry A, 2011, 115, 8808-8815. 1.1 27

658 Energy and Lifetime of Temporary Anion States of Uracil by Stabilization Method. Journal of Physical
Chemistry A, 2011, 115, 10113-10121. 1.1 23

659
Ab Initio Modeling of Donorâ€“Acceptor Interactions and Charge-Transfer Excitations in Molecular
Complexes: The Case of Terthiopheneâ€“Tetracyanoquinodimethane. Journal of Chemical Theory and
Computation, 2011, 7, 2068-2077.

2.3 46

660 Localization of Electronic Excitations in Conjugated Polymers Studied by DFT. Journal of Physical
Chemistry Letters, 2011, 2, 566-571. 2.1 96

661
Solvation Effects on Electronic Transitions: Exploring the Performance of Advanced Solvent
Potentials in Polarizable Embedding Calculations. Journal of Chemical Theory and Computation, 2011,
7, 2209-2217.

2.3 75

662 Computational Insight into the Electronic Structure and Absorption Spectra of Lithium Complexes of
N-Confused Tetraphenylporphyrin. Journal of Physical Chemistry A, 2011, 115, 11749-11760. 1.1 17

663
Computational Challenges in Simulating and Analyzing Experimental Linear and Nonlinear Circular
Dichroism Spectra.R-(+)-1,1â€²-Bis(2-naphthol) as a Prototype Case. Journal of Physical Chemistry B, 2011,
115, 811-824.

1.2 29

664 On the Efficiency of Algorithms for Solving Hartreeâ€“Fock and Kohnâ€“Sham Response Equations.
Journal of Chemical Theory and Computation, 2011, 7, 1610-1630. 2.3 64

665
Complex Polarization Propagator Approach in the Restricted Open-Shell, Self-Consistent Field
Approximation: The Near <i>K</i>-Edge X-ray Absorption Fine Structure Spectra of Allyl and Copper
Phthalocyanine. Journal of Physical Chemistry B, 2011, 115, 5096-5102.

1.2 18

666 Charge-Transfer-Like Ï€â†’Ï€* Excitations in Time-Dependent Density Functional Theory: A Conundrum and
Its Solution. Journal of Chemical Theory and Computation, 2011, 7, 2408-2415. 2.3 221

667
Computational Study on Redox-Switchable 2D Second-Order Nonlinear Optical Properties of
Pushâˆ’Pull Mono-tetrathiafulvalene-Bis(Salicylaldiminato) Zn(II) Schiff Base Complexes. Journal of
Physical Chemistry C, 2011, 115, 6024-6032.

1.5 47

668 Racemization Mechanisms and Electronic Circular Dichroism of [4]Heterohelicenium Dyes: A
Theoretical Study. Journal of Physical Chemistry A, 2011, 115, 12025-12033. 1.1 18

669 Assessment of TD-DFT and CC2 Methods for the Calculation of Resonance Raman Intensities:
Application to <i>o</i>-Nitrophenol. Journal of Chemical Theory and Computation, 2011, 7, 1082-1089. 2.3 34

670 Hydroxyl Radical (OH<sup>â€¢</sup>) Reaction with Guanine in an Aqueous Environment: A DFT Study.
Journal of Physical Chemistry B, 2011, 115, 15129-15137. 1.2 92

671 Improving Band Gap Prediction in Density Functional Theory from Molecules to Solids. Physical
Review Letters, 2011, 107, 026403. 2.9 161

672 Soluble and Stable Heptazethrenebis(dicarboximide) with a Singlet Open-Shell Ground State. Journal
of the American Chemical Society, 2011, 133, 11896-11899. 6.6 162

673 Experimental and Theoretical Studies of the Photophysical Properties of 2- and 2,7-Functionalized
Pyrene Derivatives. Journal of the American Chemical Society, 2011, 133, 13349-13362. 6.6 284



28

Citation Report

# Article IF Citations

674
First-Principle Calculations on the Microscopic <sup>57</sup>Fe Electric-Field-Gradient Tensor of
Ferrous Chloride Tetrahydrate: A Prototypical MÃ¶ssbauer Species. Journal of Physical Chemistry A,
2011, 115, 10655-10663.

1.1 1

675 Excited-State Intramolecular Proton Transfer in Hydroxyoxime-Based Chemical Sensors. Journal of
Physical Chemistry A, 2011, 115, 834-840. 1.1 40

676 Solvent Effects in the Excited-State Tautomerization of 7-Azaindole: A Theoretical Study. Journal of
Physical Chemistry B, 2011, 115, 15048-15058. 1.2 19

677 TD-CI Simulation of the Electronic Optical Response of Molecules in Intense Fields II: Comparison of
DFT Functionals and EOM-CCSD. Journal of Physical Chemistry A, 2011, 115, 11832-11840. 1.1 42

678
Alkali Metals in Ethylenediamine: A Computational Study of the Optical Absorption Spectra and NMR
Parameters of [M(en)<sub>3</sub><sup>Î´+</sup>Â·M<sup>Î´âˆ’</sup>] Ion Pairs. Journal of the American
Chemical Society, 2011, 133, 4829-4839.

6.6 23

679 Theoretical Studies for Excited-State Tautomerization in the 7-Azaindoleâ€“(CH3OH)n(n= 1 and 2)
Complexes in the Gas Phase. Journal of Physical Chemistry A, 2011, 115, 13743-13752. 1.1 20

680
Triarylamine Substituted Arylene Bisimides as Solution Processable Organic Semiconductors for Field
Effect Transistors. Effect of Substituent Position on Their Spectroscopic, Electrochemical,
Structural, and Electrical Transport Properties. Journal of Physical Chemistry C, 2011, 115, 15008-15017.

1.5 52

681
Electronically Excited States of Vitamin B<sub>12</sub>: Benchmark Calculations Including
Time-Dependent Density Functional Theory and Correlated ab Initio Methods. Journal of Physical
Chemistry A, 2011, 115, 1280-1292.

1.1 94

682 Quantum Chemical Study of Redox-Switchable Second-Order Nonlinear Optical Responses of Dâˆ’Ï€â€“A
System BNbpy and Metal Pt(II) Chelate Complex. Journal of Physical Chemistry A, 2011, 115, 13564-13572. 1.1 44

683 On the Formation of â€œHypercoordinatedâ€• Uranyl Complexes. Inorganic Chemistry, 2011, 50, 8490-8493. 1.9 11

684 Low-<i>n</i> Rydberg Transitions of Liquid Ketones Studied by Attenuated Total Reflection
Far-Ultraviolet Spectroscopy. Journal of Physical Chemistry A, 2011, 115, 562-568. 1.1 50

685 Integrated NMR and Computational Study of Pushâ€“Pull NLO Probes: Interplay of Solvent and
Structural Effects. Journal of Physical Chemistry A, 2011, 115, 10035-10044. 1.1 10

686 Oscillator Strengths in ONIOM Excited State Calculations. Journal of Chemical Theory and
Computation, 2011, 7, 180-187. 2.3 10

687 Structure, Conformation, Stereodynamics, and Absolute Configuration of the Atropisomers of
Fluorenylidene Derivatives. Journal of Organic Chemistry, 2011, 76, 1487-1490. 1.7 2

688
Redox and Photoisomerization Switching the Second-Order Nonlinear Optical Properties of a
Tetrathiafulvalene Derivative Across Six States: A DFT Study. Journal of Physical Chemistry C, 2011, 115,
23946-23954.

1.5 83

689

Density Functional Analysis of Geometries and Electronic Structures of Gold-Phosphine Clusters. The
Case of Au<sub>4</sub>(PR<sub>3</sub>)<sub>4</sub><sup>2+</sup> and
Au<sub>4</sub>(Î¼<sub>2</sub>-I)<sub>2</sub>(PR<sub>3</sub>)<sub>4</sub>.. Journal of Physical
Chemistry A, 2011, 115, 8017-8031.

1.1 51

690
Time-Dependent Density-Functional Description of the <sup>1</sup>L<sub><i>a</i></sub> State in
Polycyclic Aromatic Hydrocarbons: Charge-Transfer Character in Disguise?. Journal of Chemical
Theory and Computation, 2011, 7, 1296-1306.

2.3 164

691
A Single Chiroptical Spectroscopic Method May Not Be Able To Establish the Absolute Configurations
of Diastereomers: Dimethylesters of Hibiscus and Garcinia Acids. Journal of Physical Chemistry A, 2011,
115, 5665-5673.

1.1 65



29

Citation Report

# Article IF Citations

692
Photochemistry of Hydrogen Halides on Water Clusters: Simulations of Electronic Spectra and
Photodynamics, and Comparison with Photodissociation Experiments. Journal of Physical Chemistry A,
2011, 115, 6155-6168.

1.1 30

693 Hydrolytic Stability ofN-Methyl-2,6-dimesityl-4,4â€²-Pyrylogen Bis-tetrafluoroborate. Journal of Organic
Chemistry, 2011, 76, 7175-7179. 1.7 5

694 Excitation Energies in Solution: The Fully Polarizable QM/MM/PCM Method. Journal of Physical
Chemistry B, 2011, 115, 3027-3037. 1.2 118

695 Controlling the Photoreactivity of the Photoactive Yellow Protein Chromophore by Substituting at
the <i>p</i>-Coumaric Acid Group. Journal of Physical Chemistry B, 2011, 115, 7021-7028. 1.2 28

696 Resolutions of the Coulomb Operator: V. The Long-Range Ewald Operator. Journal of Chemical Theory
and Computation, 2011, 7, 2353-2357. 2.3 10

697 Mechanistic Study of the Deamination Reaction of Guanine: A Computational Study. Journal of
Physical Chemistry A, 2011, 115, 2065-2076. 1.1 35

699 Interplay Between Electronic and Steric Effects in Multiphotochromic Diarylethenes. Journal of
Physical Chemistry C, 2011, 115, 9193-9203. 1.5 50

700 Spectroscopic Properties of Azobenzene-Based pH Indicator Dyes: A Quantum Chemical and
Experimental Study. Journal of Chemical Theory and Computation, 2011, 7, 1062-1072. 2.3 26

701 Optical Excitations in Hematite (Î±-Fe<sub>2</sub>O<sub>3</sub>) via Embedded Cluster Models: A
CASPT2 Study. Journal of Physical Chemistry C, 2011, 115, 20795-20805. 1.5 57

702 Quantum Chemical Research on Structures, Linear and Nonlinear Optical Properties of the
Li@<i>n</i>-Acenes Salt (<i>n</i> = 1, 2, 3, and 4). Journal of Physical Chemistry A, 2011, 115, 2035-2040. 1.1 70

703 Novel Trumpet-Shaped Conjugation Bridge (Carbon Nanocone) for Nonlinear Optical Materials.
Journal of Physical Chemistry C, 2011, 115, 18545-18551. 1.5 28

704 Electronic Structure, Bonding, Spectra, and Linear and Nonlinear Electric Properties of
Ti@C<sub>28</sub>. Journal of Physical Chemistry A, 2011, 115, 10370-10381. 1.1 33

705 Evolution of Properties in Prolate (GaAs)nClusters. Journal of Physical Chemistry C, 2011, 115, 97-107. 1.5 30

706 Understanding Optoelectronic Properties of Cyano-Terminated Oligothiophenes in the Context of
Intramolecular Charge Transfer. Journal of Physical Chemistry B, 2011, 115, 10573-10585. 1.2 23

707
Differences in structure, energy, and spectrum between neutral, protonated, and deprotonated
phenol dimers: comparison of various density functionals with ab initio theory. Physical Chemistry
Chemical Physics, 2011, 13, 991-1001.

1.3 39

708 Sensitizing the Sensitizer: The Synthesis and Photophysical Study of Bodipyâˆ’Pt(II)(diimine)(dithiolate)
Conjugates. Journal of the American Chemical Society, 2011, 133, 350-364. 6.6 127

709 TD-DFT Vibronic Couplings in Anthraquinones: From Basis Set and Functional Benchmarks to
Applications for Industrial Dyes. Journal of Chemical Theory and Computation, 2011, 7, 1882-1892. 2.3 113

710 The adsorption energy and diffusion of a pentacene molecule on a gold surface. Journal of Chemical
Physics, 2011, 135, 024702. 1.2 24



30

Citation Report

# Article IF Citations

711 Density functional theory calculations of dynamic first hyperpolarizabilities for organic molecules
in organic solvent: Comparison to experiment. Journal of Chemical Physics, 2011, 135, 134104. 1.2 37

712 Understanding the HIV-1 Protease Reactivity with DFT: What Do We Gain from Recent Functionals?.
Journal of Physical Chemistry B, 2011, 115, 8545-8558. 1.2 27

713 Comparison of a calculated and measured XANES spectrum of Î±-Fe2O3. Physical Chemistry Chemical
Physics, 2011, 13, 12826. 1.3 23

714 Double-hybrid density-functional theory made rigorous. Journal of Chemical Physics, 2011, 134, 064113. 1.2 165

715 Computational Study of Absorption Energies of Organic Sensitizers Used in Photovoltaic
Applications. Journal of Physical Chemistry C, 2011, 115, 19424-19430. 1.5 40

716 Highly enantioselective cascade synthesis of spiropyrazolones. Organic and Biomolecular Chemistry,
2011, 9, 6519. 1.5 104

717 Peculiarities of the Environmental Influence on the Optical Properties of Pushâ€“Pull Nonlinear
Optical Molecules: A Theoretical Study. Journal of Physical Chemistry A, 2011, 115, 12251-12258. 1.1 24

718 Impact of tunneling on hydrogen-migration of the n-propylperoxy radical. Physical Chemistry
Chemical Physics, 2011, 13, 17969. 1.3 74

719 Amyloseâ€“Vanillin Complexation Assessed by a Joint Experimental and Theoretical Analysis. Journal of
Physical Chemistry C, 2011, 115, 23315-23322. 1.5 19

721 Evaluation of a Combination of Local Hybrid Functionals with DFT-D3 Corrections for the
Calculation of Thermochemical and Kinetic Data. Journal of Physical Chemistry A, 2011, 115, 8990-8996. 1.1 32

722 Oscillator Strength: How Does TDDFT Compare to EOM-CCSD?. Journal of Chemical Theory and
Computation, 2011, 7, 456-466. 2.3 123

723 Electronic Structure of Ligated CdSe Clusters: Dependence on DFT Methodology. Journal of Physical
Chemistry C, 2011, 115, 15793-15800. 1.5 80

724 Di-8-ANEPPS Emission Spectra in Phospholipid/Cholesterol Membranes: A Theoretical Study. Journal of
Physical Chemistry B, 2011, 115, 4160-4167. 1.2 50

725 A computational investigation on singlet and triplet exciton couplings in acene molecular crystals.
Physical Chemistry Chemical Physics, 2011, 13, 18615. 1.3 44

726 Accuracy of Density Functionals in the Prediction of Electronic Proton Affinities of Amino Acid Side
Chains. Journal of Chemical Theory and Computation, 2011, 7, 3898-3908. 2.3 45

727 CO oxidation catalyzed by a single gold atom: benchmark calculations and the performance of DFT
methods. Physical Chemistry Chemical Physics, 2011, 13, 13358. 1.3 37

728
Benzothiazoles with Tunable Electron-Withdrawing Strength and Reverse Polarity: A Route to
Triphenylamine-Based Chromophores with Enhanced Two-Photon Absorption. Journal of Organic
Chemistry, 2011, 76, 8726-8736.

1.7 138

729 Experimental and theoretical study on the absorption and fluorescence properties of substituted aryl
hydrazones of 1,8-naphthalimide. Physical Chemistry Chemical Physics, 2011, 13, 18530. 1.3 35



31

Citation Report

# Article IF Citations

730 Thiazole orange (TO) as a light-switch probe: a combined quantum-mechanical and spectroscopic
study. Physical Chemistry Chemical Physics, 2011, 13, 12595. 1.3 47

731
Role of Many-Body Effects in Describing Low-Lying Excited States of Ï€-Conjugated Chromophores:
High-Level Equation-of-Motion Coupled-Cluster Studies of Fused Porphyrin Systems. Journal of
Chemical Theory and Computation, 2011, 7, 2200-2208.

2.3 22

733 Specific Interactions in Complexes Formed by DNA and Conducting Polymer Building Blocks: Guanine
and 3,4-(Ethylenedioxy)thiophene. Journal of Physical Chemistry A, 2011, 115, 13642-13648. 1.1 11

734 Design of Dye Acceptors for Photovoltaics from First-Principles Calculations. Journal of Physical
Chemistry C, 2011, 115, 9276-9282. 1.5 78

735
Molecular Hydrogen Tweezers: Structure and Mechanisms by Neutron Diffraction, NMR, and
Deuterium Labeling Studies in Solid and Solution. Journal of the American Chemical Society, 2011, 133,
20245-20257.

6.6 64

736 Theoretical Characterization of the PC<sub>60</sub>BM:PDDTT Model for an Organic Solar Cell.
Journal of Physical Chemistry C, 2011, 115, 21865-21873. 1.5 213

737 Solvent-Induced Shift of the Lowest Singlet Ï€ â†’ Ï€* Charge-Transfer Excited State of<i>p</i>-Nitroaniline
in Water: An Application of the TDDFT/EFP1 Method. Journal of Physical Chemistry A, 2011, 115, 9801-9809. 1.1 49

738 How dual bridging atoms tune structural and optoelectronic properties of ladder-type
heterotetracenes?â€”a theoretical study. Physical Chemistry Chemical Physics, 2011, 13, 19490-19498. 1.3 31

739
Photoinduced Intramolecular Tryptophan Oxidation and Excited-State Behavior of
[Re(L-AA)(CO)<sub>3</sub>(Î±-diimine)]<sup>+</sup> (L = Pyridine or Imidazole, AA = Tryptophan,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 417 Td (Tyrosine, Phenylalanine). Inorganic Chemistry, 2011, 50, 6122-6134.1.9 38

740
Protonation effects on the resonance Raman properties of a novel (terpyridine)Ru(4H-imidazole)
complex: an experimental and theoretical case study. Physical Chemistry Chemical Physics, 2011, 13,
15580.

1.3 54

741 Novel Câ€“Hâ‹¯C contacts involving 3,5-dimethylpyrazole ligands in a tetracoordinate Co(ii) complex.
Dalton Transactions, 2011, 40, 11605. 1.6 26

742 Computational Study of the Deamination of 8-Oxoguanine. Journal of Physical Chemistry B, 2011, 115,
9151-9159. 1.2 25

743 Electric field polarization in conventional density functional theory: From quasilinear to
two-dimensional and three-dimensional extended systems. Journal of Chemical Physics, 2011, 135, 154101. 1.2 31

744
Scalar Relativistic Computations of Nuclear Magnetic Shielding and <i>g</i>-Shifts with the
Zeroth-Order Regular Approximation and Range-Separated Hybrid Density Functionals. Journal of
Chemical Theory and Computation, 2011, 7, 3278-3292.

2.3 42

745 Pyrene-based organic dyes with thiophene containing Ï€-linkers for dye-sensitized solar cells: optical,
electrochemical and theoretical investigations. Physical Chemistry Chemical Physics, 2011, 13, 17210. 1.3 59

746 DFT Study of Trichloroethene Reaction with Permanganate in Aqueous Solution. Environmental
Science &amp; Technology, 2011, 45, 3006-3011. 4.6 29

747 Multiswitchable Acidichromic and Photochromic Bisdiarylethene. An Experimental and Theoretical
Study. Journal of Physical Chemistry C, 2011, 115, 23096-23106. 1.5 24

748 Improved Prediction of Properties of Ï€-Conjugated Oligomers with Range-Separated Hybrid Density
Functionals. Journal of Chemical Theory and Computation, 2011, 7, 2568-2583. 2.3 202



32

Citation Report

# Article IF Citations

749 Diaryletheneâ€“dihydroazulene multimode photochrome: a theoretical spectroscopic investigation.
Physical Chemistry Chemical Physics, 2011, 13, 13791. 1.3 19

750 High-Throughput Computational Screening of Chromophores for Dye-Sensitized Solar Cells. Journal
of Physical Chemistry C, 2011, 115, 11781-11792. 1.5 120

751 A Density Functional Theory for Studying Ionization Processes in Water Clusters. Journal of Physical
Chemistry A, 2011, 115, 5735-5744. 1.1 51

752 Doping-enhanced hyperpolarizabilities of silicon clusters: A global ab initio and density functional
theory study of Si10 (Li, Na, K)n (n = 1, 2) clusters. Journal of Chemical Physics, 2011, 135, 044511. 1.2 69

753 Structural and Optical Properties of Isolated Noble Metalâ€“Glutathione Complexes: Insight into the
Chemistry of Liganded Nanoclusters. Journal of Physical Chemistry C, 2011, 115, 24549-24554. 1.5 34

754
Excited-State Studies of Polyacenes: A Comparative Picture Using EOMCCSD, CR-EOMCCSD(T),
Range-Separated (LR/RT)-TDDFT, TD-PM3, and TD-ZINDO. Journal of Chemical Theory and Computation,
2011, 7, 3686-3693.

2.3 84

755 Evaluation of the Nonlinear Optical Properties for Annulenes with HÃ¼ckel and MÃ¶bius Topologies.
Journal of Chemical Theory and Computation, 2011, 7, 3935-3943. 2.3 86

756 Novel ene-yne compounds as quadratic nonlinear optical materials. Proceedings of SPIE, 2011, , . 0.8 2

757 On the Origin of the Chiro-Optical Activity in Supramolecular Assemblies: A Quantum Chemical Study
of C<sub>3</sub> Octopolar Systems. Journal of Chemical Theory and Computation, 2011, 7, 3314-3322. 2.3 5

758
Characterization of Low Energy Charge Transfer Transitions in (terpyridine)(bipyridine)Ruthenium(II)
Complexes and their Cyanide-Bridged Bi- and Tri-Metallic Analogues. Inorganic Chemistry, 2011, 50,
11965-11977.

1.9 39

759
Polymorphs of <i>N</i>-[2-(Hydroxymethyl)phenyl]benzamide: Structural Characterization and
Analysis of MoleculeÂ·Â·Â·Molecule Interactions by Means of Atomâˆ’Atom Potentials and DFT. Crystal
Growth and Design, 2011, 11, 1431-1436.

1.4 7

760
Application of the Stabilization Method to Temporary Anion States of CH3CN, CH3NC, CH3SCN, and
CH3NCS in Density Functional Theory with Asymptotically Corrected Potentials. Journal of Physical
Chemistry A, 2011, 115, 84-93.

1.1 15

761 Can TD-DFT predict excited states in endoperoxides?. Computational and Theoretical Chemistry, 2011,
975, 13-19. 1.1 5

762 Outer-valence Greenâ€™s function method using natural orbitals for ultrafast electron density
dynamics. Computational and Theoretical Chemistry, 2011, 970, 42-47. 1.1 2

763 A study of TDDFT performance in modeling of spectral changes induced by interactions of ketocyanine
dyes with inorganic ions. Computational and Theoretical Chemistry, 2011, 972, 32-38. 1.1 12

764 Solvatochromic shifts vs nanosolvation patterns: Uracil in water as a test case. Computational and
Theoretical Chemistry, 2011, 974, 109-116. 1.1 6

765

DFT studies on the electronic properties of organometallic-polyoxomolybdate anions [<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si1.gif"
overflow="scroll"><mml:mrow><mml:msubsup><mml:mrow><mml:mtext>Cp</mml:mtext></mml:mrow><mml:mrow><mml:mi>n</mml:mi></mml:mrow><mml:mrow><mml:mo>âˆ—</mml:mo></mml:mrow></mml:msubsup></mml:mrow></mml:math>Mo6O19âˆ’](2âˆ’)âˆ’
(n= 1 or 2): Revealing bonding features of Cpâˆ—â€“Mo. Computational and Theoretical Chemistry, 2011, 976,
1-7.

1.1 3

766
A comparison of density functional theory (DFT) methods for estimating the singletâ€“triplet (S0â€“T1)
excitation energies of benzene and polyacenes. Computational and Theoretical Chemistry, 2011, 976,
105-112.

1.1 36



33

Citation Report

# Article IF Citations

767 Singletâ€“triplet (S0â†’T1) excitation energies of the [4Ã—n] rectangular graphene nanoribbon series
(n=2â€“6): A comparative theoretical study. Computational and Theoretical Chemistry, 2011, 977, 163-167. 1.1 13

768 Importance of Solvation in Understanding the Chiroptical Spectra of Natural Products in Solution
Phase: Garcinia Acid Dimethyl Ester. Journal of Natural Products, 2011, 74, 321-328. 1.5 30

769 Theoretical studies of dye-sensitised solar cells: from electronic structure to elementary processes.
Energy and Environmental Science, 2011, 4, 4473. 15.6 187

770 Theoretical Studies of Plasmonics using Electronic Structure Methods. Chemical Reviews, 2011, 111,
3962-3994. 23.0 393

771
Quantum-Chemical Insights into the Prediction of Charge Transport Parameters for a
Naphthalenetetracarboxydiimide-Based Copolymer with Enhanced Electron Mobility. Journal of the
American Chemical Society, 2011, 133, 19056-19059.

6.6 95

772 Theoretical investigation of thermally and photochemically induced haptotropic rearrangements of
chromium ligands on naphthalene systems. Journal of Organometallic Chemistry, 2011, 696, 3861-3866. 0.8 8

773 Stereoselective Synthesis of <i>cis</i>-3,4-Disubstituted Piperidines through Ring Transformation of
2-(2-Mesyloxyethyl)azetidines. Journal of Organic Chemistry, 2011, 76, 8364-8375. 1.7 33

774 Benchmark results for empirical post-GGA functionals: Difficult exchange problems and independent
tests. Physical Chemistry Chemical Physics, 2011, 13, 19325. 1.3 83

775 VCD Chirality Transfer: A New Insight into the Intermolecular Interactions. , 2011, , 451-478. 4

776 Substituent Effects in Cationâˆ’Ï€ Interactions: A Unified View from Inductive, Resonance, and
Through-Space Effects. Journal of Physical Chemistry A, 2011, 115, 5660-5664. 1.1 29

777 2,7-Diaminofluorene-Based Organic Dyes for Dye-Sensitized Solar Cells: Effect of Auxiliary Donor on
Optical and Electrochemical Properties. Journal of Organic Chemistry, 2011, 76, 4910-4920. 1.7 97

778 Optical Excitations in Star-Shaped Fluorene Molecules. Journal of Physical Chemistry A, 2011, 115,
2913-2919. 1.1 40

779 Spin-adapted open-shell time-dependent density functional theory. III. An even better and simpler
formulation. Journal of Chemical Physics, 2011, 135, 194106. 1.2 57

780 An examination of density functional theories on isomerization energy calculations of organic
molecules. Theoretical Chemistry Accounts, 2011, 130, 851-857. 0.5 24

781 Pb2+ induced DNA conformational switch from hairpin to G-quadruplex: electrochemical detection
of Pb2+. Analyst, The, 2011, 136, 2367. 1.7 82

782 New Design Strategy for the Two-Photon Active Material Based on Pushâˆ’Pull Substituted Bisanthene
Molecule. Journal of Physical Chemistry A, 2011, 115, 2607-2614. 1.1 19

783
Modeling Fast Electron Dynamics with Real-Time Time-Dependent Density Functional Theory:
Application to Small Molecules and Chromophores. Journal of Chemical Theory and Computation,
2011, 7, 1344-1355.

2.3 217

784
Semiempirical, Hartree-Fock, density functional, and second order Moller-Plesset perturbation theory
methods do not accurately predict ionization energies and electron affinities of short- through
long-chain [n]acenes. Nature Precedings, 2011, , .

0.1 1



34

Citation Report

# Article IF Citations

785 Predicting the UVâ€“vis spectra of oxazine dyes. Beilstein Journal of Organic Chemistry, 2011, 7, 432-441. 1.3 51

786 Molecular Properties through Polarizable Embedding. Advances in Quantum Chemistry, 2011, 61,
107-143. 0.4 145

787 Dye Sensitized Solar Cells Principles and New Design. , 0, , . 19

788 Two-Photon Polarization Dependent Spectroscopy in Chirality: A Novel Experimental-Theoretical
Approach to Study Optically Active Systems. Molecules, 2011, 16, 3315-3337. 1.7 23

789

Ab initio studies of
O&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;&amp;lt;sup&amp;gt;âˆ’&amp;lt;/sup&amp;gt;(H&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;O)&amp;lt;sub&amp;gt;&amp;lt;i&amp;gt;n&amp;lt;/i&amp;gt;&amp;lt;/sub&amp;gt;
and
O&amp;lt;sub&amp;gt;3&amp;lt;/sub&amp;gt;&amp;lt;sup&amp;gt;âˆ’&amp;lt;/sup&amp;gt;(H&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;O)&amp;lt;sub&amp;gt;&amp;lt;i&amp;gt;n&amp;lt;/i&amp;gt;&amp;lt;/sub&amp;gt;
anionic molecular clusters, &amp;lt;i&amp;gt;n&amp;lt;/i&amp;gt;â‰¤12. Atmospheric Chemistry and
Physics, 2011, 11, 7133-7142.

1.9 43

790 Polaron dynamics in molecular polysilane wires. Materials Research Innovations, 2011, 15, s232-s235. 1.0 0

793 Damped response theory description of two-photon absorption. Journal of Chemical Physics, 2011, 134,
214104. 1.2 42

794 <i>Ab initio</i> study of excited state electronic circular dichroism. Two prototype cases: Methyl
oxirane and R-(+)-1,1â€²-bi(2-naphthol). Journal of Chemical Physics, 2011, 134, 244109. 1.2 20

797
Determination of the absolute configuration of 1,3,5-triphenyl-4,5-dihydropyrazole enantiomers by a
combination of VCD, ECD measurements, and theoretical calculations. Tetrahedron: Asymmetry, 2011,
22, 1120-1124.

1.8 11

798 Experimental and theoretical anion binding studies on coumarin linked thiourea and urea molecules.
Journal of Molecular Structure, 2011, 1004, 193-203. 1.8 18

799 A compact diketopyrrolopyrrole dye as efficient sensitizer in titanium dioxide dye-sensitized solar
cells. Journal of Photochemistry and Photobiology A: Chemistry, 2011, 226, 9-15. 2.0 66

800 Theoretical studies of hostâ€“guest interaction in the cavity of the nanoporous [Rh2bza4pyz]n crystal.
Polyhedron, 2011, 30, 3292-3297. 1.0 0

801 Comparative study of CCSD(T) and DFT methods: Electronic (hyper)polarizabilities of glycine. Chemical
Physics Letters, 2011, 514, 21-25. 1.2 37

802
A sequential MC/TD-DFT study of the solvatochromic shift of the pyridinium-N-phenoxide betaine dye in
water using standard and long-range corrected functionals. Chemical Physics Letters, 2011, 514,
251-256.

1.2 14

803 The quantified NTO analysis for the electronic excitations of molecular many-body systems. Chemical
Physics Letters, 2011, 514, 362-367. 1.2 11

804 Effects of isomerism on two-photon absorption of substituted benzenes with two pairs of
donorâ€“acceptors. Chemical Physics Letters, 2011, 514, 226-233. 1.2 9

805 Static NLO responses of fluorinated polyacetylene chains evaluated with long-range corrected
density functionals. Chemical Physics Letters, 2011, 515, 78-84. 1.2 23

806 Nonadiabatic molecular dynamics with solvent effects: A LR-TDDFT QM/MM study of ruthenium (II) tris
(bipyridine) in water. Chemical Physics, 2011, 391, 101-109. 0.9 101



35

Citation Report

# Article IF Citations

807 Time-dependent density functional theory applied to ligand-field excitations and their circular
dichroism in some transition metal complexes. Chemical Physics, 2011, 391, 92-100. 0.9 21

808 Accurate singlet and triplet excitation energies using the Localized Hartreeâ€“Fock Kohnâ€“Sham
potential. Chemical Physics, 2011, 391, 19-26. 0.9 13

809
Excited-State Tautomerization in the 7-Azaindole-(H<sub>2</sub>O)<sub><i>n</i></sub> (<i>n</i> = 1) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 667 Td (and 2) Complexes in the Gas Phase and in Solution: A Theoretical Study. Journal of Chemical Theory

and Computation, 2011, 7, 642-657.
2.3 33

810 A thorough benchmark of density functional methods for general main group thermochemistry,
kinetics, and noncovalent interactions. Physical Chemistry Chemical Physics, 2011, 13, 6670. 1.3 1,627

811 Optical Rotation Calculated with Time-Dependent Density Functional Theory: The OR45 Benchmark.
Journal of Physical Chemistry A, 2011, 115, 10930-10949. 1.1 110

812 Shape Effect of Graphene Quantum Dots on Enhancing Second-Order Nonlinear Optical Response and
Spin Multiplicity in NH2â€“GQDâ€“NO2Systems. Journal of Physical Chemistry C, 2011, 115, 16282-16286. 1.5 42

813 Influence of Triplet Instabilities in TDDFT. Journal of Chemical Theory and Computation, 2011, 7,
3578-3585. 2.3 285

814 Dispersion, static correlation, and delocalisation errors in density functional theory: An
electrostatic theorem perspective. Journal of Chemical Physics, 2011, 135, 164110. 1.2 10

815 Charge transfer properties of TrÃ¶ger base derivatives. Physical Chemistry Chemical Physics, 2011, 13,
20076. 1.3 20

816 A quantum-chemical perspective into low optical-gap polymers for highly-efficient organic solar
cells. Chemical Science, 2011, 2, 1200-1218. 3.7 241

817 Synthesis and Optical Properties of Acidochromic Amine-Substituted Benzo[<i>a</i>]phenazines.
Journal of Organic Chemistry, 2011, 76, 6134-6145. 1.7 90

818 Electronic structure and absorption spectra of supramolecular complexes of a fullerene crown
ether with a Ï€-extended TTF derivative. Physical Chemistry Chemical Physics, 2011, 13, 11965. 1.3 17

819 Exciton/Charge-Transfer Electronic Couplings in Organic Semiconductors. Journal of Chemical
Theory and Computation, 2011, 7, 594-601. 2.3 59

820
Absolute stereochemistry and preferred conformations of urate degradation intermediates from
computed and experimental circular dichroism spectra. Organic and Biomolecular Chemistry, 2011, 9,
5149-5155.

1.5 10

821 Assessing computationally efficient isomerization dynamics: Î”SCF density-functional theory study of
azobenzene molecular switching. Journal of Chemical Physics, 2011, 135, 224303. 1.2 53

822 A perspective on nonresonant and resonant electronic response theory for time-dependent molecular
properties. Physical Chemistry Chemical Physics, 2011, 13, 20519. 1.3 109

823 Direct probing of ion pair formation using a symmetric triangulenium dye. Photochemical and
Photobiological Sciences, 2011, 10, 1963-1973. 1.6 26

824 Electronic Excitations of Simple Cyanine Dyes: Reconciling Density Functional and Wave Function
Methods. Journal of Chemical Theory and Computation, 2011, 7, 444-455. 2.3 124



36

Citation Report

# Article IF Citations

825 Planar Hydrocarbons More Optically Active Than Their Isomeric Helicenes. Journal of the American
Chemical Society, 2011, 133, 12918-12921. 6.6 19

826 Investigation of the photoinduced electron injection processes for p-type triphenylamine-sensitized
solar cells. Energy and Environmental Science, 2011, 4, 4537. 15.6 63

827 Theoretical Study of New Ruthenium-Based Dyes for Dye-Sensitized Solar Cells. Journal of Physical
Chemistry A, 2011, 115, 3596-3603. 1.1 49

828
Calculations of ionization energies and electron affinities for atoms and molecules: A comparative
study with different methods. Frontiers of Chemistry in China: Selected Publications From Chinese
Universities, 2011, 6, 269-279.

0.4 22

829
Hydrogen Atom Abstraction Selectivity in the Reactions of Alkylamines with the Benzyloxyl and
Cumyloxyl Radicals. The Importance of Structure and of Substrate Radical Hydrogen Bonding. Journal
of the American Chemical Society, 2011, 133, 16625-16634.

6.6 49

830 Excited-state calculations with TD-DFT: from benchmarks to simulations in complex environments.
Physical Chemistry Chemical Physics, 2011, 13, 16987. 1.3 301

831 Improving the Accuracy of Hybrid Meta-GGA Density Functionals by Range Separation. Journal of
Physical Chemistry Letters, 2011, 2, 2810-2817. 2.1 864

832
Theoretical study of substituent and solvent effects on the thermodynamics for cis/trans
isomerization and intramolecular rearrangements of 2,2â€²-diphenoquinones. Structural Chemistry,
2011, 22, 615-625.

1.0 5

833 Spectroscopic, structure and DFT studies of palladium(II) complexes with pyridine-type ligands.
Transition Metal Chemistry, 2011, 36, 297-305. 0.7 24

834 Long-range corrected DFT calculations of charge-transfer integrals in model metal-free
phthalocyanine complexes. Journal of Molecular Modeling, 2011, 17, 2143-2149. 0.8 22

835 Assessment of the Ï‰B97 family for excited-state calculations. Theoretical Chemistry Accounts, 2011, 128,
127-136. 0.5 132

836 Theoretical prediction of ionization/oxidation potentials in conjugated polymers. Theoretical
Chemistry Accounts, 2011, 128, 157-164. 0.5 10

837 Performance of density functional theory on homogeneous gold catalysis. Theoretical Chemistry
Accounts, 2011, 128, 647-661. 0.5 81

838 (Hyper)polarizability density analysis for open-shell molecular systems based on natural orbitals and
occupation numbers. Theoretical Chemistry Accounts, 2011, 130, 711-724. 0.5 125

839 MÃ¶ssbauer spectroscopy for heavy elements: a relativistic benchmark study of mercury. Theoretical
Chemistry Accounts, 2011, 129, 631-650. 0.5 61

840 Singletâ€“triplet energy gap for trimethylenemethane, oxyallyl diradical, and related species: single- and
multireference computational results. Theoretical Chemistry Accounts, 2011, 130, 739-748. 0.5 30

841 Electronic spectra of the linear cationic chains NC2n N+ (nÂ =Â 1â€“7): an ab initio study. Theoretical
Chemistry Accounts, 2011, 129, 793-801. 0.5 6

842
Symmetry and broken symmetry in molecular orbital description of unstable molecules IV: comparison
between single- and multi-reference computational results for antiaromtic molecules. Theoretical
Chemistry Accounts, 2011, 130, 749-763.

0.5 40



37

Citation Report

# Article IF Citations

843 An examination of density functionals on aldol, Mannich and Î±-aminoxylation reaction enthalpy
calculations. Theoretical Chemistry Accounts, 2011, 130, 153-160. 0.5 8

844 The geometric, energetic, and electronic properties of charged phosphorus-doped silicon clusters, PSi
n +/PSi n âˆ’ (nÂ =Â 1â€“8). Theoretical Chemistry Accounts, 2011, 130, 1009-1022. 0.5 7

845 Theoretical study of the excited states and the redox potentials of unusually distorted
Î²-trifluoromethylporphycene. Theoretical Chemistry Accounts, 2011, 130, 175-185. 0.5 4

846 Assessment of theoretical procedures for hydrogen-atom abstraction by chlorine, and related
reactions. Theoretical Chemistry Accounts, 2011, 130, 251-260. 0.5 37

847 D 3h Al3N: a novel promising ligand for coordination chemistry. Theoretical Chemistry Accounts, 2011,
130, 1023-1030. 0.5 3

848 Conformational study of the structure of free 12-thiacrown-4 and some of its cation metal
complexes. Theoretical Chemistry Accounts, 2011, 130, 919-938. 0.5 12

849 Ground-state properties of the retinal molecule: from quantum mechanical to classical mechanical
computations of retinal proteins. Theoretical Chemistry Accounts, 2011, 130, 1169-1183. 0.5 15

850
Quantum chemical studies of Lindqvist-type polyoxometalates containing late 3d transition metals
([(py)MIIW5O18]4âˆ’ (MÂ =Â Fe, Co, Ni)): MIIâ€“N bonding and second-order nonlinear optical properties.
Theoretical Chemistry Accounts, 2011, 130, 1043-1053.

0.5 12

851 A theoretical approach to molecular single-electron transistors. Theoretical Chemistry Accounts,
2011, 130, 839-850. 0.5 9

852 Overview of the use of theory to understand infrared and Raman spectra and images of biomolecules:
colorectal cancer as an example. Theoretical Chemistry Accounts, 2011, 130, 1261-1273. 0.5 16

854 Applications and validations of the Minnesota density functionals. Chemical Physics Letters, 2011, 502,
1-13. 1.2 662

855 Performances of recently-proposed functionals for describing disulfide radical anions and similar
systems. Chemical Physics Letters, 2011, 501, 245-251. 1.2 19

856 A quantitative analysis of intramolecular charge transfer contribution to polarizability responses in
donor-Ï€-acceptor molecules. Chemical Physics Letters, 2011, 511, 12-15. 1.2 4

857 Shortening scattering duration by detuning purifies Raman spectra of complex systems. Chemical
Physics Letters, 2011, 511, 16-21. 1.2 5

858 A theoretical study of electronic spectra in the linear cationic chains NC2n+1N+ (n=1â€“6). Chemical
Physics, 2011, 386, 23-28. 0.9 1

859 Donorâ€“acceptor diethynylsilane oligomers: A secondâ€•order nonlinear optical material. Journal of
Polymer Science, Part B: Polymer Physics, 2011, 49, 1410-1419. 2.4 13

860 Electron correlation and the stability of substituted alkenes. Journal of Physical Organic Chemistry,
2011, 24, 1222-1228. 0.9 5

861 Fluorescence and phosphorescence of acetone in neat liquid and aqueous solution studied by QM/MM
and PCM approaches. International Journal of Quantum Chemistry, 2011, 111, 1511-1520. 1.0 17



38

Citation Report

# Article IF Citations

862
Advances in local hybrid exchangeâ€•correlation functionals: from thermochemistry to
magneticâ€•resonance parameters and hyperpolarizabilities. International Journal of Quantum
Chemistry, 2011, 111, 2625-2638.

1.0 42

863
Cavity field effects within a polarizable continuum model of solvation: Application to the calculation
of electronic circular dichroism spectra of <i>R</i>â€•(+)â€•3â€•methylâ€•cyclopentanone. International Journal
of Quantum Chemistry, 2011, 111, 826-838.

1.0 20

864
On the shape dependence of cluster (hyper)polarizabilities. A combined ab initio and DFT study on
large fullereneâ€“like gallium arsenide semiconductor clusters. International Journal of Quantum
Chemistry, 2011, 111, 788-796.

1.0 14

865 Absorption spectra of azobenzenes simulated with timeâ€•dependent density functional theory.
International Journal of Quantum Chemistry, 2011, 111, 4224-4240. 1.0 38

866 Multireference theoretical studies on the solvent effect of firefly multicolor bioluminescence.
International Journal of Quantum Chemistry, 2011, 111, 3371-3377. 1.0 14

867 Electronic Structure Calculations for Holeâ€•Transporting Triphenylamine Derivatives in Polymer
Lightâ€•Emitting Diodes. Macromolecular Theory and Simulations, 2011, 20, 790-805. 0.6 0

868 Very Low Degree of Energetic Disorder as the Origin of High Mobility in an <i>n</i>â€•channel Polymer
Semiconductor. Advanced Functional Materials, 2011, 21, 3371-3381. 7.8 169

869
Regiolone and Isosclerone, Two Enantiomeric Phytotoxic Naphthalenone Pentaketides: Computational
Assignment of Absolute Configuration and Its Relationship with Phytotoxic Activity. European Journal
of Organic Chemistry, 2011, 2011, 5564-5570.

1.2 60

870 Validation of DFT-Based Methods for Predicting Qualitative Thermochemistry of Large Polyaromatics.
ChemPhysChem, 2011, 12, 1100-1108. 1.0 8

871 Theoretical and Experimental Studies on the Mechanism of Coloration of Polyimides. ChemPhysChem,
2011, 12, 1367-1377. 1.0 21

872 Channels to Singlet and Triplet Phenylcarbenes in Phenyldiazomethane: A CASSCF and MRCI Study.
ChemPhysChem, 2011, 12, 1689-1696. 1.0 10

873 Ultrafast Dynamics of UVâ€•Excited Imidazole. ChemPhysChem, 2011, 12, 3365-3375. 1.0 33

874 Differences in Twoâ€•Photon and Oneâ€•Photon Absorption Profiles Induced by Vibronic Coupling: The Case
of Dioxaborine Heterocyclic Dye. ChemPhysChem, 2011, 12, 3392-3403. 1.0 22

875
Thermochemical stabilities, electronic structures, and optical properties of
C<sub>56</sub>X<sub>10</sub> (X = H, F, and Cl) fullerene compounds. Journal of Computational
Chemistry, 2011, 32, 658-667.

1.5 18

876 Computational study of static first hyperpolarizability of donorâ€“acceptor substituted
(<i>E</i>)â€•benzaldehyde phenylhydrazone. Journal of Computational Chemistry, 2011, 32, 730-736. 1.5 28

877
Assessment of TDâ€•DFTâ€• and TDâ€•HFâ€•based approaches for the prediction of exciton coupling parameters,
potential energy curves, and electronic characters of electronically excited aggregates. Journal of
Computational Chemistry, 2011, 32, 1971-1981.

1.5 70

878 Exchange coupling constants using density functional theory: Longâ€•range corrected functionals.
Journal of Computational Chemistry, 2011, 32, 1998-2004. 1.5 46

879 Predicting the UV spectrum of polyoxometalates by TDâ€•DFT. Journal of Computational Chemistry, 2011,
32, 2983-2987. 1.5 31



39

Citation Report

# Article IF Citations

880 Protonâ€•coupled electron transfer of the phenoxyl/phenol couple: Effect of Hartreeâ€•Fock exchange on
transition structures. Journal of Computational Chemistry, 2011, 32, 3081-3091. 1.5 13

881 A semiempirical longâ€•range corrected exchange correlation functional including a shortâ€•range
Gaussian attenuation (LCgauâ€•B97). Journal of Computational Chemistry, 2011, 32, 3269-3275. 1.5 13

883 Interplay between â€œNeutralâ€• and â€œChargeâ€•Transferâ€• Excimers Rules the Excited State Decay in
Adenineâ€•Rich Polynucleotides. Angewandte Chemie - International Edition, 2011, 50, 12016-12019. 7.2 76

884 Phototriggering Electron Flow through Re<sup>I</sup>â€•modified <i>Pseudomonas aeruginosa</i>
Azurins. Chemistry - A European Journal, 2011, 17, 5350-5361. 1.7 51

885 Mechanistic Insights into Photochromic Behavior of a Ruthenium(II)â€“Pterin Complex. Chemistry - A
European Journal, 2011, 17, 6652-6662. 1.7 12

886 Hexaazatriphenylene (HAT) versus triâ€•HAT: The Bigger the Better?. Chemistry - A European Journal, 2011,
17, 10312-10322. 1.7 40

887
Residual Dipolar Coupling Enhanced NMR Spectroscopy and Chiroptics: A Powerful Combination for
the Complete Elucidation of Symmetrical Small Molecules. Chemistry - A European Journal, 2011, 17,
11983-11986.

1.7 22

888
Multifunctional and Reactive Enantiopure Organometallic Helicenes: Tuning Chiroptical Properties by
Structural Variations of Monoâ€• and Bis(platinahelicene)s. Chemistry - A European Journal, 2011, 17,
14178-14198.

1.7 62

889 Solidâ€•state circular dichroism and hydrogen bonding: Absolute configuration of massarigenin A from
<i>Microsphaeropsis</i> sp. Chirality, 2011, 23, 617-623. 1.3 22

890 Stereodynamics and absolute configuration of stereolabile atropisomers in
2,2â€•dimethylâ€•1â€•arylâ€•1â€•indanols. Chirality, 2011, 23, 768-778. 1.3 4

891 Theoretical investigation on properties of the ground and lowest excited states of a red emitter with
donor-Ï€-acceptor structure. Chemical Physics, 2011, 381, 100-104. 0.9 14

892 Photochromic properties of a dithienyletheneâ€“indolinooxazolidine switch: A theoretical
investigation. Computational and Theoretical Chemistry, 2011, 963, 63-70. 1.1 7

893 A computational study on the excited state properties of a cationic cyanine dye: TTBC. Computational
and Theoretical Chemistry, 2011, 964, 160-168. 1.1 18

894
Theoretical study on the electronic structure and the absorption spectra of complexes of C60 and
C59N with Ï€-extended derivatives of tetrathiafulvalene. Computational and Theoretical Chemistry,
2011, 965, 168-175.

1.1 11

895 An augmented Gaussian basis set for calculations of molecular polarizabilities on platinum
compounds. Computational and Theoretical Chemistry, 2011, 965, 236-239. 1.1 16

896 The excited states of a porphineâ€“quinone complex under an external electrostatic field calculated by
TDDFT. Chemical Physics Letters, 2011, 501, 226-231. 1.2 7

897 Theoretical study on the electronic structures and intramolecular charge transfer of naamine A,
naamidine A and naamidine G. Chemical Physics Letters, 2011, 501, 534-539. 1.2 1

898 A theoretical study of the near edge X-ray absorption fine structure of amino acids and proteins.
Chemical Physics Letters, 2011, 501, 540-546. 1.2 20



40

Citation Report

# Article IF Citations

899 Theoretical and ATR-FTIR study of free 12-crown-4 in aqueous solution. Chemical Physics Letters, 2011,
502, 253-258. 1.2 12

900 Assignment of the absolute configuration of dinuclear zirconium complexes containing two
homochiral N atoms using TDDFT calculations of ECD. Chemical Physics Letters, 2011, 502, 266-270. 1.2 11

901 A theoretical spectroscopy investigation of bifunctional platinum-bridged diarylethenes. Chemical
Physics Letters, 2011, 502, 77-81. 1.2 25

902 Experimental and PCM/TD-DFT investigation on the absorption and emission spectra of a light emitting
material in various solvents. Chemical Physics Letters, 2011, 503, 75-79. 1.2 17

903 Assessment of DFT functionals for the calculation of interaction-induced electric properties of
molecular complexes. Chemical Physics Letters, 2011, 503, 39-44. 1.2 14

904 Size effect of water cluster on the excited-state proton transfer in aqueous solvent. Chemical
Physics Letters, 2011, 505, 117-121. 1.2 33

905 Resonant two-photon detachment of WO2âˆ’. Chemical Physics Letters, 2011, 506, 31-36. 1.2 5

906 Photoinduced charge transfer in heterofullereneâ€“donor hybrids: A theoretical study. Chemical
Physics Letters, 2011, 506, 248-254. 1.2 0

907 The role of aromatic Ï€-bridges in pushâ€“pull-chromophores on the transparency-hyperpolarizability
tradeoff. Chemical Physics Letters, 2011, 507, 221-225. 1.2 8

908 Theoretical study of the low lying states of Al2As: Towards a reliable description. Chemical Physics
Letters, 2011, 507, 37-41. 1.2 2

909 Nature of the excited states in large photochromic dimers: A TD-DFT examination. Chemical Physics
Letters, 2011, 509, 129-133. 1.2 11

910
Synthesis, characterization, fluorescence and computational studies of new Cu2+, Ni2+ and Hg2+
complexes with emissive thienylbenzoxazolyl-alanine ligands. Inorganica Chimica Acta, 2011, 366,
154-160.

1.2 16

911 An ab initio simulation of a dithienylethene/phenoxynaphthacenequinone photochromic hybrid.
Journal of Photochemistry and Photobiology A: Chemistry, 2011, 218, 33-40. 2.0 10

912 Ruthenium polypyridine complexes as sensitizers in NiO based p-type dye-sensitized solar cells: Effects
of the anchoring groups. Journal of Photochemistry and Photobiology A: Chemistry, 2011, 219, 235-242. 2.0 117

913
Chemically accurate and computationally-efficient time-dependent density functional theory (TDDFT)
modeling of the UV/Vis spectra of Pechmann dyes and related compounds. Procedia Computer Science,
2011, 4, 1157-1166.

1.2 5

914 Synthesis, crystal, molecular and electronic structures of hydride carbonyl ruthenium(II) complexes
with pyridine and its derivative ligands. Polyhedron, 2011, 30, 79-85. 1.0 13

915 Molecular and spectroscopic properties of chloride and thiocyanate hydridecarbonyl ruthenium(II)
complexes with pyridine derivative ligands. Polyhedron, 2011, 30, 1225-1232. 1.0 9

916 Structural, spectroscopic and magnetic properties of Mn(II), Co(II) and Ni(II) complexes with
2-hydroxy-6-methylpyridine ligand. Polyhedron, 2011, 30, 1806-1814. 1.0 13



41

Citation Report

# Article IF Citations

917 Synthetic scope, computational chemistry and mechanism of a base induced 5-endo cyclization of
benzyl alkynyl sulfides. Tetrahedron, 2011, 67, 1002-1010. 1.0 16

918 Simulations of light induced processes in water based on <i>ab initio</i> path integrals molecular
dynamics. II. Photoionization. Journal of Chemical Physics, 2011, 135, 154302. 1.2 26

919 Cr(CO)6 photochemistry: Semi-classical study of UV absorption spectral intensities and dynamics of
photodissociation. Journal of Chemical Physics, 2011, 134, 164305. 1.2 28

920 The performance and relationship among range-separated schemes for density functional theory.
Journal of Chemical Physics, 2011, 135, 074109. 1.2 43

921
Time-dependent density functional theory excited state nonadiabatic dynamics combined with
quantum mechanical/molecular mechanical approach: Photodynamics of indole in water. Journal of
Chemical Physics, 2011, 135, 054105.

1.2 55

922
Density functional study of multiplicity-changing valence and Rydberg excitations of p-block
elements: Delta self-consistent field, collinear spin-flip time-dependent density functional theory
(DFT), and conventional time-dependent DFT. Journal of Chemical Physics, 2011, 135, 044118.

1.2 57

923 On the interaction between supercritical CO2 and epoxides combining infrared absorption
spectroscopy and quantum chemistry calculations. Physical Chemistry Chemical Physics, 2011, 13, 9209. 1.3 15

924 Application of Long-Range-Corrected Density Functional in Zinc Porphyrin for Dye-Sensitized Solar
Cells. Advanced Materials Research, 0, 322, 120-124. 0.3 5

925 O - H Bond Dissociation Energies. Australian Journal of Chemistry, 2011, 64, 394. 0.5 20

926 Communication: Configuration interaction singles has a large systematic bias against charge-transfer
states. Journal of Chemical Physics, 2011, 135, 071104. 1.2 74

927 Why do disilanes fail to fluoresce?. Collection of Czechoslovak Chemical Communications, 2011, 76,
2085-2116. 1.0 4

928 Nature's most squishy ion: The important role of solvent polarization in the description of the
hydrated electron. International Reviews in Physical Chemistry, 2011, 30, 1-48. 0.9 48

930 THEORETICAL STUDY ON PHOTOINDUCED INTRAMOLECULAR CHARGE TRANSFER IN A NOVEL ORGANIC
SENSITIZER C201. Journal of Theoretical and Computational Chemistry, 2011, 10, 641-649. 1.8 1

931 Two-photon absorption spectra of carotenoids compounds. Journal of Applied Physics, 2011, 109,
103529. 1.1 20

932 Communication: Tailoring the optical gap in light-harvesting molecules. Journal of Chemical Physics,
2011, 134, 151101. 1.2 109

933
Electron transfer dissociation of a melectin peptide: correlating the precursor ion structure with
peptide backbone dissociations. Collection of Czechoslovak Chemical Communications, 2011, 76,
295-309.

1.0 7

934
The synthesis, molecular, crystal, and electronic structures of
[ReBr<sub>2</sub>(O)(OCH<sub>3</sub>)(PPh<sub>3</sub>)<sub>2</sub>]. Journal of Coordination
Chemistry, 2011, 64, 2202-2213.

0.8 3

935
Demonstration and interpretation of significant asymmetry in the low-resolution and
high-resolution <i>Q</i> <i>y</i> fluorescence and absorption spectra of bacteriochlorophyll
<i>a</i>. Journal of Chemical Physics, 2011, 134, 024506.

1.2 112



42

Citation Report

# Article IF Citations

936 The role of range-separated Hartreeâ€“Fock exchange in the calculation of magnetic exchange
couplings in transition metal complexes. Journal of Chemical Physics, 2011, 134, 034108. 1.2 37

937 Simulations of light induced processes in water based on ab initio path integrals molecular dynamics.
I. Photoabsorption. Journal of Chemical Physics, 2011, 135, 154301. 1.2 38

938
Full-Quantum chemical calculation of the absorption maximum of bacteriorhodopsin: a
comprehensive analysis of the amino acid residues contributing to the opsin shift. Biophysics
(Nagoya-shi, Japan), 2012, 8, 115-125.

0.4 4

939 The role of relativity and dispersion controlled inter-chain interaction on the band gap of thiophene,
selenophene, and tellurophene oligomers. Journal of Chemical Physics, 2012, 136, 094904. 1.2 22

940 A DFT Study of Pyrrole-Isoxazole Derivatives as Chemosensors for Fluoride Anion. International
Journal of Molecular Sciences, 2012, 13, 10986-10999. 1.8 13

941 Refractive Index Measurements of Well-Defined Polygon Crystals of Thiophene/Phenylene
Co-Oligomers. Japanese Journal of Applied Physics, 2012, 51, 11PD03. 0.8 6

942 Electronic excitation spectrum of the photosensitizer [Ir(ppy)2(bpy)]+. Journal of Chemical Physics,
2012, 136, 214305. 1.2 37

943
Experimental and theoretical investigations on photoabsorption and photoionization of
trimethylphosphate in the vacuum-ultraviolet energy range. Journal of Chemical Physics, 2012, 137,
184305.

1.2 7

944 Computational Investigations on Organic Sensitizers for Dye-Sensitized Solar Cell. Current Organic
Synthesis, 2012, 9, 215-232. 0.7 20

945 Optical response of extended systems from time-dependent Hartree-Fock and time-dependent
density-functional theory. Journal of Physics: Conference Series, 2012, 367, 012001. 0.3 12

946 Long-range correlation energies from frequency-dependent weighted exchange-hole dipole
polarisabilities. Journal of Chemical Physics, 2012, 136, 014104. 1.2 15

947 Controlling drug efficiency by encapsulation into carbon nanotubes: A theoretical study of the
antitumor Cisplatin and the anti-HIV TIBO molecules. AIP Conference Proceedings, 2012, , . 0.3 13

948 Core and valence excitations in resonant X-ray spectroscopy using restricted excitation window
time-dependent density functional theory. Journal of Chemical Physics, 2012, 137, 194306. 1.2 83

949 Importance of the correlation contribution for local hybrid functionals: Range separation and
self-interaction corrections. Journal of Chemical Physics, 2012, 136, 014111. 1.2 83

950 Electric dipole (hyper)polarizabilities of spatially confined LiH molecule. Journal of Chemical Physics,
2012, 137, 094307. 1.2 27

951 Extension of local response dispersion method to excited-state calculation based on time-dependent
density functional theory. Journal of Chemical Physics, 2012, 137, 124106. 1.2 21

952 A non-self-consistent range-separated time-dependent density functional approach for large-scale
simulations. Journal of Physics Condensed Matter, 2012, 24, 205801. 0.7 20

953 Excitation, relaxation, and quantum diffusion of CO on copper. Physical Review B, 2012, 86, . 1.1 23



43

Citation Report

# Article IF Citations

954
Symmetry breaking in core-valence double photoionization of SO<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>. Physical Review A, 2012, 85, .

1.0 8

955 Discontinuities of the exchange-correlation kernel and charge-transfer excitations in time-dependent
density-functional theory. Physical Review A, 2012, 85, . 1.0 77

956 DFT QUANTUM CHEMICAL STUDIES ON 1-[N-(2-PYRÄ°DYL) AMÄ°NOMETHYLÄ°DENE]-2(1H)-NAPHTALENONE. Journal
of Theoretical and Computational Chemistry, 2012, 11, 745-762. 1.8 20

957 Ab initio calculation of ionization potential and electron affinity of six common explosive
compounds. Reports in Theoretical Chemistry, 0, , 11. 0.0 31

958 Relativistic Time-Dependent Density Functional Theory and Excited States Calculations for the Zinc
Dimer. Journal of Atomic, Molecular, and Optical Physics, 2012, 2012, 1-16. 0.5 1

959 First-principles structures for the close-packed and the 7/2 motif of collagen. Europhysics Letters,
2012, 100, 28003. 0.7 3

960 Structures and Stability of Irn(CO)m. Molecular Physics, 2012, 110, 1977-1992. 0.8 9

961 GAMESS As a Free Quantum-Mechanical Platform for Drug Research. Current Topics in Medicinal
Chemistry, 2012, 12, 2013-2033. 1.0 118

962

Structures and reaction rates of the gaseous oxidation of
SO&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt; by an
O&amp;lt;sub&amp;gt;3&amp;lt;/sub&amp;gt;&amp;lt;sup&amp;gt;âˆ’&amp;lt;/sup&amp;gt;(H&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;O)&amp;lt;sub&amp;gt;0-5&amp;lt;/sub&amp;gt;
cluster â€“ a density functional theory investigation. Atmospheric Chemistry and Physics, 2012, 12,
3639-3652.

1.9 24

963
INSIGHTS INTO THE SOLVATO-/THERMO-PROMOTED INTRAMOLECULAR ELECTRON TRANSFER IN A TTF-Ïƒ-TCNQ
DYAD WITH AN EXTREMELY LOW HOMOâ€“LUMO GAP. Journal of Theoretical and Computational
Chemistry, 2012, 11, 599-609.

1.8 5

964 A comparison of density functional theory and coupled cluster methods for the calculation of
electric dipole polarizability gradients of methane. AIP Conference Proceedings, 2012, , . 0.3 13

965
EXPERIMENTAL AND THEORETICAL STUDY ON THE INFRARED SPECTROSCOPY OF ASTROPHYSICALLY
RELEVANT POLYCYCLIC AROMATIC HYDROCARBON DERIVATIVES 2- AND 9-VINYLANTHRACENE. Astrophysical
Journal, 2012, 755, 120.

1.6 11

966
Enantiomers of dimethyl [(2E)-1,3-diphenylprop-2-en-1-yl]propanedioate resulting from allylic alkylation
reaction: Elution order on major high-performance liquid chromatography chiral columns. Journal
of Chromatography A, 2012, 1269, 82-93.

1.8 26

967 QM/MM Investigations Of Organic Chemistry Oriented Questions. Topics in Current Chemistry, 2012,
351, 25-101. 4.0 3

968 Absorption spectra of natural pigments as sensitizers in solar cells by TD-DFT and MRPT2: protonated
cyanidin. Physical Chemistry Chemical Physics, 2012, 14, 16130. 1.3 10

969
Experimental and Time-Dependent Density Functional Theory Characterization of the UVâ€“Visible
Spectra of Monomeric and Î¼-Oxo Dimeric Ferriprotoporphyrin IX. Inorganic Chemistry, 2012, 51,
10233-10250.

1.9 21

970 Two-photon excited fluorescence of silica nanoparticles loaded with a fluorene-based monomer and
its cross-conjugated polymer: their application to cell imaging. Nanoscale, 2012, 4, 7751. 2.8 36

971 Integer particle preference during charge transfer in Kohn-Sham theory. Physical Review B, 2012, 86, . 1.1 33



44

Citation Report

# Article IF Citations

972 Molecular Model of the Ring-Opening and Ring-Closure Reaction of a Fluorinated Indolylfulgide.
Journal of Physical Chemistry A, 2012, 116, 10518-10528. 1.1 19

973 TD-DFT Assessment of Functionals for Optical 0â€“0 Transitions in Solvated Dyes. Journal of Chemical
Theory and Computation, 2012, 8, 2359-2372. 2.3 403

974 A Fluorogenic Probe for the Catalyst-Free Detection of Azide-Tagged Molecules. Journal of the
American Chemical Society, 2012, 134, 18809-18815. 6.6 118

975 Photophysical and DFT Characterization of Novel Pt(II)-Coupled 2,5-Diaryloxazoles for Nonlinear
Optical Absorption. Journal of Physical Chemistry A, 2012, 116, 11519-11530. 1.1 16

976 Pushâ€“Pull Macrocycles: Donorâ€“Acceptor Compounds with Paired Linearly Conjugated or
Cross-Conjugated Pathways. Journal of Organic Chemistry, 2012, 77, 2285-2298. 1.7 36

977 Photochromism of a Diarylethene Having an Azulene Ring. Journal of Organic Chemistry, 2012, 77,
3270-3276. 1.7 39

978 Atropisomers of Hindered Triarylisocyanurates: Structure, Conformation, Stereodynamics, and
Absolute Configuration. Journal of Organic Chemistry, 2012, 77, 3373-3380. 1.7 13

979 Porphyrin Protonation Studied by Magnetic Circular Dichroism. Journal of Physical Chemistry A, 2012,
116, 778-783. 1.1 32

980 Intramolecular Hydrogen Bonding Plays a Crucial Role in the Photophysics and Photochemistry of the
GFP Chromophore. Journal of the American Chemical Society, 2012, 134, 1662-1672. 6.6 200

981 Chemiluminescence of Coelenterazine and Fluorescence of Coelenteramide: A Systematic Theoretical
Study. Journal of Chemical Theory and Computation, 2012, 8, 2796-2807. 2.3 42

982 Self-interaction correction in a real-time Kohn-Sham scheme: Access to difficult excitations in
time-dependent density functional theory. Journal of Chemical Physics, 2012, 137, 064117. 1.2 42

983
Synthesis, Photophysical and Photochemical Properties of Photoacid Generators Based on
<i>N-</i>Hydroxyanthracene-1,9-dicarboxyimide and Their Application toward Modification of Silicon
Surfaces. Journal of Organic Chemistry, 2012, 77, 10557-10567.

1.7 31

984 Configurational Assignment of Cyclic Bisbibenzyls by HPLCâ€•CD and Quantumâ€•Chemical CD Calculations.
European Journal of Organic Chemistry, 2012, 2012, 6878-6887. 1.2 13

985 Natural Chlorophyll-Related Porphyrins and Chlorins for Dye-Sensitized Solar Cells. Molecules, 2012,
17, 4484-4497. 1.7 48

986
More than Restriction of Twisted Intramolecular Charge Transfer: Three-Dimensional Expanded
#-Shaped Cross-Molecular Packing for Emission Enhancement in Aggregates. Journal of Physical
Chemistry C, 2012, 116, 12187-12195.

1.5 65

987 Verdict: Time-Dependent Density Functional Theory â€œNot Guiltyâ€• of Large Errors for Cyanines. Journal
of Chemical Theory and Computation, 2012, 8, 1255-1259. 2.3 122

988 Spectral properties of polypyridyl ruthenium complexes intercalated in DNA: theoretical insights into
the surrounding effects of [Ru(dppz)(bpy)2]2+. Physical Chemistry Chemical Physics, 2012, 14, 12496. 1.3 54

989
Two-Component Relativistic Calculations of Electric-Field Gradients Using Exact Decoupling Methods:
Spinâ€“orbit and Picture-Change Effects. Journal of Chemical Theory and Computation, 2012, 8,
4239-4248.

2.3 62



45

Citation Report

# Article IF Citations

990
Accurate Spin-State Energetics of Transition Metal Complexes. 1. CCSD(T), CASPT2, and DFT Study of
[M(NCH)<sub>6</sub>]<sup>2+</sup> (M = Fe, Co). Journal of Chemical Theory and Computation, 2012,
8, 4216-4231.

2.3 130

991
Reliable Quantum Chemical Prediction of the Localized/Delocalized Character of Organic
Mixed-Valence Radical Anions. From Continuum Solvent Models to Direct-COSMO-RS. Journal of
Chemical Theory and Computation, 2012, 8, 4189-4203.

2.3 83

992
Vibrationally Resolved Absorption and Emission Spectra of Dithiophene in the Gas Phase and in
Solution by First-Principle Quantum Mechanical Calculations. Journal of Chemical Theory and
Computation, 2012, 8, 4483-4493.

2.3 66

993
A Configuration Interaction Picture for a Molecular Environment Using Localized Molecular
Orbitals: The Excited States of Retinal Proteins. Journal of Chemical Theory and Computation, 2012, 8,
4452-4461.

2.3 9

994 Organocatalytic enantioselective pyrazol-3-one addition to maleimides: Reactivity and stereochemical
course. Organic and Biomolecular Chemistry, 2012, 10, 1645. 1.5 60

995 Low-lying electronic states and their nonradiative deactivation of thieno[3,4-b]pyrazine: An <i>ab
initio</i> study. Journal of Chemical Physics, 2012, 137, 224313. 1.2 11

996
UV-Photoelectron Spectroscopy of 1,2- and 1,3-Azaborines: A Combined Experimental and
Computational Electronic Structure Analysis. Journal of the American Chemical Society, 2012, 134,
10279-10285.

6.6 94

997 Natural Atomic Orbital Representation for Optical Spectra Calculations in the Exciton Scattering
Approach. Journal of Physical Chemistry Letters, 2012, 3, 3734-3739. 2.1 5

998 Theoretical insight into linear optical and two-photon absorption properties for a series of
N-arylpyrrole-based dyes. Organic and Biomolecular Chemistry, 2012, 10, 7527. 1.5 10

999 Computational Photochemistry and Photophysics: the state of the art. Photochemistry, 2012, , 42-72. 0.2 11

1000
Ligand Bond Energies in <i>cis</i>- and
<i>trans</i>-[L-Pd(PH<sub>3</sub>)<sub>2</sub>Cl]<sup>+</sup> Complexes from Coupled Cluster
Theory (CCSD(T)) and Density Functional Theory. Inorganic Chemistry, 2012, 51, 13195-13203.

1.9 17

1001 The impact of solvent polarity on intramolecular proton and electron transfer in
2-alkylamino-4-nitro-5-methyl pyridine N-oxides. Physical Chemistry Chemical Physics, 2012, 14, 8147. 1.3 16

1002
Unrestricted Prescriptions for Open-Shell Singlet Diradicals: Using Economical Ab Initio and Density
Functional Theory to Calculate Singletâ€“Triplet Gaps and Bond Dissociation Curves. Journal of
Physical Chemistry A, 2012, 116, 4922-4929.

1.1 42

1003 Binding of Noble Metal Clusters with Rare Gas Atoms: Theoretical Investigation. Journal of Physical
Chemistry A, 2012, 116, 12510-12517. 1.1 36

1004
Attenuating Away the Errors in Inter- and Intramolecular Interactions from Second-Order
MÃ¸llerâ€“Plesset Calculations in the Small Aug-cc-pVDZ Basis Set. Journal of Physical Chemistry Letters,
2012, 3, 3592-3598.

2.1 34

1005 Binding motifs of silver in prion octarepeat model peptides: a joint ion mobility, IR and UV
spectroscopies, and theoretical approach. Physical Chemistry Chemical Physics, 2012, 14, 11433. 1.3 28

1006 Tuning the Electronic Properties of Nonplanar exTTF-Based Pushâ€“Pull Chromophores by Aryl
Substitution. Journal of Organic Chemistry, 2012, 77, 10707-10717. 1.7 44

1007 Nonadiabatic dynamics of a truncated indigo model. Physical Chemistry Chemical Physics, 2012, 14,
12378. 1.3 45



46

Citation Report

# Article IF Citations

1008 Time-Dependent Density Functional Theory Assessment of UV Absorption of Benzoic Acid Derivatives.
Journal of Physical Chemistry A, 2012, 116, 11870-11879. 1.1 55

1009 Ferric Complexes of 3-Hydroxy-4-pyridinones Characterized by Density Functional Theory and Raman
and UVâ€“vis Spectroscopies. Inorganic Chemistry, 2012, 51, 4473-4481. 1.9 23

1010 New Insights into the Electronic Structure and Reactivity of One-Electron Oxidized
Copper(II)-(Disalicylidene)diamine Complexes. Inorganic Chemistry, 2012, 51, 12450-12461. 1.9 71

1011
Synthesis and Photophysical Properties of Biaryl-Substituted Nucleos(t)ides. Polymerase Synthesis of
DNA Probes Bearing Solvatochromic and pH-Sensitive Dual Fluorescent and 19F NMR Labels. Journal of
Organic Chemistry, 2012, 77, 1026-1044.

1.7 81

1013 Twoâ€•Photonâ€•Activated Ligand Exchange in Platinum(II) Complexes. Angewandte Chemie - International
Edition, 2012, 51, 11263-11266. 7.2 42

1014
Theoretical Investigation on the Electron and Energy Transfer between Peripheral Carrier Transport
Groups and Central Chromophores in Electroluminescent Materials. Chinese Journal of Chemistry,
2012, 30, 2367-2375.

2.6 2

1015 Bis(azidophenyl)phosphole Building Block for Extended Ï€â€•Conjugated Systems. European Journal of
Organic Chemistry, 2012, 2012, 6711-6721. 1.2 12

1016 Molecular modeling of two-photon absorption and third-order nonlinearities of polymethine dyes
for all-optical switching. Journal of Molecular Modeling, 2012, 18, 4141-4149. 0.8 6

1017 Effect of dehydrogenation/hydrogenation on the linear and nonlinear optical properties of
Li@porphyrins. Journal of Molecular Modeling, 2012, 18, 4901-4907. 0.8 11

1018 A simple polyol-free synthesis route to Gd2O3 nanoparticles for MRI applications: an experimental and
theoretical study. Journal of Nanoparticle Research, 2012, 14, 1. 0.8 59

1019 Electronic absorption spectrum of monoaminosubstituted tetraphenylporphyrin with
diethylenetriaminepenetaacetic acid for the substitute. Russian Physics Journal, 2012, 55, 378-382. 0.2 4

1020 Electronic and vibrational circular dichroism spectra of (R)-(âˆ’)-apomorphine. Chemical Physics, 2012,
405, 197-205. 0.9 6

1021 Electronic properties of diphenyl-s-tetrazine and some related oligomers. An spectroscopic and
theoretical study. Chemical Physics, 2012, 408, 17-27. 0.9 16

1022 Proton mobility and stability of water clusters containing alkali metal ions. International Journal of
Mass Spectrometry, 2012, 330-332, 191-199. 0.7 19

1023
Probing the electronic structure of -fused quinoxalino porphyrins and tetraazaanthracene-bridged
bis-porphyrins with resonance Raman spectroscopy and density functional theory. Journal of
Molecular Structure, 2012, 1029, 187-198.

1.8 13

1024 A Spectroscopic and DFT Study of the Electronic Properties of Carbazole-Based Dâ€“A Type Copolymers.
Journal of Physical Chemistry C, 2012, 116, 21255-21266. 1.5 40

1025 Tuning the optical properties of dithienylethenes: Theoretical insights. Journal of Photochemistry
and Photobiology A: Chemistry, 2012, 247, 30-41. 2.0 29

1026 Carbon and Nitrogen Isotope Effects Associated with the Dioxygenation of Aniline and Diphenylamine.
Environmental Science &amp; Technology, 2012, 46, 11844-11853. 4.6 28



47

Citation Report

# Article IF Citations

1027
Density functional theory-based simulations of sum frequency generation spectra involving methyl
stretching vibrations: effect of the molecular model on the deduced molecular orientation and
comparison with an analytical approach. Journal of Physics Condensed Matter, 2012, 24, 124110.

0.7 12

1028 Unsymmetrical Squaraines Incorporating Quinoline for Near Infrared Responsive Dye-Sensitized Solar
Cells. Organic Letters, 2012, 14, 5420-5423. 2.4 55

1029 Dipole moment and polarizability of the low-lying excited states of uracil. Chemical Physics Letters,
2012, 546, 24-29. 1.2 25

1030 Tuning the photovoltaic parameters of Î²-substituted porphyrin analogues: An experimental and
theoretical approach. Journal of Photochemistry and Photobiology A: Chemistry, 2012, 248, 63-72. 2.0 13

1031
Synthesis, spectroscopic investigation, structural characterization, and DFT calculations of
[ReX<sub>2</sub>(N<sub>2</sub>COPh)(CH<sub>3</sub>PhCN)(PPh<sub>3</sub>)<sub>2</sub>] (X=Cl,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 577 Td (Br). Journal of Coordination Chemistry, 2012, 65, 1189-1200.0.8 4

1032 3D-RISM-KH molecular theory of solvation and density functional theory investigation of the role of
water in the aggregation of model asphaltenes. Physical Chemistry Chemical Physics, 2012, 14, 3922. 1.3 41

1033 Silver clusterâ€“biomolecule hybrids: from basics towards sensors. Physical Chemistry Chemical
Physics, 2012, 14, 9282. 1.3 51

1034 Photoreaction channels of the guanineâ€“cytosine base pair explored by long-range corrected TDDFT
calculations. Physical Chemistry Chemical Physics, 2012, 14, 8866. 1.3 32

1035
Barrierless photoisomerisation of the â€œsimplest cyanineâ€•: Joining computational and femtosecond
optical spectroscopies to trace the full reaction path. Physical Chemistry Chemical Physics, 2012, 14,
13350.

1.3 32

1036
Calculation of two-photon absorption strengths with the approximate coupled cluster singles and
doubles model CC2 using the resolution-of-identity approximation. Physical Chemistry Chemical
Physics, 2012, 14, 1175-1184.

1.3 76

1037
Vacuum-Ultraviolet Electronic Circular Dichroism Study of Methyl Î±-<scp>d</scp>-Glucopyranoside in
Aqueous Solution by Time-Dependent Density Functional Theory. Journal of Physical Chemistry A, 2012,
116, 9996-10003.

1.1 16

1038

Charge-Transfer Excitations in Uranyl Tetrachloride
([UO<sub>2</sub>Cl<sub>4</sub>]<sup>2â€“</sup>): How Reliable are Electronic Spectra from
Relativistic Time-Dependent Density Functional Theory?. Journal of Physical Chemistry A, 2012, 116,
7397-7404.

1.1 47

1039
Significant role of the DNA backbone in mediating the transition origin of electronic excitations of
B-DNA â€“ implication from long range corrected TDDFT and quantified NTO analysis. Physical Chemistry
Chemical Physics, 2012, 14, 9092.

1.3 7

1040 Characterization of an activated iridium water splitting catalyst using infrared photodissociation of
H2 tagged ions. Physical Chemistry Chemical Physics, 2012, 14, 10109. 1.3 21

1041 Electronic structure of a subnanometer wide bottom-up fabricated graphene nanoribbon: End states,
band gap, and dispersion. Physical Review B, 2012, 86, . 1.1 46

1042 Critical appraisal of excited state nonadiabatic dynamics simulations of 9<i>H</i>-adenine. Journal of
Chemical Physics, 2012, 137, 22A503. 1.2 102

1043 Aza-boron-dipyrromethene dyes: TD-DFT benchmarks, spectral analysis and design of original near-IR
structures. Physical Chemistry Chemical Physics, 2012, 14, 157-164. 1.3 100

1044
A study of the atmospherically important reactions of dimethylsulfide (DMS) with I2 and ICl using
infrared matrix isolation spectroscopy and electronic structure calculations. Physical Chemistry
Chemical Physics, 2012, 14, 2399.

1.3 3



48

Citation Report

# Article IF Citations

1045 Fully relativistic coupled cluster and DFT study of electric field gradients at Hg in 199Hg compounds.
Physical Chemistry Chemical Physics, 2012, 14, 2651. 1.3 31

1046
Shedding light on unusual photophysical properties of bis-cyclometalated iridium(iii) complexes
containing 2,5-diaryl-1,3,4-oxadiazole-based and acetylacetonate ligands. Dalton Transactions, 2012, 41,
10228.

1.6 4

1047 A combined quantum mechanics/molecular mechanics study of the one- and two-photon absorption in
the green fluorescent protein. Physical Chemistry Chemical Physics, 2012, 14, 5440. 1.3 76

1048 A new waterâ‹¯Na+ coordination motif in an unexpected diatrizoic acid disodium salt crystal form.
Chemical Communications, 2012, 48, 9822. 2.2 6

1049 Diazaborolyl-boryl pushâ€“pull systems with ethynyleneâ€“arylene bridges as â€˜turn-onâ€™ fluoride sensors.
Dalton Transactions, 2012, 41, 10328. 1.6 23

1050 Theoretical study on the difference of OH vibrational spectra between OHâˆ’(H2O)3 and OHâˆ’(H2O)4.
Physical Chemistry Chemical Physics, 2012, 14, 2797. 1.3 29

1051 Phosphorescent, liquid-crystalline complexes of platinum(ii): influence of the Î²-diketonate co-ligand
on mesomorphism and emission properties. Dalton Transactions, 2012, 41, 14244. 1.6 56

1052 Vibrationally resolved circular dichroism spectra of a molecule with isotopically engendered
chirality. Physical Chemistry Chemical Physics, 2012, 14, 3669. 1.3 10

1053
Redox and photoisomerization switching of the second-order optical nonlinearity of a
tetrathiafulvalene derivative of spiropyran across five states: a DFT study. Physical Chemistry
Chemical Physics, 2012, 14, 5297.

1.3 23

1054 Light-harvesting and electronic contacting capabilities of Ru(ii) Ipa rod and star complexesâ€“first
principles predictions. RSC Advances, 2012, 2, 7868. 1.7 9

1055 A new understanding on how heme metabolism occurs in heme oxygenase: water-assisted oxo
mechanism. Dalton Transactions, 2012, 41, 11642. 1.6 6

1056
Al3+ induced planarization, conformational arrest and metallochromic shift in a pyrimidine dione dye:
insight from integrated hybrid quantumâ€“classical calculations. Physical Chemistry Chemical Physics,
2012, 14, 2339.

1.3 1

1057 TDDFT studies on chiral organophosphonate substituted divacant Keggin-type polyoxotungstate:
diplex multistep-redox-triggered chiroptical and NLO switch. Dalton Transactions, 2012, 41, 10097. 1.6 11

1058 Color modeling of protein optical probes. Physical Chemistry Chemical Physics, 2012, 14, 1107-1112. 1.3 40

1059 Importance of the CH/Ï€ hydrogen bond in the enhancement of CD amplitude of exomethylene steroids.
RSC Advances, 2012, 2, 10891. 1.7 9

1060 Understanding the absorption and emission spectra of borondipyrromethene dye and its substituted
analogues. Molecular Physics, 2012, 110, 445-456. 0.8 11

1061 Intramolecular Electronic Couplings in Class II/III Organic Mixed-Valence Systems of
Bis(1,4-dimethoxybenzene). Journal of Physical Chemistry B, 2012, 116, 14126-14135. 1.2 14

1062
Pyramidalization of the Glycosidic Nitrogen Provides the Way for Efficient Cleavage of the
N-Glycosidic Bond of 8-OxoG with the hOGG1 DNA Repair Protein. Journal of Physical Chemistry B,
2012, 116, 12535-12544.

1.2 13



49

Citation Report

# Article IF Citations

1063
A Time-Dependent Density Functional Theory Study of the Structure and Electronic Spectroscopy of
the Group 7 Mixed-Metal Carbonyls: MnTc(CO)<sub>10</sub>, MnRe(CO)<sub>10</sub>, and
TcRe(CO)<sub>10</sub>. Journal of Physical Chemistry A, 2012, 116, 9295-9304.

1.1 5

1064 Vibrational and Electronic Circular Dichroism of Dimethyl Mesobilirubins-XIIIÎ±. Journal of Physical
Chemistry B, 2012, 116, 5628-5636. 1.2 11

1065 Ground and Excited State Properties of New Porphyrin Based Dyads: A Combined Theoretical and
Experimental Study.. Journal of Physical Chemistry A, 2012, 116, 10736-10744. 1.1 21

1066
Synthesis and Spectroscopic Characterization of Diphenylargentate,
[(C<sub>6</sub>H<sub>5</sub>)<sub>2</sub>Ag]<sup>âˆ’</sup>. Journal of Physical Chemistry Letters,
2012, 3, 1197-1201.

2.1 16

1069
THEORETICAL INVESTIGATION ON SECOND-ORDER NONLINEAR OPTICAL PROPERTIES AND REDOX-SWITCHING
OF PHENYL NITRONYL-NITROXIDE RADICAL DERIVATIVES. Journal of Theoretical and Computational
Chemistry, 2012, 11, 1075-1088.

1.8 5

1070 Assessment of Density Functional Theory in Predicting Structures and Free Energies of Reaction of
Atmospheric Prenucleation Clusters. Journal of Chemical Theory and Computation, 2012, 8, 2071-2077. 2.3 168

1071 Does a Molecule-Specific Density Functional Give an Accurate Electron Density? The Challenging Case
of the CuCl Electric Field Gradient. Journal of Physical Chemistry Letters, 2012, 3, 576-581. 2.1 140

1072
DFT and TD-DFT study on the electronic structures and phosphorescent properties of
6-phenyl-2,2â€²-bipyridine tridentate iridium(iii) complexes and their isomer. Dalton Transactions, 2012, 41,
8441.

1.6 34

1073 TDDFT and CIS Studies of Optical Properties of Dimers of Silver Tetrahedra. Journal of Physical
Chemistry A, 2012, 116, 8260-8269. 1.1 48

1074
Theoretical Investigation of Paramagnetic NMR Shifts in Transition Metal Acetylacetonato Complexes:
Analysis of Signs, Magnitudes, and the Role of the Covalency of Ligandâ€“Metal Bonding. Inorganic
Chemistry, 2012, 51, 8340-8351.

1.9 56

1075 On the Origin of Large Two-Photon Activity of DANS Molecule. Journal of Physical Chemistry A, 2012,
116, 11034-11040. 1.1 18

1076
Elucidating Electronic Transitions from Ïƒ Orbitals of Liquid <i>n-</i> and Branched Alkanes by
Far-Ultraviolet Spectroscopy and Quantum Chemical Calculations. Journal of Physical Chemistry A,
2012, 116, 11957-11964.

1.1 51

1077 The Exciton Origin of the Visible Circular Dichroism Spectrum of Bacteriorhodopsin. Journal of
Physical Chemistry B, 2012, 116, 6751-6763. 1.2 38

1078 Evaluation of the nonlinear optical properties for an expanded porphyrin HÃ¼ckel-MÃ¶bius aromaticity
switch. Journal of Chemical Physics, 2012, 137, 184306. 1.2 35

1079
<sup>1</sup>L<sub><i>a</i></sub> and <sup>1</sup>L<sub><i>b</i></sub> States of Indole and
Azaindole: Is Density Functional Theory Inadequate?. Journal of Chemical Theory and Computation,
2012, 8, 575-584.

2.3 38

1080 Unraveling Ultrafast Dynamics in Photoexcited Aniline. Journal of the American Chemical Society,
2012, 134, 12578-12589. 6.6 80

1081 The Effect of Protein Environment on Photoexcitation Properties of Retinal. Journal of Physical
Chemistry B, 2012, 116, 2249-2258. 1.2 43

1082 Kinetically Blocked Stable Heptazethrene and Octazethrene: Closed-Shell or Open-Shell in the Ground
State?. Journal of the American Chemical Society, 2012, 134, 14913-14922. 6.6 256



50

Citation Report

# Article IF Citations

1083 Electronic Excitations in Epicocconone Analogues: TDDFT Methodological Assessment Guided by
Experiment. Journal of Physical Chemistry A, 2012, 116, 8634-8643. 1.1 19

1084 Raman Scattering at Resonant or Near-Resonant Conditions: A Generalized Short-Time Approximation.
Chinese Journal of Chemical Physics, 2012, 25, 31-47. 0.6 1

1085 Role of Perferrylâ€“Oxo Oxidant in Alkane Hydroxylation Catalyzed by Cytochrome P450: A Hybrid
Density Functional Study. Journal of Physical Chemistry B, 2012, 116, 4713-4730. 1.2 22

1086 The Effect of the Ï€-Electron Delocalization Curvature on the Two-Photon Circular Dichroism of
Molecules with Axial Chirality. Journal of Physical Chemistry Letters, 2012, 3, 1808-1813. 2.1 22

1087 Comparing long-range corrected functionals in the <i>cisâ€“trans</i> isomerisation of the retinal
chromophore. Molecular Physics, 2012, 110, 2329-2336. 0.8 18

1088 Theoretical Study of the Switching between HÃ¼ckel and MÃ¶bius Topologies for Expanded Porphyrins.
Journal of Physical Chemistry C, 2012, 116, 24358-24366. 1.5 28

1089 Resonance Raman and vibronic absorption spectra with Duschinsky rotation from a time-dependent
perspective: Application to Î²-carotene. Journal of Chemical Physics, 2012, 137, 22A534. 1.2 33

1090 Tuning Photophysics and Nonlinear Absorption of Bipyridyl Platinum(II) Bisstilbenylacetylide
Complexes by Auxiliary Substituents. Journal of Physical Chemistry A, 2012, 116, 4878-4889. 1.1 30

1091 Photoinduced Electron Transfer in Os(terpyridine)-biphenylene-(bi)pyridinium Assemblies. Inorganic
Chemistry, 2012, 51, 5342-5352. 1.9 25

1092
High-Polarity Solvents Decreasing the Two-Photon Transition Probability of Through-Space
Charge-Transfer Systems â€” A Surprising In Silico Observation. Journal of Physical Chemistry Letters,
2012, 3, 961-966.

2.1 38

1093 Theoretical Characterization of Absorption and Emission Spectra of an Asymmetric Porphycene.
Journal of Physical Chemistry A, 2012, 116, 3366-3376. 1.1 9

1094 Superior Performance of Range-Separated Hybrid Functionals for Describing Ïƒ* â†• Ïƒ UVâ€“Vis Signatures of
Three-Electron Two-Center Anions. Journal of Physical Chemistry A, 2012, 116, 3237-3246. 1.1 10

1095 Molecular-Level Insight into the Spectral Tuning Mechanism of the DsRed Chromophore. Journal of
Physical Chemistry Letters, 2012, 3, 3513-3521. 2.1 54

1096 cis Influence in Models of Cobalt Corrins by DFT and TD-DFT Studies. Journal of Physical Chemistry B,
2012, 116, 8836-8845. 1.2 18

1097 Redox Control of Rotary Motions in Ferrocene-Based Elemental Ball Bearings. Journal of the
American Chemical Society, 2012, 134, 2653-2671. 6.6 120

1098 Theoretical Study of the Absorption Spectrum of a Photoisomerizable Iron Complex. Journal of
Physical Chemistry A, 2012, 116, 11905-11912. 1.1 6

1099 Excitation Energy Transfer and Low-Efficiency Photolytic Splitting of Water Ice by Vacuum UV Light.
Journal of Physical Chemistry Letters, 2012, 3, 3610-3615. 2.1 11

1100 Aggregation in a High-Mobility n-Type Low-Bandgap Copolymer with Implications on Semicrystalline
Morphology. Journal of the American Chemical Society, 2012, 134, 18303-18317. 6.6 395



51

Citation Report

# Article IF Citations

1101 Entangled Valence Electronâ€“Hole Dynamics Revealed by Stimulated Attosecond X-ray Raman
Scattering. Journal of Physical Chemistry Letters, 2012, 3, 2326-2331. 2.1 25

1102
Energies and Lifetimes of Temporary Anion States of Chloromethanes by Stabilized Koopmansâ€™ Theorem
in Long-Range Corrected Density Functional Theory. Journal of Physical Chemistry A, 2012, 116,
12364-12372.

1.1 8

1103 Obtaining Enhanced Circular Dichroism in [4]Heterohelicenium Analogues. Journal of Physical
Chemistry A, 2012, 116, 8744-8752. 1.1 14

1104 Computational Studies of CO<sub>2</sub> Activation via Photochemical Reactions with Reduced
Sulfur Compounds. Journal of Physical Chemistry A, 2012, 116, 9331-9339. 1.1 25

1105 Peek at the Potential Energy Surfaces of the LSSmKate1 and LSSmKate2 Proteins. Journal of Physical
Chemistry B, 2012, 116, 14302-14310. 1.2 16

1106 Resonance Raman Spectra of TNT and RDX Using Vibronic Theory, Excited-State Gradient, and Complex
Polarizability Approximations. Journal of Physical Chemistry A, 2012, 116, 7862-7872. 1.1 33

1107 Theoretical Study on Water-Mediated Excited-State Multiple Proton Transfer in 7-Azaindole:
Significance of Hydrogen Bond Rearrangement. Journal of Physical Chemistry A, 2012, 116, 10566-10573. 1.1 20

1108 Solvent Effects on Isomerization and Spectral Properties of Photochromic-Switching Diarythene
Derivatives in Polar and Apolar Solutions. Journal of Physical Chemistry A, 2012, 116, 913-923. 1.1 15

1109 Ligand Effects on Optical Properties of Small Gold Clusters: A TDDFT Study. Journal of Physical
Chemistry C, 2012, 116, 3242-3249. 1.5 26

1110
Quantum Mechanical Design and Structures of Hexanuclear Sandwich Complex and Its Multidecker
Sandwich Clusters (Li<sub>6</sub>)<sub><i>n</i></sub>([18]Annulene)<sub><i>n</i>+1</sub>
(<i>n</i> = 1â€“3). Journal of Physical Chemistry A, 2012, 116, 9189-9196.

1.1 17

1111
1<i>H</i>-Pyrrolo[3,2-<i>h</i>]quinoline: A Benchmark Molecule for Reliable Calculations of
Vibrational Frequencies, IR Intensities, and Raman Activities. Journal of Physical Chemistry A, 2012, 116,
11973-11986.

1.1 13

1112
Calculating Off-Site Excitations in Symmetric Donorâ€“Acceptor Systems via Time-Dependent Density
Functional Theory with Range-Separated Density Functionals. Journal of Chemical Theory and
Computation, 2012, 8, 2661-2668.

2.3 34

1113

Geometric, Electronic, and Optical Properties of a Superatomic Heterodimer and Trimer:
Sc@Si<sub>16</sub>â€“V@Si<sub>16</sub> and
Sc@Si<sub>16</sub>â€“Ti@Si<sub>16</sub>â€“V@Si<sub>16</sub>. Journal of Physical Chemistry C, 2012,
116, 14071-14077.

1.5 62

1114 Benchmark Database for Ylidic Bond Dissociation Energies and Its Use for Assessments of Electronic
Structure Methods. Journal of Chemical Theory and Computation, 2012, 8, 2824-2834. 2.3 62

1115
TD-DFT study on the excited-state proton transfer in the fluoride sensing of a turn-off type
fluorescent chemosensor based on anthracene derivatives. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2012, 97, 746-752.

2.0 55

1116 Time-dependent density functional theory investigate the effect of arylacetylide chain length of
cyclometalated Pt(II) complexes. Synthetic Metals, 2012, 162, 670-676. 2.1 12

1117 Implementation and validation of a multi-purpose virtual spectrometer for large systems in complex
environments. Physical Chemistry Chemical Physics, 2012, 14, 12404. 1.3 128

1118 Basis Set Recommendations for DFT Calculations of Gas-Phase Optical Rotation at Different
Wavelengths. Journal of Chemical Theory and Computation, 2012, 8, 4425-4433. 2.3 26



52

Citation Report

# Article IF Citations

1119 BDE261: A Comprehensive Set of High-Level Theoretical Bond Dissociation Enthalpies. Journal of
Physical Chemistry A, 2012, 116, 4975-4986. 1.1 62

1120 Theoretical Study of the Electronic Spectra of Small Molecules That Incorporate Analogues of the
Copperâ€“Cysteine Bond. Journal of Physical Chemistry A, 2012, 116, 8507-8514. 1.1 7

1121 Importance of Correctly Describing Charge-Transfer Excitations for Understanding the Chemical
Effect in SERS. Journal of Physical Chemistry Letters, 2012, 3, 2470-2475. 2.1 85

1122 Visible Absorption and Fluorescence Spectroscopy of Conformationally Constrained, Annulated
BODIPY Dyes. Journal of Physical Chemistry A, 2012, 116, 9621-9631. 1.1 51

1123 How Evenly Can Approximate Density Functionals Treat the Different Multiplicities and Ionization
States of 4d Transition Metal Atoms?. Journal of Chemical Theory and Computation, 2012, 8, 4112-4126. 2.3 37

1124 Spin-enhanced organic bulk heterojunction photovoltaic solar cells. Nature Communications, 2012, 3,
1043. 5.8 105

1125 Electronic excitation spectra of the [Ir(ppy)2(bpy)]+ photosensitizer bound to small silver clusters
Agn (n = 1â€“6). Physical Chemistry Chemical Physics, 2012, 14, 4977. 1.3 6

1126 Chiroptical Spectroscopy of Natural Products: Avoiding the Aggregation Effects of Chiral Carboxylic
Acids. Journal of Natural Products, 2012, 75, 1441-1450. 1.5 26

1127
Structureâ€“property relationship of naphthalene based donorâ€“Ï€â€“acceptor organic dyes for
dye-sensitized solar cells: remarkable improvement of open-circuit photovoltage. Journal of Materials
Chemistry, 2012, 22, 22550.

6.7 39

1128 Overcoming Low Orbital Overlap and Triplet Instability Problems in TDDFT. Journal of Physical
Chemistry A, 2012, 116, 9783-9789. 1.1 190

1129 Alignment of poly(3,4-ethylenedioxythiophene) polymer chains in photovoltaic cells by ultraviolet
irradiation. Journal of Materials Chemistry, 2012, 22, 22409. 6.7 40

1130 Atomic <i>C</i> <sub>6</sub> dispersion coefficients: a four-component relativistic Kohnâ€“Sham
study. Molecular Physics, 2012, 110, 2535-2541. 0.8 13

1131 Polarons, Bipolarons, and Side-By-Side Polarons in Reduction of Oligofluorenes. Journal of the
American Chemical Society, 2012, 134, 10852-10863. 6.6 70

1132 Density Functional Theory Study on Subtriazaporphyrin Derivatives: Dipolar/Octupolar Contribution
to the Second-Order Nonlinear Optical Activity. Journal of Physical Chemistry A, 2012, 116, 10249-10256. 1.1 51

1133 Through-Space Charge Transfer in Rod-Like Molecules: Lessons from Theory. Journal of Physical
Chemistry C, 2012, 116, 11946-11955. 1.5 222

1134 Derivative discontinuity, bandgap and lowest unoccupied molecular orbital in density functional
theory. Journal of Chemical Physics, 2012, 136, 204111. 1.2 154

1135
Quantum Chemical Study of the Ground and Excited State Electronic Structures of Carbazole
Oligomers with and without Triarylborane Substitutes. Journal of Physical Chemistry C, 2012, 116,
12434-12442.

1.5 18

1136 DFT and Proton Transfer Reactions: A Benchmark Study on Structure and Kinetics. Journal of
Chemical Theory and Computation, 2012, 8, 3082-3088. 2.3 85



53

Citation Report

# Article IF Citations

1137
Stable Tetrabenzo-Chichibabinâ€™s Hydrocarbons: Tunable Ground State and Unusual Transition between
Their Closed-Shell and Open-Shell Resonance Forms. Journal of the American Chemical Society, 2012,
134, 14513-14525.

6.6 218

1138 Molecular design of distorted pushâ€“pull porphyrins for dye-sensitized solar cells. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 55

1139 Linear Response Theory and Electronic Transition Energies for a Fully Polarizable QM/Classical
Hamiltonian. Journal of Chemical Theory and Computation, 2012, 8, 4153-4165. 2.3 111

1140
Toward a Unified Modeling of Environment and Bridge-Mediated Contributions to Electronic Energy
Transfer: A Fully Polarizable QM/MM/PCM Approach. Journal of Chemical Theory and Computation,
2012, 8, 4462-4473.

2.3 69

1141 Atomistic Band Gap Engineering in Donorâ€“Acceptor Polymers. Journal of the American Chemical
Society, 2012, 134, 539-547. 6.6 293

1142 Long-Range Electron Transfer in Zinc-Phthalocyanine-Oligo(Phenylene-ethynylene)-Based
Donor-Bridge-Acceptor Dyads. Inorganic Chemistry, 2012, 51, 11500-11512. 1.9 37

1143 Derivatives of Ergot-alkaloids: Molecular structure, physical properties, and structureâ€“activity
relationships. Journal of Molecular Structure, 2012, 1024, 18-31. 1.8 7

1144 Theoretical study of the structure, bonding and electronic spectrum of the tetrameric copper (I)
amide complex [CuN(SiMe3)2]4. Journal of Organometallic Chemistry, 2012, 700, 142-146. 0.8 2

1145 Theoretical studies on photo-triggered second-order nonlinear optical switches in a series of
polyoxometalate-spiropyran compounds. Journal of Organometallic Chemistry, 2012, 716, 245-251. 0.8 16

1146 Quantum chemical study on first hyperpolarizabilities of mono- and bimetal Pt(II) diimine complexes.
Journal of Organometallic Chemistry, 2012, 718, 1-7. 0.8 9

1147 Isomerization energies of tetrahedranes to 1,3-cyclobutadienes: A challenge for theoretical methods.
Computational and Theoretical Chemistry, 2012, 979, 1-9. 1.1 8

1148 Redox-switching second-order nonlinear optical responses of N^N^N ruthenium complexes.
Computational and Theoretical Chemistry, 2012, 979, 112-118. 1.1 16

1149 A QM/MM study on the spinach plastocyanin: Redox properties and absorption spectra. Computational
and Theoretical Chemistry, 2012, 990, 119-125. 1.1 55

1150
Structure and electronic spectral property of coumarinâ€“chalcone hybrids: A comparative study using
conventional and long-range corrected hybrid functionals. Computational and Theoretical
Chemistry, 2012, 981, 90-99.

1.1 32

1151 On the photochromic properties of dithienylethenes grafted on gold clusters. Computational and
Theoretical Chemistry, 2012, 990, 167-176. 1.1 11

1152 Singletâ€“triplet excitation energies of naphthyl cations: High level composite method calculations
suggest a singlet ground state. Computational and Theoretical Chemistry, 2012, 983, 69-75. 1.1 9

1153
Theoretical investigation of the static (dynamic) polarizability and second hyperpolarizability of DAAD
quadrupolar pushâ€“pull molecules. A comparison among HF (TD-HF), DFT (TD-B3LYP), and MP2 (TD-MP2)
methods. Computational and Theoretical Chemistry, 2012, 985, 72-79.

1.1 24

1154 Performance of the coupled cluster and DFT methods for through-space magnetic interactions of
nitroxide dimer. Chemical Physics Letters, 2012, 542, 19-25. 1.2 14



54

Citation Report

# Article IF Citations

1155 Ultrafast internal conversion in a low band gap polymer for photovoltaics: experimental and
theoretical study. Physical Chemistry Chemical Physics, 2012, 14, 6367. 1.3 43

1156 Quantum Simulations of Materials and Biological Systems. , 2012, , . 1

1157 Designing benzosiloles for better optoelectronic properties using DFT &amp; TDDFT approaches.
Physical Chemistry Chemical Physics, 2012, 14, 14229. 1.3 43

1158 Electronic structures and second-order nonlinear optical properties of a series of functionalized
Sc3N@Ihâ€“C80 derivatives. Computational and Theoretical Chemistry, 2012, 996, 51-56. 1.1 1

1159 Radical Localization in a Series of Symmetric Ni<sup>II</sup> Complexes with Oxidized Salen Ligands.
Chemistry - A European Journal, 2012, 18, 14117-14127. 1.7 76

1160
Supramolecular Assembly of Diplatinum Species through Weak Pt<sup>II</sup>â‹…â‹…â‹…Pt<sup>II</sup>
Intermolecular Interactions: A Combined Experimental and Computational Study. Chemistry - A
European Journal, 2012, 18, 13787-13799.

1.7 15

1161 Analysis of the Electronic Circular Dichroism Spectrum of (âˆ’)â€“[9](2,5)Pyridinophane. Chirality, 2012,
24, 994-1004. 1.3 6

1162 A Theoretical Investigation on the Oxidation of Carbon Monoxide by an Aqueous Molybdocene.
European Journal of Inorganic Chemistry, 2012, 2012, 4445-4453. 1.0 6

1163 Density Functional Study of Tetraphenylporphyrin Longâ€•Range Exciton Coupling. ChemistryOpen, 2012,
1, 184-194. 0.9 19

1164 A Novel Ru(II) Polypyridine Black Dye Investigated by Resonance Raman Spectroscopy and TDDFT
Calculations. Journal of Physical Chemistry C, 2012, 116, 19968-19977. 1.5 30

1165 Methyliminopropadienone CH<sub>3</sub>â€“Nâ••Câ••Câ••Câ••O: Photoelectron Spectrum and Electronic
Structure. Journal of Physical Chemistry A, 2012, 116, 9315-9320. 1.1 10

1166 Bathochromic Shift in Green Fluorescent Protein: A Puzzle for QM/MM Approaches. Journal of
Chemical Theory and Computation, 2012, 8, 112-124. 2.3 94

1167
Density functional theory characterization and design of high-performance diarylamine-fluorenedyes
with different Ï€ spacers for dye-sensitized solar cells. Journal of Materials Chemistry, 2012, 22,
568-576.

6.7 355

1168 Donorâ€“acceptor dyes incorporating a stable dibenzosilole Ï€-conjugated spacer for dye-sensitized
solar cells. Journal of Materials Chemistry, 2012, 22, 10771. 6.7 45

1169 Theoretical and numerical assessments of spin-flip time-dependent density functional theory. Journal
of Chemical Physics, 2012, 136, 024107. 1.2 66

1170 Photodynamics of Free and Solvated Tyrosine. Journal of Physical Chemistry B, 2012, 116, 8762-8770. 1.2 18

1171 Scalar Relativistic Computations and Localized Orbital Analyses of Nuclear Hyperfine Coupling and
Paramagnetic NMR Chemical Shifts. Journal of Chemical Theory and Computation, 2012, 8, 598-609. 2.3 87

1172 A multiconfigurational hybrid density-functional theory. Journal of Chemical Physics, 2012, 137,
044104. 1.2 77



55

Citation Report

# Article IF Citations

1173 Density functional theory with fractional orbital occupations. Journal of Chemical Physics, 2012, 136,
154104. 1.2 127

1174 On Ï€-stacking, C-H/Ï€, and halogen bonding interactions in halobenzene clusters: Resonant two-photon
ionization studies of chlorobenzene. Journal of Chemical Physics, 2012, 137, 184307. 1.2 33

1175 Photoinduced water splitting with oxotitanium porphyrin: a computational study. Physical Chemistry
Chemical Physics, 2012, 14, 12807. 1.3 25

1176 Optical absorption spectra of gold clusters Aun (n = 4, 6, 8,12, 20) from long-range corrected
functionals with optimal tuning. Journal of Chemical Physics, 2012, 137, 114302. 1.2 60

1177
Characterization of the Temporary Anion States on Perfluoroalkanes via Stabilized Koopmansâ€™
Theorem in Long-Range Corrected Density Functional Theory. Journal of Physical Chemistry A, 2012,
116, 3224-3236.

1.1 12

1178 Experimental and Theoretical Approach to Aggregation Behavior of New Di-N-Oxide Surfactants in an
Aquatic Environment. Journal of Physical Chemistry B, 2012, 116, 14324-14332. 1.2 14

1179 UV Spectroscopy of DNA Duplex and Quadruplex Structures in the Gas Phase. Journal of Physical
Chemistry A, 2012, 116, 5383-5391. 1.1 41

1180 Linear-Response and Real-Time Time-Dependent Density Functional Theory Studies of Core-Level
Near-Edge X-Ray Absorption. Journal of Chemical Theory and Computation, 2012, 8, 3284-3292. 2.3 192

1181 Photophysical Characterization of a Benzo-Fused Analogue of Brookerâ€™s Merocyanine: Solvent
Polarity and pH Effects. Journal of Physical Chemistry A, 2012, 116, 12470-12475. 1.1 15

1182 Stabilization of merocyanine by protonation, charge, and external electric fields and effects on the
isomerization of spiropyran: a computational study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 14

1183 Excited states and electronic spectra of annulated dinuclear free-base phthalocyanines: A theoretical
study on near-infrared-absorbing dyes. Journal of Chemical Physics, 2012, 136, 114304. 1.2 9

1184 Switchable Nonlinear Optical Properties of Î·<sup>5</sup>-Monocyclopentadienylmetal Complexes: A
DFT Approach. Journal of Chemical Information and Modeling, 2012, 52, 1970-1983. 2.5 20

1185 Complexes of tetracyclines with divalent metal cations investigated by stationary and
femtosecond-pulsed techniques. Physical Chemistry Chemical Physics, 2012, 14, 823-834. 1.3 74

1186 The performance of density functional based methods in the description of selected biological
systems and processes. Physical Chemistry Chemical Physics, 2012, 14, 14943. 1.3 36

1187 Theoretical study of electronic structure and third-order optical properties of
berylliumâ€“hydrocarbon complexes. Computational and Theoretical Chemistry, 2012, 996, 82-90. 1.1 26

1188 On the applicability of the molecular dynamics SCC-DFTB treatment on optical spectra simulations for
thiophene and phenyl containing oligomers. Computational and Theoretical Chemistry, 2012, 999, 55-65. 1.1 2

1189 Density functional dependence of molecular geometries in lanthanide(III) complexes relevant to
bioanalytical and biomedical applications. Computational and Theoretical Chemistry, 2012, 999, 93-104. 1.1 54

1190 Fluorene-based organic dyes containing acetylene linkage for dye-sensitized solar cells. Dyes and
Pigments, 2012, 95, 523-533. 2.0 30



56

Citation Report

# Article IF Citations

1191 Substituent effect of fluorine ligand on spectroscopic properties of Pt(N^C^N)Cl complexes, a
theoretical study. Organic Electronics, 2012, 13, 2568-2574. 1.4 18

1192 Poly(arylenethynyl-thienoacenes) as candidates for organic semiconducting materials. A DFT insight.
Organic Electronics, 2012, 13, 3244-3253. 1.4 24

1193 A DFT/TDDFT study on spectral effects of metal ion interactions with benzofurazan-based fluorescent
probes. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 27-34. 2.0 5

1194
Primary amino-functionalized N-heterocyclic carbene ligands as support for Au(i)â‹¯Au(i) interactions:
structural, electrochemical, spectroscopic and computational studies of the dinuclear
[Au2(NH2(CH2)2imMe)2][NO3]2. Dalton Transactions, 2012, 41, 2445.

1.6 14

1195 Theoretical calculations of physico-chemical and spectroscopic properties of bioinorganic systems:
current limits and perspectives. Dalton Transactions, 2012, 41, 5754. 1.6 27

1196
Calculation of the CD Spectrum of a Peptide from Its Conformational Phase Space: The Case of
Met-enkephalin and Its Unnatural Analogue. Journal of Chemical Theory and Computation, 2012, 8,
1694-1705.

2.3 14

1197
A FIRST PRINCIPLE ANALYSIS ON THE STRUCTURAL AND PHOTO-INDUCED CHARGE TRANSFER IN RUTHENIUM
COMPLEXES OF HEXAAZATRIPHENYLENE. Journal of Theoretical and Computational Chemistry, 2012, 11,
895-905.

1.8 5

1198 Screened-exchange density functionals with broad accuracy for chemistry and solid-state physics.
Physical Chemistry Chemical Physics, 2012, 14, 16187. 1.3 525

1199
D-A-Ï€-A Featured Sensitizers Bearing Phthalimide and Benzotriazole as Auxiliary Acceptor: Effect on
Absorption and Charge Recombination Dynamics in Dye-Sensitized Solar Cells. ACS Applied Materials
&amp; Interfaces, 2012, 4, 1822-1830.

4.0 148

1201 Nonlinear Optical Properties of Fullerene Derivatives. Carbon Nanostructures, 2012, , 49-97. 0.1 0

1202
Highlights on Anthocyanin Pigmentation and Copigmentation: A Matter of Flavonoid Ï€-Stacking
Complexation To Be Described by DFT-D. Journal of Chemical Theory and Computation, 2012, 8,
2034-2043.

2.3 71

1203 Spectral Properties and Orientation of Voltage-Sensitive Dyes in Lipid Membranes. Langmuir, 2012, 28,
10808-10817. 1.6 18

1204
Dâ€“Dâˆ’Ï€â€“A-Type Organic Dyes for Dye-Sensitized Solar Cells with a Potential for Direct Electron
Injection and a High Extinction Coefficient: Synthesis, Characterization, and Theoretical Investigation.
Journal of Physical Chemistry C, 2012, 116, 25653-25663.

1.5 153

1205 Quasiparticle Spectra from a Nonempirical Optimally Tuned Range-Separated Hybrid Density
Functional. Physical Review Letters, 2012, 109, 226405. 2.9 236

1206 The importance of pâ€“n junction interfaces for efficient small molecule-based organic solar cells.
Physical Chemistry Chemical Physics, 2012, 14, 5284. 1.3 12

1207 Metal-to-metal charge-transfer transitions: reliable excitation energies from ab initio calculations.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 31

1208 Range-Separated Exchange Functionals with Slater-Type Functions. Journal of Chemical Theory and
Computation, 2012, 8, 901-907. 2.3 107

1209 Calculation of Magnetic Couplings in Hydrogen-Bonded Cu(II) Complexes Using Density Functional
Theory. Journal of Physical Chemistry A, 2012, 116, 3465-3473. 1.1 40



57

Citation Report

# Article IF Citations

1210
A Study of the Atmospherically Important Reactions between Dimethyl Selenide (DMSe) and Molecular
Halogens (X<sub>2</sub> = Cl<sub>2</sub>, Br<sub>2</sub>, and I<sub>2</sub>) with <i>ab initio</i>
Calculations. Journal of Physical Chemistry A, 2012, 116, 5595-5603.

1.1 3

1211 Short-Range to Long-Range Charge-Transfer Excitations in the Zincbacteriochlorin-Bacteriochlorin
Complex: A Bethe-Salpeter Study. Physical Review Letters, 2012, 109, 167801. 2.9 97

1212 Interplay of structural and electronic stabilizing factors in neutral and cationic phosphine protected
Au13 clusters. European Physical Journal D, 2012, 66, 1. 0.6 16

1213
Determining the appropriate exchange-correlation functional for time-dependent density functional
theory studies of charge-transfer excitations in organic dyes. Journal of Chemical Physics, 2012, 136,
224301.

1.2 83

1214 Correlation between Photophysical Parameters and Goldâ€“Gold Distances in Gold(I) (4-Pyridyl)ethynyl
Complexes. Inorganic Chemistry, 2012, 51, 7636-7641. 1.9 69

1215 Hydrogen-Bond and Solvent Dynamics in Transition Metal Complexes: A Combined Simulation and
NMR-Investigation. Journal of Physical Chemistry B, 2012, 116, 14406-14415. 1.2 16

1216
Assigning Structures to Gas-Phase Peptide Cations and Cation-Radicals. An Infrared Multiphoton
Dissociation, Ion Mobility, Electron Transfer, and Computational Study of a Histidine Peptide Ion.
Journal of Physical Chemistry B, 2012, 116, 3445-3456.

1.2 47

1217
Development of Solar Cells Based on Synthetic Near-Infrared Absorbing Purpurins 2: Use of Fullerene
and Its Derivative As Electron Acceptors for Favorable Charge Separation. Journal of Physical
Chemistry C, 2012, 116, 21244-21254.

1.5 18

1218 Kohn-Sham Self-Interaction Correction in Real Time. Physical Review Letters, 2012, 108, 146401. 2.9 59

1219 On the Computation of Adiabatic Energies in Aza-Boron-Dipyrromethene Dyes. Journal of Chemical
Theory and Computation, 2012, 8, 3303-3313. 2.3 102

1220 Quantum Systems in Chemistry and Physics. Progress in Theoretical Chemistry and Physics, 2012, , . 0.2 6

1221
Mechanism of the Acid-Promoted Intramolecular Schmidt Reaction: Theoretical Assessment of the
Importance of Lone Pairâ€“Cation, Cationâˆ’Ï€, and Steric Effects in Controlling Regioselectivity. Journal
of Organic Chemistry, 2012, 77, 640-647.

1.7 41

1222
Stepwise Intramolecular Photoisomerization of NHC-Chelate Dimesitylboron Compounds with Câ€“C
Bond Formation and Câ€“H Bond Insertion. Journal of the American Chemical Society, 2012, 134,
11026-11034.

6.6 95

1223 RASPT2/RASSCF vs Range-Separated/Hybrid DFT Methods: Assessing the Excited States of a Ru(II)bipyridyl
Complex. Journal of Chemical Theory and Computation, 2012, 8, 203-213. 2.3 53

1224 Resolutions of the Coulomb operator. VI. Computation of auxiliary integrals. Journal of Chemical
Physics, 2012, 136, 104102. 1.2 11

1225 The invalidity of the photo-induced electron transfer mechanism for fluorescein derivatives. Physical
Chemistry Chemical Physics, 2012, 14, 15191. 1.3 79

1226
Calculations of nonlinear response properties using the intermediate state representation and the
algebraic-diagrammatic construction polarization propagator approach: Two-photon absorption
spectra. Journal of Chemical Physics, 2012, 136, 064107.

1.2 68

1227 Dinuclear iridium(iii) complexes of cyclometalated fluorenylpyridine ligands as phosphorescent
dopants for efficient solution-processed OLEDs. Journal of Materials Chemistry, 2012, 22, 13529. 6.7 41



58

Citation Report

# Article IF Citations

1228 Elucidating the Microscopic Origin of the Unique Optical Properties of Polypyrene. Journal of
Physical Chemistry C, 2012, 116, 20191-20198. 1.5 5

1229 Two-Photon Absorption-Molecular Structure Investigation Using a Porphycene Chromophore with
Potential in Photodynamic Therapy. Journal of Physical Chemistry B, 2012, 116, 11818-11828. 1.2 17

1230 Singlet oxygen generation versus Oâ€“O homolysis in phenyl-substituted anthracene endoperoxides
investigated by RASPT2, CASPT2, CC2, and TD-DFT methods. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 5

1231 Tuning the Quinoid versus Biradicaloid Character of Thiophene-Based Heteroquaterphenoquinones by
Means of Functional Groups. Journal of the American Chemical Society, 2012, 134, 19070-19083. 6.6 59

1232 Mechanistic Insight into the Chemiluminescent Decomposition of Firefly Dioxetanone. Journal of the
American Chemical Society, 2012, 134, 11632-11639. 6.6 96

1233 The Role of Molecular Conformation and Polarizable Embedding for One- and Two-Photon Absorption
of Disperse Orange 3 in Solution. Journal of Physical Chemistry B, 2012, 116, 8169-8181. 1.2 40

1234
Assessment of DFT Exchangeâ€“Correlation Functionals for Evaluating the Multipolar Contributions
to the Quadratic Nonlinear Optical Responses of Small Reference Molecules. Journal of Chemical
Theory and Computation, 2012, 8, 2044-2052.

2.3 47

1235 Molecular Dynamics Simulations of Proton Transport in Proton Exchange Membranes Based on
Acid-Base Complexes. , 0, , . 2

1236 Photophysical properties of arylcarbonitrile derivatives: Synthesis, absorption and emission spectra,
and quantum chemical studies. Dyes and Pigments, 2012, 92, 580-587. 2.0 7

1237
Density functional theory studies on structures and absorption spectra of [Au(tpy)Cl]<sup>2+</sup>
and its derivatives: Role of basis set, functional, solvent effect, and spin orbit effect. International
Journal of Quantum Chemistry, 2012, 112, 1642-1653.

1.0 3

1238 Performance of popular XCâ€•functionals for the description of excitation energies in GFPâ€•like
chromophore models. International Journal of Quantum Chemistry, 2012, 112, 789-800. 1.0 51

1239 Theoretical study of static (Hyper)polarizabilities of twisted intramolecular charge transfer
chromophores. International Journal of Quantum Chemistry, 2012, 112, 1086-1096. 1.0 6

1240 Ab initio modeling of optical spectra in pHâ€•sensitive diarylethenes. International Journal of Quantum
Chemistry, 2012, 112, 1122-1133. 1.0 2

1241 Theoretical study on HO<sub>2</sub>â€•initiated atmospheric oxidation of halogenated carbonyls.
International Journal of Quantum Chemistry, 2012, 112, 1926-1935. 1.0 4

1242 Excited states of the green fluorescent protein chromophore: Performance of <i>ab initio</i> and
semiâ€•empirical methods. Physica Status Solidi (B): Basic Research, 2012, 249, 392-400. 0.7 32

1243 Range separated functionals in the density functional based tightâ€•binding method: Formalism. Physica
Status Solidi (B): Basic Research, 2012, 249, 237-244. 0.7 47

1244 Circular dichroism: electronic. Wiley Interdisciplinary Reviews: Computational Molecular Science,
2012, 2, 150-166. 6.2 106

1245 Multiâ€•electron integrals. Wiley Interdisciplinary Reviews: Computational Molecular Science, 2012, 2,
290-303. 6.2 60



59

Citation Report

# Article IF Citations

1246 Recent trends in conformational analysis. Wiley Interdisciplinary Reviews: Computational Molecular
Science, 2012, 2, 613-641. 6.2 65

1247 Spectroscopic properties of monoâ€• and bisâ€•azopyrroles. International Journal of Quantum Chemistry,
2012, 112, 2043-2050. 1.0 2

1248
The Importance of the DFT method on the computation of the second hyperpolarizability of
semiconductor clusters of increasing size: A critical analysis on prolate aluminum phosphide
clusters. International Journal of Quantum Chemistry, 2012, 112, 2115-2125.

1.0 17

1249 Vibrational analysis beyond the harmonicity from Ab initio molecular dynamics: Case of cytosine in its
anhydrous and aqueous forms. International Journal of Quantum Chemistry, 2012, 112, 2221-2230. 1.0 16

1250 Basis set and functional effects on excitedâ€•state properties: Three bicyclic chromogens as working
examples. International Journal of Quantum Chemistry, 2012, 112, 2135-2141. 1.0 36

1251 Complexes of C60 with cyclic oligoisothianaphthenes. A theoretical study. International Journal of
Quantum Chemistry, 2012, 112, 2868-2874. 1.0 0

1252 Bondpseudorotation, Jahnâ€•Teller, and pseudoâ€•Jahnâ€•Teller effects in the cyclopentadienyl cation and its
pentahalogeno derivatives. International Journal of Quantum Chemistry, 2012, 112, 3277-3288. 1.0 25

1253 Computing redox potentials for dyes used in <i>p</i>â€•type dyeâ€•sensitized solar cells. International
Journal of Quantum Chemistry, 2012, 112, 3763-3768. 1.0 4

1254 Theoretical study of inclusion of a dinuclear platinum(II) complex in Î±, Î², and Î³â€•cyclodextrins.
International Journal of Quantum Chemistry, 2012, 112, 3403-3408. 1.0 6

1255 A TDâ€•DFT basis set and density functional assessment for the calculation of electronic excitation
energies of fluorene. International Journal of Quantum Chemistry, 2012, 112, 3434-3438. 1.0 44

1256 Why are the Interaction Energies of Charge-Transfer Complexes Challenging for DFT?. Journal of
Chemical Theory and Computation, 2012, 8, 1629-1640. 2.3 153

1257 Photoelectron spectroscopy of the model GFP chromophore anion. Physical Chemistry Chemical
Physics, 2012, 14, 8511. 1.3 49

1258 Surface-Enhanced Raman Scattering of a Single Nanodumbbell: Dibenzyldithio-Linked Silver
Nanospheres. Journal of Physical Chemistry C, 2012, 116, 10415-10423. 1.5 40

1259 Excitation Gaps of Finite-Sized Systems from Optimally Tuned Range-Separated Hybrid Functionals.
Journal of Chemical Theory and Computation, 2012, 8, 1515-1531. 2.3 765

1260 Improved Treatment of Surrounding Effects: UV/vis Absorption Properties of a Solvated Ru(II)
Complex. Journal of Chemical Theory and Computation, 2012, 8, 1536-1541. 2.3 47

1261 Solvent effects on electron-driven proton-transfer processes: adenineâ€“thymine base pairs. Physical
Chemistry Chemical Physics, 2012, 14, 8981. 1.3 55

1262 Conformations and Fluorescence of Encapsulated Stilbene. Journal of the American Chemical Society,
2012, 134, 4346-4354. 6.6 40

1263 First-Principles Modeling of Dye-Sensitized Solar Cells: Challenges and Perspectives. Accounts of
Chemical Research, 2012, 45, 1268-1277. 7.6 194



60

Citation Report

# Article IF Citations

1264 Challenges for Density Functional Theory. Chemical Reviews, 2012, 112, 289-320. 23.0 1,869

1265 Substituted Benzoxadiazoles as Fluorogenic Probes: A Computational Study of Absorption and
Fluorescence. Journal of Physical Chemistry A, 2012, 116, 46-54. 1.1 12

1266
Photophysical Properties and Photochemistry of<i>EE</i>-,<i>EZ</i>-,
and<i>ZZ</i>-1,4-Dimethoxy-2,5-bis[2-(thien-2-yl)ethenyl] Benzene in Solution: Theory and Experiment.
Journal of Physical Chemistry A, 2012, 116, 924-937.

1.1 5

1267
Insight into the Electronic Structure, Optical Properties, And Redox Behavior of the Hybrid
Phthalocyaninoclathrochelates from Experimental and Density Functional Theory Approaches.
Inorganic Chemistry, 2012, 51, 8362-8372.

1.9 37

1268
Performance of the M11 and M11-L density functionals for calculations of electronic excitation
energies by adiabatic time-dependent density functional theory. Physical Chemistry Chemical Physics,
2012, 14, 11363.

1.3 154

1269 Reactivity and Regioselectivity of Palladium-Catalyzed Direct Arylation in Noncooperative and
Cooperative Processes. Organometallics, 2012, 31, 4631-4634. 1.1 35

1270 Fluorescence Lifetimes and Quantum Yields of Rhodamine Derivatives: New Insights from Theory and
Experiment. Journal of Physical Chemistry A, 2012, 116, 7491-7497. 1.1 108

1271 Recent Advances in Wave Function-Based Methods of Molecular-Property Calculations. Chemical
Reviews, 2012, 112, 543-631. 23.0 549

1272 Exploring new 129Xe chemical shift ranges in HXeY compounds: hydrogen more relativistic than
xenon. Physical Chemistry Chemical Physics, 2012, 14, 10944. 1.3 32

1273 Benchmarking the performance of time-dependent density functional methods. Journal of Chemical
Physics, 2012, 136, 104101. 1.2 295

1274
Strong Ï€-delocalization and substitution effect on electronic properties of
dithienylpyrrole-containing bipyridine ligands and corresponding ruthenium complexes. Dalton
Transactions, 2012, 41, 4833.

1.6 18

1275
The effect of conjugated spacer on novel carbazole derivatives for dyeâ€•sensitized solar cells: Density
functional theory/timeâ€•dependent density functional theory study. Journal of Computational
Chemistry, 2012, 33, 1517-1523.

1.5 28

1276 Computational design of improved twoâ€•photon active caging compounds based on nitrodibenzofuran.
Journal of Computational Chemistry, 2012, 33, 1797-1805. 1.5 11

1277 Quantum chemical comparison of vertical, adiabatic, and 0â€•0 excitation energies: The PYP and GFP
chromophores. Journal of Computational Chemistry, 2012, 33, 1892-1901. 1.5 29

1278 On the importance of excited state dynamic response electron correlation in polarizable embedding
methods. Journal of Computational Chemistry, 2012, 33, 2012-2022. 1.5 38

1279 BLUF Hydrogen network dynamics and UV/Vis spectra: A combined molecular dynamics and quantum
chemical study. Journal of Computational Chemistry, 2012, 33, 2233-2242. 1.5 12

1280 The role of the basis set and the level of quantum mechanical theory in the prediction of the
structure and reactivity of cisplatin. Journal of Computational Chemistry, 2012, 33, 2292-2302. 1.5 39

1281
Probing the electronic structure, chemical bonding, and excitation spectra of [CuE]<sup>+/0/âˆ’</sup>
(E = 14 group element) diatomics employing DFT and <i>ab initio</i> methods. Journal of Computational
Chemistry, 2012, 33, 2318-2331.

1.5 6



61

Citation Report

# Article IF Citations

1282
Complexation of Palladium(II) with Unsaturated Dithioethers â€“ A Systematic Development of Highly
Selective Ligands for Solvent Extraction. European Journal of Inorganic Chemistry, 2012, 2012,
2341-2352.

1.0 24

1283
Synthesis and Characterization of Pyrylogens Possessing Low Excitation Energies â€“ Substituent
Modification in Order to Improve Solar Energy Collection. European Journal of Organic Chemistry,
2012, 2012, 4515-4522.

1.2 6

1284
Assessment of <i>ab initio</i> MP2 and density functionals for characterizing the potential energy
profiles of the S<sub>N</sub>2 reactions at N center. Journal of Computational Chemistry, 2012, 33,
1347-1352.

1.5 13

1285 Origin of Regioselectivity in Î±-Humulene Functionalization. Journal of Organic Chemistry, 2012, 77,
2865-2869. 1.7 19

1286 Mechanism of Water Oxidation to Molecular Oxygen with Osmocene as Photocatalyst: A Theoretical
Study. Inorganic Chemistry, 2012, 51, 4938-4946. 1.9 8

1287 Tuned Range-Separated Time-Dependent Density Functional Theory Applied to Optical Rotation. Journal
of Chemical Theory and Computation, 2012, 8, 245-256. 2.3 109

1288
Single-Step versus Stepwise Two-Electron Reduction of Polyarylpyridiniums: Insights from the Steric
Switching of Redox Potential Compression. Journal of the American Chemical Society, 2012, 134,
2691-2705.

6.6 30

1289 What is the â€œbestâ€• atomic charge model to describe through-space charge-transfer excitations?.
Physical Chemistry Chemical Physics, 2012, 14, 5383. 1.3 290

1290 Charge Transfer in Model Bioinspired Caroteneâ€“Porphyrin Dyads. Journal of Physical Chemistry A,
2012, 116, 3926-3933. 1.1 9

1291
Photoluminescence and <i>trans</i> â†’ <i>cis</i> Photoisomerization of Aminostyrene-Conjugated
Phenylpyridine C^N Ligands and Their Complexes with Platinum(II): The Styryl Position and the Amino
Substituent Effects. Journal of Physical Chemistry B, 2012, 116, 8222-8232.

1.2 15

1292 Ultrafast exciton dynamics after Soret- or Q-band excitation of a directly Î²,Î²â€²-linked bisporphyrin.
Physical Chemistry Chemical Physics, 2012, 14, 8038. 1.3 37

1293 A Twisting Donorâ€•Acceptor Molecule with an Intercrossed Excited State for Highly Efficient, Deepâ€•Blue
Electroluminescence. Advanced Functional Materials, 2012, 22, 2797-2803. 7.8 614

1295 A Combined Gasâ€•Phase Photoelectron Spectroscopic and Theoretical Study of Zeiseâ€™s Anion and Its
Bromine and Iodine Analogues. Angewandte Chemie - International Edition, 2012, 51, 6356-6360. 7.2 11

1296
Substrate Specificity of Fluoroacetate Dehalogenase: An Insight from Crystallographic Analysis,
Fluorescence Spectroscopy, and Theoretical Computations. Chemistry - A European Journal, 2012, 18,
8392-8402.

1.7 23

1297 Investigating the Halochromic Properties of Azo Dyes in an Aqueous Environment by Using a Combined
Experimental and Theoretical Approach. Chemistry - A European Journal, 2012, 18, 8120-8129. 1.7 41

1298 Localization/Delocalization of Charges in Bayâ€•Linked Perylene Bisimides. Chemistry - A European
Journal, 2012, 18, 6764-6775. 1.7 66

1299 From Monomers to Ï€ Stacks, from Nonconductive to Conductive: Syntheses, Characterization, and
Crystal Structures of Benzidine Radical Cations. Chemistry - A European Journal, 2012, 18, 11828-11836. 1.7 39

1300 Nonlinear Absorbing Platinum(II) Diimine Complexes: Synthesis, Photophysics, and Reverse Saturable
Absorption. Chemistry - A European Journal, 2012, 18, 11440-11448. 1.7 34



62

Citation Report

# Article IF Citations

1301 Versatile Switching in Substrate Topicity: Supramolecular Chirality Induction in Diâ€• and Trinuclear
Host Complexes. Chemistry - A European Journal, 2012, 18, 6805-6810. 1.7 26

1302 Luminescence Properties of <i>C</i>â€•Diazaborolylâ€•<i>ortho</i>â€•Carboranes as Donorâ€“Acceptor
Systems. Chemistry - A European Journal, 2012, 18, 8347-8357. 1.7 151

1303 Donorâ€•Ï€â€•Acceptors Containing the 10â€•(1,3â€•Dithiolâ€•2â€•ylidene)anthracene Unit for Dyeâ€•Sensitized Solar Cells.
Chemistry - A European Journal, 2012, 18, 11621-11629. 1.7 40

1304 Solidâ€•state Circular Dichroism and Hydrogen Bonding, Part 2: The Case of Hypothemycin
Reâ€•investigated. Chirality, 2012, 24, 718-724. 1.3 16

1305 Molecular Structure Determination Using Chiroptical Spectroscopy: Where We May Go Wrong?.
Chirality, 2012, 24, 909-920. 1.3 71

1306 <i>Cis</i>â€•Diastereoselectivity in Pictetâ€“Spengler Reactions of <scp>L</scp>â€•Tryptophan and Electronic
Circular Dichroism Studies. Chirality, 2012, 24, 789-795. 1.3 15

1307 Absolute Configuration Determination and Convenient Asymmetric Synthesis of
<i>cis</i>â€•3â€•(9â€•Anthryl)cyclohexanol with Proline as a Catalyst. Chirality, 2012, 24, 833-839. 1.3 2

1308 Li<sub>2</sub> Trapped inside Tubiform [<i>n</i>] Boron Nitride Clusters (<i>n</i>=4â€“8): Structures
and First Hyperpolarizability. ChemPhysChem, 2012, 13, 1307-1312. 1.0 26

1309 Aceneâ€•Modified Triphenylamine Dyes for Dyeâ€•Sensitized Solar Cells: A Computational Study.
ChemPhysChem, 2012, 13, 2051-2060. 1.0 114

1310 Three Types of Induced Tryptophan Optical Activity Compared in Model Dipeptides: Theory and
Experiment. ChemPhysChem, 2012, 13, 2748-2760. 1.0 18

1311 Rational Design for Building Blocks of DNAâ€•Based Conductive Nanowires through Multiâ€•Copper
Incorporation into Mismatched Base Pairs. ChemPhysChem, 2012, 13, 3293-3302. 1.0 4

1312 Fluoreneâ€•Containing Organic Photosensitizers for Dyeâ€•Sensitized Solar Cells. ChemPlusChem, 2012, 77,
832-843. 1.3 17

1313 Fullereneâ€“C<sub>60</sub> in Contact with Alkali Metal Clusters: Prototype Nano-Objects of
Enhanced First Hyperpolarizabilities. Journal of Physical Chemistry C, 2012, 116, 11808-11819. 1.5 66

1314
Time-dependent density functional theory (TDDFT) modelling of Pechmann dyes: from accurate
absorption maximum prediction to virtual dye screening. Organic and Biomolecular Chemistry, 2012,
10, 6682.

1.5 57

1315 Molecular Electric, Magnetic, and Optical Properties. , 2012, , 361-441. 13

1316 Joint electrical, photophysical and computational studies on D-Ï€-A dye sensitized solar cells: the
impacts of dithiophene rigidification. Chemical Science, 2012, 3, 976. 3.7 140

1317
D-Ï€-A-A-Ï€-D Prototype 2,2â€²-Bipyridine Dyads Exhibiting Large Structure and Environment-Sensitive
Fluorescence: Synthesis, Photophysics, and Computation. Journal of Organic Chemistry, 2012, 77,
432-444.

1.7 51

1318
The entrance complex, transition state, and exit complex for the F + H2O â†’ HF + OH reaction. Definitive
predictions. Comparison with popular density functional methods. Physical Chemistry Chemical
Physics, 2012, 14, 10891.

1.3 63



63

Citation Report

# Article IF Citations

1319 A Negative Ion Mass Spectrometry Approach to Identify Cross-Linked Peptides Utilizing Characteristic
Disulfide Fragmentations. Journal of the American Society for Mass Spectrometry, 2012, 23, 1364-1375. 1.2 15

1320 Stabilization of gold and silver nanowires inside cyclo[8]thiophene nanoaggregates: a theoretical
study. Journal of Nanoparticle Research, 2012, 14, 1. 0.8 1

1321 Quantum chemical studies on tuning the second-order nonlinear optical molecular switching of
triarylborane derivatives. Science Bulletin, 2012, 57, 1772-1780. 1.7 1

1322 Time-dependent density functional theory benchmarking for the calculations of atomic spectra:
efficiency of exc-ETDZ basis set. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 7

1323 Integrated computational approaches for spectroscopic studies of molecular systems in the gas phase
and in solution: pyrimidine as a test case. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 64

1324
Theoretical study on the structures and electronic properties of oligo(p-phenylenevinylene)
carboxylic acid and its derivatives: effects of spacer and anchor groups. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 14

1325 Effects of mutations on the absorption spectra of copper proteins: a QM/MM study. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 14

1326 Spectrum simulation and decomposition with nuclear ensemble: formal derivation and application to
benzene, furan and 2-phenylfuran. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 235

1327 Structural, energetic and response electric properties of cyclic selenium clusters: an ab initio and
density functional theory study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 16

1328 Physicochemical characterization of environmental mutagens: 3-nitro-6-azabenzo[a]pyrene and its
N-oxide derivative. Monatshefte FÃ¼r Chemie, 2012, 143, 1123-1132. 0.9 7

1329
On the potential application of DFT methods in predicting the interaction-induced electric properties
of molecular complexes. Molecular H-bonded chains as a case of study. Journal of Molecular
Modeling, 2012, 18, 3073-3086.

0.8 29

1330 Probing the linear and nonlinear optical properties of nitrogen-substituted carbon nanotube. Journal
of Molecular Modeling, 2012, 18, 3219-3225. 0.8 15

1331 Secondary phosphine oxides: Versatile ligands in transition metal-catalyzed cross-coupling reactions.
Coordination Chemistry Reviews, 2012, 256, 771-803. 9.5 171

1332
Application of magnetically-perturbed time-dependent density functional theory to magnetic circular
dichroism. IV. The influence of zero-field splitting on the spectra of S>1/2 molecules. Chemical Physics,
2012, 395, 63-74.

0.9 7

1333 Range-separated density functional theory: A 4-component relativistic study of the rare gas dimers
He2, Ne2, Ar2, Kr2, Xe2, Rn2 and Uuo2. Chemical Physics, 2012, 395, 54-62. 0.9 37

1334 Nuclear size effects in rotational spectra: A tale with a twist. Chemical Physics, 2012, 401, 103-112. 0.9 14

1335 Theoretical modeling of the spectroscopic absorption properties of luciferin and oxyluciferin: A
critical comparison with recent experimental studies. Chemical Physics, 2012, 392, 205-214. 0.9 18

1336 DFT investigation of endohedral boron oxide nanocapsules: Encapsulation of He, Ne, Ar, H, N, and Cl
atoms. Chemical Physics, 2012, 393, 86-95. 0.9 7



64

Citation Report

# Article IF Citations

1337 Novel emissive podands based on 8-OH-quinoline: Synthesis, fluorescence materials, DFT and
complexation studies. Inorganica Chimica Acta, 2012, 381, 218-228. 1.2 11

1338 NMR characterization of substituent effects in cationâ€“Ï€ interactions. Chemical Physics Letters, 2012,
523, 11-14. 1.2 12

1339
Computational dye design by changing the conjugation order: Failure of LR-TDDFT to predict relative
excitation energies in organic dyes differing by the position of the methine unit. Chemical Physics
Letters, 2012, 527, 51-56.

1.2 33

1340 Molecular orbital assistance in the design of intramolecular and photoinduced electron transfer
systems. Chemical Physics Letters, 2012, 525-526, 105-109. 1.2 5

1341 Phosphorescence parameters for platinum (II) organometallic chromophores: A study at the
non-collinear four-component Kohnâ€“Sham level of theory. Chemical Physics Letters, 2012, 531, 229-235. 1.2 10

1342 Excited-state nature in benzodifuranone dyes: Insights from ab initio simulations. Dyes and Pigments,
2012, 92, 1144-1152. 2.0 14

1343 Theoretical study of charge transfer mechanism in fullerene-phenyl-phenothiazine compound: A
real-space analysis. Dyes and Pigments, 2012, 92, 1344-1350. 2.0 11

1344 4-Methoxy-1,3-thiazole based donor-acceptor dyes: Characterization, X-ray structure, DFT calculations
and test as sensitizers for DSSC. Dyes and Pigments, 2012, 94, 512-524. 2.0 67

1345 How to design proper Ï€-spacer order of the D-Ï€-A dyes for DSSCs? A density functional response. Dyes
and Pigments, 2012, 95, 313-321. 2.0 199

1346 Theoretical studies on structures and electronic spectra of linear HCnN+ (n=2â€“14). International
Journal of Mass Spectrometry, 2012, 309, 56-62. 0.7 4

1347
Electronic absorption spectrum of monoamine tetraphenylporphyrin with the complexon of
ethylenediaminetetraacetic acid as substitute. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 87, 40-45.

2.0 12

1348 Modeling of a violaxanthinâ€“chlorophyll b chromophore pair in its LHCII environment using
CAM-B3LYP. Journal of Photochemistry and Photobiology B: Biology, 2012, 109, 12-19. 1.7 17

1349 The effect of methylation on the excited state dynamics of aminouracils. Journal of Photochemistry
and Photobiology A: Chemistry, 2012, 234, 37-43. 2.0 7

1350
Tuned CAM-B3LYP functional in the time-dependent density functional theory scheme for excitation
energies and properties of diarylethene derivatives. Journal of Photochemistry and Photobiology A:
Chemistry, 2012, 235, 29-34.

2.0 82

1351 Structural, spectroscopic and magnetic properties of thiocyanate complexes of Mn(II), Ni(II) and Cu(II)
with the 1-methylimidazole ligand. Polyhedron, 2012, 36, 56-68. 1.0 35

1352 Oxidation resilient dithizones â€“ Synthesis, cyclic voltammetry and DFT perspectives. Polyhedron, 2012,
39, 99-105. 1.0 9

1353
The structureâ€“property relationship of chiral 1,1â€²-binaphthyl-based polyoxometalates: TDDFT studies
on the static first hyperpolarizabilities and the ECD spectra. Journal of Molecular Graphics and
Modelling, 2012, 32, 1-8.

1.3 12

1354
The origin of the unusual broad and intense visible absorption of tetrathiafulvalene-annulated zinc
porphyrazine: A density functional theory study. Journal of Molecular Graphics and Modelling, 2012,
33, 26-34.

1.3 5



65

Citation Report

# Article IF Citations

1355
TDDFT studies on the structures and ECD spectra of chiral bisarylimidos bearing different lengths of
o-alkoxy chain-substituted polyoxomolybdates. Journal of Molecular Graphics and Modelling, 2012, 35,
49-56.

1.3 12

1356 Computer-aided studies of molecular structure-comparison of measured and computed ECD spectra.
Journal of Cheminformatics, 2012, 4, . 2.8 0

1357 Mechanistic DFT studies â€“ helicate-type complexes with different alcylic spacers. Journal of
Cheminformatics, 2012, 4, . 2.8 0

1358 The Influence of Terminal Pushâ€“Pull Substitution on the Electronic Structure and Optical Properties
of Pentacenes. Chemistry - A European Journal, 2012, 18, 1789-1799. 1.7 23

1359 Experimental and Theoretical Studies on Organic Dâ€•Ï€â€•A Systems Containing Threeâ€•Coordinate Boron
Moieties as both Ï€â€•Donor and Ï€â€•Acceptor. Chemistry - A European Journal, 2012, 18, 1369-1382. 1.7 80

1360
<i>Ab initio</i> characterization of size dependence of electronic spectra for linear anionic carbon
clusters C<sub><i>n</i></sub><sup>âˆ’</sup> (<i>n</i> = 4â€“17). Journal of Computational Chemistry,
2012, 33, 93-102.

1.5 7

1361
Theoretical investigation on redoxâ€•switchable secondâ€•order nonlinear optical responses of pushâ€“pull
Cp*CoEt<sub>2</sub>C<sub>2</sub>B<sub>4</sub>H<sub>3</sub>â€•expanded (metallo)porphyrins.
Journal of Computational Chemistry, 2012, 33, 211-219.

1.5 28

1362
Structure and properties of the aluminum borates Al(BO<sub>2</sub>)<sub><i>n</i></sub> and
Al(BO<sub>2</sub>)<sub><i>n</i></sub><sup>âˆ’</sup>, (<i>n</i> = 1â€“4). Journal of Computational
Chemistry, 2012, 33, 416-424.

1.5 47

1363 Structural and static electric response properties of highly symmetric lithiated silicon cages:
Theoretical predictions. Journal of Computational Chemistry, 2012, 33, 1068-1079. 1.5 26

1364 Progress and Challenges in the Calculation of Electronic Excited States. ChemPhysChem, 2012, 13,
28-51. 1.0 344

1365 Quantum Chemical Description of Absorption Properties and Excitedâ€•State Processes in
Photosynthetic Systems. ChemPhysChem, 2012, 13, 386-425. 1.0 107

1366 Are Unsaturated Isocyanides so Different from the Corresponding Nitriles?. ChemPhysChem, 2012, 13,
226-236. 1.0 23

1367
The Early Life of a Peptide Cation-Radical. Ground and Excited-State Trajectories of Electron-Based
Peptide Dissociations During the First 330 Femtoseconds. Journal of the American Society for Mass
Spectrometry, 2012, 23, 446-459.

1.2 25

1368 Electronically excited states and photodynamics: a continuing challenge. Theoretical Chemistry
Accounts, 2012, 131, 1. 0.5 77

1369 Low-lying electronic excitations and optical absorption spectra of the black dye sensitizer: a
first-principles study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 9

1370 Half-sandwich ruthenium(II) complexes with N- and N,(N,O)-donor ligands: molecular, electronic
structures, and computational study. Structural Chemistry, 2012, 23, 461-472. 1.0 30

1371 Ionization energy and electron affinity of oligoglycines: a CAM-B3LYP density functional theory study.
Monatshefte FÃ¼r Chemie, 2012, 143, 513-517. 0.9 8

1372 Polaron binding energy in polymers: poly[methyl(phenyl)silylene]. Journal of Molecular Modeling,
2012, 18, 623-629. 0.8 7



66

Citation Report

# Article IF Citations

1373 Theoretical study of electronic absorptions in aminopyridines â€“ TCNE CT complexes by quantum
chemical methods, including solvent. Journal of Molecular Modeling, 2013, 19, 4639-4650. 0.8 5

1374 A new screening method for flunitrazepam in vodka and tequila by fluorescence spectroscopy.
Luminescence, 2013, 28, 76-83. 1.5 16

1375 Density functional theory studies on the addition and abstraction reactions of OH radicals with
terephthalate dianions. International Journal of Quantum Chemistry, 2013, 113, 418-422. 1.0 2

1376
Functional dependence of excitation energy for pentacene/C<sub>60</sub> model complex in the
nonempirically tuned longâ€•range corrected density functional theory. International Journal of
Quantum Chemistry, 2013, 113, 252-256.

1.0 25

1377 Influences of dispersion and longâ€•range corrections on molecular structures of three types of
lithium phthalocyanine dimer. International Journal of Quantum Chemistry, 2013, 113, 272-276. 1.0 20

1378
Computational studies on the injection, transport, absorption, and phosphoresce properties of a
series of cationic iridium (III) complexes [Ir(Câˆ§N)<sub>2</sub>(L)<sub>2</sub>]<sup>+</sup> (Câˆ§N = ppy,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 537 Td (tpy, dfppy, bzq). International Journal of Quantum Chemistry, 2013, 113, 1010-1017.1.0 1

1379 Glucose interaction with Au, Ag, and Cu clusters: Theoretical investigation. International Journal of
Quantum Chemistry, 2013, 113, 1062-1070. 1.0 21

1380 Absorption and emission properties of various substituted cinnamic acids and cinnamates, based on
TDDFT investigation. International Journal of Quantum Chemistry, 2013, 113, 542-554. 1.0 21

1381 Distinguishing yyâ€•G tautomers by their spectroscopic signatures: A theoretical investigation.
International Journal of Quantum Chemistry, 2013, 113, 1225-1233. 1.0 3

1382 SCC-DFTB calculation of the static first hyperpolarizability: From gas phase molecules to
functionalized surfaces. Journal of Chemical Physics, 2013, 138, 204107. 1.2 16

1383 Red-light absorption and fluorescence of phytochrome chromophores: A comparative theoretical
study. Chemical Physics, 2013, 425, 19-28. 0.9 12

1384 Nonlinear optical properties of DPO and DMPO: a theoretical and computational study. Theoretical
Chemistry Accounts, 2013, 132, 1. 0.5 24

1385 Theoretical study of the benzoquinoneâ€“tetrathiafulvaleneâ€“benzoquinone triad in neutral and
oxidized/reduced states. Theoretical Chemistry Accounts, 2013, 132, 1. 0.5 12

1386 Ligand-dependent luminescence of ultra-small Eu3+-doped NaYF4 nanoparticles. Journal of
Nanoparticle Research, 2013, 15, 1707. 0.8 22

1388 Methodological keys for accurate simulations. Physical Chemistry Chemical Physics, 2013, 15, 11875. 1.3 22

1389 A Pushâ€“Pull Macrocycle With Both Linearly Conjugated and Cross-Conjugated Bridges. Organic
Letters, 2013, 15, 3762-3765. 2.4 22

1390 Computational Insight on the Working Principles of Zinc Porphyrin Dye-Sensitized Solar Cells.
Journal of Physical Chemistry C, 2013, 117, 14899-14911. 1.5 27

1391 Charge-transfer in quasilinear pushâ€“pull polyene chains. Chemical Physics Letters, 2013, 581, 52-56. 1.2 16



67

Citation Report

# Article IF Citations

1392
Molecular Design of UVâ€“vis Absorption and Emission Properties in Organic Fluorophores: Toward
Larger Bathochromic Shifts, Enhanced Molar Extinction Coefficients, and Greater Stokes Shifts.
Journal of Physical Chemistry C, 2013, 117, 16584-16595.

1.5 209

1393 Charge transfer through cross-hyperconjugated versus cross-Ï€-conjugated bridges: an intervalence
charge transfer study. Chemical Science, 2013, 4, 3522. 3.7 44

1394 Efficient and stable DSSC sensitizers based on substituted dihydroindolo[2,3-b]carbazole donors with
high molar extinction coefficients. Journal of Materials Chemistry A, 2013, 1, 11295. 5.2 87

1395 A DFT study of the regeneration process of zinc porphyrin analogues in dye-sensitized solar cells.
Dalton Transactions, 2013, 42, 13874. 1.6 2

1396 Computational Prediction for Singlet- and Triplet-Transition Energies of Charge-Transfer Compounds.
Journal of Chemical Theory and Computation, 2013, 9, 3872-3877. 2.3 312

1397 Failures of TDDFT in describing the lowest intramolecular charge-transfer excitation in
<i>para</i>-nitroaniline. Molecular Physics, 2013, 111, 1235-1248. 0.8 79

1398 Experimental and Theoretical Insights into the Involvement of Radicals in Triclosan
Phototransformation. Environmental Science &amp; Technology, 2013, 47, 6756-6763. 4.6 64

1399 Vibronic Coupling Dominates the Electronic Circular Dichroism of the Benzene Chromophore
<sup>1</sup>L<sub>b</sub> band. Journal of Organic Chemistry, 2013, 78, 7398-7405. 1.7 35

1400 Near-infrared absorbing squaraine dye with extended Ï€ conjugation for dye-sensitized solar cells.
Renewable Energy, 2013, 60, 672-678. 4.3 34

1401 Design of Os<sup>II</sup>â€•based Sensitizers for Dyeâ€•Sensitized Solar Cells: Influence of Heterocyclic
Ancillaries. ChemSusChem, 2013, 6, 1366-1375. 3.6 17

1402 Performance of conventional and dispersion-corrected density-functional theory methods for
hydrogen bonding interaction energies. Physical Chemistry Chemical Physics, 2013, 15, 12821. 1.3 120

1403 A new family of hybrid density functionals. Chemical Physics Letters, 2013, 580, 166-171. 1.2 104

1404 Computational study of the reaction between chloroacetone and OH radical. Computational and
Theoretical Chemistry, 2013, 1020, 108-112. 1.1 3

1405
Comparative analysis of the performance of commonly available density functionals in the
determination of geometrical parameters for copper complexes. Journal of Computational Chemistry,
2013, 34, 2079-2090.

1.5 38

1406 Theoretical Photodynamic Study of the Photoprotolytic Cycle of Firefly Oxyluciferin. ChemPhysChem,
2013, 14, 2711-2716. 1.0 18

1407 Charge Separation and Recombination of Charge-Transfer Excitons in Donorâ€“Acceptor Polymer Solar
Cells. Journal of Physical Chemistry C, 2013, 117, 16769-16773. 1.5 20

1408 Enantiomeric separation of d- and l-lactic acid enantiomers by use of nanotubular cyclicpeptides: A
DFT study. Computational and Theoretical Chemistry, 2013, 1020, 163-169. 1.1 7

1409
Optical and nonlinear optical properties of new Schiffâ€™s bases: experimental versus theoretical study
of inclusion interactions. Journal of Inclusion Phenomena and Macrocyclic Chemistry, 2013, 75,
211-221.

1.6 14



68

Citation Report

# Article IF Citations

1410 Acyclic Germylones: Congeners of Allenes with a Central Germanium Atom. Journal of the American
Chemical Society, 2013, 135, 12422-12428. 6.6 172

1411
Theoretical study on the electronic structure, formation and absorption spectra of lithium, sodium
and potassium complexes of N-confused tetraphenylporphyrin. Computational and Theoretical
Chemistry, 2013, 1020, 38-50.

1.1 7

1412 Ratiometric fluorescence sensing of fluoride ions by triarylboraneâ€“phenanthroimidazole conjugates.
Sensors and Actuators B: Chemical, 2013, 176, 850-857. 4.0 56

1413 External Electric Field-Dependent Photoinduced Charge Transfer in a Donorâ€“Acceptor System for an
Organic Solar Cell. Journal of Physical Chemistry C, 2013, 117, 15879-15889. 1.5 129

1414 The magnetic circular dichroism spectrum of the C<sub>60</sub> fullerene. Molecular Physics, 2013,
111, 1401-1404. 0.8 17

1415 Comparison of TD-DFT Methods for the Calculation of Two-Photon Absorption Spectra of
Oligophenylvinylenes. Journal of Physical Chemistry C, 2013, 117, 18170-18189. 1.5 68

1416
Computational Analysis of <sup>47/49</sup>Ti NMR Shifts and Electric Field Gradient Tensors of
Halfâ€•Titanocene Complexes: Structureâ€“Bondingâ€“Property Relationships. Chemistry - A European
Journal, 2013, 19, 12018-12033.

1.7 12

1417
Molecular structure, vibrational spectra, NLO and MEP analysis of
bis[2-hydroxy-ÐºO-N-(2-pyridyl)-1-naphthaldiminato-ÐºN]zinc(II). Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2013, 115, 145-153.

2.0 17

1418 Theoretical investigations of the structures and electronic spectra of 8-hydroxylquinoline
derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 115, 464-468. 2.0 0

1419 Self-Ordered Titanium Dioxide Nanotube Arrays: Anodic Synthesis and Their Photo/Electro-Catalytic
Applications. Materials, 2013, 6, 2892-2957. 1.3 92

1420 The role of Hartreeâ€“Fock exchange in the simulation of X-ray absorption spectra: A study of
photoexcited. Chemical Physics Letters, 2013, 580, 179-184. 1.2 43

1421
Copper(II) interacting with the non-steroidal antiinflammatory drug flufenamic acid: Structure,
antioxidant activity and binding to DNA and albumins. Journal of Inorganic Biochemistry, 2013, 123,
53-65.

1.5 131

1422 Agarsenone, a Cadinane Sesquiterpenoid from <i>Commiphora erythraea</i>. Journal of Natural
Products, 2013, 76, 1254-1259. 1.5 21

1423 TDDFT studies of electronic spectra and excited states of the triphenylamine-based organic sensitizers
and organic sensitizerâ€“titanium dioxide cluster complexes. RSC Advances, 2013, 3, 12133. 1.7 11

1424 A proposal for an extended dual descriptor: a possible solution when Frontier Molecular Orbital
Theory fails. Physical Chemistry Chemical Physics, 2013, 15, 14465. 1.3 67

1425 Pd(OAc)<sub>2</sub>-Catalyzed Câ€“H Activation/Câ€“O Cyclization: Mechanism, Role of Oxidantâ€”Probed
by Density Functional Theory. Journal of Organic Chemistry, 2013, 78, 8376-8385. 1.7 35

1426 A promising anchor group for efficient organic dye sensitized solar cells with iodine-free redox
shuttles: a theoretical evaluation. Journal of Materials Chemistry A, 2013, 1, 14000. 5.2 62

1427 Systematic color tuning of a family of luminescent azole-based organoboron compounds suitable for
OLED applications. Dalton Transactions, 2013, 42, 15120. 1.6 26



69

Citation Report

# Article IF Citations

1428
Quantum Mechanical Interpretation of Intermolecular Vibrational Modes of Crystalline
Poly-(<i>R</i>)-3-Hydroxybutyrate Observed in Low-Frequency Raman and Terahertz Spectra. Journal of
Physical Chemistry B, 2013, 117, 2180-2187.

1.2 58

1429 Ï€-Stacking, Câ€“H/Ï€, and Halogen Bonding Interactions in Bromobenzene and Mixed
Bromobenzeneâ€“Benzene Clusters. Journal of Physical Chemistry A, 2013, 117, 13556-13563. 1.1 41

1430 Comparative assessment of density functionals for excited-state dipole moments. Chemical Physics
Letters, 2013, 584, 58-62. 1.2 9

1431
Effect of donorâ€“acceptor orientation on solvent-dependent three-photon activity in through-space
charge-transfer systems â€“ case study of [2,2]-paracyclophane derivatives. Physical Chemistry Chemical
Physics, 2013, 15, 17570.

1.3 7

1432 Photophysical Properties of Derivatives of 2-(2-Hydroxyphen-yl)-1,3,4-oxadiazole: A Theoretical Study.
Journal of Physical Chemistry A, 2013, 117, 8285-8292. 1.1 6

1433 Effect of Group-14 and Group-16 Substitution on the Photophysics of Structurally Related
Donorâ€“Acceptor Polymers. Journal of Physical Chemistry C, 2013, 117, 16606-16615. 1.5 30

1434 Molecular Engineering of Indoline-Based Dâ€“Aâˆ’Ï€â€“A Organic Sensitizers toward High Efficiency
Performance from First-Principles Calculations. Journal of Physical Chemistry C, 2013, 117, 17382-17398. 1.5 79

1435 Pulse-Shape Discrimination in High-Symmetry Organic Scintillators. IEEE Transactions on Nuclear
Science, 2013, 60, 3142-3149. 1.2 9

1436 The Influence of Pushâ€“Pull States on the Ultrafast Intersystem Crossing in Nitroaromatics. Journal
of Physical Chemistry B, 2013, 117, 9947-9955. 1.2 42

1437 Olefin Metathesis by Grubbsâ€“Hoveyda Complexes: Computational and Experimental Studies of the
Mechanism and Substrate-Dependent Kinetics. ACS Catalysis, 2013, 3, 1929-1939. 5.5 54

1438 Spirooxazine-based multifunctional molecular switches with tunable photochromism and nonlinear
optical response. Journal of Materials Chemistry C, 2013, 1, 5779. 2.7 25

1439
Density functional study of mono-branched and di-branched di-anchoring triphenylamine
cyanoacrylic dyes for dye-sensitized solar cells. Journal of Photochemistry and Photobiology A:
Chemistry, 2013, 253, 62-71.

2.0 17

1440 Avoiding pitfalls of a theoretical approach: the harmonic oscillator measure of aromaticity index
from quantum chemistry calculations. Structural Chemistry, 2013, 24, 1171-1184. 1.0 31

1441 Theoretical studies on tautomerism of imidazole-2-selenone. Structural Chemistry, 2013, 24, 1215-1227. 1.0 11

1442
Syntheses, Structures, and Comparison of the Photophysical Properties of Cyclometalated Iridium
Complexes Containing the Isomeric 1- and 2-(2â€²-pyridyl)pyrene Ligands. Inorganic Chemistry, 2013, 52,
9842-9860.

1.9 37

1443 Ab Initio Prediction of Proton NMR Chemical Shifts in Imidazolium Ionic Liquids. Journal of Physical
Chemistry B, 2013, 117, 3186-3197. 1.2 56

1444 Performance of Density Functional Theory for Second Row (4<i>d</i>) Transition Metal
Thermochemistry. Journal of Chemical Theory and Computation, 2013, 9, 3939-3946. 2.3 74

1445 Is the Tamm-Dancoff Approximation Reliable for the Calculation of Absorption and Fluorescence Band
Shapes?. Journal of Chemical Theory and Computation, 2013, 9, 4517-4525. 2.3 95



70

Citation Report

# Article IF Citations

1446 Photoabsorption of Acridine Yellow and Proflavin Bound to Human Serum Albumin Studied by Means
of Quantum Mechanics/Molecular Dynamics. Journal of Physical Chemistry B, 2013, 117, 2069-2080. 1.2 18

1447 Theoretical Toolkits for Inorganic and Bioinorganic Complexes: Their Applications and Insights. , 2013,
, 1-57. 1

1448 Theoretical interpretations of electronic and fluorescence spectra ofÂ new 2(1H)-pyridone derivatives
in solution and solid state. Dyes and Pigments, 2013, 99, 940-949. 2.0 10

1449 Tuning the electronic structures and related properties of Ruthenium-based dye sensitizers by
ligands: A theoretical study and design. Computational and Theoretical Chemistry, 2013, 1017, 99-108. 1.1 15

1450 Rigid triarylamine-based Dâ€“Aâ€“Ï€â€“A structural organic sensitizers for solar cells: the significant
enhancement of open-circuit photovoltage with a long alkyl group. RSC Advances, 2013, 3, 22544. 1.7 19

1451 Conformational Effects on the Lowest Excited States of Benzoyl-Pyrrolopyridazine: Insights from
PCM Time-Dependent DFT. Journal of Physical Chemistry A, 2013, 117, 3165-3175. 1.1 18

1452
Computational modeling of the direct hydride transfer mechanism for the MAO catalyzed oxidation
of phenethylamine and benzylamine: ONIOM (QM/QM) calculations. Journal of Neural Transmission,
2013, 120, 937-945.

1.4 55

1453 Electron correlation effects and density analysis of the first-order hyperpolarizability of neutral
guanine tautomers. Journal of Molecular Modeling, 2013, 19, 3095-3102. 0.8 8

1454
Density functional studies on photophysical properties and chemical reactivities of the
triarylboranes: effect of the constraint of planarity. Journal of Molecular Modeling, 2013, 19,
3437-3446.

0.8 11

1455
Pragmatic ab initio prediction of enthalpies of formation for large molecules: accuracy of MP2
geometries and frequencies using CCSD(T) correlation energies. Journal of Molecular Modeling, 2013,
19, 2821-2824.

0.8 1

1456 Stabilization of gold nanowires inside nanoaggregates of cyclo[8]thiophene, cyclo[8]selenophene,
and cyclo[8]tellurophene: a theoretical study. Journal of Molecular Modeling, 2013, 19, 2343-2353. 0.8 1

1457 Assessing the quantum mechanical level of theory for prediction of linear and nonlinear optical
properties of push-pull organic molecules. Journal of Molecular Modeling, 2013, 19, 2079-2090. 0.8 18

1458
Cyano or o-nitrophenyl? Which is the optimal electron-withdrawing group for the acrylic acid
acceptor of D-Ï€-A sensitizers in DSSCs? A density functional evaluation. Journal of Molecular
Modeling, 2013, 19, 1597-1604.

0.8 29

1459 A benzothiadiazole end capped donorâ€“acceptor based small molecule for organic electronics.
Physical Chemistry Chemical Physics, 2013, 15, 17064. 1.3 34

1460 Density functional theory study of structure and bonding of water on alumina nanotube.
Computational Materials Science, 2013, 79, 781-788. 1.4 6

1461 Computational Modeling of Isoindigo-Based Polymers Used in Organic Solar Cells. Journal of Physical
Chemistry C, 2013, 117, 17940-17954. 1.5 27

1462
Negative ion fragmentations of disulfideâ€•containing crossâ€•linking reagents are competitive with
aspartic acid sideâ€•chainâ€•induced cleavages. Rapid Communications in Mass Spectrometry, 2013, 27,
238-248.

0.7 6

1463 Critical Test of Some Computational Chemistry Methods for Prediction of Gas-Phase Acidities and
Basicities. Journal of Chemical Theory and Computation, 2013, 9, 3947-3958. 2.3 38



71

Citation Report

# Article IF Citations

1464 Electrostatic Potential of Insulin: Exploring the Limitations of Density Functional Theory and Force
Field Methods. Journal of Chemical Theory and Computation, 2013, 9, 3978-3985. 2.3 42

1465
Combined use of three forms of chiroptical spectroscopies in the study of the absolute configuration
and conformational properties of 3-phenylcyclopentanone, 3-phenylcyclohexanone, and
3-phenylcycloheptanone. Tetrahedron, 2013, 69, 10752-10762.

1.0 15

1466 Stereostructure and thermodynamic stability of atropisomers of ortho-substituted
2,2â€²-diaryl-1,1â€²-binaphthalenes. Tetrahedron: Asymmetry, 2013, 24, 1303-1311. 1.8 3

1467 Density functional theory calculations for simple prototypes of perfluorocarbons: neutral and
anionic c-C4F8 and 2-C4F8. Journal of Fluorine Chemistry, 2013, 146, 46-52. 0.9 3

1468
New 1,3-diarylureas linked by CC Suzuki coupling to the methyl
3-aminothieno[3,2-b]pyridine-2-carboxylate moiety: Synthesis and fluorescence studies in solution and
in lipid membranes. Journal of Photochemistry and Photobiology A: Chemistry, 2013, 255, 27-35.

2.0 5

1469 Molecular engineering of cyclopentadithiophene-containing organic dyes for dye-sensitized solar
cell: Experimental results vs theoretical calculation. Dyes and Pigments, 2013, 99, 1091-1100. 2.0 15

1470
ABSORPTION SPECTRA OF NUCLEIC ACID BASES IN WATER ENVIRONMENT: INSIGHTS INTO FROM COMBINED
QM/MM AND CLUSTER-CONTINUUM MODEL CALCULATIONS. Journal of Theoretical and Computational
Chemistry, 2013, 12, 1341013.

1.8 14

1471 Orthogonality Constrained Density Functional Theory for Electronic Excited States. Journal of
Physical Chemistry A, 2013, 117, 7378-7392. 1.1 76

1472 Many-body Green's function <i>GW</i> and Bethe-Salpeter study of the optical excitations in a
paradigmatic model dipeptide. Journal of Chemical Physics, 2013, 139, 194308. 1.2 52

1473
On the change of preferential growth orientation in chemical vapor deposition of titanium carbide by
aromatic hydrocarbon precursors. Journal of Vacuum Science and Technology A: Vacuum, Surfaces
and Films, 2013, 31, .

0.9 3

1474
A quantum mechanics/molecular dynamics study of electric field gradient fluctuations in the liquid
phase. The case of Na<sup>+</sup>in aqueous solution. Physical Chemistry Chemical Physics, 2013, 15,
1621-1631.

1.3 16

1475 Gas-phase structures of phosphopeptide ions: A difficult case. International Journal of Mass
Spectrometry, 2013, 354-355, 249-256. 0.7 24

1476 Photochromic and nonlinear optical properties of fulgides: A density functional theory study.
Computational and Theoretical Chemistry, 2013, 1022, 82-85. 1.1 29

1477 Rhodopsin Absorption from First Principles: Bypassing Common Pitfalls. Journal of Chemical Theory
and Computation, 2013, 9, 2441-2454. 2.3 81

1478 Selective and Practical Oxidation of Sulfides to Diastereopure Sulfoxides: A Combined Experimental
and Computational Investigation. Advanced Synthesis and Catalysis, 2013, 355, 191-202. 2.1 17

1479

Experimental and theoretical study of the vibrational spectra of 12-thiacrown-4 and 18-thiacrown-6,
evaluation of the performance of the different anharmonic force fields compared to the scaled
quantum mechanical force fields. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2013, 116, 584-593.

2.0 3

1480 Gap renormalization of molecular crystals from density-functional theory. Physical Review B, 2013,
88, . 1.1 239

1481 Using optimally tuned range separated hybrid functionals in ground-state calculations:
Consequences and caveats. Journal of Chemical Physics, 2013, 138, 204115. 1.2 166



72

Citation Report

# Article IF Citations

1482 The Remarkable Hyperchromicity of Ketohydrazone Dyes and Pigment Lakes Derived from
4â€•Morpholinoâ€•2â€•naphthol. European Journal of Organic Chemistry, 2013, 2013, 8097-8107. 1.2 10

1483 Range-Separated DFT Functionals are Necessary to Model Thio-Michael Additions. Journal of Chemical
Theory and Computation, 2013, 9, 4860-4865. 2.3 67

1484 Origin and TDDFT Benchmarking of the Plasmon Resonance in Acenes. Journal of Physical Chemistry C,
2013, 117, 21466-21475. 1.5 58

1485 Evaluating pushâ€“pull dye efficiency using TD-DFT and charge transfer indices. Physical Chemistry
Chemical Physics, 2013, 15, 20210. 1.3 68

1486 On the optical absorption of the anionic GFP chromophore in vacuum, solution, and protein. Physical
Chemistry Chemical Physics, 2013, 15, 20536. 1.3 41

1487 Theoretical investigations of ferrocene/ferrocenium solvation in imidazolium-based
room-temperature ionic liquids. Physical Chemistry Chemical Physics, 2013, 15, 2669. 1.3 23

1488 Quantum chemical analysis of salenâ€“aluminum complexes for organic light emitting diodes. Chemical
Physics Letters, 2013, 585, 143-148. 1.2 6

1489 Intermolecular exciton coupling and vibronic effects in solid-state circular dichroism: a case study.
Physical Chemistry Chemical Physics, 2013, 15, 795-802. 1.3 21

1490 Tyramine electropolymerization revisited by DFT and experimental study. Journal of Molecular
Structure, 2013, 1037, 200-208. 1.8 9

1491
Longest-Wavelength Electronic Excitations of Linear Cyanines: The Role of Electron Delocalization
and of Approximations in Time-Dependent Density Functional Theory. Journal of Chemical Theory and
Computation, 2013, 9, 4991-5003.

2.3 107

1492
A Metal-Capped Conjugated Polyyne Threaded through a Phenanthroline-Based Macrocycle. Probing
beyond the Mechanical Bond to Interactions in Interlocked Molecular Architectures.
Organometallics, 2013, 32, 6360-6367.

1.1 34

1493 Determining Excitation-Energy Transfer Times and Mechanisms from Stochastic Time-Dependent
Density Functional Theory. Journal of Physical Chemistry B, 2013, 117, 14408-14419. 1.2 7

1494
Characterization of <i>trans</i>-2-[4-[(Dimethylamino)styryl]benzothiazole as an Ultrafast
Isomerization Probe and a Modifed Kramers Theory Analysis. Journal of Physical Chemistry B, 2013, 117,
12224-12233.

1.2 13

1495 Pump and Probe of Ultrafast Charge Reorganization in Small Peptides: A Computational Study through
Sudden Ionizations. Journal of Physical Chemistry A, 2013, 117, 10513-10525. 1.1 34

1496
Formation of Nanoporous Features, Flat Surfaces, or Crystallographically Oriented Etched Profiles
by the Si Chemical Dry Etching Using the Reaction of F<sub>2</sub> + NO â†’ F + FNO at an Elevated
Temperature. Journal of Physical Chemistry C, 2013, 117, 20810-20818.

1.5 13

1497 X-Shaped donor molecules based on benzo[2,1-b:3,4-bâ€²]dithiophene as organic solar cell materials with
PDIs as acceptors. Journal of Materials Chemistry A, 2013, 1, 13828. 5.2 40

1498 Water adsorption on a copper formate paddlewheel model of CuBTC: A comparative MP2 and DFT
study. Chemical Physics Letters, 2013, 587, 7-13. 1.2 40

1499 Theoretical and experimental investigation on photophysical properties of the Ï€-conjugated extension
dependent fluorene based oligomers. Journal of Molecular Structure, 2013, 1054-1055, 89-93. 1.8 0



73

Citation Report

# Article IF Citations

1500
Effect of the metalâ‹¯metal interactions on the absorption properties of Pt(II) and Pd(II) complexes of
glyoxilic acid oxime in solution and solid state: Theoretical and experimental study. Journal of
Photochemistry and Photobiology A: Chemistry, 2013, 267, 35-48.

2.0 6

1501 Molecular engineering on a chlorophyll derivative, chlorin e6, forÂ significantly improved power
conversion efficiency in dye-sensitized solar cells. Journal of Power Sources, 2013, 242, 860-864. 4.0 35

1502 Computational Studies of the Electronic Absorption Spectrum of [(2,2â€²;6â€²,2â€³-Terpyridine)â€“Pt(II)â€“OH]
[7,7,8,8-Tetracyanoquinodimethane] Complex. Journal of Physical Chemistry A, 2013, 117, 12363-12373. 1.1 3

1503 Access to a Cu<sup>II</sup>â€“Oâ€“Cu<sup>II</sup> Motif: Spectroscopic Properties, Solution Structure,
and Reactivity. Journal of the American Chemical Society, 2013, 135, 16148-16160. 6.6 53

1504 Accurate Computation of Cohesive Energies for Small to Medium-Sized Gold Clusters. Journal of
Chemical Theory and Computation, 2013, 9, 1964-1970. 2.3 39

1505 Accurate Surface Chemistry beyond the Generalized Gradient Approximation: Illustrations for
Graphene Adatoms. Journal of Chemical Theory and Computation, 2013, 9, 4853-4859. 2.3 20

1506
Reconciliation of Chemical, Enzymatic, Spectroscopic and Computational Data To Assign the Absolute
Configuration of the DNA Base Lesion Spiroiminodihydantoin. Journal of the American Chemical
Society, 2013, 135, 18191-18204.

6.6 64

1507 Photoisomerization and Photoinduced Reactions in Liquid CCl<sub>4</sub> and CHCl<sub>3</sub>.
Journal of Physical Chemistry A, 2013, 117, 13388-13398. 1.1 18

1508 Spatial Extension of Excitons in Triphenylene-Based Polymers Given by Range-Separated Functionals.
Journal of Physical Chemistry C, 2013, 117, 26213-26221. 1.5 5

1509 Investigation on the photophysics of the narrow bandgap polymer for PDPPTT-T. Journal of Molecular
Structure, 2013, 1050, 5-9. 1.8 1

1510 Extensions of the Time-Dependent Density Functional Based Tight-Binding Approach. Journal of
Chemical Theory and Computation, 2013, 9, 4901-4914. 2.3 57

1511 Performance of Density Functionals for Activation Energies of Zr-Mediated Reactions. Journal of
Chemical Theory and Computation, 2013, 9, 4735-4743. 2.3 62

1512 Ground- and Excited-State Geometry Optimization of Small Organic Molecules with Quantum Monte
Carlo. Journal of Chemical Theory and Computation, 2013, 9, 5513-5525. 2.3 52

1513 DFT Study of Polyaniline NH<sub>3</sub>, CO<sub>2</sub>, and CO Gas Sensors: Comparison with
Recent Experimental Data. Journal of Physical Chemistry C, 2013, 117, 23701-23711. 1.5 194

1514 Beryllium-Cyclobutadiene Multidecker Inverse Sandwiches: Electronic Structure and
Second-Hyperpolarizability. Journal of Physical Chemistry A, 2013, 117, 12581-12589. 1.1 52

1515
A joint experimental/theoretical study of the ultrafast excited state deactivation of deoxyadenosine
and 9-methyladenine in water and acetonitrile. Photochemical and Photobiological Sciences, 2013, 12,
1375-1386.

1.6 39

1516
Impact of Donorâ€“Acceptor Functionalization on the Properties of Linearly Ï€-Conjugated Oligomers:
Establishing Quantitative Relationships for the Substituent and Substituent Cooperative Effect Based
on Quantum Chemical Calculations. Journal of Organic Chemistry, 2013, 78, 12681-12689.

1.7 10

1517 Theoretical insight into electronic spectra of carbon chain carbenes H2C<i>n</i> (<i>n</i> = 3âˆ’10).
Journal of Chemical Physics, 2013, 138, 204303. 1.2 8



74

Citation Report

# Article IF Citations

1518 Polarization response of methane encapsulated in water cages. Computational and Theoretical
Chemistry, 2013, 1013, 52-56. 1.1 4

1519 Pt(<scp>ii</scp>) diimine complexes bearing carbazolyl-capped acetylide ligands: synthesis, tunable
photophysics and nonlinear absorption. Dalton Transactions, 2013, 42, 160-171. 1.6 25

1520 The glassy and supercooled state of elemental sulfur: Vibrational modes, structure metastability, and
polymer content. Journal of Chemical Physics, 2013, 139, 124501. 1.2 30

1521
Long-Lived Ï€-Shape Platinum(II) Diimine Complexes Bearing 7-Benzothiazolylfluoren-2-yl Motif on the
Bipyridine and Acetylide Ligands: Admixing Ï€,Ï€* and Charge-Transfer Configurations. Journal of
Physical Chemistry C, 2013, 117, 5908-5918.

1.5 33

1522 Density-Dependent Onset of the Long-Range Exchange: A Key to Donorâ€“Acceptor Properties. Journal of
Physical Chemistry A, 2013, 117, 11580-11586. 1.1 26

1523 Theoretical study on optical and electronic properties of bis-dipolar 1,8-naphthalimide derivatives.
Molecular Physics, 2013, 111, 3793-3800. 0.8 2

1524 Synthesis, structure, and properties of bis(2-(1-ethyl-1H-imidazol-4-yl)acetate) copper(II). Inorganica
Chimica Acta, 2013, 405, 295-301. 1.2 1

1525
Strategy for Enhancing Second-Order Nonlinear Optical Properties of the Pt(II) Dithienylethene
Complexes: Substituent Effect, Ï€-Conjugated Influence, and Photoisomerization Switch. Journal of
Physical Chemistry A, 2013, 117, 12497-12510.

1.1 34

1526 Quantum Chemistry, Reaction Kinetics, and Tunneling Effects in the Reaction of Methoxy Radicals with
O2. Journal of Physical Chemistry A, 2013, 117, 14230-14242. 1.1 21

1527 A comparative DFT study on aquation and nucleobase binding of ruthenium (II) and osmium (II) arene
complexes. Journal of Molecular Modeling, 2013, 19, 4849-4856. 0.8 5

1528 Heteroleptic diimine copper(i) complexes with large extinction coefficients: synthesis, quantum
chemistry calculations and physico-chemical properties. Dalton Transactions, 2013, 42, 14628. 1.6 53

1529
Broadband Ultrafast Photoluminescence Spectroscopy Resolves Charge Photogeneration via
Delocalized Hot Excitons in Polymer:Fullerene Photovoltaic Blends. Journal of the American Chemical
Society, 2013, 135, 18502-18512.

6.6 93

1530 TD-DFT accuracy in determining excited-state structures and fluorescence spectra of firefly emitter.
Chemical Research in Chinese Universities, 2013, 29, 982-985. 1.3 4

1531 Theoretical Modelling of Photoswitching of Hyperpolarisabilities in Ruthenium Complexes. Chemistry
- A European Journal, 2013, 19, 15955-15963. 1.7 25

1533 Fluorescent Silver Nanoclusters in Condensed DNA. ChemPhysChem, 2013, 14, 3543-3550. 1.0 16

1534 Molecular hyperpolarizabilities of pushâ€“pull chromophores: A comparison between theoretical and
experimental results. Chemical Physics, 2013, 411, 11-16. 0.9 28

1535 Assessing the performances of some recently proposed density functionals for the description of
organometallic structures. Theoretical Chemistry Accounts, 2013, 132, 1. 0.5 12

1536 TD-DFT study of the for coumarins. Chemical Physics Letters, 2013, 583, 218-221. 1.2 19



75

Citation Report

# Article IF Citations

1537 Absorption and Emission Spectra of a Flexible Dye in Solution: A Computational Time-Dependent
Approach. Journal of Chemical Theory and Computation, 2013, 9, 4507-4516. 2.3 78

1538 Shedding Light on Structureâ€“Property Relationships for Conjugated Microporous Polymers: The
Importance of Rings and Strain. Macromolecules, 2013, 46, 7696-7704. 2.2 44

1539
Cationâ€“Cation Interactions in
[(UO<sub>2</sub>)<sub>2</sub>(OH)<sub><i>n</i></sub>]<sup>4â€“<i>n</i></sup> Complexes.
Inorganic Chemistry, 2013, 52, 11269-11279.

1.9 8

1540 Toward Reliable Prediction of the Energy Ladder in Multichromophoric Systems: A Benchmark Study
on the FMO Light-Harvesting Complex. Journal of Chemical Theory and Computation, 2013, 9, 4928-4938. 2.3 52

1541 pH-Induced Modulation of One- and Two-Photon Absorption Properties in a Naphthalene-Based
Molecular Probe. Journal of Chemical Theory and Computation, 2013, 9, 3660-3669. 2.3 12

1542
Electric quadrupole moment and quadrupole polarizability of the copper dimer from high level ab
initio and some density functional theory calculations. Computational and Theoretical Chemistry,
2013, 1021, 233-239.

1.1 5

1543 Gas storage of simple molecules in boron oxide nanocapsules. International Journal of Quantum
Chemistry, 2013, , n/a-n/a. 1.0 1

1544
Synthesis and Characterization of Heterobimetallic (Pd/B) Nindigo Complexes and Comparisons to
Their Homobimetallic (Pd<sub>2</sub>, B<sub>2</sub>) Analogues. Inorganic Chemistry, 2013, 52,
10912-10919.

1.9 16

1545 Quantitatively Correct UV-vis Spectrum of Ferrocene with TDB3LYP. Journal of Chemical Theory and
Computation, 2013, 9, 4064-4073. 2.3 48

1546 A comparative computational investigation on the proton and hydride transfer mechanisms of
monoamine oxidase using model molecules. Computational Biology and Chemistry, 2013, 47, 181-191. 1.1 38

1547 Spectral signatures of thieno[3,4-b]pyrazines: Theoretical interpretations and design of improved
structures. Dyes and Pigments, 2013, 99, 972-978. 2.0 19

1548 Modeling of Fluorescence Quenching by Lutein in the Plant Light-Harvesting Complex LHCII. Journal of
Physical Chemistry B, 2013, 117, 10974-10986. 1.2 69

1549
Geometries and Vertical Excitation Energies in Retinal Analogues Resolved at the CASPT2 Level of
Theory: Critical Assessment of the Performance of CASSCF, CC2, and DFT Methods. Journal of Chemical
Theory and Computation, 2013, 9, 4915-4927.

2.3 26

1550
Harvesting Fluorescence from Efficient T<sub><i>k</i></sub> â†’ S<sub><i>j</i></sub> (<i>j</i>, <i>k</i>) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 227 Td (&gt; 1) Reverse Intersystem Crossing for Ï€Ï€* Emissive Transition-Metal Complexes. Journal of Physical

Chemistry C, 2013, 117, 20494-20499.
1.5 8

1551 Preparation, Characterization, and Electronic Structure of Asymmetric Isonaphthalimide: Mechanism
of Dual Fluorescence in Solid State. Journal of Physical Chemistry C, 2013, 117, 18154-18162. 1.5 13

1552
Organocatalyzed Aldol Reaction between Pyridineâ€•2â€•carbaldehydes and Î±â€•Ketoacids: A Straightforward
Route towards Indolizidines and Isotetronic Acids. Chemistry - A European Journal, 2013, 19,
14532-14539.

1.7 18

1553 Spectral â€œFineâ€• Tuning in Fluorescent Proteins: The Case of the GFP-Like Chromophore in the Anionic
Protonation State. Journal of Chemical Theory and Computation, 2013, 9, 497-508. 2.3 34

1554
Electric response properties of neutral and charged Al13X (X=Li, Na, K) magic clusters. A
comprehensive ab initio and density functional comparative study. Computational and Theoretical
Chemistry, 2013, 1021, 114-123.

1.1 22



76

Citation Report

# Article IF Citations

1555 Kinetics and mechanism of the nitrosobenzene deoxygenation by trivalent phosphorous compounds.
Russian Chemical Bulletin, 2013, 62, 2477-2486. 0.4 9

1556 Theoretical characterizations of the mechanism for the dimerization of monosilicic acid in basic
solution. Physical Chemistry Chemical Physics, 2013, 15, 15027. 1.3 19

1557 Evaluation of photodissociation spectroscopy as a structure elucidation tool for isolated clusters: a
case study of Ag4+ and Au4+. Physical Chemistry Chemical Physics, 2013, 15, 19715. 1.3 39

1558 Structures and nonlinear optical properties of the endohedral metallofullerene-superhalogen
compounds Li@C60â€“BX4 (X = F, Cl, Br). Physical Chemistry Chemical Physics, 2013, 15, 12903. 1.3 58

1559 On the nature of unusual intensity changes in the infrared spectra of the enfluraneâ‹¯acetone
complexes. Physical Chemistry Chemical Physics, 2013, 15, 6001. 1.3 14

1560 Câ€“Hâ‹¯Ï€ interactions as modulators of carbocation structure â€“ implications for terpene biosynthesis.
Chemical Science, 2013, 4, 2512. 3.7 45

1561 Silyl Effects on 1,3â€•Diphosphacyclobutaneâ€•2,4â€•diyl: Ringâ€•Opening of Tetrahydrofuran and Promotion of
Reductive Pï£¿C Cleavage. Chemistry - an Asian Journal, 2013, 8, 1976-1980. 1.7 11

1562 Oxygenation of Ruthenium Carbene Complexes Containing Naphthothiophene or Naphthofuran:
Spectroscopic and DFT Studies. Chemistry - an Asian Journal, 2013, 8, 2833-2842. 1.7 10

1563 Energyâ€•Transfer Properties of a [2.2]Paracyclophaneâ€•Based Throughâ€•Space Dimer. Chemistry - A European
Journal, 2013, 19, 17715-17718. 1.7 19

1564 Design of hybrid conjugates based on chemical similarity. RSC Advances, 2013, 3, 21069. 1.7 7

1565 A theoretical study of the dihydrogen molecule confined inside carbon nanotubes. International
Journal of Quantum Chemistry, 2013, 113, 2397-2404. 1.0 18

1566 Computational screening of one- and two-photon spectrally tuned channelrhodopsin mutants.
Physical Chemistry Chemical Physics, 2013, 15, 7567. 1.3 31

1567 Theoretical study of heavy-atom tuning of nonlinear optical properties in group 15 derivatives of
N,N,N-trimethylglycine (betaine). Dalton Transactions, 2013, 42, 3695. 1.6 4

1568 Synthesis, characterization, and optical properties of novel 1,3-dithiole donor-based chromophores.
RSC Advances, 2013, 3, 2953. 1.7 19

1569 Computational study of porphyrin-based dyes with better performance. Physical Chemistry Chemical
Physics, 2013, 15, 15434. 1.3 14

1570 Stereoselective synthesis, structural aspects, and NMR properties of stable C-fluorinated
phosphaalkenes. Chemical Communications, 2013, 49, 9221. 2.2 4

1571
Naphthalene bisimides asymmetrically and symmetrically N-substituted with triarylamine â€“ comparison
of spectroscopic, electrochemical, electronic and self-assembly properties. Physical Chemistry
Chemical Physics, 2013, 15, 1578-1587.

1.3 13

1572 Photophysical properties of 5-substituted 2-thiopyrimidines. Photochemical and Photobiological
Sciences, 2013, 12, 1460-1465. 1.6 28



77

Citation Report

# Article IF Citations

1573 Towards systematically improvable models for actinides in condensed phase: the electronic spectrum
of uranyl in Cs2UO2Cl4 as a test case. Physical Chemistry Chemical Physics, 2013, 15, 15153. 1.3 44

1574 New Cd2+, Pb2+ complexes with acylhydrazidate molecules from in situ acylation reactions. Dalton
Transactions, 2013, 42, 8771. 1.6 23

1575 Theoretical study on the photophysical properties of chiral mononuclear and dinuclear zinc
complexes. RSC Advances, 2013, 3, 2241-2247. 1.7 10

1576 The investigation of the hydrogen bond saturation effect during the dipoleâ€“dipole induced
azobenzene supramolecular self-assembly. Physical Chemistry Chemical Physics, 2013, 15, 20753. 1.3 11

1577 How to design more efficient organic dyes for dye-sensitized solar cells? Adding more sp2-hybridized
nitrogen in the triphenylamine donor. Journal of Power Sources, 2013, 223, 86-93. 4.0 91

1578 Resolutions of the Coulomb Operator: VII.Â EvaluationÂ ofÂ Long-RangeÂ CoulombÂ andÂ ExchangeÂ Matrices.
Journal of Chemical Theory and Computation, 2013, 9, 863-867. 2.3 6

1579 Modeling Excited States and Alignment of Energy Levels in Dye-Sensitized Solar Cells: Successes,
Failures, and Challenges. Journal of Physical Chemistry C, 2013, 117, 3685-3700. 1.5 137

1580
Experimental and DFT studies on the vibrational and electronic spectra of
2,3-dichloro-5,6-dicyano-1,4-benzoquinone. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2013, 105, 352-358.

2.0 7

1581 Synthesis, photophysics and reverse saturable absorption of bipyridyl platinum(ii)
bis(arylfluorenylacetylide) complexes. Dalton Transactions, 2013, 42, 4398. 1.6 34

1582 Chiroptical, linear, and second-order nonlinear optical properties of tetrathiafulvalenylallene: a
multifunctional molecular material. Journal of Materials Chemistry C, 2013, 1, 1399. 2.7 23

1583 The fluorescent properties of coelenteramide, a substrate of aequorin and obelin. Journal of
Photochemistry and Photobiology A: Chemistry, 2013, 251, 182-188. 2.0 19

1584
Cob(I)alamin: Insight Into the Nature of Electronically Excited States Elucidated via Quantum
Chemical Computations and Analysis of Absorption, CD and MCD Data. Journal of Physical Chemistry A,
2013, 117, 863-876.

1.1 24

1585 Substituent Effects on the Structural Features and Nonlinear Optical Properties of the Organic
Alkalide Li<sup>+</sup>(calix[4]pyrrole)Li<sup>âˆ’</sup>. ChemPhysChem, 2013, 14, 408-416. 1.0 38

1586
Variational versus Perturbational Treatment of Spinâ€“Orbit Coupling in Relativistic Density Functional
Calculations of Electronic <i>g</i> Factors: Effects from Spin-Polarization and Exact Exchange.
Journal of Chemical Theory and Computation, 2013, 9, 1052-1067.

2.3 50

1587 Benchmarking density-functional theory calculations of NMR shielding constants and spinâ€“rotation
constants using accurate coupled-cluster calculations. Journal of Chemical Physics, 2013, 138, 024111. 1.2 153

1588 Synthesis, Characterization, and Photophysics of Oxadiazole- and Diphenylaniline-Substituted Re(I)
and Cu(I) Complexes. Inorganic Chemistry, 2013, 52, 1304-1317. 1.9 34

1589 Theoretical Approach to the Study of Thiophene-Based Discotic Systems As Organic Semiconductors.
Journal of Physical Chemistry C, 2013, 117, 15-22. 1.5 10

1590 Reaction Mechanism of Photoinduced Decarboxylation of the Photoactivatable Green Fluorescent
Protein: An ONIOM(QM:MM) Study. Journal of Physical Chemistry B, 2013, 117, 1075-1084. 1.2 29



78

Citation Report

# Article IF Citations

1591 Influence of the CH/Ï€ hydrogen bond on the enhancement of circular dichroism (CD) amplitude of
1,3-cyclohexadiene compounds. New Journal of Chemistry, 2013, 37, 843. 1.4 6

1592 Unusual reactivity of N-tert-butylimines under FVT conditions. Tetrahedron, 2013, 69, 722-729. 1.0 9

1593 Synthesis, properties and quantum chemical evaluation of solvatochromic
pyridinium-phenyl-1,3-thiazol-4-olate betaine dyes. Tetrahedron, 2013, 69, 1489-1498. 1.0 12

1594
Mechanisms for Solvatochromic Shifts of Free-Base Porphine Studied with Polarizable Continuum
Models and Explicit Soluteâ€“Solvent Interactions. Journal of Chemical Theory and Computation, 2013,
9, 470-480.

2.3 17

1595 Ab Initio, Density Functional Theory, and Semi-Empirical Calculations. Methods in Molecular Biology,
2013, 924, 3-27. 0.4 6

1596 Induced Optical Activity of DNA-Templated Cyanine Dye Aggregates: Exciton Coupling Theory and
TD-DFT Studies. Journal of Physical Chemistry A, 2013, 117, 5909-5918. 1.1 13

1597 Interfacial States in Donorâ€“Acceptor Organic Heterojunctions: Computational Insights into
Thiophene-Oligomer/Fullerene Junctions. Journal of Chemical Theory and Computation, 2013, 9, 533-542. 2.3 45

1598 Excited-state proton coupled charge transfer modulated by molecular structure and media
polarization. Chemical Society Reviews, 2013, 42, 1379-1408. 18.7 604

1599 Protein Field Effect on the Dark State of 11-<i>cis</i> Retinal in Rhodopsin by Quantum Monte
Carlo/Molecular Mechanics. Journal of Chemical Theory and Computation, 2013, 9, 8-12. 2.3 32

1600 UVâ€”vis spectroscopy of the coupling products of the palladium-catalyzed Câ€”H arylation of the
BODIPY core. Photochemical and Photobiological Sciences, 2013, 12, 835-847. 1.6 37

1601 Switching with orthogonal stimuli: electrochemical ring-closure and photochemical ring-opening of
bis(thiazolyl)maleimides. Chemical Science, 2013, 4, 1028-1040. 3.7 52

1602
Understanding the Adsorption Mechanism of C<sub>2</sub>H<sub>2</sub>, CO<sub>2</sub>, and
CH<sub>4</sub> in Isostructural Metalâ€“Organic Frameworks with Coordinatively Unsaturated Metal
Sites. Journal of Physical Chemistry C, 2013, 117, 2824-2834.

1.5 92

1603 Asymmetric Distyrylpyridinium Dyes as Redâ€•Emitting Fluorescent Probes for Quadruplex DNA.
Chemistry - A European Journal, 2013, 19, 1214-1226. 1.7 76

1604 Reaction energetics on longâ€•range corrected density functional theory: Dielsâ€“Alder reactions.
Journal of Computational Chemistry, 2013, 34, 379-386. 1.5 33

1605 Calculating excited state properties using Kohn-Sham density functional theory. Journal of Chemical
Physics, 2013, 138, 064101. 1.2 47

1606 Influence of the substitution pattern on the optoelectronic properties ofÂ oligofuran and
oligothiopheneâ€“phosphole chains. Journal of Organometallic Chemistry, 2013, 730, 63-68. 0.8 10

1607 Electronic states of the fluorophore 9,10-bis(phenylethynyl)anthracene (BPEA). A synchrotron
radiation linear dichroism investigation. Chemical Physics Letters, 2013, 559, 35-40. 1.2 9

1608 Assessment of long-range corrected functionals for the prediction of non-linear optical properties
of organic materials. Chemical Physics Letters, 2013, 575, 122-125. 1.2 62



79

Citation Report

# Article IF Citations

1609 Computational investigation of first hyperpolarizability in substituted hydrazones. Chemical Physics
Letters, 2013, 581, 42-46. 1.2 3

1610 Styryl dye possessing donor-Ï€-acceptor structure â€“ Synthesis, spectroscopic and computational
studies. Dyes and Pigments, 2013, 99, 673-685. 2.0 33

1611
Conformers of Cysteine and Cysteine Sulfenic Acid and Mechanisms of the Reaction of Cysteine
Sulfenic Acid with 5,5-Dimethyl-1,3-cyclohexanedione (Dimedone). Journal of Physical Chemistry B, 2013,
117, 16000-16012.

1.2 12

1612 Modeling Materials and Processes in Dye-Sensitized Solar Cells: Understanding the Mechanism,
Improving the Efficiency. Topics in Current Chemistry, 2013, 352, 151-236. 4.0 24

1613 The Great Diversity of HMX Conformers: Probing the Potential Energy Surface Using CCSD(T). Journal
of Physical Chemistry A, 2013, 117, 3467-3474. 1.1 14

1614
Theoretical investigation of twoâ€•photon absorption and fluorescence properties of cypridina
luciferinâ€•based derivatives: 2,3,5â€•trisubstituted pyrazine compounds. Journal of Physical Organic
Chemistry, 2013, 26, 822-833.

0.9 9

1615 Twoâ€•Photon Solvatochromism II: Experimental and Theoretical Study of Solvent Effects on the
Twoâ€•Photon Absorption Spectrum of Reichardtâ€™s Dye. ChemPhysChem, 2013, 14, 3731-3739. 1.0 32

1616 Spatial spin-charge separation in neutral endohedral metallofullerene: A combined restricted
open-shell MP2 and Carâ€“Parrinello molecular dynamics study. Chemical Physics Letters, 2013, 557, 71-75. 1.2 0

1617 Electric field gradients of transition metal complexes: Basis set uncontraction and scalar relativistic
effects. Chemical Physics Letters, 2013, 559, 112-116. 1.2 2

1618
Third-order nonlinear optical properties of molecules containing aromatic diimides: Effects of the
aromatic core size and a redox-switchable modification. Journal of Molecular Graphics and
Modelling, 2013, 41, 79-88.

1.3 12

1619 Raman scattering from 1,3-propanedithiol at a hot spot: Theory meets experiment. Chemical Physics
Letters, 2013, 581, 57-63. 1.2 16

1620 Response electric properties of Î±-helix polyglycines: A CAM-B3LYP DFT investigation. Chemical Physics
Letters, 2013, 563, 88-92. 1.2 44

1621 Large face to face tetraphenylporphyrin/fullerene nanoaggregates. A DFT study. Organic Electronics,
2013, 14, 2617-2627. 1.4 17

1622 Raman and SERS study on atrazine, prometryn and simetryn triazine herbicides. Journal of Molecular
Structure, 2013, 1040, 139-148. 1.8 38

1623
A study on photo-induced intramolecular electron-transfer in
fullerene-benzothiadiazole-triphenylamine using time-dependent density functional theory. Organic
Electronics, 2013, 14, 105-114.

1.4 4

1624 Tuning the NLO properties of polymethineimine chains by chemical substitution. Chemical Physics,
2013, 415, 196-206. 0.9 9

1625
Conjugated polymer based on oligobenzo[c]thiophene with low-lying HOMO energy level as potential
donor for bulk heterojunction solar cells. Journal of Photochemistry and Photobiology A:
Chemistry, 2013, 262, 34-44.

2.0 20

1626
The effect of micro-environment on luminescence of aequorin: The role of amino acids and explicit
water molecules on spectroscopic properties of coelenteramide. Journal of Photochemistry and
Photobiology B: Biology, 2013, 127, 94-99.

1.7 11



80

Citation Report

# Article IF Citations

1627 Non-empirical tuning of CAM-B3LYP functional in time-dependent density functional theory for
excitation energies of diarylethene derivatives. Chemical Physics Letters, 2013, 585, 201-206. 1.2 31

1628 Relativistic time-dependent density functional calculations for the excited states of the cadmium
dimer. Chemical Physics, 2013, 415, 112-118. 0.9 2

1629 Ground and excited states of BF3+. Coupled cluster and density functional studies. Chemical Physics,
2013, 423, 151-156. 0.9 2

1630 Boronic acid sensors for saccharides: A theoretical study. Chemical Physics Letters, 2013, 586, 111-115. 1.2 14

1631 Benchmark calculations of density functionals for organothiol adsorption on gold surfaces.
Computational and Theoretical Chemistry, 2013, 1009, 60-69. 1.1 3

1632 Domino synthesis of protochromic â€œONâ€“OFFâ€“ONâ€• luminescent 2-styryl quinolines. Organic and
Biomolecular Chemistry, 2013, 11, 2597. 1.5 21

1633 Molecular Design of Porphyrins for Dye-Sensitized Solar Cells: A DFT/TDDFT Study. Journal of Physical
Chemistry Letters, 2013, 4, 524-530. 2.1 123

1634 A polarizable embedding DFT study of one-photon absorption in fluorescent proteins. Physical
Chemistry Chemical Physics, 2013, 15, 4735. 1.3 44

1635
Assessing the performance of density functional theory for the dynamic polarizabilities of amino
acids: Treatment of correlation and role of exact exchange. International Journal of Quantum
Chemistry, 2013, 113, 1803-1811.

1.0 7

1636
Insights for an Accurate Comparison of Computational Data to Experimental Absorption and Emission
Spectra: Beyond the Vertical Transition Approximation. Journal of Chemical Theory and Computation,
2013, 9, 2072-2082.

2.3 194

1637 Synthesis, Structure, and Electronic Properties of Extended Ï€â€•Conjugated Groupâ€…6 Fischer
Alkoxyâ€“Bis(carbene) Complexes. Chemistry - A European Journal, 2013, 19, 5899-5908. 1.7 25

1638 Determination of Absolute Configuration and Conformation of a Cyclic Dipeptide by NMR and Chiral
Spectroscopic Methods. Journal of Physical Chemistry A, 2013, 117, 1721-1736. 1.1 59

1639
Benchmarking Time-Dependent Density Functional Theory for Excited State Geometries of Organic
Molecules in Gas-Phase and in Solution. Journal of Chemical Theory and Computation, 2013, 9,
2209-2220.

2.3 123

1640 Computational study of the excited state properties of modified RNA nucleobases. Journal of
Photochemistry and Photobiology A: Chemistry, 2013, 259, 25-32. 2.0 30

1641
Structureâ€“property relationship of different electron donors: novel organic sensitizers based on
fused dithienothiophene Ï€-conjugated linker for high efficiency dye-sensitized solar cells.
Tetrahedron, 2013, 69, 3444-3450.

1.0 27

1642 Electronic structure of the S<sub>1</sub> state in methylcobalamin: Insight from CASSCF/MCâ€•XQDPT2,
EOMâ€•CCSD, and TDâ€•DFT calculations. Journal of Computational Chemistry, 2013, 34, 987-1004. 1.5 53

1643 Excited-State Geometries of Heteroaromatic Compounds: A Comparative TD-DFT and SAC-CI Study.
Journal of Chemical Theory and Computation, 2013, 9, 2368-2379. 2.3 57

1644

Assessing the Accuracy of Density Functional and Semiempirical Wave Function Methods for Water
Nanoparticles: Comparing Binding and Relative Energies of (H<sub>2</sub>O)<sub>16</sub> and
(H<sub>2</sub>O)<sub>17</sub> to CCSD(T) Results. Journal of Chemical Theory and Computation,
2013, 9, 995-1006.

2.3 51



81

Citation Report

# Article IF Citations

1645
One â€œClickâ€• to Access Pushâ€“Triazoleâ€“Pull Fluorophores Incorporating a Pyrimidine Moiety:
Structureâ€“Photophysical Properties Relationships. European Journal of Organic Chemistry, 2013, 2013,
1908-1915.

1.2 33

1646 Organic Chromophores Based on a Fused Bisâ€•Thiazole Core and Their Application in Dyeâ€•Sensitized
Solar Cells. European Journal of Organic Chemistry, 2013, 2013, 1916-1928. 1.2 48

1647
A persulfurated benzene molecule exhibits outstanding phosphorescence in rigid environments: from
computational study to organic nanocrystals and OLED applications. Journal of Materials Chemistry
C, 2013, 1, 2717.

2.7 118

1648
Augmented Gaussian basis sets for the elements K, Scâ€“Kr, Rb, and Yâ€“Xe: Application in HF, MP2, and DFT
calculations of molecular electric properties. Computational and Theoretical Chemistry, 2013, 1013,
62-69.

1.1 48

1649 Photophysical properties of azaboradibenzo[6]helicene derivatives. Journal of Materials Chemistry C,
2013, 1, 2354. 2.7 27

1650 Longâ€•range corrected functionals satisfy Koopmans' theorem: Calculation of correlation and
relaxation energies. Journal of Computational Chemistry, 2013, 34, 958-964. 1.5 65

1651 Modeling of phytochrome absorption spectra. Journal of Computational Chemistry, 2013, 34, 1363-1374. 1.5 30

1652 Experimental and TD-DFT Study of Optical Absorption of Six Explosive Molecules: RDX, HMX, PETN, TNT,
TATP, and HMTD. Journal of Physical Chemistry A, 2013, 117, 6043-6051. 1.1 52

1653
Tailor-Made Highly Luminescent and Ambipolar Transporting Organic Mixed Stacked Charge-Transfer
Crystals: An Isometric Donorâ€“Acceptor Approach. Journal of the American Chemical Society, 2013, 135,
4757-4764.

6.6 288

1654

New Acceptorâ€“Bridgeâ€“Donor Strategy for Enhancing NLO Response with Long-Range Excess Electron
Transfer from the NH<sub>2</sub>...M/M<sub>3</sub>O Donor (M = Li, Na, K) to Inside the Electron
Hole Cage C<sub>20</sub>F<sub>19</sub> Acceptor through the Unusual Ïƒ Chain Bridge
(CH<sub>2</sub>)<sub>4</sub>. Journal of Physical Chemistry A, 2013, 117, 2835-2843.

1.1 78

1655 Ab Initio Study of a Molecular Crystal for Photovoltaics: Light Absorption, Exciton and Charge
Carrier Transport. Journal of Physical Chemistry C, 2013, 117, 4920-4930. 1.5 47

1656 Multi-configuration time-dependent density-functional theory based on range separation. Journal of
Chemical Physics, 2013, 138, 084101. 1.2 88

1657 Revisiting the optical signatures of BODIPY with ab initio tools. Chemical Science, 2013, 4, 1950. 3.7 140

1658 Control of the Helical Chirality of Enantiopure Sulfinyl (<i>Z</i>)â€•Azobenzeneâ€•Based Photoswitches.
Chemistry - A European Journal, 2013, 19, 3397-3406. 1.7 12

1659 Copper complexes of the non-innocent Î²-diketiminate ligand containing phenol groups. Dalton
Transactions, 2013, 42, 2438-2444. 1.6 24

1660 Density functional theory characterization and verification of high-performance indoline dyes with
Dâ€“Aâ€“Ï€â€“A architecture for dye-sensitized solar cells. Dyes and Pigments, 2013, 98, 125-135. 2.0 98

1661 Interplay between solvent models and predicted optical spectra: A TD-DFT study of 7-OH-coumarin.
Chemical Physics Letters, 2013, 556, 122-126. 1.2 15

1662 Are DFT Methods Accurate in Mononuclear Ruthenium-Catalyzed Water Oxidation? An ab Initio
Assessment. Journal of Chemical Theory and Computation, 2013, 9, 1872-1879. 2.3 43



82

Citation Report

# Article IF Citations

1663 Modeling Transition Metal Reactions with Range-Separated Functionals. Journal of Chemical Theory
and Computation, 2013, 9, 2286-2299. 2.3 21

1664 Electronic structure and optical spectra of semiconducting carbon nanotubes functionalized by
diazonium salts. Chemical Physics, 2013, 413, 89-101. 0.9 42

1665 Atropisomers of Arylmaleimides: Stereodynamics and Absolute Configuration. Journal of Organic
Chemistry, 2013, 78, 3709-3719. 1.7 32

1666
The magnetic circular dichroism (MCD) and absorption studies of 1,8-naphthalimide. The theoretical
analysis in terms of density functional (DF) and coupled cluster (CC) theories. Chemical Physics
Letters, 2013, 555, 87-91.

1.2 2

1667 Halogen Bonds: Benchmarks and Theoretical Analysis. Journal of Chemical Theory and Computation,
2013, 9, 1918-1931. 2.3 435

1668
Validation of Double-Hybrid Density Functionals for Electric Response Properties of Transition-Metal
Systems: A New Paradigm Based on Physical Considerations. Journal of Physical Chemistry A, 2013, 117,
2884-2890.

1.1 11

1669 Novel bright-blue luminescent complex of Zn(II) with 7-amino-methylchromen-4-one: Synthesis,
photophysical properties and DFT calculations. Polyhedron, 2013, 55, 259-269. 1.0 13

1670 Steric Control in the Ï€â€•Dimerization of Oligothiophene Radical Cations Annelated with
Bicyclo[2.2.2]octene Units. Chemistry - A European Journal, 2013, 19, 5457-5467. 1.7 39

1671 Multi-Center Redox-Active System: Amineâ€“Amine Electronic Coupling through a Cyclometalated
Bisruthenium Segment. Inorganic Chemistry, 2013, 52, 4040-4045. 1.9 22

1672
On the performance of longâ€•rangeâ€•corrected density functional theory and reducedâ€•size polarized
LPolâ€•n basis sets in computations of electric dipole (hyper)polarizabilities of Ï€â€•conjugated molecules.
Journal of Computational Chemistry, 2013, 34, 819-826.

1.5 28

1673 Origin of the size-dependent fluorescence blueshift in [n]cycloparaphenylenes. Chemical Science, 2013,
4, 187-195. 3.7 79

1674
Functional Assessment for Predicting Charge-Transfer Excitations of Dyes in Complexed State: A Study
of Triphenylamineâ€“Donor Dyes on Titania for Dye-Sensitized Solar Cells. Journal of Physical Chemistry
A, 2013, 117, 2114-2124.

1.1 49

1675 DFT calculations of effective exchange integrals at the complete basis set limit on oxo-vanadium ring
complex. Polyhedron, 2013, 66, 97-101. 1.0 7

1676 PaternÃ²â€“BÃ¼chi reaction versus hydrogen abstraction in the photochemical reactivity of alkenyl
boronates with benzophenone. Tetrahedron, 2013, 69, 3782-3795. 1.0 9

1677 Fluorescent Modular Boron Systems Based on NNN- and ONO-Tridentate Ligands: Self-Assembly and
Cell Imaging. Journal of Organic Chemistry, 2013, 78, 4410-4418. 1.7 33

1678 UV-visible absorption spectra of metallic clusters from TDDFT calculations. European Physical
Journal D, 2013, 67, 1. 0.6 20

1679 Electronic Circular Dichroism in Exciton-Coupled Dimers: Vibronic Spectra from a General
All-Coordinates Quantum-Dynamical Approach. Journal of Physical Chemistry A, 2013, 117, 3355-3368. 1.1 23

1680
On the Influence of Water on the Electronic Structure of Firefly Oxyluciferin Anions from
Absorption Spectroscopy of Bare and Monohydrated Ions in Vacuo. Journal of the American Chemical
Society, 2013, 135, 6485-6493.

6.6 55



83

Citation Report

# Article IF Citations

1681 Highly efficient unsymmetrical squaraines for panchromatic dye-sensitized solar cells: A
computational study. RSC Advances, 2013, 3, 5227. 1.7 37

1682
Enhanced Catalytic Four-Electron Dioxygen (O<sub>2</sub>) and Two-Electron Hydrogen Peroxide
(H<sub>2</sub>O<sub>2</sub>) Reduction with a Copper(II) Complex Possessing a Pendant Ligand
Pivalamido Group. Journal of the American Chemical Society, 2013, 135, 6513-6522.

6.6 98

1683 UVâ€•Photoelectron Spectroscopy of a Tetrakis(trimethylsilyl)tetrahedrane and Its Pentafluorophenyl
Derivative. ChemPlusChem, 2013, 78, 398-401. 1.3 5

1684 Modern charge density studies: the entanglement of experiment and theory. Crystallography Reviews,
2013, 19, 58-101. 0.4 44

1685 Density Functional Theory Study of Poly(<i>o</i>-phenylenediamine) Oligomers. Journal of Physical
Chemistry C, 2013, 117, 4069-4078. 1.5 83

1686
Hierarchy of Relative Bond Dissociation Enthalpies and Their Use to Efficiently Compute Accurate
Absolute Bond Dissociation Enthalpies for Câ€“H, Câ€“C, and Câ€“F Bonds. Journal of Physical Chemistry A,
2013, 117, 3666-3675.

1.1 32

1687 Absolute Configurations of Fungal and Plant Metabolites by Chiroptical Methods. ORD, ECD, and VCD
Studies on Phyllostin, Scytolide, and Oxysporone. Journal of Natural Products, 2013, 76, 588-599. 1.5 111

1688 Computational Study on Redox-Switchable Second-Order Nonlinear Optical Properties of Totally
Inorganic Keggin-Type Polyoxometalate Complexes. Journal of Physical Chemistry C, 2013, 117, 7776-7783. 1.5 23

1689 Synthesis, optical power limiting, and DFT calculations of tripletâ€“triplet absorption of three novel
Pt(II)-diacetylide chromophores. Tetrahedron Letters, 2013, 54, 2403-2408. 0.7 13

1690 The Origin of the Emission Properties of Ï€â€•Conjugated Molecules that have an Acidâ€•responsive
Benzimidazole Unit. Asian Journal of Organic Chemistry, 2013, 2, 230-238. 1.3 10

1691 Theoretical insights into the structure of the Î·5-(Cpâˆ—)C+ cation. Chemical Physics Letters, 2013, 568-569,
106-111. 1.2 3

1692 Unimolecular Photoconversion of Multicolor Luminescence on Hierarchical Self-Assemblies. Journal
of the American Chemical Society, 2013, 135, 5175-5182. 6.6 144

1693 What Can We Learn about Dispersion from the Conformer Surface of <i>n</i>-Pentane?. Journal of
Physical Chemistry A, 2013, 117, 3118-3132. 1.1 60

1694 Assessment of density functionals for van der Waals complexes of sodium and benzene. Molecular
Physics, 2013, 111, 1211-1218. 0.8 5

1695 Repulsion integrals involving Slater-type functions and Yukawa potential. Theoretical Chemistry
Accounts, 2013, 132, 1. 0.5 10

1696 Resonance interaction induced by metal surfaces catalyzes atom-pair breakage. Physical Review A, 2013,
87, . 1.0 2

1697 Gas storage of simple molecules in boron oxide nanocapsules. International Journal of Quantum
Chemistry, 2013, , n/a-n/a. 1.0 1

1698 Noncovalent Interactions of Metal Cations and Arenes Probed with Thallium(I) Complexes. Inorganic
Chemistry, 2013, 52, 5749-5756. 1.9 22



84

Citation Report

# Article IF Citations

1699
Optical Properties and Aggregation of Phenothiazine-Based Dye-Sensitizers for Solar Cells
Applications: A Combined Experimental and Computational Investigation. Journal of Physical Chemistry
C, 2013, 117, 9613-9622.

1.5 70

1700 Polymorphism, Fluorescence, and Optoelectronic Properties of a Borazine Derivative. Chemistry - A
European Journal, 2013, 19, 7771-7779. 1.7 49

1701 Linear and nonlinear optical properties of nucleic acid bases. Chemical Physics, 2013, 410, 90-98. 0.9 72

1702 The ammonium nitrate and its mechanism of decomposition in the gas phase: a theoretical study and a
DFT benchmark. Physical Chemistry Chemical Physics, 2013, 15, 10849. 1.3 43

1703
Theoretical Strategy to Build Structural Models of Microhydrated Inorganic Systems for the
Knowledge of Their Vibrational Properties: The Case of the Hydrated Nitrate Aerosols. Journal of
Physical Chemistry A, 2013, 117, 3826-3834.

1.1 4

1704 A QM/MM Study of the Absorption Spectrum of Harmane in Water Solution and Interacting with DNA:
The Crucial Role of Dynamic Effects. Journal of Physical Chemistry B, 2013, 117, 4973-4980. 1.2 42

1705 Assessment of the photosensitization properties of cationic porphyrins in interaction with DNA
nucleotide pairs. Journal of Molecular Modeling, 2013, 19, 2913-2924. 0.8 6

1706 Theoretical investigation of second-order nonlinear optical response by linking hexamolybdate with
graphene in the donorâ€“acceptor (Dâ€“A) framework. Molecular Simulation, 2013, 39, 214-219. 0.9 8

1707 Choosing a Functional for Computing Absorption and Fluorescence Band Shapes with TD-DFT. Journal
of Chemical Theory and Computation, 2013, 9, 2749-2760. 2.3 243

1708 Conformation-resolved UV spectra of Pb(II) complexes: A gas phase study of the sandwich structures
[Pb(toluene)2]2+ and [Pb(benzene)2]2+. Journal of Chemical Physics, 2013, 138, 164301. 1.2 3

1709 Can mitochondrial dysfunction be initiated by dissociative electron attachment to xenobiotics?.
Physical Chemistry Chemical Physics, 2013, 15, 9125. 1.3 31

1710 Cation induced electrochromism in 2,4-dinitrophenylhydrazine (DNPH): Tuning optical properties of
aromatic rings. Chemical Physics Letters, 2013, 570, 22-25. 1.2 5

1711 A water soluble probe with near infrared two-photon absorption and polarity-induced fluorescence
for cerebral vascular imaging. Chemical Science, 2013, 4, 2833. 3.7 70

1712
Theoretical investigation on switchable second-order nonlinear optical (NLO) properties of novel
cyclopentadienylcobalt linear [4]phenylene complexes. Journal of Molecular Modeling, 2013, 19,
1779-1787.

0.8 30

1713 Photophysics of Pushâ€“Pull Distyrylfurans, Thiophenes and Pyridines by Fast and Ultrafast Techniques.
ChemPhysChem, 2013, 14, 970-981. 1.0 32

1714 Spectroscopic Properties of Chlorophyll <i>f</i>. Journal of Physical Chemistry B, 2013, 117, 11309-11317. 1.2 39

1715 BN Segment Doped Effect on the First Hyperpolarizibility of Heteronanotubes: Focused on an Effective
Connecting Pattern. Journal of Physical Chemistry C, 2013, 117, 10039-10044. 1.5 26

1716 Theoretical study on novel double donor-based dyes used in high efficient dye-sensitized solar cells:
The application of TDDFT study to the electron injection process. Organic Electronics, 2013, 14, 711-722. 1.4 97



85

Citation Report

# Article IF Citations

1717 State-specific heavy-atom effect on intersystem crossing processes in 2-thiothymine: A potential
photodynamic therapy photosensitizer. Journal of Chemical Physics, 2013, 138, 044315. 1.2 102

1718 Modification on C219 by coumarin donor toward efficient sensitizer for dye sensitized solar cells: A
theoretical study. Dyes and Pigments, 2013, 99, 127-135. 2.0 48

1719 TD-DFT study on the charge-transfer excitations of anions possessing double or triple bonds.
Computational and Theoretical Chemistry, 2013, 1014, 49-55. 1.1 4

1720 Influence of Processing Solvents on Optical Properties and Morphology of a Semicrystalline Low
Bandgap Polymer in the Neutral and Charged States. Macromolecules, 2013, 46, 4924-4931. 2.2 36

1721 Theoretical evidence of photo-induced charge transfer from DNA to intercalated ruthenium (II)
organometallic complexes. Chemical Physics Letters, 2013, 578, 133-137. 1.2 47

1722 Fluorescent photoswitching of a naphthopyranâ€“benzimidazole dyad with high-degree fluorescent
modulation within poly(methyl methacrylate) matrices. Optical Materials, 2013, 35, 1504-1512. 1.7 16

1723 Carbazole-terpyridine donorâ€“acceptor luminophores. RSC Advances, 2013, 3, 6507. 1.7 18

1724
Influence of the Delocalization Error and Applicability of Optimal Functional Tuning in Density
Functional Calculations of Nonlinear Optical Properties of Organic Donorâ€“Acceptor Chromophores.
ChemPhysChem, 2013, 14, 2450-2461.

1.0 119

1725
Combined experimental and DFT computational studies on
(E)-1-(5-nitrothiophen-2-yl)-N-[4-(trifluoromethyl)phenyl]methanimine. Journal of Molecular
Structure, 2013, 1048, 41-50.

1.8 40

1726
Quantum Mechanical Calculations of Xanthophyllâ€“Chlorophyll Electronic Coupling in the
Light-Harvesting Antenna of Photosystem II of Higher Plants. Journal of Physical Chemistry B, 2013, 117,
7605-7614.

1.2 13

1727 FT-Raman, FT-IR and UVâ€“visible spectral investigations and ab initio computations of anti-epileptic drug:
Vigabatrin. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 114, 633-641. 2.0 3

1728

Platinum Chloride Complexes Containing
6-[9,9-Di(2-ethylhexyl)-7-R-9<i>H</i>-fluoren-2-yl]-2,2â€²-bipyridine Ligand (R = NO<sub>2</sub>, CHO,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 302 Td (Benzothiazol-2-yl, <i>n</i>-Bu, Carbazol-9-yl, NPh<sub>2</sub>): Tunable Photophysics and Reverse

Saturable Absorption. Inorganic Chemistry, 2013, 52, 7578-7592.

1.9 23

1729 Unique Metal Dicorrole Dyes with Excellent Photoelectronic Properties for Solar Cells: Insight from
Density Functional Calculations. Journal of Physical Chemistry C, 2013, 117, 13388-13395. 1.5 20

1730 Comparative study on electronic structures and optical properties of indoline and triphenylamine dye
sensitizers for solar cells. Journal of Molecular Modeling, 2013, 19, 1553-1563. 0.8 27

1731 Assessment of density functional methods with correct asymptotic behavior. Physical Chemistry
Chemical Physics, 2013, 15, 8352. 1.3 49

1732 Modeling Noncovalent Radicalâ€“Molecule Interactions Using Conventional Density-Functional Theory:
Beware Erroneous Charge Transfer. Journal of Physical Chemistry A, 2013, 117, 947-952. 1.1 41

1733
QM/MM Study on the Light Emitters of Aequorin Chemiluminescence, Bioluminescence, and
Fluorescence: A General Understanding of the Bioluminescence of Several Marine Organisms.
Chemistry - A European Journal, 2013, 19, 8466-8472.

1.7 42

1734
Bipyridine-Based Nanosized Metalâ€“Organic Framework with Tunable Luminescence by a
Postmodification with Eu(III): An Experimental and Theoretical Study. Journal of Physical Chemistry C,
2013, 117, 11302-11310.

1.5 85



86

Citation Report

# Article IF Citations

1735 Tailored Electronic Structure and Optical Properties of Conjugated Systems through Aggregates and
Dipoleâ€“Dipole Interactions. ACS Applied Materials &amp; Interfaces, 2013, 5, 4685-4695. 4.0 38

1736 Toward Understanding the Bonding Character in Complexes of Coinage Metals with Lone-Pair Ligands.
CCSD(T) and DFT Computations. Journal of Physical Chemistry A, 2013, 117, 4472-4485. 1.1 34

1737 <i>Cis</i> Carotenoids: Colorful Molecules and Free Radical Quenchers. Journal of Physical
Chemistry B, 2013, 117, 4050-4061. 1.2 27

1738 Photophysical Properties of Self-Assembled Multinuclear Platinum Metallacycles with Different
Conformational Geometries. Journal of the American Chemical Society, 2013, 135, 6694-6702. 6.6 67

1739 Role of the Electronically Excited-State Hydrogen Bonding and Water Clusters in the Luminescent
Metalâ€“Organic Framework. Inorganic Chemistry, 2013, 52, 5742-5748. 1.9 18

1740 Understanding the Density Functional Dependence of DFT-Calculated Electronic Couplings in Organic
Semiconductors. Journal of Physical Chemistry Letters, 2013, 4, 919-924. 2.1 79

1741 Assessment of range-separated time-dependent density-functional theory for calculating <i>C</i>6
dispersion coefficients. Journal of Chemical Physics, 2013, 138, 194106. 1.2 20

1742 Conjugated Polymers: Evaluating DFT Methods for More Accurate Orbital Energy Modeling.
Macromolecules, 2013, 46, 3879-3886. 2.2 178

1743 Band Gap Tunable N-Type Molecules for Organic Field Effect Transistors. Journal of Physical Chemistry
C, 2013, 117, 11530-11539. 1.5 12

1744 The Photochemistry of 4,5-Carbomethoxy-1,2,3-thiadiazole: Direct Observation of Thiirene Formation
and Its Decay in Solution. Journal of Physical Chemistry A, 2013, 117, 4551-4555. 1.1 11

1745 Highly Congested Donorâ€“Acceptor Pâ€“B Compound: Synthesis and Properties of a BMes<sub>2</sub>-
and a PPh<sub>2</sub>-Functionalized 1,8-Naphthalene. Organometallics, 2013, 32, 3063-3068. 1.1 37

1746 TD-DFT and DFT/MRCI study of electronic excitations in Violaxanthin and Zeaxanthin. Chemical Physics,
2013, 415, 247-255. 0.9 23

1747 Formation and characterization of thioglycolic acidâ€“silver cluster complexes. Dalton Transactions,
2013, 42, 8328. 1.6 13

1748 Fullerene C70 characterization by 13C NMR and the importance of the solvent and dynamics in spectral
simulations. Physical Chemistry Chemical Physics, 2013, 15, 9223. 1.3 30

1749 Evolution of Electric Dipole (Hyper)polarizabilities of Î²-Strand Polyglycine Single Chains: An ab Initio
and DFT Theoretical Study. Journal of Physical Chemistry A, 2013, 117, 5184-5194. 1.1 12

1750 Photophysical Properties and Ultrafast Excited-State Dynamics of a New Two-Photon Absorbing
Thiopyranyl Probe. Journal of Physical Chemistry C, 2013, 117, 11941-11952. 1.5 22

1751 Optical signatures of Boron adducts of Oxasmaragdyrin: insights from theory. Molecular Physics,
2013, 111, 1303-1307. 0.8 0

1752
DFT/TDDFT investigation on the electronic structures and photophysical properties of
phosphorescent Ir(iii) complexes with conjugated/non-conjugated carbene ligands. Journal of
Materials Chemistry C, 2013, 1, 3700.

2.7 32



87

Citation Report

# Article IF Citations

1753 The performance of density functional and wavefunction-based methods for 2D and 3D structures of
Au<sub>10</sub>. Journal of Computational Chemistry, 2013, 34, 1975-1981. 1.5 35

1754 Non-covalent interactions and thermochemistry using XDM-corrected hybrid and range-separated
hybrid density functionals. Journal of Chemical Physics, 2013, 138, 204109. 1.2 130

1755 On the Metric of Charge Transfer Molecular Excitations: A Simple Chemical Descriptor. Journal of
Chemical Theory and Computation, 2013, 9, 3118-3126. 2.3 335

1756
Theoretical Study of Torsional Disorder in Poly(3-alkylthiophene) Single Chains: Intramolecular
Charge-Transfer Character and Implications for Photovoltaic Properties. Journal of Physical
Chemistry A, 2013, 117, 3869-3876.

1.1 23

1757 Firefly luciferin as a multifunctional chemiluminescence molecule. Photochemical and
Photobiological Sciences, 2013, 12, 1615-1621. 1.6 7

1758 Conjugated linker correlated energetics and kinetics in dithienopyrrole dye-sensitized solar cells.
Energy and Environmental Science, 2013, 6, 1604. 15.6 58

1759 Confinement Effects on UVâ€“Visible Absorption Spectra: Î²-Carotene Inside Carbon Nanotube as a Test
Case. Journal of Physical Chemistry Letters, 2013, 4, 1239-1243. 2.1 22

1760 Recent advances in the use of density functional theory to design efficient solar energy-based
renewable systems. Journal of Renewable and Sustainable Energy, 2013, 5, . 0.8 12

1761
Spectroscopic and molecular structure (monomeric and dimeric structure) investigation of
2-[(2-hydroxyphenyl) carbonyloxy] benzoic acid by DFT method: A combined experimental and
theoretical study. Journal of Molecular Structure, 2013, 1038, 145-162.

1.8 51

1762 Highly accurate incremental CCSD(T) calculations on aqua- and amine-complexes. Molecular Physics,
2013, 111, 1161-1172. 0.8 8

1763
Theoretical study on optical and electronic properties of bipolar molecules with 1,8-naphthalimide
and triphenylamine moieties as organic light-emitting materials. Journal of Molecular Graphics and
Modelling, 2013, 42, 120-128.

1.3 11

1764
Porphyrins Fused with Strongly Electron-Donating 1,3-Dithiol-2-ylidene Moieties: Redox Control by
Metal Cation Complexation and Anion Binding. Journal of the American Chemical Society, 2013, 135,
10852-10862.

6.6 58

1765 Tuning Structural and Optical Properties of Thiolate-Protected Silver Clusters by Formation of a
Silver Core with Confined Electrons. Journal of Physical Chemistry C, 2013, 117, 14824-14831. 1.5 34

1766 Photochemical Steps in the Prebiotic Synthesis of Purine Precursors from HCN. Angewandte Chemie -
International Edition, 2013, 52, 8000-8003. 7.2 37

1767 1,3,2-Benzodiazaboroles with 1,3-Pentafluorophenyl and Tetrafluoropyridyl Substituents as Building
Blocks in Luminescent Compounds. European Journal of Inorganic Chemistry, 2013, 2013, 4268-4279. 1.0 10

1768 An unusual thiazolo[5,4-d]thiazole sensitizer for dye-sensitized solar cells. Tetrahedron Letters, 2013,
54, 3944-3948. 0.7 11

1769 Oxadiazole- and triazole-based highly-efficient thermally activated delayed fluorescence emitters for
organic light-emitting diodes. Journal of Materials Chemistry C, 2013, 1, 4599. 2.7 304

1770 First Principles Studies of the Vibrationally Resolved Magnetic Circular Dichroism Spectra of
Biphenylene. Journal of Chemical Theory and Computation, 2013, 9, 1557-1567. 2.3 19



88

Citation Report

# Article IF Citations

1771 Mechanism of AMPPD Chemiluminescence in a Different Voice. Journal of Chemical Theory and
Computation, 2013, 9, 2300-2312. 2.3 44

1772 Boranil and Related NBO Dyes: Insights From Theory. Journal of Chemical Theory and Computation,
2013, 9, 3127-3135. 2.3 74

1773 Small Optical Gap Molecules and Polymers: Using Theory to Design More Efficient Materials for
Organic Photovoltaics. Topics in Current Chemistry, 2013, 352, 1-38. 4.0 14

1774 Mechanistic study of the unimolecular decomposition of 1,2â€•dioxetanedione. Journal of Physical
Organic Chemistry, 2013, 26, 659-663. 0.9 15

1775 Experimental and theoretical study of the spectral behavior of Trypan Blue in various solvents.
Journal of Molecular Structure, 2013, 1040, 1-8. 1.8 10

1776 RELATIONSHIPS BETWEEN DIFFERENT-ORDER POLARIZABILITIES AND GROUND STATE DIPOLE MOMENT.
Journal of Theoretical and Computational Chemistry, 2013, 12, 1250099. 1.8 20

1777 Theoretical study of the efficient fluorescence quenching process of the firefly luciferin. Journal of
Photochemistry and Photobiology A: Chemistry, 2013, 266, 47-54. 2.0 11

1778 Excitation Spectra Argue for Threadlike Shape of DNA-Stabilized Silver Fluorescent Clusters. Journal
of Physical Chemistry C, 2013, 117, 18681-18687. 1.5 54

1779 The effect of secondary structures on the NLO properties of single chain oligopeptides: a comparison
between Î²-strand and Î±-helix polyglycines. Physical Chemistry Chemical Physics, 2013, 15, 12958. 1.3 12

1780
Understanding the photophysical properties of coumarin-based Pluronicâ€“silica (PluS) nanoparticles
by means of time-resolved emission spectroscopy and accurate TDDFT/stochastic calculations.
Physical Chemistry Chemical Physics, 2013, 15, 12360.

1.3 31

1781
Spectroscopic behavior of loratadine and desloratadine in different aqueous media conditions
studied by means of TD-DFT calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2013, 115, 250-258.

2.0 4

1782 Orbital Analysis and Excited-State Calculations in an Energy-Based Fragmentation Method. Journal of
Chemical Theory and Computation, 2013, 9, 3350-3363. 2.3 9

1783 Aromatic ring size effects on the photophysics and photochemistry of styrylbenzothiazole.
Photochemical and Photobiological Sciences, 2013, 12, 1220-1231. 1.6 14

1784
Organic sensitizers incorporating 3,4-ethylenedioxythiophene as the conjugated bridge: Joint
photophysical and electrochemical analysis of photovoltaic performance. Dyes and Pigments, 2013, 99,
176-184.

2.0 17

1785 Computational Design of Two-Photon Fluorescent Probes for a Zinc Ion Based on a Salen Ligand.
Inorganic Chemistry, 2013, 52, 5702-5713. 1.9 25

1786 Experimental and theoretical investigation of optical nonlinearities in (nitrovinyl)-1H-pyrazole
derivative. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 105, 483-487. 2.0 17

1787 Assessment of the Performance of Long-Range-Corrected Density Functionals for Calculating the
Absorption Spectra of Silver Clusters. Journal of Physical Chemistry A, 2013, 117, 4267-4278. 1.1 47

1788
Relativistic Density Functional Calculations of Hyperfine Coupling with Variational versus
Perturbational Treatment of Spinâ€“Orbit Coupling. Journal of Chemical Theory and Computation, 2013,
9, 1932-1948.

2.3 46



89

Citation Report

# Article IF Citations

1789 Photodynamics of Schiff Base Salicylideneaniline: Trajectory Surface-Hopping Simulations. Journal of
Physical Chemistry A, 2013, 117, 4574-4583. 1.1 78

1790 The effects of various anchoring groups on optical and electronic properties ofÂ dyes in dye-sensitized
solar cells. Dyes and Pigments, 2013, 99, 29-35. 2.0 54

1791 Performance of density functional theory in computing nonresonant vibrational
(hyper)polarizabilities. Journal of Computational Chemistry, 2013, 34, 1775-1784. 1.5 46

1792
Which density functional is close to CCSD accuracy to describe geometry and interaction energy of
small noncovalent dimers? A benchmark study using Gaussian09. Journal of Computational Chemistry,
2013, 34, 1341-1353.

1.5 108

1793 Theoretical studies on the effect of substituent in the proton transfer reaction of 4-substituted
pyrazoles. Computational and Theoretical Chemistry, 2013, 1008, 67-73. 1.1 17

1794 Modeling catalytic promiscuity in the alkaline phosphatase superfamily. Physical Chemistry Chemical
Physics, 2013, 15, 11160. 1.3 46

1795 TD-DFT benchmarks: A review. International Journal of Quantum Chemistry, 2013, 113, 2019-2039. 1.0 938

1796 Tuning Photophysical Properties and Improving Nonlinear Absorption of Pt(II) Diimine Complexes with
Extended Ï€-Conjugation in the Acetylide Ligands. Journal of Physical Chemistry A, 2013, 117, 1907-1917. 1.1 37

1797 Synthesis, characterization and optical properties of low nuclearity liganded silver clusters:
Ag31(SG)19 and Ag15(SG)11. Nanoscale, 2013, 5, 5637. 2.8 83

1798
Benzo[<i>c</i>]thiophene Chromophores Linked to Cationic Fe and Ru Derivatives for NLO Materials:
Synthesis Characterization and Quadratic Hyperpolarizabilities. European Journal of Inorganic
Chemistry, 2013, 2013, 3506-3517.

1.0 9

1799 CH Stretching Region: Computational Modeling of Vibrational Optical Activity. Journal of Chemical
Theory and Computation, 2013, 9, 3096-3108. 2.3 29

1800 Spectroscopy of Donorâˆ’Ï€â€“Acceptor Porphyrins for Dye-Sensitized Solar Cells. Journal of Physical
Chemistry C, 2013, 117, 13357-13364. 1.5 36

1801 Theoretical studies on structures and electronic spectra of linear free radicals CnH (n=5â€“12).
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 101, 283-293. 2.0 2

1802 Single-Molecule Piezoelectric Deformation: Rational Design from First-Principles Calculations.
Journal of Physical Chemistry C, 2013, 117, 16783-16790. 1.5 21

1803 On the Absolute Configuration of Chiral 1,4-Dihydropyridazines Synthesized by Organocatalysed
Reactions. Journal of Organic Chemistry, 2013, 78, 11670-11679. 1.7 7

1804 Ultrafast spectroscopy of linear carbon chains: the case of dinaphthylpolyynes. Physical Chemistry
Chemical Physics, 2013, 15, 9384. 1.3 15

1805
Quantum Monte Carlo Study of Ï€-Bonded Transition Metal Organometallics: Neutral and Cationic
Vanadiumâ€“Benzene and Cobaltâ€“Benzene Half Sandwiches. Journal of Chemical Theory and
Computation, 2013, 9, 390-400.

2.3 21

1806 Supramolecular step in design of nonlinear optical materials: Effect of <i>Ï€</i>â€¦<i>Ï€</i> stacking
aggregation on hyperpolarizability. Journal of Chemical Physics, 2013, 139, 094310. 1.2 77



90

Citation Report

# Article IF Citations

1807
Stereochemistry of the Tadalafil Diastereoisomers: A Critical Assessment of Vibrational Circular
Dichroism, Electronic Circular Dichroism, and Optical Rotatory Dispersion. Journal of Medicinal
Chemistry, 2013, 56, 8903-8914.

2.9 54

1808

Solvated Charge Transfer States of Functionalized Anthracene and Tetracyanoethylene Dimers: A
Computational Study Based on a Range Separated Hybrid Functional and Charge Constrained
Self-Consistent Field with Switching Gaussian Polarized Continuum Models. Journal of Chemical
Theory and Computation, 2013, 9, 1125-1131.

2.3 71

1809 Binding Interactions in Dimers of Phenalenyl and Closed-Shell Analogues. Journal of Physical
Chemistry A, 2013, 117, 3642-3649. 1.1 35

1810 Revealing Spectral Features in Two-Photon Absorption Spectrum of Hoechst 33342: A Combined
Experimental and Quantum-Chemical Study. Journal of Physical Chemistry B, 2013, 117, 12013-12019. 1.2 22

1811 Computational and Experimental Investigations into the Conformations of Cyclic Tetra-Î±/Î²-peptides.
Journal of Physical Chemistry B, 2013, 117, 8122-8134. 1.2 19

1812 <i>In Silico</i> Study of Molecular-Engineered Nanodevices: A Lockable Light-Driven Motor in
Dichloromethane Solution. Journal of Physical Chemistry Letters, 2013, 4, 3885-3890. 2.1 7

1813 Synthesis of the Natural Product Building Block 5â€•(3â€•Bromophenyl)â€•4â€•hydroxyâ€•5â€•methylhexanâ€•2â€•one and its
Chiral Characterization by Using Chiroptical Spectroscopy. ChemPhysChem, 2013, 14, 3255-3262. 1.0 2

1814 Photoinduced charge transfer processes of zinc porphyrin derivatives for dye-sensitized solar cells.
Chemical Research in Chinese Universities, 2013, 29, 974-981. 1.3 4

1815 Triphos Iridium(III) Halide Complex Photochemistry: Triphos Arm Dissociation. Inorganic Chemistry,
2013, 52, 12645-12654. 1.9 6

1816 Quantum Chemical and Kinetics Study of the Thermal Gas Phase Decomposition of 2-Chloropropene.
Journal of Physical Chemistry A, 2013, 117, 10218-10227. 1.1 9

1817 Binding in Radical-Solvent Binary Complexes: Benchmark Energies and Performance of Approximate
Methods. Journal of Chemical Theory and Computation, 2013, 9, 1568-1579. 2.3 46

1818 Amyloid Fibril-Induced Structural and Spectral Modifications in the Thioflavin-T Optical Probe.
Journal of Physical Chemistry Letters, 2013, 4, 70-77. 2.1 29

1819 Theoretical investigation of the isomerisation of merocyanine. Molecular Physics, 2013, 111, 1574-1579. 0.8 12

1820 Carbon X-ray absorption spectra of fluoroethenes and acetone: A study at the coupled cluster,
density functional, and static-exchange levels of theory. Journal of Chemical Physics, 2013, 138, 124311. 1.2 53

1821
Mechanistic and Computational Studies of Exocyclic Stereocontrol in the Synthesis of Bryostatin-like
<i>Cis-</i>2,6-Disubstituted 4-Alkylidenetetrahydropyrans by Prins Cyclization. Journal of Organic
Chemistry, 2013, 78, 104-115.

1.7 12

1822 Catalytic Mechanism of 5-Chlorohydroxyhydroquinone Dehydrochlorinase from the YCII Superfamily
of Largely Unknown Function. Journal of Biological Chemistry, 2013, 288, 28447-28456. 1.6 7

1823 Assessment of Density Functional Methods for Obtaining Geometries at Conical Intersections in
Organic Molecules. Journal of Chemical Theory and Computation, 2013, 9, 4526-4541. 2.3 63

1824 Enabling Forbidden Processes: Quantum and Solvation Enhancement of Nitrate Anion UV Absorption.
Journal of Physical Chemistry A, 2013, 117, 12868-12877. 1.1 37



91

Citation Report

# Article IF Citations

1825 Role of Geometric Distortion and Polarization in Localizing Electronic Excitations in Conjugated
Polymers. Journal of Chemical Theory and Computation, 2013, 9, 1144-1154. 2.3 50

1826 Circular Dichroism and Optical Rotation of Lactamide and 2-Aminopropanol in Aqueous Solution.
Journal of Physical Chemistry B, 2013, 117, 5136-5147. 1.2 16

1827 A theoretical study of the photochemistry of indigo in its neutral and dianionic (leucoindigo) forms.
Physical Chemistry Chemical Physics, 2013, 15, 20236. 1.3 37

1828 Combining spin-adapted open-shell TD-DFT with spinâ€“orbit coupling. Molecular Physics, 2013, 111,
3741-3755. 0.8 85

1829 Modeling opto-electronic properties of a dye molecule in proximity of a semiconductor nanoparticle.
Journal of Chemical Physics, 2013, 139, 024105. 1.2 16

1830 Electronic Structure of 1,2-Dihydro[1,3,2]diazaborolo[1,5-a]pyridine in Comparison with the Parent
Isoindole. European Journal of Inorganic Chemistry, 2013, 2013, 5672-5678. 1.0 6

1831 An accurate and linear-scaling method for calculating charge-transfer excitation energies and
diabatic couplings. Journal of Chemical Physics, 2013, 138, 054101. 1.2 67

1832
Structure-property relationships for three indoline dyes used in dye-sensitized solar cells: TDDFT
study of visible absorption and photoinduced charge-transfer processes. Journal of Molecular
Modeling, 2013, 19, 5317-5325.

0.8 18

1833 A Î²-cyclodextrinâ€“resveratrol inclusion complex and the role of geometrical and electronic effects on
its electronic induced circular dichroism. RSC Advances, 2013, 3, 10242. 1.7 19

1834 Selective charge transfer in donor/acceptor systems bridged by TrÃ¶ger base derivatives. Organic
Electronics, 2013, 14, 2564-2572. 1.4 9

1835 The Importance of Electron Correlation on Stacking Interaction of Adenine-Thymine Base-Pair Step in
B-DNA: A Quantum Monte Carlo Study. Journal of Chemical Theory and Computation, 2013, 9, 1081-1086. 2.3 27

1836
Hydrogen Bond and Proton Transport in Acidâ€“Base Complexes and Amphoteric Molecules by Density
Functional Theory Calculations and 1H and 31P Nuclear Magnetic Resonance Spectroscopy. Journal of
Physical Chemistry B, 2013, 117, 16345-16355.

1.2 18

1837
Photoinduced Proton-Coupled Electron Transfer of Hydrogen-Bonded
<i>p</i>-Nitrophenylphenolâ€“Methylamine Complex in Solution. Journal of Physical Chemistry B, 2013,
117, 316-325.

1.2 23

1838 Assessment of Tuning Methods for Enforcing Approximate Energy Linearity in Range-Separated Hybrid
Functionals. Journal of Chemical Theory and Computation, 2013, 9, 4414-4420. 2.3 31

1839 Probing the performances of HISS functionals for the description of excited states of molecular
systems. Theoretical Chemistry Accounts, 2013, 132, 1. 0.5 1

1840 Reactive Pathways in the Chlorobenzeneâ€“Ammonia Dimer Cation Radical: New Insights from
Experiment and Theory. Journal of Physical Chemistry A, 2013, 117, 12429-12437. 1.1 7

1841 Field-dependent ionisation potential by constrained density functional theory. Molecular Physics,
2013, 111, 1456-1461. 0.8 14

1842
Harnessing Fluorescence versus Phosphorescence Branching Ratio in
(Phenyl)<sub><i>n</i></sub>-Bridged (<i>n</i> = 0â€“5) Bimetallic Au(I) Complexes. Journal of Physical
Chemistry C, 2013, 117, 9623-9632.

1.5 53



92

Citation Report

# Article IF Citations

1843 Resonant and Nonresonant Hyperpolarizabilities of Spatially Confined Molecules: A Case Study of
Cyanoacetylene. Journal of Chemical Theory and Computation, 2013, 9, 3463-3472. 2.3 27

1844
An Assessment of RASSCF and TDDFT Energies and Gradients on an Organic Donorâ€“Acceptor Dye
Assisted by Resonance Raman Spectroscopy. Journal of Chemical Theory and Computation, 2013, 9,
543-554.

2.3 38

1845 Hostâ€“Guest Interactions and Orientation of Dyes in the One-Dimensional Channels of Zeolite L.
Langmuir, 2013, 29, 9188-9198. 1.6 44

1846
Formation of N-Heterocyclic Carbeneâ€“Boryl Radicals through Electrochemical and Photochemical
Cleavage of the Bâ€“S bond in N-Heterocyclic Carbeneâ€“Boryl Sulfides. Journal of the American Chemical
Society, 2013, 135, 16938-16947.

6.6 57

1847 Direct Evidence of Torsional Motion in an Aggregation-Induced Emissive Chromophore. Journal of
Physical Chemistry C, 2013, 117, 27161-27166. 1.5 46

1848 Appropriate description of intermolecular interactions in the methane hydrates: An assessment of DFT
methods. Journal of Computational Chemistry, 2013, 34, 121-131. 1.5 111

1849 Composition of uranium oxide particles related to TOF-SIMS ion distributions. Surface and Interface
Analysis, 2013, 45, 545-548. 0.8 7

1850 14 Description of excited states in photocatalysis with theoretical methods. , 2013, , 263-294. 2

1851 Multidimensional x-ray spectroscopy of valence and core excitations in cysteine. Journal of Chemical
Physics, 2013, 138, 144303. 1.2 23

1852
Assessment of charge-transfer excitations with time-dependent, range-separated density functional
theory based on long-range MP2 and multiconfigurational self-consistent field wave functions.
Journal of Chemical Physics, 2013, 139, 184308.

1.2 39

1853 Communication: Nuclear quadrupole moment-induced Cotton-Mouton effect in noble gas atoms.
Journal of Chemical Physics, 2013, 139, 181102. 1.2 13

1854 A density functional theory study of magneto-electric Jones birefringence of noble gases, furan
homologues, and mono-substituted benzenes. Journal of Chemical Physics, 2013, 139, 194311. 1.2 1

1855
Influence of the CH/Ï€ hydrogen bond on the enhancement of circular dichroism (CD) amplitude of
5,7-diene steroids: ergosterol, lumisterol, pirocarciferol, isopirocarciferol and structurally related
cyclohexadienes. New Journal of Chemistry, 2013, 37, 2082.

1.4 3

1856 Non-additivity of polarizabilities and van der Waals C6 coefficients of fullerenes. Journal of Chemical
Physics, 2013, 138, 114107. 1.2 34

1857
The Role of the Conjugate Bridge in Electronic Structures and Related Properties of
Tetrahydroquinoline for Dye Sensitized Solar Cells. International Journal of Molecular Sciences,
2013, 14, 5461-5481.

1.8 66

1858
Understanding the Electronic Structures and Absorption Properties of Porphyrin Sensitizers YD2 and
YD2-o-C8 for Dye-Sensitized Solar Cells. International Journal of Molecular Sciences, 2013, 14,
20171-20188.

1.8 54

1859 Electronic Structures and Optical Properties of Phenyl C71Butyric Acid Methyl Esters. Journal of
Nanomaterials, 2013, 2013, 1-8. 1.5 3

1860 Identification of Intermediates in Zeoliteâ€•Catalyzed Reactions by In Situ UV/Vis Microspectroscopy and
a Complementary Set of Molecular Simulations. Chemistry - A European Journal, 2013, 19, 16595-16606. 1.7 68



93

Citation Report

# Article IF Citations

1861 Interface dipoles of organic molecules on Ag(111) in hybrid density-functional theory. New Journal of
Physics, 2013, 15, 123028. 1.2 58

1862
Theoretical Study on Cationic Iridium(III) Complexes with a Diphosphane Ligand â€“ Geometry, Electronic
Properties, and Application for Lightâ€•Emitting Electrochemical Cells. European Journal of Inorganic
Chemistry, 2013, 2013, 3370-3383.

1.0 17

1863 The structural and optical properties of the CpTMC60 (TM = Scâ€“Fe) sandwich cluster. Journal of
Physics B: Atomic, Molecular and Optical Physics, 2013, 46, 035101. 0.6 3

1864 Assignment of the Q-Bands of the Chlorophylls: Coherence Loss via Qx âˆ’ Qy Mixing. Scientific Reports,
2013, 3, 2761. 1.6 110

1865 Computing UV/vis spectra from the adiabatic and vertical Franck-Condon schemes with the use of
Cartesian and internal coordinates. Journal of Chemical Physics, 2013, 139, 234108. 1.2 40

1866
Multireference configuration interaction theory using cumulant reconstruction with internal
contraction of density matrix renormalization group wave function. Journal of Chemical Physics,
2013, 139, 044118.

1.2 105

1867 Nonlinear light scattering in molecules triggered by an impulsive x-ray Raman process. Physical Review
A, 2013, 87, 53826. 1.0 9

1868
Bisâ€•Î¼â€•oxo and Î¼â€•Î·<sup>2</sup>:Î·<sup>2</sup>â€•peroxo dicopper complexes studied within (timeâ€•dependent)
densityâ€•functional and manyâ€•body perturbation theory. Journal of Computational Chemistry, 2013, 34,
1035-1045.

1.5 29

1869 Fragmentations of [Mâ€“H]<sup>â€“</sup> anions of peptides containing Ser sulfate. A joint experimental
and theoretical study. Rapid Communications in Mass Spectrometry, 2013, 27, 2287-2296. 0.7 4

1870
Electronic states of thiophene/phenylene co-oligomers: Extreme-ultra violet excited photoelectron
spectroscopy observations and density functional theory calculations. Journal of Applied Physics,
2013, 113, 083710.

1.1 14

1871
Theoretical and Experimental Study of Photophysical Characteristics between
Poly(9,9â€•dioctylfluorene) and Poly(9,9â€•dioctylfluoreneâ€•cobenzothiadiazole). Chinese Journal of
Chemical Physics, 2013, 26, 387-392.

0.6 0

1872
Fragmentations of [Mâ€‰âˆ’â€‰H]<sup>âˆ’</sup> anions of peptides containing tyrosine sulfate. Does the
sulfate group rearrange? A joint experimental and theoretical study. Rapid Communications in Mass
Spectrometry, 2013, 27, 1135-1142.

0.7 5

1873 Solvent effects on nonlinear optical response of certain tetrammineruthenium(II) complexes of
modified 1,10-phenanthrolines. Canadian Journal of Chemistry, 2013, 91, 1303-1309. 0.6 37

1874
Watching energy transfer in metalloporphyrin heterodimers using stimulated X-ray Raman
spectroscopy. Proceedings of the National Academy of Sciences of the United States of America, 2013,
110, 15597-15601.

3.3 42

1875 Asymptotic correction schemes for semilocal exchange-correlation functionals. Physical Review A,
2013, 87, . 1.0 10

1876 Reliable modeling of the electronic spectra of realistic uranium complexes. Journal of Chemical
Physics, 2013, 139, 034301. 1.2 37

1877 Electronic excitations from a linear-response range-separated hybrid scheme. Molecular Physics, 2013,
111, 1219-1234. 0.8 23

1878

Valence excitation energies of alkenes, carbonyl compounds, and azabenzenes by time-dependent
density functional theory: Linear response of the ground state compared to collinear and
noncollinear spin-flip TDDFT with the Tamm-Dancoff approximation. Journal of Chemical Physics, 2013,
138, 134111.

1.2 62



94

Citation Report

# Article IF Citations

1879 A benchmark study of DFT methods on the electronic properties of lanthanofullerenes: a case study
of Ce@C2v(9)-C82 anion. RSC Advances, 2013, 3, 26252. 1.7 2

1880 Electronic transitions in liquid amides studied by using attenuated total reflection far-ultraviolet
spectroscopy and quantum chemical calculations. Journal of Chemical Physics, 2013, 139, 154301. 1.2 41

1881 Experimental and theoretical study of electronic structure of lutetium bi-phthalocyanine. Journal of
Chemical Physics, 2013, 138, 234701. 1.2 15

1882 Functional derivatives of meta-generalized gradient approximation (meta-GGA) type
exchange-correlation density functionals. Journal of Chemical Physics, 2013, 138, 244108. 1.2 31

1883 A simplified Tamm-Dancoff density functional approach for the electronic excitation spectra of very
large molecules. Journal of Chemical Physics, 2013, 138, 244104. 1.2 242

1884

Exploring the atmospheric chemistry of
O&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;SO&amp;lt;sub&amp;gt;3&amp;lt;/sub&amp;gt;&amp;lt;sup&amp;gt;âˆ’&amp;lt;/sup&amp;gt;
and assessing the maximum turnover number of ion-catalysed
H&amp;lt;sub&amp;gt;2&amp;lt;/sub&amp;gt;SO&amp;lt;sub&amp;gt;4&amp;lt;/sub&amp;gt; formation.
Atmospheric Chemistry and Physics, 2013, 13, 3695-3703.

1.9 24

1885
Photophysical Properties and Conformational Effects on the Circular Dichroism of an
Azobenzeneâ€“Cyclodextrin [1]Rotaxane and Its Molecular Components. Chemistry - A European Journal,
2013, 19, 3131-3138.

1.7 26

1886 Comparative Study of Photochromic Ferroceneâ€•Conjugated Dimethyldihydropyrene Derivatives.
Chemistry - A European Journal, 2013, 19, 17314-17327. 1.7 34

1887 Probing Rapidlyâ€•Ionizing Superâ€•Atom Molecular Orbitals in C<sub>60</sub>: A Computational and
Femtosecond Photoelectron Spectroscopy Study. ChemPhysChem, 2013, 14, 3332-3340. 1.0 29

1888 How do Pseudoenantiomers Structurally Differ in the Gas Phase? An IR/UV Spectroscopy Study of
Jetâ€•Cooled Hydroquinine and Hydroquinidine. ChemPhysChem, 2013, 14, 3559-3568. 1.0 16

1889 H<sub>2</sub>Sâ€•Mediated Thermal and Photochemical Methane Activation. ChemPhysChem, 2013, 14,
3960-3970. 1.0 9

1891
Interplay of Î±,Î±â€• versus Î±,Î²â€•Conjugation in the Excited States and Charged Defects of Branched
Oligothiophenes as Models for Dendrimeric Materials. Chemistry - A European Journal, 2013, 19,
17165-17171.

1.7 8

1892 Interaction of selected gases with zinc phthalocyanine thin films: theoretical and experimental
studies. EPJ Applied Physics, 2013, 64, 10202. 0.3 8

1893
Incorporation of Thiadiazole Derivatives as Ï€-Spacer to Construct Efficient Metal-free Organic Dye
Sensitizers for Dye-sensitized Solar Cells: A Theoretical Study. Communications in Computational
Chemistry, 2013, 1, 152-170.

1.0 41

1894
Solvation Effects on the Static and Dynamic First-Order Electronic and Vibrational
Hyperpolarizabilities of Uracil: A Polarized Continuum Model Investigation. Scientific World Journal,
The, 2013, 2013, 1-7.

0.8 2

1895 Benchmark Study on the Smallest Bimolecular Nucleophilic Substitution Reaction: Hâˆ’+CH4 â†’CH4+Hâˆ’.
Molecules, 2013, 18, 7726-7738. 1.7 2

1896 Computational engineering of low bandgap copolymers. Frontiers in Chemistry, 2013, 1, 35. 1.8 59

1897 Effect of Electronic Acceptor Segments on Photophysical Properties of Low-Band-Gap Ambipolar
Polymers. Scientific World Journal, The, 2013, 2013, 1-8. 0.8 2



95

Citation Report

# Article IF Citations

1898
Static and Dynamic Electronic (Hyper)polarizabilities of Dimethylnaphthalene Isomers:
Characterization of Spatial Contributions by Density Analysis. Scientific World Journal, The, 2013,
2013, 1-9.

0.8 12

1900 Refractive Index Dispersion and Anisotropic Group Refractive Indices of Rubrene Crystals.
Transactions of the Materials Research Society of Japan, 2013, 38, 301-304. 0.2 2

1901 On the Importance of Water Molecules in the Theoretical Study of Polyphenols Reactivity toward
Superoxide Anion. Journal of Theoretical Chemistry, 2014, 2014, 1-9. 1.5 7

1902 Synthesis and Photophysical Property Studies of the 2,6,8-Triaryl-4-(phenylethynyl)quinazolines.
Molecules, 2014, 19, 795-818. 1.7 26

1903 One-pot three-component synthesis and photophysical characteristics of novel triene merocyanines.
Beilstein Journal of Organic Chemistry, 2014, 10, 599-612. 1.3 13

1904 Investigation on Excited-State Photophysical Characteristics of Low Bandgap Polymer APFO3. Chinese
Journal of Chemical Physics, 2014, 27, 109-114. 0.6 5

1905 Photochemical Deactivation Process of HCFC-133a (C<sub>2</sub>H<sub>2</sub>F<sub>3</sub>Cl): A
Nonadiabatic Dynamics Study. Journal of Physical Chemistry A, 2014, 118, 12041-12049. 1.1 15

1906 Static second hyperpolarizability of Î› shaped alkaline earth metal complexes. Journal of Theoretical
and Computational Chemistry, 2014, 13, 1450039. 1.8 7

1907 Encapsulation kinetics and dynamics of carbon monoxide in clathrate hydrate. Nature
Communications, 2014, 5, 4128. 5.8 62

1908 A benchmark study of electronic excitation energies, transition moments, and excited-state energy
gradients on the nicotine molecule. Journal of Chemical Physics, 2014, 141, 224114. 1.2 23

1909 Conductance of single microRNAs chains related to the autism spectrum disorder. Europhysics
Letters, 2014, 107, 68006. 0.7 11

1910 Formation of relaxed charge-transfer excitons in donorâ€“acceptor-type polymer solar cells. Japanese
Journal of Applied Physics, 2014, 53, 05HB12. 0.8 6

1911 Judging Density-Functional Approximations: Some Pitfalls of Statistics. Topics in Current Chemistry,
2014, , 81-95. 4.0 10

1913 Assessment of theoretical procedures for a diverse set of isomerization reactions involving
double-bond migration in conjugated dienes. Chemical Physics, 2014, 441, 166-177. 0.9 49

1914 A computational study of hexachlorobenzene-soil organic matter-interactions. Journal of Theoretical
and Computational Chemistry, 2014, 13, 1450009. 1.8 6

1916 First principles study of the structural, electronic, and transport properties of triarylamine-based
nanowires. Journal of Chemical Physics, 2014, 140, 074301. 1.2 11

1917 The relative energies of polypeptide conformers predicted by linear scaling second-order
MÃ¸ller-Plesset perturbation theory. Science China Chemistry, 2014, 57, 1393-1398. 4.2 12

1918 Application of long-range corrected density-functional theory to excess electron attachment to
biomolecules. Computational and Theoretical Chemistry, 2014, 1046, 99-106. 1.1 13



96

Citation Report

# Article IF Citations

1919
Structural and Spectroscopic Characterization of
1-(5-Bromothiophen-2-yl)-3-(4-nitrophenyl)prop-2-en-1-one: An Analysis of Electronic and NLO
Properties. Acta Physica Polonica A, 2014, 126, 679-688.

0.2 7

1920 Assessment of density-functionals for describing the Xâˆ’ + CH3ONO2 gas-phase reactions with X = F,
OH, CH2CN. Physical Chemistry Chemical Physics, 2014, 16, 26769-26778. 1.3 11

1921 Symmetry-adapted perturbation theory with Kohn-Sham orbitals using non-empirically tuned,
long-range-corrected density functionals. Journal of Chemical Physics, 2014, 140, 044108. 1.2 30

1922 Nuclear spin circular dichroism. Journal of Chemical Physics, 2014, 140, 134103. 1.2 20

1923 Nonlinear Spectroscopy of Core and Valence Excitations Using Short X-Ray Pulses: Simulation
Challenges. Topics in Current Chemistry, 2014, 368, 273-345. 4.0 30

1924 Electronic Structure of Covalently Linked Zinc Bacteriochlorin Molecular Arrays: Insights into
Molecular Design for NIR Light Harvesting. Journal of Physical Chemistry A, 2014, 118, 9901-9913. 1.1 10

1925 Computational Modeling of Photoexcitation in DNA Single and Double Strands. Topics in Current
Chemistry, 2014, 356, 89-122. 4.0 8

1926 Carbon Dioxide Capture with the Ozone-like Polynitrogen Molecule Li<sub>3</sub>N<sub>3</sub>.
Journal of Physical Chemistry A, 2014, 118, 12256-12261. 1.1 5

1927 A combined MD/QM and experimental exploration of conformational richness in branched
oligothiophenes. Physical Chemistry Chemical Physics, 2014, 16, 24841-24852. 1.3 13

1928
Supra-molecular assembly of aromatic proton sponges to direct the crystallization of
extra-large-pore zeotypes. Proceedings of the Royal Society A: Mathematical, Physical and Engineering
Sciences, 2014, 470, 20140107.

1.0 7

1929
Description of plasmon-like band in silver clusters: The importance of the long-range Hartree-Fock
exchange in time-dependent density-functional theory simulations. Journal of Chemical Physics, 2014,
141, 144302.

1.2 28

1930 Structureâ€“Property Relationships in an Iridium(III) Bis(Terpyridine) Complex with Extended Conjugated
Side chains. Journal of Physical Chemistry A, 2014, 118, 12137-12148. 1.1 5

1931 Enhancement in SERS intensities of azo dyes adsorbed on ZnO by plasma treatment. Journal of Raman
Spectroscopy, 2014, 45, 332-337. 1.2 13

1932 Comparison of van der Waals corrected and sparse-matter density functionals for the metal-free
phthalocyanine/gold interface. Physical Review B, 2014, 89, . 1.1 38

1933 Oligotriarylamines with a Pyrene Core: A Multicenter Strategy for Enhancing Radical Cation and
Dication Stability and Tuning Spin Distribution. Chemistry - A European Journal, 2014, 20, 17454-17465. 1.7 32

1934 Analysis of nonlinear optical properties in donorâ€“acceptor materials. Journal of Chemical Physics,
2014, 140, 184308. 1.2 32

1935 TDDFT Assessment of Functionals for Optical 0â€“0 Transitions in Small Radicals. Journal of Physical
Chemistry A, 2014, 118, 11033-11046. 1.1 15

1936 Unveiling the mechanism of selective gate-driven diffusion of CO2 over N2 in MFU-4 metalâ€“organic
framework. Dalton Transactions, 2014, 43, 9612-9619. 1.6 22



97

Citation Report

# Article IF Citations

1937 Combined Experimental and Theoretical Study of Efficient and Ultrafast Energy Transfer in a
Molecular Dyad. Journal of Physical Chemistry C, 2014, 118, 23476-23486. 1.5 29

1938 Time-, frequency-, and wavevector-resolved x-ray diffraction from single molecules. Journal of
Chemical Physics, 2014, 140, 204311. 1.2 29

1939 DFT assessment of the spectroscopic constants and absorption spectra of neutral and charged
diatomic species of group 11 and 14 elements. Journal of Computational Chemistry, 2014, 35, 1762-1777. 1.5 2

1940 Wavefunction in Density Functional Theory Embedding for Excited States: Which Wavefunctions,
which Densities?. ChemPhysChem, 2014, 15, 3205-3217. 1.0 60

1941 Molecular structure, spectroscopic (FT-IR and UV-Vis) and DFT quantum-chemical studies on
2-[(2,4-Dimethylphenyl)iminomethyl]-6-methylphenol. Molecular Physics, 2014, 112, 1553-1565. 0.8 25

1942 Quantum-chemical Ab Initio Calculations on the Donorâ€“Acceptor Complex Pyridineâ€“Borabenzene
(C5H5Nâ€“BC5H5). Australian Journal of Chemistry, 2014, 67, 266. 0.5 6

1943 Mechanistic photodecarboxylation of pyruvic acid: Excited-state proton transfer and three-state
intersection. Journal of Chemical Physics, 2014, 141, 154311. 1.2 44

1944 Resolutions of the Coulomb operator: VIII. Parallel implementation using the modern programming
language X10. Journal of Computational Chemistry, 2014, 35, 2056-2069. 1.5 0

1945 Density functional theory study of pure octupolar porphyrazines with second-order nonlinear
optical activity. Journal of Porphyrins and Phthalocyanines, 2014, 18, 715-720. 0.4 1

1946 Can Short- and Middle-Range Hybrids Describe the Hyperpolarizabilities of Long-Range Charge-Transfer
Compounds?. Journal of Physical Chemistry A, 2014, 118, 11787-11796. 1.1 52

1947
Ultrafast photo-induced nuclear relaxation of a conformationally disordered conjugated polymer
probed with transient absorption and femtosecond stimulated Raman spectroscopies. Journal of
Chemical Physics, 2014, 141, 044201.

1.2 36

1948 Kinetics of radicalâ€•molecule reactions in aqueous solution: A benchmark study of the performance of
density functional methods. Journal of Computational Chemistry, 2014, 35, 2019-2026. 1.5 211

1949 Effect of <scp>pH</scp> on elementary steps of dopachrome conversion from firstâ€•principles
calculation. Pigment Cell and Melanoma Research, 2014, 27, 734-743. 1.5 10

1950 Human infrared vision is triggered by two-photon chromophore isomerization. Proceedings of the
National Academy of Sciences of the United States of America, 2014, 111, E5445-54. 3.3 80

1951
Theoretical study on the electronic structures and phosphorescent properties of a series of
iridium(III) complexes with N^C^N-coordinating terdentate ligands. Molecular Physics, 2014, 112,
1824-1830.

0.8 3

1952 Increasing the applicability of density functional theory. IV. Consequences of ionization-potential
improved exchange-correlation potentials. Journal of Chemical Physics, 2014, 140, 18A534. 1.2 64

1953 Communication: Charge-transfer rate constants in zinc-porphyrin-porphyrin-derived dyads: A Fermi
golden rule first-principles-based study. Journal of Chemical Physics, 2014, 141, 121102. 1.2 31

1954
Assessment of density functional theory based Î”SCF (self-consistent field) and linear response methods
for longest wavelength excited states of extended Ï€-conjugated molecular systems. Journal of
Chemical Physics, 2014, 141, 024112.

1.2 39



98

Citation Report

# Article IF Citations

1955 Accurate molecular structures and infrared spectra of trans-2,3-dideuterooxirane, methyloxirane,
and trans-2,3-dimethyloxirane. Journal of Chemical Physics, 2014, 141, 034107. 1.2 57

1956
Accurate density functional theory description of binding constants and NMR chemical shifts of
weakly interacting complexes of C60 with corannulene-based molecular bowls. Journal of
Computational Chemistry, 2014, 35, 181-191.

1.5 16

1957 Assessment of mode-mixing and Herzberg-Teller effects on two-photon absorption and resonance
hyper-Raman spectra from a time-dependent approach. Journal of Chemical Physics, 2014, 140, 094107. 1.2 20

1958 Tuned range-separated hybrid functionals in the symmetry-adapted perturbation theory. Journal of
Chemical Physics, 2014, 141, 134120. 1.2 18

1959

Application of the weak-field asymptotic theory to tunneling ionization of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi
mathvariant="normal">H</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">O</mml:mi></mml:math>. Physical Review A, 2014, 89, .

1.0 26

1960 Theoretical study on S<i><sub>H</sub></i>2 reaction of methyl radical with threeâ€•membered ring.
International Journal of Quantum Chemistry, 2014, 114, 1594-1601. 1.0 1

1962 The Lineshape of the Electronic Spectrum of the Green Fluorescent Protein Chromophore, Part II:
Solution Phase. ChemPhysChem, 2014, 15, 3246-3257. 1.0 27

1963 Density functional theory approach to gold-ligand interactions: Separating true effects from
artifacts. Journal of Chemical Physics, 2014, 140, 244313. 1.2 14

1964 Halogen Bonding from Dispersion-Corrected Density-Functional Theory: The Role of Delocalization
Error. Journal of Chemical Theory and Computation, 2014, 10, 5436-5447. 2.3 100

1965 Highly Twisted 1,2:8,9â€•Dibenzozethrenes: Synthesis, Ground State, and Physical Properties.
ChemPlusChem, 2014, 79, 1549-1553. 1.3 17

1966 Theoretical Chemistry in Belgium. Highlights in Theoretical Chemistry, 2014, , . 0.0 1

1967 Carotenoids as a Shortcut for Chlorophyll Soretâ€•toâ€•Q Band Energy Flow. ChemPhysChem, 2014, 15,
3392-3401. 1.0 29

1968 Density functional theory based generalized effective fragment potential method. Journal of Chemical
Physics, 2014, 140, 244101. 1.2 3

1969 Strong Intermolecular Exciton Couplings in Solidâ€•State Circular Dichroism of Aryl Benzyl Sulfoxides.
Chirality, 2014, 26, 462-470. 1.3 21

1970 A Multifrequency Virtual Spectrometer for Complex Bioâ€•Organic Systems: Vibronic and Environmental
Effects on the UV/Vis Spectrum of Chlorophyll <i>a</i>. ChemPhysChem, 2014, 15, 3355-3364. 1.0 31

1971
A comparative theoretical study on the structural, electronic and nonlinear optical features of
B12N12 and Al12N12 nanoclusters with the groups III, IV and V dopants. Superlattices and
Microstructures, 2014, 76, 264-276.

1.4 57

1972 Dual Charge-Transfer in Rhenium(I) Thioether Substituted Hexaazanaphthalene Complexes. Inorganic
Chemistry, 2014, 53, 13049-13060. 1.9 19

1973 Analytic calculations of hyper-Raman spectra from density functional theory hyperpolarizability
gradients. Journal of Chemical Physics, 2014, 141, 134107. 1.2 12



99

Citation Report

# Article IF Citations

1974 Guanidine and guanidinium cation in the excited stateâ€”theoretical investigation. Journal of Chemical
Physics, 2014, 141, 074307. 1.2 5

1975 Charge-transfer excitations in low-gap systems under the influence of solvation and conformational
disorder: Exploring range-separation tuning. Journal of Chemical Physics, 2014, 141, 084303. 1.2 64

1976 Spectroscopic signatures and structural motifs in isolated and hydrated caffeine: a computational
study. RSC Advances, 2014, 4, 58116-58126. 1.7 7

1977
A designed bithiopheneimide-based conjugated polymer for organic photovoltaic with ultrafast
charge transfer at donor/PC71BM interface: theoretical study and characterization. Physical
Chemistry Chemical Physics, 2014, 16, 25799-25808.

1.3 51

1978 Regioisomeric Effects on the Electronic Features of Indenothiopheneâ€•Bridged Dâ€“Ï€â€•Aâ€²â€“A DSSC
Sensitizers. Chemistry - A European Journal, 2014, 20, 16574-16582. 1.7 21

1979 Molecular ageing: Free radical initiated epimerization of thymopentin â€“ A case study. Journal of
Chemical Physics, 2014, 140, 205102. 1.2 4

1980
Iodinated Al<sup>III</sup>â€•Based Phthalocyanines are Promising Sensitizers for Dyeâ€•Sensitized Solar
Cells; A Theoretical Comparison Between Zn<sup>II</sup>, Mg<sup>II</sup>, and Al<sup>III</sup>â€•Based
Phthalocyanine Sensitizers. ChemPhysChem, 2014, 15, 458-466.

1.0 13

1981 Conductorâ€•like screening model for relaxed excited states: Implementation in the semiempirical
method MSINDO. Journal of Computational Chemistry, 2014, 35, 553-564. 1.5 2

1982 Properties of oligothiophene polycations. Journal of Physical Organic Chemistry, 2014, 27, 867-875. 0.9 2

1983
Application of the Stabilized Koopmansâ€™ Theorem to the Temporary Anion States of Chlorosilanes in
Longâ€•Range Corrected Density Functional Theory. Journal of the Chinese Chemical Society, 2014, 61,
1313-1325.

0.8 2

1984 Excitons in Time-Dependent Density-Functional Theory. Topics in Current Chemistry, 2014, 368, 185-217. 4.0 20

1985 Theoretical Studies on Phosphorescent Materials: The Conjugation-Extended PtII Complexes.
Australian Journal of Chemistry, 2014, 67, 1522. 0.5 3

1986 Multidimensional scattering of attosecond x-ray pulses detected by photon-coincidence. Journal of
Physics B: Atomic, Molecular and Optical Physics, 2014, 47, 124037. 0.6 8

1987 Achieving Improved Solar Absorbance of Small Organic Dyes Featuring Quinoidized Five-Membered
Heterocycles. Materials Research Society Symposia Proceedings, 2014, 1667, 26. 0.1 3

1988 Testing an excited-state energy density functional and the associated potential with the ionization
potential theorem. Journal of Physics B: Atomic, Molecular and Optical Physics, 2014, 47, 115005. 0.6 8

1989 Synthesis, spectral and electrochemical properties of pyrimidine-containing dyes as photosensitizers
for dye-sensitized solar cells. Dyes and Pigments, 2014, 100, 201-214. 2.0 74

1990 Configurational statistics of poly(L-lactide) and poly(DL-lactide) chains. Polymer, 2014, 55, 1901-1911. 1.8 15

1991 Photosensitizing properties of triplet furano and pyrano-1,2-naphthoquinones. Journal of
Photochemistry and Photobiology A: Chemistry, 2014, 276, 16-30. 2.0 16



100

Citation Report

# Article IF Citations

1992 Tautomerism in substituted cyanopyridone: Ultrafast dynamics and TDDFT studies in water. Chemical
Physics Letters, 2014, 600, 1-6. 1.2 1

1993 Computational design of small organic dyes with strong visible absorption by controlled
quinoidization of the thiophene unit. Chemical Physics Letters, 2014, 593, 14-19. 1.2 9

1994
Theoretical study on absorption and emission spectra of size-expanded Janus-type AT nucleobases and
effect of base pairing. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014,
121, 670-677.

2.0 12

1995
Theoretical investigation on the electronic structures and phosphorescent properties of seven
iridium(III) complexes with the different substituted 2-phenylpyridinato ancillary ligand. Chemical
Physics Letters, 2014, 595-596, 260-265.

1.2 7

1996 The Second-Order Polarization Propagator Approximation (SOPPA) method coupled to the polarizable
continuum model. Computational and Theoretical Chemistry, 2014, 1040-1041, 54-60. 1.1 9

1997
Synthesis of symmetric N,O-donor ligands derived from pyridoxal (vitamin B6): DFT studies and
structural features of their binuclear chelate complexes with the oxofilic uranyl and vanadyl(V)
cations. Inorganica Chimica Acta, 2014, 412, 6-14.

1.2 26

1998 Balance of the interfacial interactions of 4,4â€²-bipyridine at Bi(111) surface. Electrochimica Acta, 2014,
120, 86-95. 2.6 15

1999 Theoretical study of the absorption and emission spectra of the anionic p-coumaric methyl ester in
gas phase and in solution. Computational and Theoretical Chemistry, 2014, 1040-1041, 287-294. 1.1 6

2000 Bond overlap population analysis on through-space electron transfer in [3 ]cyclophanes (n= 2 â€“ 5).
Thin Solid Films, 2014, 554, 170-174. 0.8 2

2001 Tuning molecular excitation energy with external forces. Computational and Theoretical Chemistry,
2014, 1040-1041, 106-111. 1.1 12

2002 Comparative theoretical study of the binding of potential cancer-treatment drugs to Checkpoint
kinase 1. Chemical Physics Letters, 2014, 591, 273-276. 1.2 0

2003
Theoretical design of thiazolothiazole-based organic dyes with different electron donors for
dye-sensitized solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2014, 132, 232-238.

2.0 61

2004 Theoretical tuning of the firefly bioluminescence spectra by the modification of oxyluciferin.
Chemical Physics Letters, 2014, 591, 156-160. 1.2 21

2005
A DFT/TD-DFT study of thiazolidinedione derivative in dimethylformamide: Cooperative roles of
hydrogen bondings, electronic and vibrational spectra. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2014, 125, 131-137.

2.0 14

2006
Theoretical investigation of phenothiazineâ€“triphenylamine-based organic dyes with different Ï€
spacers for dye-sensitized solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2014, 123, 282-289.

2.0 25

2007 Theoretical study of the effect of resonance on Ï€â€“Ï€ stacked firefly oxyluciferin dimers. Journal of
Photochemistry and Photobiology A: Chemistry, 2014, 278, 9-13. 2.0 1

2008 Mechanism of addition-fragmentation reaction of thiocarbonyls compounds in free radical
polymerization. A DFT study. Computational and Theoretical Chemistry, 2014, 1027, 39-45. 1.1 11

2009 Theoretical computation of Betain B30 solvatochromism using aÂ Polarizable Continuum Model. Dyes
and Pigments, 2014, 100, 24-31. 2.0 31



101

Citation Report

# Article IF Citations

2010 A Brief Compendium of Time-Dependent Density Functional Theory. Brazilian Journal of Physics, 2014,
44, 154-188. 0.7 84

2011 Selective complexation of alkali metal ions and nanotubular cyclopeptides: a DFT study. Journal of
Inclusion Phenomena and Macrocyclic Chemistry, 2014, 79, 205-214. 0.9 12

2012
The computational and experimental investigations of photophysical and spectroscopic properties of
BF2 dipyrromethene complexes. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2014, 117, 323-329.

2.0 33

2013
Redox and photoisomerisation switching the second-order nonlinear optical properties of a
tetrathiafulvalene derivative across ten stable states: a DFT study. Molecular Physics, 2014, 112,
199-205.

0.8 8

2014
Quantum chemical characterization of N-(2-hydroxybenzylidene)acetohydrazide (HBAH): A detailed
vibrational and NLO analysis. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2014, 117, 78-86.

2.0 56

2015 Coupled cluster, MP2, and DFT study of structures, stabilities, vibrations, and bonding properties of
XXeOH (XÂ =Â F, Cl, Br, and I). Structural Chemistry, 2014, 25, 1013-1022. 1.0 5

2016
Three-color polymorph-dependent luminescence: crystallographic analysis and theoretical study on
excited-state intramolecular proton transfer (ESIPT) luminescence of cyano-substituted
imidazo[1,2-a]pyridine. CrystEngComm, 2014, 16, 3890-3895.

1.3 58

2017 Triplet state photochemistry and the three-state crossing of acetophenone within time-dependent
density-functional theory. Journal of Chemical Physics, 2014, 140, 134305. 1.2 14

2018
Quest for a universal density functional: the accuracy of density functionals across a broad
spectrum of databases in chemistry and physics. Philosophical Transactions Series A, Mathematical,
Physical, and Engineering Sciences, 2014, 372, 20120476.

1.6 599

2019 Efficiency enhancement of black dye-sensitized solar cells by newly synthesized Dâ€“Ï€â€“A coadsorbents:
a theoretical study. Physical Chemistry Chemical Physics, 2014, 16, 9499-9508. 1.3 13

2020
Synthesis of quinoline derivatives containing pyrazole group and investigation of their crystal
structure and spectroscopic properties in relation to acidity and alkalinity of mediums.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 129, 7-13.

2.0 6

2021 A Timeâ€•Dependent DFT Study of the Absorption and Fluorescence Properties of Graphene Quantum
Dots. ChemPhysChem, 2014, 15, 950-957. 1.0 92

2022 Halogen bonds with benzene: An assessment of DFT functionals. Journal of Computational Chemistry,
2014, 35, 386-394. 1.5 73

2023 Geometrical and optical benchmarking of copper guanidineâ€“quinoline complexes: Insights from TDâ€•DFT
and manyâ€•body perturbation theory<sup>â€ </sup>. Journal of Computational Chemistry, 2014, 35, 1-17. 1.5 62

2024 Formation of waterâ€“chlorophyll clusters in dilute samples of chlorophyll-a in ether at low
temperature. Physical Chemistry Chemical Physics, 2014, 16, 2323-2330. 1.3 12

2025 A novel trigeminal zinc porphyrin and corresponding porphyrin monomers for dye-sensitized solar
cells. RSC Advances, 2014, 4, 10439. 1.7 8

2026
Assessing long-range corrected functionals with physically-adjusted range-separated parameters for
calculating the polarizability and the second hyperpolarizability of polydiacetylene and
polybutatriene chains. Physical Chemistry Chemical Physics, 2014, 16, 7083.

1.3 74

2027 Assessment of the global and range-separated hybrids for computing the dynamic second-order
hyperpolarizability of solution-phase organic molecules. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 5



102

Citation Report

# Article IF Citations

2028 Direct visual evidence for chemical mechanism of SERRS of pyrazine adsorbed on Ag nanoparticle via
charge transfer. Vibrational Spectroscopy, 2014, 70, 162-167. 1.2 5

2029
Physicochemical Investigation of the Panchromatic Effect on Î²-Substituted Zn<sup>II</sup>
Porphyrinates for DSSCs: The Role of the Ï€ Bridge between a Dithienylethylene Unit and the
Porphyrinic Ring. Journal of Physical Chemistry C, 2014, 118, 7307-7320.

1.5 27

2030
Different proton transfer channels for the transformation of zwitterionic alanineâ€“(H2O) n=2-4 to
nonzwitterionic alanineâ€“(H2O) n=2-4: a density functional theory study. Journal of Molecular
Modeling, 2014, 20, 2124.

0.8 4

2031 Solvent effects on polarizability and hyperpolarizability of spirobifluorene derivative. Journal of
Molecular Modeling, 2014, 20, 2126. 0.8 8

2032 Structure and electronic properties of azadirachtin. Journal of Molecular Modeling, 2014, 20, 2084. 0.8 8

2033 UVâ€“vis absorption spectrum of a novel Ru(II) complex intercalated in DNA:
[Ru(2,2â€²-bipy)(dppz)(2,2â€²-ArPy)]+. Journal of Molecular Modeling, 2014, 20, 2082. 0.8 16

2034 A computational study of the nonlinear optical properties of carbazole derivatives: theory refines
experiment. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 41

2035 What makes differences between intra- and inter-molecular charge transfer excitations in conjugated
long-chained polyene? EOM-CCSD and LC-BOP study. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 9

2036 Influence of Spiral Framework on Nonlinear Optical Materials. ChemPhysChem, 2014, 15, 929-934. 1.0 10

2038 Phenolâ€“Quinone Tautomerism in (Arylazo)naphthols and the Analogous Schiff Bases: Benchmark
Calculations. Journal of Physical Chemistry A, 2014, 118, 778-789. 1.1 23

2039 Assessment of various density functionals for intermolecular Nâ†’Sn interactions: The test case of
trimethyltin cyanide dimer. Computational and Theoretical Chemistry, 2014, 1036, 31-43. 1.1 7

2040 Helical Carbon Segment in Carbonâ€“Boronâ€“Nitride Heteronanotubes: Structure and Nonlinear Optical
Properties. ChemPlusChem, 2014, 79, 732-736. 1.3 16

2041
Theoretical exploration on switchable NLO response induced by photochromic properties of
covalently connected unsymmetrical spiropyranâ€“polyoxometalate complex. Dyes and Pigments, 2014,
106, 105-110.

2.0 16

2042
Toward an Optomechanical Control of Photoswitches by Tuning Their Spectroscopical Properties:
Structural and Dynamical Insights into Azobenzene. Journal of Chemical Theory and Computation,
2014, 10, 312-323.

2.3 24

2043 Dramatic changes in electronic structure revealed by fractionally charged nuclei. Journal of
Chemical Physics, 2014, 140, 044110. 1.2 26

2044 DFT studies on the tetranuclear cubane complex [Ni4(ampd)4(Cl4)]Â·MeCN. Journal of Structural
Chemistry, 2014, 55, 30-37. 0.3 4

2045 Enhancement of second-order nonlinear optical response in boron nitride nanocone: Li-doped effect.
Journal of Molecular Graphics and Modelling, 2014, 48, 28-35. 1.3 23

2047 Computational study on second-order nonlinear optical properties of a series of axially substituted
zinc porphyrin. Computational and Theoretical Chemistry, 2014, 1027, 26-32. 1.1 7



103

Citation Report

# Article IF Citations

2048 Energy Decomposition Scheme Based on the Generalized Kohnâ€“Sham Scheme. Journal of Physical
Chemistry A, 2014, 118, 2531-2542. 1.1 130

2049 Theoretical investigation of new thiazolothiazole-based D-Ï€-A organic dyes for efficient dye-sensitized
solar cell. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 124, 646-654. 2.0 79

2050 New semiconducting naphthalene bisimides N-substituted with alkoxyphenyl groups: spectroscopic,
electrochemical, structural and electrical properties. RSC Advances, 2014, 4, 14089-14100. 1.7 12

2051 Organic dyes with imidazole derivatives as auxiliary donors for dye-sensitized solar cells:
Experimental and theoretical investigation. Dyes and Pigments, 2014, 104, 48-56. 2.0 31

2052 Solvent effects on the first hyperpolarizability of retinal derivatives. Chemical Physics Letters, 2014,
598, 43-47. 1.2 16

2053 Perspective: Fifty years of density-functional theory in chemical physics. Journal of Chemical Physics,
2014, 140, 18A301. 1.2 1,083

2054
Excited states properties of organic molecules: from density functional theory to the <i>GW</i> and
Betheâ€“Salpeter Green's function formalisms. Philosophical Transactions Series A, Mathematical,
Physical, and Engineering Sciences, 2014, 372, 20130271.

1.6 100

2055
Experimental and DFT studies on the vibrational, electronic spectra and NBO analysis of
thiamethoxam. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 118,
162-171.

2.0 20

2056 Large Solvation Effect in the Optical Rotatory Dispersion of Norbornenone. Angewandte Chemie -
International Edition, 2014, 53, 1386-1389. 7.2 46

2057 Synthesis of [Re2Cl4(O)2(Âµ-O)(3,5-lut)4] and investigation of its structure via X-ray and spectroscopic
measurements and DFT calculations. Chemical Papers, 2014, 68, . 1.0 1

2058 Electronic structure of fullerene-squaraine complexes for photovoltaic devices. Computational and
Theoretical Chemistry, 2014, 1040-1041, 237-242. 1.1 7

2059 Substituent effects on absorption spectra of pH indicators: An experimental and computational study
of sulfonphthaleine dyes. Dyes and Pigments, 2014, 102, 241-250. 2.0 80

2060
Achieving High-Accuracy Intermolecular Interactions by Combining Coulomb-Attenuated
Second-Order MÃ¸llerâ€“Plesset Perturbation Theory with Coupled Kohnâ€“Sham Dispersion. Journal of
Chemical Theory and Computation, 2014, 10, 2054-2063.

2.3 14

2061
Optically Active Tetraâ€•<i>tert</i>â€•butylâ€•P<sub>5</sub>â€•deltacyclene Epimers: Preparation, Spectroscopy,
Dynamic Equilibriums, H/D Exchange, and Transitionâ€•Metal Complex Chemistry. Chemistry - A European
Journal, 2014, 20, 5708-5720.

1.7 6

2062 Nearâ€•Infrared Harvesting Transparent Luminescent Solar Concentrators. Advanced Optical Materials,
2014, 2, 606-611. 3.6 164

2063 A relativistic time-dependent density functional study of the excited states of the mercury dimer.
Journal of Chemical Physics, 2014, 140, 024304. 1.2 5

2064 Mapping Orientational Order of Charge-Probed Domains in a Semiconducting Polymer. ACS Nano, 2014,
8, 5968-5978. 7.3 36

2065 Tunable single and dual emission behavior of imidazole fluorophores based on D-Ï€-A architecture.
Journal of Photochemistry and Photobiology A: Chemistry, 2014, 284, 36-48. 2.0 20



104

Citation Report

# Article IF Citations

2066 The excited state behavior of cytosine in the gas phase: A TD-DFT study. Computational and Theoretical
Chemistry, 2014, 1040-1041, 186-194. 1.1 25

2067 On the Interplay Between Chirality and Exciton Coupling: A DFT Calculation of the Circular Dichroism
in <i>Ï€</i>â€•Stacked Ethylene. Chirality, 2014, 26, 483-489. 1.3 11

2068 Thermally-assisted-occupation density functional theory with generalized-gradient approximations.
Journal of Chemical Physics, 2014, 140, 18A521. 1.2 64

2069 Outer-valence Electron Spectra of Prototypical Aromatic Heterocycles from an Optimally Tuned
Range-Separated Hybrid Functional. Journal of Chemical Theory and Computation, 2014, 10, 1934-1952. 2.3 128

2070 NIR Emission in Borondifluoride Complexes of 2â€²-Hydroxychalcone Derivatives Containing an
Acetonaphthone Ring. Journal of Physical Chemistry C, 2014, 118, 11906-11918. 1.5 24

2071 Cytotoxic Gold(I) Nâ€•heterocyclic Carbene Complexes with Phosphane Ligands as Potent Enzyme
Inhibitors. ChemMedChem, 2014, 9, 1205-1210. 1.6 72

2072 Computational Tests of Quantum Chemical Models for Excited and Ionized States of Molecules with
Phosphorus and Sulfur Atoms. Journal of Physical Chemistry A, 2014, 118, 3514-3524. 1.1 5

2073 Structure and Spectroscopic Properties of Nickel Benzazolate Complexes with
Hydrotris(pyrazolyl)borate Ligand. Inorganic Chemistry, 2014, 53, 5502-5514. 1.9 8

2075
Following a Photoinduced Reconstructive Phase Transformation and its Influence on the Crystal
Integrity: Powder Diffraction and Theoretical Study. Angewandte Chemie - International Edition, 2014,
53, 6738-6742.

7.2 13

2076
Photocurrent Generation in Bulk vs Bilayer Devices: Quantum Treatment of Model
Rubrene/7,7,8,8-Tetracyanoquinodimethane Heterojunctions for Organic Solar Cells. Journal of
Physical Chemistry C, 2014, 118, 2287-2297.

1.5 12

2077 Charge transport and optical properties of cross-conjugated organic molecules: A theoretical study.
Organic Electronics, 2014, 15, 1607-1623. 1.4 15

2078
Switching Off the Charge Transfer and Closing the S<sub>1</sub>â€“T<sub>1</sub> ISC Channel in
Excited States of Quinolizinium Derivatives: A Theoretical Study. Journal of Organic Chemistry, 2014,
79, 3799-3808.

1.7 10

2079 Electronic Energy Gaps for Ï€-Conjugated Oligomers and Polymers Calculated with Density Functional
Theory. Journal of Chemical Theory and Computation, 2014, 10, 1035-1047. 2.3 142

2080 Synthesis and photovoltaic properties of new [1,2,5]thiadiazolo[3,4-c]pyridine-based organic Broadly
absorbing sensitizers for dye-sensitized solar cells. Tetrahedron, 2014, 70, 3901-3908. 1.0 25

2081 Vibrational and Electronic Spectra of Silole: A Theoretical PT2-DFT Anharmonic and TD-DFT Study.
Journal of Applied Spectroscopy, 2014, 81, 320-327. 0.3 2

2082 Understanding Bacterial Bioluminescence: A Theoretical Study of the Entire Process, from Reduced
Flavin to Light Emission. Chemistry - A European Journal, 2014, 20, 7979-7986. 1.7 37

2083 Optical and charge transport properties of N-butyl-1,8-naphthalimide derivatives as organic
light-emitting materials: A theoretical study. Journal of Luminescence, 2014, 149, 125-132. 1.5 33

2084 Potential energy surfaces and approximate kinetic model for the excited state dynamics of Pigment
Yellow 101. Computational and Theoretical Chemistry, 2014, 1040-1041, 177-185. 1.1 3



105

Citation Report

# Article IF Citations

2085 Facts, Presumptions, and Myths on the Solvent-Free and Catalyst-Free Biginelli Reaction. What is
Catalysis for?. Journal of Organic Chemistry, 2014, 79, 3383-3397. 1.7 82

2086 Topological Considerations for the Design of Molecular Donors with Multiple Absorbing Units.
Journal of the American Chemical Society, 2014, 136, 5591-5594. 6.6 46

2087 Thioalkyl-Substituted Benzothiadiazole Acceptors: Copolymerization with Carbazole Affords
Polymers with Large Stokes Shifts and High Solar Cell Voltages. Macromolecules, 2014, 47, 2279-2288. 2.2 66

2088 Molecular design of organic dyes with diketopyrrolopyrrole for dyeâ€•sensitized solar cell: A
theoretical approach. International Journal of Quantum Chemistry, 2014, 114, 560-567. 1.0 16

2089 Performance of an Optimally Tuned Range-Separated Hybrid Functional for 0â€“0 Electronic Excitation
Energies. Journal of Chemical Theory and Computation, 2014, 10, 1677-1685. 2.3 135

2090
Stereoelectronic, Vibrational, and Environmental Contributions to Polarizabilities of Large
Molecular Systems: A Feasible Anharmonic Protocol. Journal of Chemical Theory and Computation,
2014, 10, 2456-2464.

2.3 35

2091 Prediction of cellulose nanotube models through density functional theory calculations. Cellulose,
2014, 21, 87-95. 2.4 7

2092 A DFT/TDDFT study of the excited state intramolecular proton transfer based sensing mechanism for
the aqueous fluoride chemosensor BTTPB. RSC Advances, 2014, 4, 254-259. 1.7 73

2093 Density Functional Theory of Open-Shell Systems. The 3d-Series Transition-Metal Atoms and Their
Cations. Journal of Chemical Theory and Computation, 2014, 10, 102-121. 2.3 65

2094 On the ambiguity of 1,3,2-benzodiazaboroles as donor/acceptor functionalities in luminescent
molecules. Dalton Transactions, 2014, 43, 3347-3363. 1.6 16

2095
Environmental and complexation effects on the structures and spectroscopic signatures of organic
pigments relevant to cultural heritage: the case of alizarin and alizarinâ€“Mg(ii)/Al(iii) complexes.
Physical Chemistry Chemical Physics, 2014, 16, 2897.

1.3 32

2096

A Robust and Effective Time-Independent Route to the Calculation of Resonance Raman Spectra of
Large Molecules in Condensed Phases with the Inclusion of Duschinsky, Herzbergâ€“Teller,
Anharmonic, and Environmental Effects. Journal of Chemical Theory and Computation, 2014, 10,
346-363.

2.3 71

2097 Theoretical studies on the structures and electronic spectra of carbon chains C n N (nÂ =Â 3â€“12).
Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 2

2098 The Alkaline Hydrolysis of Sulfonate Esters: Challenges in Interpreting Experimental and Theoretical
Data. Journal of Organic Chemistry, 2014, 79, 2816-2828. 1.7 26

2099
Exploring the structural basis of the selective inhibition of monoamine oxidase A by dicarbonitrile
aminoheterocycles: Role of Asn181 and Ile335 validated by spectroscopic and computational studies.
Biochimica Et Biophysica Acta - Proteins and Proteomics, 2014, 1844, 389-397.

1.1 16

2100 A DFT/TDDFT modelling of bithiophene azo chromophores for optoelectronic applications. Dyes and
Pigments, 2014, 100, 261-268. 2.0 59

2101 Longâ€•range correction for density functional theory. Wiley Interdisciplinary Reviews: Computational
Molecular Science, 2014, 4, 375-390. 6.2 128

2102 Ground and excited state properties of chalcogenol esters: a combined theoretical and experimental
study. Journal of Physical Organic Chemistry, 2014, 27, 336-343. 0.9 10



106

Citation Report

# Article IF Citations

2103 UV filter 2â€•ethylhexyl 4â€•methoxycinnamate: a structure, energetic and UVâ€“vis spectral analysis based on
density functional theory. Journal of Physical Organic Chemistry, 2014, 27, 47-56. 0.9 24

2104 All-organic chromophores for dye-sensitized solar cells: A theoretical study on aggregation. Dyes
and Pigments, 2014, 101, 203-211. 2.0 22

2105
Theoretical Prediction of the Rate Constants for Exciton Dissociation and Charge Recombination to a
Triplet State in PCPDTBT with Different Fullerene Derivatives. Journal of Physical Chemistry C, 2014,
118, 1843-1855.

1.5 65

2106
Synthesis, Characterization, and Photophysical Properties of Bodipy-Spirooxazine and -Spiropyran
Conjugates: Modulation of Fluorescence Resonance Energy Transfer Behavior via Acidochromic and
Photochromic Switching. ACS Applied Materials &amp; Interfaces, 2014, 6, 1550-1562.

4.0 75

2107 Investigating excited electronic states using the algebraic diagrammatic construction (ADC) approach
of the polarisation propagator. Molecular Physics, 2014, 112, 774-784. 0.8 169

2108 Effect of chromophore encapsulation on linear and nonlinear optical properties: the case of
â€œminiSOGâ€•, a protein-encased flavin. Physical Chemistry Chemical Physics, 2014, 16, 9950. 1.3 23

2109 Aggregation induced blue-shifted emission â€“ the molecular picture from a QM/MM study. Physical
Chemistry Chemical Physics, 2014, 16, 5545-5552. 1.3 162

2110 Electronic structure and reactivity in water splitting of the iron oxide dimers and their
hexacarbonyls: A density functional study. Journal of Chemical Physics, 2014, 140, 024303. 1.2 5

2111 Nonplanar Donorâ€“Acceptor Chiral Molecules with Large Second-Order Optical Nonlinearities:
1,1,4,4-Tetracyanobuta-1,3-diene Derivatives. Journal of Physical Chemistry A, 2014, 118, 1094-1102. 1.1 15

2112 Computational Investigation on the Spectroscopic Properties of Thiophene Based Europium
Î²-Diketonate Complexes. Journal of Chemical Theory and Computation, 2014, 10, 767-777. 2.3 20

2113 Benchmark Assessment of Density Functional Methods on Group IIâ€“VI MX (M = Zn, Cd; X = S, Se, Te)
Quantum Dots. Journal of Chemical Theory and Computation, 2014, 10, 76-89. 2.3 69

2114 Conformational Equilibria in Butane-1,4-diol: A Benchmark of a Prototypical System with Strong
Intramolecular H-bonds. Journal of Physical Chemistry A, 2014, 118, 293-303. 1.1 53

2115 Fully anharmonic IR and Raman spectra of medium-size molecular systems: accuracy and
interpretation. Physical Chemistry Chemical Physics, 2014, 16, 1759-1787. 1.3 363

2116 Switchable NLO response induced by rotation of metallacarboranes [NiIII/IV(C2B9H11)2]âˆ’/0 and
C-,B-functionalized derivatives. Dalton Transactions, 2014, 43, 5069. 1.6 33

2117
A correlation between the mean polarizability of the â€œkinkedâ€• polycyclic aromatic hydrocarbons and
the number of Hâ€¦H bond critical points predicted by Atoms-in-Molecules theory. Computational and
Theoretical Chemistry, 2014, 1030, 81-86.

1.1 25

2118 Optical Signatures of OBO Fluorophores: A Theoretical Analysis. Journal of Chemical Theory and
Computation, 2014, 10, 805-815. 2.3 52

2119 Synthesis and photophysics of reverse saturable absorbing heteroleptic iridium(<scp>iii</scp>)
complexes bearing 2-(7-R-fluoren-2â€²-yl)pyridine ligands. Dalton Transactions, 2014, 43, 1724-1735. 1.6 23

2120 Solvatochromic Fluorescent 2-Substituted 3-Ethynyl Quinoxalines: Four-Component Synthesis,
Photophysical Properties, and Electronic Structure. Journal of Organic Chemistry, 2014, 79, 3296-3310. 1.7 70



107

Citation Report

# Article IF Citations

2121
Computational Study of the Effect of Dispersion Interactions on the Thermochemistry of Aggregation
of Fused Polycyclic Aromatic Hydrocarbons as Model Asphaltene Compounds in Solution. Journal of
Physical Chemistry A, 2014, 118, 896-908.

1.1 47

2122 The nature of vertical excited states of dyes containing metals for DSSC applications: insights from
TD-DFT and density based indexes. Physical Chemistry Chemical Physics, 2014, 16, 14435. 1.3 57

2123
From ultrafast events to equilibrium â€“ uncovering the unusual dynamics of ESIPT reaction: the case
of dually fluorescent diethyl-2,5-(dibenzoxazolyl)-hydroquinone. Physical Chemistry Chemical Physics,
2014, 16, 2542.

1.3 44

2124 Full cLR-PCM calculations of the solvatochromic effects on emission energies. Physical Chemistry
Chemical Physics, 2014, 16, 26024-26029. 1.3 13

2125
An integrated computational tool to model the broadening of the absorption bands of flexible dyes in
solution: cationic chromophores as test cases. Physical Chemistry Chemical Physics, 2014, 16,
26963-26973.

1.3 17

2126
New insights into the structureâ€“spectrum relationship in S65T/H148D and E222Q/H148D green
fluorescent protein mutants: a theoretical assessment. Organic and Biomolecular Chemistry, 2014, 12,
9845-9852.

1.5 5

2127 A near-infrared â€œonâ€“offâ€• fluorescent and colourimetric cyanide chemodosimeter based on
phenothiazine with applications in living cell imaging. RSC Advances, 2014, 4, 59809-59816. 1.7 14

2128 Axial Chirality of 4-Arylpyrazolo[3,4-<i>b</i>]pyridines. Conformational Analysis and Absolute
Configuration. Journal of Organic Chemistry, 2014, 79, 11039-11050. 1.7 25

2129 Expanded Hexapyrrolohexaazacoronenes. Near-Infrared Absorbing Chromophores with Interrupted
Peripheral Conjugation. Journal of the American Chemical Society, 2014, 136, 16399-16410. 6.6 68

2130
Rational modifications on champion porphyrin dye SM315 using different electron-withdrawing
moieties toward high performance dye-sensitized solar cells. Physical Chemistry Chemical Physics,
2014, 16, 24994-25003.

1.3 40

2131 Computational evaluation of optoelectronic and photophysical properties of unsymmetrical
distyrylbiphenyls. RSC Advances, 2014, 4, 53060-53071. 1.7 19

2132
Assessment of Franckâ€“Condon Methods for Computing Vibrationally Broadened UVâ€“vis Absorption
Spectra of Flavin Derivatives: Riboflavin, Roseoflavin, and 5-Thioflavin. Journal of Chemical Theory
and Computation, 2014, 10, 5549-5566.

2.3 44

2133 Two-Photon Absorption of Metal-Assisted Chromophores. Journal of Chemical Theory and
Computation, 2014, 10, 5630-5639. 2.3 14

2134 Electronic structure changes during the surface-assisted formation of a graphene nanoribbon.
Journal of Chemical Physics, 2014, 140, 024701. 1.2 19

2135 Double hybrid densityâ€•functional theory using the coulombâ€•attenuating method. International Journal
of Quantum Chemistry, 2014, 114, 1199-1211. 1.0 26

2136 Spinâ€“orbit effects in square-planar Pt(<scp>ii</scp>) complexes with bidentate and terdentate ligands:
theoretical absorption/emission spectroscopy. Dalton Transactions, 2014, 43, 17806-17819. 1.6 41

2137 Bioorganic dye-sensitized solar cell of carotenoidâ€“pheophytin aâ€“TiO<sub>2</sub>. RSC Advances,
2014, 4, 63016-63024. 1.7 15

2138 Electronic, magnetic structure and water splitting reactivity of the iron-sulfur dimers and their
hexacarbonyl complexes: A density functional study. Journal of Chemical Physics, 2014, 141, 044307. 1.2 7



108

Citation Report

# Article IF Citations

2139 Describing Excited State Relaxation and Localization in TiO<sub>2</sub> Nanoparticles Using TD-DFT.
Journal of Chemical Theory and Computation, 2014, 10, 5538-5548. 2.3 34

2140 Gas-Phase Valence-Electron Photoemission Spectroscopy Using Density Functional Theory. Topics in
Current Chemistry, 2014, 347, 137-191. 4.0 37

2141 New Developments of a Multifrequency Virtual Spectrometer: Stereoâ€•Electronic, Dynamical, and
Environmental Effects on Chiroptical Spectra. Chirality, 2014, 26, 588-600. 1.3 35

2142 Exchange interaction between the triplet exciton and the localized spin in copper-phthalocyanine.
Journal of Chemical Physics, 2014, 140, 224301. 1.2 4

2143 Competition between photodetachment and autodetachment of the $�m {2^1pi pi ^*}$21Ï€Ï€* state of
the green fluorescent protein chromophore anion. Journal of Chemical Physics, 2014, 140, 205103. 1.2 21

2144
Description of electron transfer in the ground and excited states of organic donorâ€“acceptor
systems by single-reference and multi-reference density functional methods. Journal of Chemical
Physics, 2014, 141, 124123.

1.2 14

2145 How Geometric Distortions Scatter Electronic Excitations in Conjugated Macromolecules. Journal of
Physical Chemistry Letters, 2014, 5, 3946-3952. 2.1 7

2146
Organic Nonlinear Optical Materials: The Mechanism of Intermolecular Covalent Bonding
Interactions of KekulÃ© Hydrocarbons with Significant Singlet Biradical Character. ChemPhysChem,
2014, 15, 2626-2633.

1.0 4

2147 Benzobisthiazole as Weak Donor for Improved Photovoltaic Performance: Microwave Conductivity
Technique Assisted Molecular Engineering. Advanced Functional Materials, 2014, 24, 28-36. 7.8 35

2148 Self-consistent hybrid functional for condensed systems. Physical Review B, 2014, 89, . 1.1 341

2149
Guided Ion Beam Studies of the Collision-Induced Dissociation of
CuOH<sup>+</sup>(H<sub>2</sub>O)<i><sub>n</sub></i> (<i>n</i> = 1â€“4): Comprehensive
Thermodynamic Data for Copper Ion Hydration. Journal of Physical Chemistry A, 2014, 118, 10210-10222.

1.1 26

2150 Tuning the Emission Lifetime in Bis-cyclometalated Iridium(III) Complexes Bearing Iminopyrene Ligands.
Inorganic Chemistry, 2014, 53, 11882-11889. 1.9 34

2151 Theoretical design of highly efficient porphyrazine solar cells. Physica Scripta, 2014, 89, 125801. 1.2 0

2152
Understanding excitation energy transfer in metalloporphyrin heterodimers with different linkers,
bonding structures, and geometries through stimulated X-ray Raman spectroscopy. Journal of Modern
Optics, 2014, 61, 558-567.

0.6 8

2153 Indolo[2,3-b]carbazoles with tunable ground states: how Clar's aromatic sextet determines the
singlet biradical character. Chemical Science, 2014, 5, 4944-4952. 3.7 39

2154
The structural and energetic aspects of substrate binding and the mechanism of action of the
DapE-encoded N-succinyl-<scp>l</scp>,<scp>l</scp>-diaminopimelic acid desuccinylase (DapE)
investigated using a hybrid QM/MM method. Physical Chemistry Chemical Physics, 2014, 16, 26348-26358.

1.3 20

2155 Computational insight of the mechanism of Algarâ€“Flynnâ€“Oyamada (AFO) reaction. RSC Advances, 2014,
4, 18702. 1.7 17

2156 Receding mechanism of NLO response of polyanion [M8O26]4âˆ’ (M = Cr, Mo, W) and the closed loops
theory analysis. New Journal of Chemistry, 2014, 38, 2619-2628. 1.4 3



109

Citation Report

# Article IF Citations

2157 The structure and UV spectroscopy of benzene-water (Bz-W6) clusters using time-dependent density
functional theory. Photochemical and Photobiological Sciences, 2014, 13, 1549-1560. 1.6 20

2158
Molecular Beam and <i>ab Initio</i> Studies of Photoactive Yellow Protein Chromophores: Influence
of the Thioester Functionality and Single Bond Rotation. Journal of Physical Chemistry B, 2014, 118,
12395-12403.

1.2 3

2159 Molecular Dynamics of Methylamine, Methanol, and Methyl Fluoride Cations in Intense 7 Micron Laser
Fields. Journal of Physical Chemistry A, 2014, 118, 10067-10072. 1.1 4

2160 Unusually short excited state lifetimes of indenofluorene and fluorenofluorene derivatives result
from a conical intersection. Chemical Physics Letters, 2014, 616-617, 137-141. 1.2 48

2161 The utility of dimolybdenum tetrakis(Î¼-isovalerate) and tetrakis(Î¼-pivalate) in the stereochemical studies
of various transparent compounds. RSC Advances, 2014, 4, 43691-43707. 1.7 4

2162 Excited states using the simplified Tammâ€“Dancoff-Approach for range-separated hybrid density
functionals: development and application. Physical Chemistry Chemical Physics, 2014, 16, 14408-14419. 1.3 76

2163 Molecular design of organic sensitizers absorbing over a broadened visible region for dye-sensitized
solar cells. RSC Advances, 2014, 4, 57916-57922. 1.7 5

2164 Solvent effect on electron and proton transfer in the excited state of a hydrogen bonded
phenolâ€“imidazole complex. RSC Advances, 2014, 4, 38551-38557. 1.7 4

2165 Radical Oâ€“O coupling reaction in diferrate-mediated water oxidation studied using multireference
wave function theory. Physical Chemistry Chemical Physics, 2014, 16, 11988-11999. 1.3 25

2166
Auâ€“Au chemical bonding induced by UV irradiation of dinuclear gold(<scp>i</scp>) complexes: a
computational study with experimental evidence. Physical Chemistry Chemical Physics, 2014, 16,
25840-25845.

1.3 21

2167 Antiaromatic bisindeno-[n]thienoacenes with small singlet biradical characters: syntheses,
structures and chain length dependent physical properties. Chemical Science, 2014, 5, 4490-4503. 3.7 62

2168
On the gas-phase reaction between SO<sub>2</sub> and
O<sub>2</sub><sup>âˆ’</sup>(H<sub>2</sub>O)<sub>0â€“3</sub> clusters â€“ an ab initio study. Physical
Chemistry Chemical Physics, 2014, 16, 5987-5992.

1.3 9

2169 Ultrafast resonance energy transfer in the umbelliferoneâ€“alizarin bichromophore. Physical
Chemistry Chemical Physics, 2014, 16, 10059-10074. 1.3 12

2170 Quantum-chemical insights into mixed-valence systems: within and beyond the Robinâ€“Day scheme.
Chemical Society Reviews, 2014, 43, 5067-5088. 18.7 168

2171 Computational and Experimental Characterization of a Fluorescent Dye for Detection of Potassium
Ion Concentration. Journal of Physical Chemistry A, 2014, 118, 9837-9843. 1.1 10

2172 Charge self-localization in Ï€-conjugated polymers by long range corrected hybrid functionals.
Physical Chemistry Chemical Physics, 2014, 16, 6700. 1.3 9

2173 Absolute configuration of bioactive furanogermacrenones from Commiphora erythraea (Ehrenb)
Engl. by computational analysis ofÂ their chiroptical properties. Tetrahedron, 2014, 70, 8033-8039. 1.0 15

2174 Two-Photon and Time-Resolved Fluorescence Spectroscopy as Probes for Structural Determination in
Amyloid-Î² Peptides and Aggregates. Journal of Physical Chemistry B, 2014, 118, 2351-2359. 1.2 22



110

Citation Report

# Article IF Citations

2175 Theoretical Study on Excited States of Bacteriochlorophyll <i>a</i> in Solutions with Density
Functional Assessment. Journal of Physical Chemistry B, 2014, 118, 10906-10918. 1.2 42

2176 Electronic Band Shapes Calculated with Optimally Tuned Range-Separated Hybrid Functionals. Journal
of Chemical Theory and Computation, 2014, 10, 4599-4608. 2.3 44

2177 The Synthesis of a Corrole Analogue of Aquacobalamin (Vitamin B<sub>12a</sub>) and Its Ligand
Substitution Reactions. Inorganic Chemistry, 2014, 53, 4418-4429. 1.9 9

2178 Optical excitation of MgO nanoparticles; a computational perspective. Physical Chemistry Chemical
Physics, 2014, 16, 22052-22061. 1.3 33

2179 Non-linear optical properties of molecules in heterogeneous environments: a quadratic density
functional/molecular mechanics response theory. Physical Chemistry Chemical Physics, 2014, 16, 8981. 1.3 18

2180 Computational study of the working mechanism and rate acceleration of overcrowded alkene-based
light-driven rotary molecular motors. RSC Advances, 2014, 4, 10240. 1.7 21

2181
Effect of Neighbors on the Conformational Preferences of Glycosidic Linkages in Glycyrrhizic Acid
and Its Mono- and Dideprotonated Forms: X-ray, NMR, and Computational Studies. Crystal Growth and
Design, 2014, 14, 5871-5880.

1.4 8

2182 Computational assignment of redox states to Coulomb blockade diamonds. Physical Chemistry
Chemical Physics, 2014, 16, 17473-17478. 1.3 11

2183 Photocurrent spectroscopic studies of diketopyrrolopyrrole-based statistical copolymers. Physical
Chemistry Chemical Physics, 2014, 16, 4291. 1.3 7

2184
The activation of N-glycosidic bond cleavage performed by base-excision repair enzyme hOGG1;
theoretical study of the role of Lys 249 residue in activation of G, OxoG and FapyG. RSC Advances, 2014,
4, 44043-44051.

1.7 6

2185 Coupled-cluster calculations of the lowest 0â€“0 bands of the electronic excitation spectrum of
naphthalene. Physical Chemistry Chemical Physics, 2014, 16, 9859. 1.3 15

2186 The derivative discontinuity of the exchangeâ€“correlation functional. Physical Chemistry Chemical
Physics, 2014, 16, 14378-14387. 1.3 74

2187 Theoretical investigations on one- and two-photon absorptions for a series of covalently
functionalized hybrid materials based on graphene. New Journal of Chemistry, 2014, 38, 5391-5401. 1.4 9

2188
Excited State and Injection Dynamics of Triphenylamine Sensitizers Containing a Benzothiazole
Electron-Accepting Group on TiO<sub>2</sub> and Al<sub>2</sub>O<sub>3</sub> Thin Films. Journal
of Physical Chemistry C, 2014, 118, 28509-28519.

1.5 41

2189 A DFT study of a new class of gold nanocluster-photochrome multi-functional switches. Physical
Chemistry Chemical Physics, 2014, 16, 26240-26251. 1.3 7

2190
Multiple-state interfacial electron injection competes with excited state relaxation and de-excitation
to determine external quantum efficiencies of organic dye-sensitized solar cells. Physical Chemistry
Chemical Physics, 2014, 16, 20578-20585.

1.3 6

2191 Electronic Effects in Organic Chemistry. Topics in Current Chemistry, 2014, , . 4.0 4

2192
Linear Coordination Fullerene C<sub>60</sub> Polymer
[{Ni(Me<sub>3</sub>P)<sub>2</sub>}(Î¼-Î·<sup>2</sup>,Î·<sup>2</sup>-C<sub>60</sub>)]<sub>âˆž</sub>
Bridged by Zerovalent Nickel Atoms. Inorganic Chemistry, 2014, 53, 11960-11965.

1.9 35



111

Citation Report

# Article IF Citations

2193 Zethrene biradicals: How pro-aromaticity is expressed in the ground electronic state and in the
lowest energy singlet, triplet, and ionic states. Journal of Chemical Physics, 2014, 140, 054706. 1.2 28

2194 Theoretical studies on the quinoidal thiophene based dyes for dye sensitized solar cell and NLO
applications. Physical Chemistry Chemical Physics, 2014, 16, 21496-21505. 1.3 30

2195 The strength and directionality of a halogen bond are co-determined by the magnitude and size of the
Ïƒ-hole. Physical Chemistry Chemical Physics, 2014, 16, 9987-9996. 1.3 131

2196
A theoretical study on supramolecularly-caged positively charged iridium(<scp>iii</scp>) 2-pyridyl
azolate derivatives as blue emitters for light-emitting electrochemical cells. Dalton Transactions,
2014, 43, 1246-1260.

1.6 19

2197 Non-innocent side-chains with dipole moments in organic solar cells improve charge separation.
Physical Chemistry Chemical Physics, 2014, 16, 12454-12461. 1.3 21

2198
S<sub>N</sub>2 regioselectivity in the esterification of 5- and 7-membered azacycloalkane quaternary
salts: a DFT study to reveal the transition state ring conformation prevailing over the ground state
ring strain. Organic and Biomolecular Chemistry, 2014, 12, 6717-6724.

1.5 6

2199 Solvent Effects on Excited-State Structures: A Quantum Monte Carlo and Density Functional Study.
Journal of Chemical Theory and Computation, 2014, 10, 5528-5537. 2.3 12

2200
Construction of high efficiency non-doped deep blue emitters based on phenanthroimidazole:
remarkable substitution effects on the excited state properties and device performance. Physical
Chemistry Chemical Physics, 2014, 16, 20772-20779.

1.3 65

2201 Between a reactant rock and a solvent hard place â€“ molecular corrals guide aromatic substitutions.
Physical Chemistry Chemical Physics, 2014, 16, 1078-1083. 1.3 19

2202 The nature of electronic excitations at the metalâ€“bioorganic interface illustrated on histidineâ€“silver
hybrids. Physical Chemistry Chemical Physics, 2014, 16, 1257-1261. 1.3 16

2203

Ultrafast photo-induced ligand solvolysis of
cis-[Ru(bipyridine)<sub>2</sub>(nicotinamide)<sub>2</sub>]<sup>2+</sup>: experimental and
theoretical insight into its photoactivation mechanism. Physical Chemistry Chemical Physics, 2014, 16,
19141-19155.

1.3 65

2204 Absorption spectra of alkali-C<sub>60</sub>nanoclusters. Physical Chemistry Chemical Physics, 2014,
16, 22399-22408. 1.3 2

2205 Insights into the interactions of CO<sub>2</sub> with amines: a DFT benchmark study. Physical
Chemistry Chemical Physics, 2014, 16, 17213-17219. 1.3 29

2206 Photoinduced symmetry-breaking intramolecular charge transfer in a quadrupolar pyridinium
derivative. Physical Chemistry Chemical Physics, 2014, 16, 13984-13994. 1.3 62

2207 A structural study of a three-membered linear metal chain compound at elevated pressure. Dalton
Transactions, 2014, 43, 1313-1320. 1.6 10

2208 On the performance of the Kohnâ€“Sham orbital approach in the calculation of electron transfer
parameters. The three state model. Physical Chemistry Chemical Physics, 2014, 16, 17154-17162. 1.3 4

2209 A new route to the synthesis of near-infrared absorbing pyrazinopyrazine bridged dyes with
intramolecular charge transfer character. Chemical Communications, 2014, 50, 4245. 2.2 15

2210 Intermolecular proton shuttling in excited state proton transfer reactions: insights from theory.
Physical Chemistry Chemical Physics, 2014, 16, 8661-8666. 1.3 34



112

Citation Report

# Article IF Citations

2211 Intermolecular charge transfer enhances two-photon absorption in yellow fluorescent protein.
Physical Chemistry Chemical Physics, 2014, 16, 5958. 1.3 46

2212 A TDDFT/MMPol/PCM model for the simulation of exciton-coupled circular dichroism spectra.
Physical Chemistry Chemical Physics, 2014, 16, 16407-16418. 1.3 45

2213 Electric field effect on the ground state proton transfer in the H-bonded HBDI complex: an
implication of the green fluorescent protein. RSC Advances, 2014, 4, 26543-26551. 1.7 3

2214 17O and 1H relaxometric and DFT study of hyperfine coupling constants in [Mn(H2O)6]2+. RSC
Advances, 2014, 4, 7094. 1.7 49

2215 DFT calculations on kinetic data for some [4+2] reactions in solution. Physical Chemistry Chemical
Physics, 2014, 16, 15224. 1.3 38

2216 Introducing â€œUCA-FUKUIâ€• software: reactivity-index calculations. Journal of Molecular Modeling,
2014, 20, 2492. 0.8 96

2217 One-electron self-interaction and the asymptotics of the Kohnâ€“Sham potential: an impaired relation.
Physical Chemistry Chemical Physics, 2014, 16, 14357-14367. 1.3 56

2218 Self-Trapping of Excitons, Violation of Condon Approximation, and Efficient Fluorescence in
Conjugated Cycloparaphenylenes. Nano Letters, 2014, 14, 6539-6546. 4.5 142

2219 Donor- and/or Acceptor-Substituted Expanded Radialenes: Theory, Synthesis, and Properties. Journal
of Organic Chemistry, 2014, 79, 10013-10029. 1.7 3

2220
Theoretical insights into the absorption and emission properties of blue luminescent copper(I)
complexes based on the pyrazolylâ€•pyridine ligands. International Journal of Quantum Chemistry, 2014,
114, 1685-1691.

1.0 4

2221 Non-radiative decay paths in rhodamines: new theoretical insights. Physical Chemistry Chemical
Physics, 2014, 16, 20681-20688. 1.3 44

2222 Substituted diphenyl butadiynes: a computational study of geometries and electronic transitions
using DFT/TD-DFT. Physical Chemistry Chemical Physics, 2014, 16, 14015. 1.3 26

2223
Accurate prediction of <sup>195</sup>Pt NMR chemical shifts for a series of Pt(<scp>ii</scp>) and
Pt(<scp>iv</scp>) antitumor agents by a non-relativistic DFT computational protocol. Dalton
Transactions, 2014, 43, 5409-5426.

1.6 36

2224 Facilitating the Cope Rearrangement by Partial Protonation: Implications for Synthesis and
Biosynthesis. Organic Letters, 2014, 16, 4818-4821. 2.4 8

2225 Theoretical study on molecular design and optical properties of organic sensitizers. Physical
Chemistry Chemical Physics, 2014, 16, 15389. 1.3 12

2226
Intermolecular Nâ€“H Oxidative Addition of Ammonia, Alkylamines, and Arylamines to a Planar
Ïƒ<sup>3</sup>-Phosphorus Compound via an Entropy-Controlled Electrophilic Mechanism. Journal of
the American Chemical Society, 2014, 136, 4640-4650.

6.6 130

2227 ATP Binding and Aspartate Protonation Enhance Photoinduced Electron Transfer in Plant
Cryptochrome. Journal of the American Chemical Society, 2014, 136, 12974-12986. 6.6 40

2228
A theoretical study of stabilities, reactivities and bonding properties of XKrOH (X = F, Cl, Br and I) as
potential new krypton compounds using coupled cluster, MP2 and DFT calculations. RSC Advances,
2014, 4, 47540-47548.

1.7 2



113

Citation Report

# Article IF Citations

2229 Theoretical study on the static and dynamic first-order hyperpolarisabilities of adenine tautomers.
Molecular Physics, 2014, 112, 1755-1760. 0.8 5

2230 Unsymmetrical squaraine dye containing dithieno[3,2-b:2â€²,3â€²-d]pyrrole as a Ï€-spacer: A potential
photosensitizer for dye-sensitized solar cells. Journal of Power Sources, 2014, 268, 137-145. 4.0 22

2231 Photoisomerization among ring-open merocyanines. II. A computational study. Journal of Chemical
Physics, 2014, 140, 224311. 1.2 19

2232
Solvatochromic Shift of Brookerâ€™s Merocyanine: Hartreeâ€“Fock Exchange in Time Dependent Density
Functional Calculation and Hydrogen Bonding Effect. Journal of Chemical Theory and Computation,
2014, 10, 4535-4547.

2.3 24

2233 Theoretical study on the light harvesting efficiency of zinc porphyrin sensitizers for DSSCs. RSC
Advances, 2014, 4, 26621-26634. 1.7 119

2234 Solvent effects on the metal-to-ligand charge transfer transition of the complex
[Ru(NH3)5(Pyrazine)]2+. Chemical Physics Letters, 2014, 612, 78-83. 1.2 6

2235 Solvated States of Poly-<scp>l</scp>-alanine Î±-Helix Explored by Raman Optical Activity. Journal of
Physical Chemistry A, 2014, 118, 3655-3662. 1.1 28

2236 On the origin of the very strong two-photon activity of squaraine dyes â€“ a standard/damped response
theory study. Physical Chemistry Chemical Physics, 2014, 16, 8030-8035. 1.3 7

2237 Dinuclear Ru/Ni, Ir/Ni, and Ir/Pt Complexes with Bridging Phenanthroline-5,6-dithiolate: Synthesis,
Structure, and Electrochemical and Photophysical Behavior. Inorganic Chemistry, 2014, 53, 8859-8873. 1.9 14

2238 What Dominates the Error in the CaO Diatomic Bond Energy Predicted by Various Approximate
Exchangeâ€“Correlation Functionals?. Journal of Chemical Theory and Computation, 2014, 10, 2291-2305. 2.3 17

2239
Effects of TIPS-Functionalization and Perhalogenation on the Electronic, Optical, and Transport
Properties of Angular and Compact Dibenzochrysene. Journal of Physical Chemistry A, 2014, 118,
5170-5177.

1.1 46

2240 A balanced procedure for the treatment of clusterâ€“ligand interactions on gold phosphine systems in
catalysis. Journal of Computational Chemistry, 2014, 35, 986-997. 1.5 24

2241 Prediction of Accurate Thermochemistry of Medium and Large Sized Radicals Using Connectivity-Based
Hierarchy (CBH). Journal of Chemical Theory and Computation, 2014, 10, 4342-4350. 2.3 30

2242 Shining a Light on <i>s</i>-Triazine-Based Polymers. Journal of Physical Chemistry C, 2014, 118,
4314-4324. 1.5 45

2243 Assessment of Exchange-Correlation Functionals in Reproducing the Structure and Optical Gap of
Organic-Protected Gold Nanoclusters. Journal of Physical Chemistry C, 2014, 118, 7532-7544. 1.5 51

2244 Femtosecond Spectroscopy of Superfluorescent Fluorenyl Benzothiadiazoles with Large Two-Photon
and Excited-State Absorption. Journal of Physical Chemistry C, 2014, 118, 13790-13800. 1.5 20

2245
Raman and Infrared Spectroscopy, DFT Calculations, and Vibrational Assignment of the Anticancer
Agent Picoplatin: Performance of Long-Range Corrected/Hybrid Functionals for a Platinum(II)
Complex. Journal of Physical Chemistry A, 2014, 118, 6922-6934.

1.1 25

2246 Sign inversion of circularly polarized luminescence by geometry manipulation of four naphthalene
units introduced into a tartaric acid scaffold. Chemical Communications, 2014, 50, 12836-12839. 2.2 34



114

Citation Report

# Article IF Citations

2247
Excitation Energy Transfer in Donor-Bridge-Acceptor Systems: A Combined
Quantum-Mechanical/Classical Analysis of the Role of the Bridge and the Solvent. Journal of Physical
Chemistry A, 2014, 118, 6484-6491.

1.1 17

2248
Meta Effect of Absorption Energy in Donorâ€“Acceptor Substituted Benzenoids: A Computational Study
of Its Dependence on Acceptor Strength, Solvent Polarity, and Conjugation Length. Journal of
Organic Chemistry, 2014, 79, 8715-8722.

1.7 3

2249
Theoretical Study of the Formation of Mercury (Hg<sup>2+</sup>) Complexes in Solution Using an
Explicit Solvation Shell in Implicit Solvent Calculations. Journal of Physical Chemistry B, 2014, 118,
11271-11283.

1.2 16

2250 Dual Intramolecular Charge-Transfer Fluorescence Derived from a Phenothiazine-Triphenyltriazine
Derivative. Journal of Physical Chemistry C, 2014, 118, 15985-15994. 1.5 261

2251 Quantum Chemical Calculations of X-ray Emission Spectroscopy. Journal of Chemical Theory and
Computation, 2014, 10, 4557-4564. 2.3 43

2252
An Integrated Experimental and Theoretical Approach to the Spectroscopy of Organicâ€•Dyeâ€•Sensitized
TiO<sub>2</sub> Heterointerfaces: Disentangling the Effects of Aggregation, Solvation, and Surface
Protonation. ChemPhysChem, 2014, 15, 1116-1125.

1.0 26

2253 Polaronic Relaxation by Three-Electron Bond Formation in Graphitic Carbon Nitrides. Journal of
Physical Chemistry C, 2014, 118, 4023-4032. 1.5 25

2254 Electronic descriptors for analytical use of the benzidineâ€•based compounds and the mechanism of
oxidative coupling of anilines. Journal of Physical Organic Chemistry, 2014, 27, 640-651. 0.9 11

2255 Molecular Dynamics of Methanol Monocation (CH<sub>3</sub>OH<sup>+</sup>) in Strong Laser
Fields. Journal of Physical Chemistry A, 2014, 118, 1769-1776. 1.1 11

2256 Insight into Benzothiadiazole Acceptor in Dâ€“Aâˆ’Ï€â€“A Configuration on Photovoltaic Performances of
Dye-Sensitized Solar Cells. ACS Sustainable Chemistry and Engineering, 2014, 2, 1026-1034. 3.2 86

2257 Two-Photon Absorption in Fluorescent Protein Chromophores: TDDFT and CC2 Results. Journal of
Chemical Theory and Computation, 2014, 10, 3260-3269. 2.3 33

2258 Are There Really Low-Barrier Hydrogen Bonds in Proteins? The Case of Photoactive Yellow Protein.
Journal of the American Chemical Society, 2014, 136, 3542-3552. 6.6 51

2259 Density Functional Theory Investigation on the Nucleation and Growth of Small Palladium Clusters
on a Hyper-Cross-Linked Polystyrene Matrix. Journal of Physical Chemistry C, 2014, 118, 21006-21013. 1.5 28

2260
Mechanistic insight into the second-order nonlinear optical properties of Ru-coordinated DTE
complexes: Photoisomerization, redox, and protonation switches. Journal of Organometallic
Chemistry, 2014, 772-773, 100-106.

0.8 8

2261 Selenophosphine Derivatives with Pendant Electron-Rich Fe(Îº2-dppe)(Î·5-C5Me5)Câ‰¡Câ€“ Substituents.
Organometallics, 2014, 33, 3385-3398. 1.1 3

2262 Electronic Circular Dichroism of the Chiral Rigid Tricyclic Dilactam with Nonplanar Tertiary Amide
Groups. Journal of Physical Chemistry B, 2014, 118, 11100-11108. 1.2 4

2263 How Method-Dependent Are Calculated Differences between Vertical, Adiabatic, and 0â€“0 Excitation
Energies?. Journal of Physical Chemistry A, 2014, 118, 4157-4171. 1.1 74

2264 Symmetry Breaking in Platinum Acetylide Chromophores Studied by Femtosecond Two-Photon
Absorption Spectroscopy. Journal of Physical Chemistry A, 2014, 118, 3749-3759. 1.1 71



115

Citation Report

# Article IF Citations

2265
Vibrational Spectroscopy of Co<sup>+</sup>(CH<sub>4</sub>)<sub><i>n</i></sub> and
Ni<sup>+</sup>(CH<sub>4</sub>)<sub><i>n</i></sub> (<i>n</i> = 1â€“4). Journal of Physical Chemistry A,
2014, 118, 3253-3265.

1.1 21

2266 Studies of pH-Sensitive Optical Properties of the deGFP1 Green Fluorescent Protein Using a Unique
Polarizable Force Field. Journal of Chemical Theory and Computation, 2014, 10, 3492-3502. 2.3 5

2267 Theoretical study on the chemical fixation of carbon dioxide with propylene oxide catalyzed by
ammonium and guanidinium salts. Catalysis Science and Technology, 2014, 4, 1585. 2.1 106

2268 Effect of Fluorination on Electronic Properties of Polythienothiophene-<i>co</i>-benzodithiophenes
and Their Fullerene Complexes. ACS Applied Materials &amp; Interfaces, 2014, 6, 15889-15896. 4.0 13

2269 Multilithiation Effect on the First Hyperpolarizability of Carbonâ€“Boronâ€“Nitride Heteronanotubes:
Activating Segment versus Connecting Pattern. Journal of Physical Chemistry C, 2014, 118, 14185-14191. 1.5 33

2270 Esterification of Indoline-Based Small-Molecule Donors for Efficient Co-evaporated Organic
Photovoltaics. Journal of Physical Chemistry C, 2014, 118, 14785-14794. 1.5 15

2271 In-Silico Design of a Donorâ€“Antennaâ€“Acceptor Supramolecular Complex for Photoinduced Charge
Separation. Journal of Physical Chemistry C, 2014, 118, 15600-15609. 1.5 23

2272 Polarizabilities from Long-Range Corrected DFT Calculations. Journal of Chemical &amp; Engineering
Data, 2014, 59, 3160-3166. 1.0 10

2273 Synthesis, Structures, and Optical Properties of Ruthenium(II) Complexes of the
Tris(1-pyrazolyl)methane Ligand. Inorganic Chemistry, 2014, 53, 3798-3811. 1.9 12

2274 Performance of Density Functionals for Activation Energies of Re-Catalyzed Organic Reactions.
Journal of Chemical Theory and Computation, 2014, 10, 579-588. 2.3 47

2275
Relative Stability of the L<sub>a</sub> and L<sub>b</sub> Excited States in Adenine and Guanine:
Direct Evidence from TD-DFT Calculations of MCD Spectra. Journal of Physical Chemistry Letters, 2014,
5, 1806-1811.

2.1 36

2276
Assessment of Various Electronic Structure Methods for Characterizing Temporary Anion States:
Application to the Ground State Anions of N2, C2H2, C2H4, and C6H6. Journal of Physical Chemistry A,
2014, 118, 7489-7497.

1.1 52

2277

Rydberg and Ï€â€“Ï€* Transitions in Film Surfaces of Various Kinds of Nylons Studied by Attenuated Total
Reflection Far-Ultraviolet Spectroscopy and Quantum Chemical Calculations: Peak Shifts in the
Spectra and Their Relation to Nylon Structure and Hydrogen Bondings. Journal of Physical Chemistry
B, 2014, 118, 11855-11861.

1.2 37

2278 Resonantly Enhanced Multiphoton Ionization Spectrum of the Neutral Green Fluorescent Protein
Chromophore. Journal of Physical Chemistry Letters, 2014, 5, 3588-3592. 2.1 18

2279 Ï€-Conjugation modification of photochromic and redox-active dimethyldihydropyrene by phenyl- and
ethynyl-terpyridines and Ru(bis-terpyridine) complexes. New Journal of Chemistry, 2014, 38, 6114-6124. 1.4 11

2280 DFT Reinvestigation of DNA Strand Breaks Induced by Electron Attachment. Journal of Physical
Chemistry B, 2014, 118, 11137-11144. 1.2 31

2281 Relativistic coupled cluster study of diatomic compounds of Hg, Cn, and Fl. Journal of Chemical
Physics, 2014, 141, 084301. 1.2 13

2282
Influence of intermolecular interactions on solid state luminescence of imidazopyridines: theoretical
interpretations using FMO-TDDFT and ONIOM approaches. Physical Chemistry Chemical Physics, 2014,
16, 14388.

1.3 19



116

Citation Report

# Article IF Citations

2283 Outstanding Chiroptical Properties: A Signature of Enantiomerically Pure Allenoâ€“Acetylenic
Macrocycles and Monodisperse Acyclic Oligomers. Chemistry - A European Journal, 2014, 20, 9558-9566. 1.7 12

2284 Fused oligothiophene and -selenophene: A DFT insight. Organic Electronics, 2014, 15, 2184-2193. 1.4 6

2285 Synthesis and photophysical properties of two-photon chromophores containing 1H-benzimidazole
residue. Dyes and Pigments, 2014, 111, 162-175. 2.0 14

2286
Benzothiophene or Benzofuran Bridges in Diaryl Ethenes: Twoâ€•Step Access by Pdâ€•Catalyzed Cï£¿H
Activation and Theoretical/Experimental Studies on Their Photoreactivity. Chemistry - A European
Journal, 2014, 20, 10073-10083.

1.7 11

2287 Molecular dynamics of methanol cation (CH 3 OH + ) in strong fields: Comparison of 800 nm and 7 Î¼m
laser fields. Chemical Physics Letters, 2014, 610-611, 219-222. 1.2 5

2288
Performance of exchangeâ€“correlation functionals on describing ground state geometries and
excitations of Alizarin Red S: Effect of complexation and degree of deprotonation. Computational and
Theoretical Chemistry, 2014, 1045, 113-122.

1.1 9

2289
Performance of the M06 family of functionals in prediction of the charge transfer transition
energies of the naphthaleneâ€“TCNE and pyreneâ€“TCNE molecular complexes. Chemical Physics Letters,
2014, 610-611, 19-22.

1.2 9

2290 Fragment transition density method to calculate electronic coupling for excitation energy transfer.
Journal of Chemical Physics, 2014, 140, 244117. 1.2 44

2291
Combination of Transient 2D-IR Experiments and Ab Initio Computations Sheds Light on the Formation
of the Charge-Transfer State in Photoexcited Carbonyl Carotenoids. Journal of Physical Chemistry B,
2014, 118, 9613-9630.

1.2 17

2292 Fullerene Van der Waals Oligomers as Electron Traps. Journal of the American Chemical Society, 2014,
136, 10890-10893. 6.6 46

2293
High-Accuracy Vibrational Computations for Transition-Metal Complexes Including Anharmonic
Corrections: Ferrocene, Ruthenocene, and Osmocene as Test Cases. Journal of Chemical Theory and
Computation, 2014, 10, 4565-4573.

2.3 46

2294 Benchmarking DFT and TD-DFT Functionals for the Ground and Excited States of Hydrogen-Rich Peptide
Radicals. Journal of Chemical Theory and Computation, 2014, 10, 3308-3318. 2.3 33

2295 Simulations of Light Absorption of Carbon Particles in Nanoaerosol Clusters. Journal of Physical
Chemistry A, 2014, 118, 1879-1886. 1.1 8

2296 Evaluating Charge Transfer in Epicocconone Analogues: Toward a Targeted Design of Fluorophores.
Journal of Physical Chemistry A, 2014, 118, 757-764. 1.1 19

2297 Theoretical Studies on the Interaction of Ruthenium Sensitizers and Redox Couple in Different
Deprotonation Situations. Journal of Physical Chemistry A, 2014, 118, 2244-2252. 1.1 12

2298 Dehydroergosterol as an Analogue for Cholesterol: Why It Mimics Cholesterol So Wellâ€”or Does It?.
Journal of Physical Chemistry B, 2014, 118, 7345-7357. 1.2 31

2299
Comparative photo-release of nitric oxide from isomers of substituted
terpyridinenitrosylruthenium(<scp>ii</scp>) complexes: experimental and computational
investigations. Dalton Transactions, 2014, 43, 12721-12733.

1.6 42

2300 Electronic transport through oligopeptide chains: An artificial prototype of a molecular diode.
Chemical Physics Letters, 2014, 612, 14-19. 1.2 11



117

Citation Report

# Article IF Citations

2301 DFT study on IR spectral and structural changes caused by the conversion of substituted
benzophenones into ketyl radicals. Computational and Theoretical Chemistry, 2014, 1046, 57-63. 1.1 6

2302 Convergent study of Ruâ€“ligand interactions through QTAIM, ELF, NBO molecular descriptors and
TDDFT analysis of organometallic dyes. Molecular Physics, 2014, 112, 2063-2077. 0.8 9

2303 The Variationally Orbital-Adapted Configuration Interaction Singles (VOA-CIS) Approach to
Electronically Excited States. Journal of Chemical Theory and Computation, 2014, 10, 1004-1020. 2.3 36

2304 Photoinduced coupled twisted intramolecular charge transfer and excited-state proton transfer via
intermolecular hydrogen bonding: A DFT/TD-DFT study. Chemical Physics Letters, 2014, 610-611, 179-185. 1.2 8

2305 Excited State Geometries and Vertical Emission Energies of Solvated Dyes for DSSC: A PCM/TD-DFT
Benchmark Study. Journal of Chemical Theory and Computation, 2014, 10, 3925-3933. 2.3 80

2306
Interaction between Formaldehyde and Luminescent MOF
[Zn(NH<sub>2</sub>bdc)(bix)]<sub><i>n</i></sub> in the Electronic Excited State. Journal of Physical
Chemistry A, 2014, 118, 6191-6196.

1.1 36

2307 Direct Optical Generation of Longâ€•Range Chargeâ€•Transfer States in Organic Photovoltaics. Advanced
Materials, 2014, 26, 6163-6167. 11.1 57

2308 Multiscale Modelling of Organic and Hybrid Photovoltaics. Topics in Current Chemistry, 2014, , . 4.0 24

2309 Toward a Quantitative Assessment of Electronic Transitionsâ€™ Charge-Transfer Character. Journal of
Chemical Theory and Computation, 2014, 10, 3896-3905. 2.3 139

2310 New Insight into the Topology of Excited States through Detachment/Attachment Density
Matrices-Based Centroids of Charge. Journal of Chemical Theory and Computation, 2014, 10, 3906-3914. 2.3 121

2311 Quantumâ€•Classical Calculation of the Absorption and Emission Spectral Shapes of Oligothiophenes at
Low and Room Temperature by Firstâ€•Principle Calculations. ChemPhysChem, 2014, 15, 3320-3333. 1.0 25

2312 Quantum Mechanical Calculations Unveil the Structure and Properties of the Absorbing and Emitting
Excited Electronic States of Guanine Quadruplex. Chemistry - A European Journal, 2014, 20, 8106-8115. 1.7 37

2313 UV-Photoelectron Spectroscopy of BN Indoles: Experimental and Computational Electronic Structure
Analysis. Journal of the American Chemical Society, 2014, 136, 11813-11820. 6.6 63

2314 Ultrafast C<sub>Spiro</sub>â€“O Dissociation via a Conical Intersection Drives Spiropyran to
Merocyanine Photoswitching. Journal of Physical Chemistry A, 2014, 118, 1339-1349. 1.1 47

2315 Doubleâ€•hybrid density functionals. Wiley Interdisciplinary Reviews: Computational Molecular Science,
2014, 4, 576-600. 6.2 292

2316 Electronic Excited States in Amorphous MEH-PPV Polymers from Large-Scale First Principles
Calculations. Journal of Chemical Theory and Computation, 2014, 10, 1272-1282. 2.3 30

2317
Performance of Density Functional Theory Procedures for the Calculation of Proton-Exchange
Barriers: Unusual Behavior of M06-Type Functionals. Journal of Chemical Theory and Computation,
2014, 10, 3777-3783.

2.3 44

2318 Experimental and theoretical electronic structure of quinacridone. Physical Review B, 2014, 90, . 1.1 70



118

Citation Report

# Article IF Citations

2319 On the opto-electronic properties of phosphine and thiolate-protected undecagold nanoclusters.
Physical Chemistry Chemical Physics, 2014, 16, 18749-18758. 1.3 19

2320 Trends in the TD-DFT calculations of porphyrin and phthalocyanine analogs. Journal of Porphyrins
and Phthalocyanines, 2014, 18, 630-641. 0.4 31

2321 Optimizing Calculations of Electronic Excitations and Relative Hyperpolarizabilities of Electrooptic
Chromophores. Accounts of Chemical Research, 2014, 47, 3258-3265. 7.6 164

2322 Design of Dâ€“Aâ€“Ï€â€“A organic dyes with different acceptor and auxiliary acceptor for highly efficient
dye-sensitized solar cells: a computational study. RSC Advances, 2014, 4, 50338-50350. 1.7 43

2323 Theoretical-computational modeling of photo-induced charge separation spectra and charge
recombination kinetics in solution. Physical Chemistry Chemical Physics, 2014, 16, 20624-20638. 1.3 15

2324 A time dependent DFT study of the efficiency of polymers for organic photovoltaics at the interface
with PCBM. RSC Advances, 2014, 4, 52658-52667. 1.7 17

2325 Benchmarking of Density Functionals for the Accurate Description of Thiolâ€“Disulfide Exchange.
Journal of Chemical Theory and Computation, 2014, 10, 4842-4856. 2.3 33

2326 Two BN Isosteres of Anthracene: Synthesis and Characterization. Journal of the American Chemical
Society, 2014, 136, 15414-15421. 6.6 135

2327 Exciton Circular Dichroism in Channelrhodopsin. Journal of Physical Chemistry B, 2014, 118,
11873-11885. 1.2 12

2328 Two-Photon Circular Dichroism of an Axially Dissymmetric Diphosphine Ligand with Strong
Intramolecular Charge Transfer. Journal of Physical Chemistry A, 2014, 118, 940-946. 1.1 11

2329
Assessing the Performance of CASPT2 and DFT Methods for the Description of Long, Multicenter
Bonding in Dimers between Radical Ions. Journal of Chemical Theory and Computation, 2014, 10,
650-658.

2.3 29

2330 Solvatochromism in a Pyridinium Cyclopentadienylide: Insights from a Sequential Carâ€“Parrinello
QM/MM and TD-DFT/Semicontinuum Approach. Journal of Physical Chemistry B, 2014, 118, 7358-7366. 1.2 2

2331 Toward a Molecular Understanding of the Detection of Amyloid Proteins with Flexible Conjugated
Oligothiophenes. Journal of Physical Chemistry A, 2014, 118, 9820-9827. 1.1 34

2332 Theoretical designing of novel heterocyclic azo dyes for dye sensitized solar cells. Journal of
Computational Electronics, 2014, 13, 1033-1041. 1.3 77

2333 Photoreduction of Pt(IV) Halo-Hydroxo Complexes: Possible Hypohalous Acid Elimination. Inorganic
Chemistry, 2014, 53, 1430-1442. 1.9 24

2334 New Route to Access an Acylâ€•Functionalized Phosphasilene and a Fourâ€•Membered Siâ€•Pâ€•Câ€•O Heterocycle.
Chemistry - A European Journal, 2014, 20, 9312-9318. 1.7 29

2335
Cyclizations of Aryl Enynes Containing Propargyl Alcohol and Diallylamine Groups to Yield
Indolecarbaldehydes Induced by Ruthenium Complexes. European Journal of Inorganic Chemistry, 2014,
2014, 5406-5414.

1.0 6

2336 Promising density functional theory methods for predicting the structures of uranyl complexes. RSC
Advances, 2014, 4, 50261-50270. 1.7 6



119

Citation Report

# Article IF Citations

2337 Theoretical insight into the antioxidant properties of melatonin and derivatives. Organic and
Biomolecular Chemistry, 2014, 12, 7820-7827. 1.5 48

2338 Distinguishing between keto-enol and acid-base forms of firefly oxyluciferin through calculation of
excited-state equilibrium constants. Journal of Computational Chemistry, 2014, 35, 2184-2194. 1.5 18

2339 Structural, Energetic, and UVâ€“Vis Spectral Analysis of UVA Filter
4-<i>tert</i>-Butyl-4â€²-methoxydibenzoylmethane. Journal of Physical Chemistry A, 2014, 118, 1511-1518. 1.1 26

2340
[Re(CO)<sub>3</sub>]<sup>+</sup> Complexes of <i>exo</i>-Functionalized Tridentate â€œClickâ€•
Macrocycles: Synthesis, Stability, Photophysical Properties, Bioconjugation, and Antibacterial
Activity. Organometallics, 2014, 33, 7031-7043.

1.1 23

2341 DNA Intercalating Ru<sup>II</sup> Polypyridyl Complexes as Effective Photosensitizers in
Photodynamic Therapy. Chemistry - A European Journal, 2014, 20, 14421-14436. 1.7 169

2342 Reparametrization Approach of DFT Functionals Based on the Equilibrium Temperature of
Spin-Crossover Compounds. Journal of Physical Chemistry A, 2014, 118, 9005-9012. 1.1 22

2343
Multi-scale modeling of electronic spectra of three aromatic amino acids: importance of
conformational averaging and explicit soluteâ€“solvent interactions. Physical Chemistry Chemical
Physics, 2014, 16, 20639-20649.

1.3 21

2345 Photophysics and Photochemistry of a DNAâ€“Protein Cross-Linking Model: A Synergistic Approach
Combining Experiments and Theory. Journal of Physical Chemistry B, 2014, 118, 4983-4992. 1.2 15

2346 Quantum Yields for Photochemical Production of NO2 from Organic Nitrates at Tropospherically
Relevant Wavelengths. Journal of Physical Chemistry A, 2014, 118, 2756-2764. 1.1 7

2347 Assessment of Quantum Mechanical Methods for Copper and Iron Complexes by Photoelectron
Spectroscopy. Journal of Chemical Theory and Computation, 2014, 10, 1283-1291. 2.3 18

2348 Theoretical study of linker-type effect in carbazoleâ€“carbazole-based dyes on performances of
dye-sensitized solar cells. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 14

2349 DFT and TD-DFT studies on osmacycle dyes with tunable photoelectronic properties for solar cells.
Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 9

2350 Performance of recent density functionals to discriminate between olefin and nitrogen binding to
palladium. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 7

2351 Solvatochromic probe in molecular solvents: implicit versus explicit solvent model. Theoretical
Chemistry Accounts, 2014, 133, 1. 0.5 35

2352 Testing exchangeâ€“correlation functionals at fractional electron numbers. Theoretical Chemistry
Accounts, 2014, 133, 1. 0.5 2

2353 Theoretical study on the working mechanism of a reversible light-driven rotary molecular motor.
Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 3

2354 Spectroscopic and quantum mechanical investigation of N,Nâ€²-bisarylmalonamides: solvent and
structural effects. Journal of Molecular Modeling, 2014, 20, 2384. 0.8 6

2355 Investigation of the torsional barrier of EDOT using molecular mechanics and DFT methods. Journal
of Molecular Modeling, 2014, 20, 2405. 0.8 2



120

Citation Report

# Article IF Citations

2356
Double coned inverse sandwich complexes [M-(Î·4-C4H4)-Mâ€²] of Gr-IA and Gr-IIA Metals: theoretical study
of electronic of structure and second hyperpolarizability. Journal of Molecular Modeling, 2014, 20,
2440.

0.8 18

2357 Strong enhancement of parity violation effects in chiral uranium compounds. Physical Chemistry
Chemical Physics, 2014, 16, 17043-17051. 1.3 10

2358
Panchromatic symmetrical squaraines: a step forward in the molecular engineering of low cost
blue-greenish sensitizers for dye-sensitized solar cells. Physical Chemistry Chemical Physics, 2014, 16,
24173-24177.

1.3 41

2359 Theoretical study of the structural and optical properties of cytosine analogues. Computational and
Theoretical Chemistry, 2014, 1049, 75-81. 1.1 10

2360
A QM/MM Study of the <scp>l</scp>-Threonine Formation Reaction of Threonine Synthase:
Implications into the Mechanism of the Reaction Specificity. Journal of the American Chemical Society,
2014, 136, 4525-4533.

6.6 18

2361 Isolation and characterization of new secondary metabolites from Asphodelus microcarpus.
Medicinal Chemistry Research, 2014, 23, 3510-3515. 1.1 10

2362 Performance of density functionals for computation of core electron binding energies in first-row
hydrides and glycine. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 11

2363 Theoretical study on absorption and emission spectra of adenine analogues. Journal of Molecular
Modeling, 2014, 20, 2100. 0.8 8

2364 Accurate simulation of geometry, singlet-singlet and triplet-singlet excitation of cyclometalated
iridium(III) complex. Journal of Molecular Modeling, 2014, 20, 2108. 0.8 5

2365
Rational design of organoboron derivatives as chemosensors for fluoride and cyanide anions and
charge transport and luminescent materials for organic light-emitting diodes. Journal of Molecular
Modeling, 2014, 20, 2169.

0.8 2

2366 First-principles study of Carbz-PAHTDDT dye sensitizer and two Carbz-derived dyes for dye sensitized
solar cells. Journal of Molecular Modeling, 2014, 20, 2177. 0.8 17

2367 Zinc-, cadmium-, and mercury-containing one-dimensional tetraphenylporphyrin arrays: a DFT study.
Journal of Molecular Modeling, 2014, 20, 2206. 0.8 6

2368 Theoretical study (CC2, DFT and PCM) of charge transfer complexes between antithyroid thioamides
and TCNE: electronic CT transitions. Journal of Molecular Modeling, 2014, 20, 2312. 0.8 5

2369 Sensitivity of 3He NMR Parameters to the Proximity of Heterocyclic Rings. The Heliumâ€“Furan Dimer.
Chemistry of Heterocyclic Compounds, 2014, 50, 421-428. 0.6 2

2370
Sensitivity of Noble Gas NMR Parameters to the Heterocyclic Ring Proximity. Density Functional
Theory Studies of Neâ€“Furan and Arâ€“Furan Complexes. Chemistry of Heterocyclic Compounds, 2014, 50,
429-437.

0.6 4

2371
Simultaneous Determination of Structures, Vibrations, and Frontier Orbital Energies from a
Self-Consistent Range-Separated Hybrid Functional. Journal of Physical Chemistry Letters, 2014, 5,
2734-2741.

2.1 49

2372 Sensing Mechanism for Biothiols Chemosensor DCO: Roles of Excited-State Hydrogen-Bonding and
Intramolecular Charge Transfer. Journal of Physical Chemistry A, 2014, 118, 8986-8995. 1.1 34

2373 Synthesis, Chiral Resolution, and Absolute Configuration of Dissymmetric 4,15-Difunctionalized
[2.2]Paracyclophanes. Journal of Organic Chemistry, 2014, 79, 6679-6687. 1.7 33



121

Citation Report

# Article IF Citations

2374 Structure and absorption of Co(III) azo complex dyes based on pyrrolinone esters: DFT and TD DFT
study. Chemical Physics Letters, 2014, 608, 213-218. 1.2 8

2375 Probing single-walled carbon nanotube defect chemistry using resonance Raman spectroscopy.
Carbon, 2014, 67, 17-26. 5.4 27

2376
Assessment of dispersionâ€•improved exchangeâ€•correlation functionals for the simulation of
CO<sub>2</sub> binding by alcoholamines. International Journal of Quantum Chemistry, 2014, 114,
805-812.

1.0 14

2377 Trapping acrylamide by a Michael addition: A computational study of the reaction between acrylamide
and niacin. International Journal of Quantum Chemistry, 2014, 114, 553-559. 1.0 4

2378
C,Câ€• and N,Câ€•Coupled Dimers of 2â€•Aminotetraphenylporphyrins: Regiocontrolled Synthesis,
Spectroscopic Properties, and Quantumâ€•Chemical Calculations. Chemistry - A European Journal, 2014,
20, 3998-4006.

1.7 26

2379 Photoexcitation of Light-Harvesting Câ€“Pâ€“C<sub>60</sub> Triads: A FLMO-TD-DFT Study. Journal of
Chemical Theory and Computation, 2014, 10, 2436-2448. 2.3 30

2380
Exploring molecular structures, orbital interactions, intramolecular proton-transfer reaction
kinetics, electronic transitions and complexation of 3-hydroxycoumarin species using DFT methods.
Journal of Molecular Graphics and Modelling, 2014, 51, 13-26.

1.3 7

2381 Functional Corannulene: Diverse Structures, Enhanced Charge Transport, and Tunable
Optoelectronic Properties. ChemPhysChem, 2014, 15, 885-893. 1.0 27

2382 Multidimensional spectroscopy of photoreactivity. Proceedings of the National Academy of Sciences
of the United States of America, 2014, 111, 4764-4769. 3.3 53

2383 Versatile coordination environment and interplay of metal assisted secondary interactions in the
organization of supramolecular motifs in new Hg(II)/PhHg(II) dithiolates. Polyhedron, 2014, 69, 225-233. 1.0 19

2384
Synthesis, photovoltaic performances and TD-DFT modeling of pushâ€“pull diacetylide platinum
complexes in TiO<sub>2</sub> based dye-sensitized solar cells. Dalton Transactions, 2014, 43,
11233-11242.

1.6 47

2385
A TDDFT study of the excited-state intramolecular proton transfer of
1,3-bis(2-pyridylimino)-4,7-dihydroxyisoindole. Journal of Photochemistry and Photobiology A:
Chemistry, 2014, 290, 109-115.

2.0 12

2386 Self-Aggregation and Optical Absorption of Stilbazolium Merocyanine in Chloroform. Journal of
Physical Chemistry B, 2014, 118, 1715-1725. 1.2 19

2387
Determination of a Solvent Hydrogen-Bond Acidity Scale by Means of the Solvatochromism of
Pyridinium-<i>N</i>-phenolate Betaine Dye 30 and PCM-TD-DFT Calculations. Journal of Physical
Chemistry B, 2014, 118, 4605-4614.

1.2 64

2388
Homogeneous and Heterogeneous Noncovalent Dimers of Formaldehyde and Thioformaldehyde:
Structures, Energetics, and Vibrational Frequencies. Journal of Physical Chemistry A, 2014, 118,
3376-3385.

1.1 24

2389 Computational and experimental studies on the triplet states of various N-substituted
4,5,6,7-tetrachlorophthalimides. Journal of Molecular Modeling, 2014, 20, 2344. 0.8 9

2390 Time-dependent density functional study of UV-visible absorption spectra of small noble metal
clusters (Cun, Agn, Aun, n = 2â€“9, 20). RSC Advances, 2014, 4, 13001. 1.7 43

2391
Electronic Structures of Platinum(II) Complexes with 2-Arylpyridine and 1,3-Diketonate Ligands: A
Relativistic Density Functional Study on Photoexcitation and Phosphorescent Properties. Journal of
Physical Chemistry C, 2014, 118, 12443-12449.

1.5 10



122

Citation Report

# Article IF Citations

2392 Tailoring fluorescent strigolactones for in vivo investigations: a computational and experimental
study. Organic and Biomolecular Chemistry, 2014, 12, 2960-2968. 1.5 28

2393
Second harmonic generation and electro-optical Pockels effect of 1- and 3-nitro-6-azabenzo[a]pyrene
N-oxide isomers: A Hartreeâ€“Fock and Coulomb-attenuating density functional theory investigation.
Journal of Chemical Sciences, 2014, 126, 701-710.

0.7 2

2394 Theoretical investigation of triphenylamine-based sensitizers with different Ï€-spacers for DSSC.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 118, 1144-1151. 2.0 46

2395 Photophysical and Electrochemical Properties of Thienylnaphthalimide Dyes with Excellent
Photostability. Journal of Physical Chemistry A, 2014, 118, 5178-5188. 1.1 13

2396 Modeling Excited States in TiO<sub>2</sub> Nanoparticles: On the Accuracy of a TD-DFT Based
Description. Journal of Chemical Theory and Computation, 2014, 10, 1189-1199. 2.3 63

2397 Roles of Octabutoxy Substitution and J-Aggregation in Stabilization of the Excited State in Nickel
Phthalocyanine. Journal of Physical Chemistry A, 2014, 118, 5419-5426. 1.1 15

2398 Direct observation of ultrafast long-range charge separation at polymerâ€“fullerene heterojunctions.
Nature Communications, 2014, 5, 4288. 5.8 140

2399 Theoretical Investigation of the Open Circuit Voltage: P3HT/9,9â€²-Bisfluorenylidene Derivative Devices.
Journal of Physical Chemistry A, 2014, 118, 4808-4815. 1.1 7

2400 Prediction of the linear and nonlinear optical properties of tetrahydronaphthalone derivatives via
long-range corrected hybrid functionals. Molecular Physics, 2014, 112, 3165-3172. 0.8 21

2401 A Combined Experimental and Theoretical Study of Conformational Preferences of Molecular
Semiconductors. Journal of Physical Chemistry C, 2014, 118, 15610-15623. 1.5 57

2402 Spectral Tuning of Rhodopsin and Visual Cone Pigments. Journal of the American Chemical Society,
2014, 136, 2723-2726. 6.6 43

2403 Prediction of Thymine Dimer Repair by Electron Transfer from Photoexcited 8-Aminoguanine or Its
Deprotonated Anion. Journal of Physical Chemistry A, 2014, 118, 7194-7200. 1.1 1

2404 A uniform approach to the description of multicenter bonding. Physical Chemistry Chemical Physics,
2014, 16, 20514-20523. 1.3 112

2405 <i>Ab Initio</i> Study of Potential Ultrafast Internal Conversion Routes in Oxybenzone, Caffeic Acid,
and Ferulic Acid: Implications for Sunscreens. Journal of Physical Chemistry A, 2014, 118, 11999-12010. 1.1 90

2406 QM/MM-MD Simulations of Conjugated Polyelectrolytes: A Study of Luminescent Conjugated
Oligothiophenes for Use as Biophysical Probes. Journal of Physical Chemistry A, 2014, 118, 3419-3428. 1.1 26

2407 Atomic-Scale Perspective of Ultrafast Charge Transfer at a Dyeâ€“Semiconductor Interface. Journal of
Physical Chemistry Letters, 2014, 5, 2753-2759. 2.1 79

2408
Benchmark Study on the Triplet Excited-State Geometries and Phosphorescence Energies of
Heterocyclic Compounds: Comparison Between TD-PBE0 and SAC-CI. Journal of Chemical Theory and
Computation, 2014, 10, 3969-3979.

2.3 36

2409 Computational design of<i>in vivo</i>biomarkers. Journal of Physics Condensed Matter, 2014, 26,
143202. 0.7 13



123

Citation Report

# Article IF Citations

2410 Correlated Ab Initio and Density Functional Studies on H<sub>2</sub> Activation by FeO<sup>+</sup>.
Journal of Chemical Theory and Computation, 2014, 10, 3807-3820. 2.3 95

2411
Theoretical Study of Relationships between Structural, Optical, Energetic, and Magnetic Properties
and Reactivity Parameters of Benzidine and Its Oxidized Forms. Journal of Physical Chemistry A, 2014,
118, 8872-8882.

1.1 9

2412 Excited States of a Significantly Ruffled Porphyrin: Computational Study on Structure-Induced Rapid
Decay Mechanism via Intersystem Crossing. Journal of Physical Chemistry A, 2014, 118, 4184-4194. 1.1 18

2413 Photophysics, Excitedâ€•state Doubleâ€•Proton Transfer and Hydrogenâ€•bonding Properties of
5â€•Deazaalloxazines. Photochemistry and Photobiology, 2014, 90, 972-988. 1.3 5

2414 Tuning the electronic structures and related properties of phenothiazine-based donor-Ï€-acceptor
dyes for dye-sensitized solar cells: a theoretical study. Monatshefte FÃ¼r Chemie, 2014, 145, 1737-1744. 0.9 11

2415 How the Second-Order Nonlinear Optical Response of the Collagen Triple Helix Appears: A Theoretical
Investigation. Journal of Physical Chemistry C, 2014, 118, 8595-8602. 1.5 34

2416
Determination of the Absolute Configuration of Perylene Quinoneâ€•Derived Mycotoxins by
Measurement and Calculation of Electronic Circular Dichroism Spectra and Specific Rotations.
Chemistry - A European Journal, 2014, 20, 11463-11470.

1.7 24

2417 Suppressing FÃ¶rster Resonance Energy Transfer between Organic Dyes on a Cosensitized Metal Oxide
Surface. Journal of Physical Chemistry C, 2014, 118, 19646-19654. 1.5 16

2418 Ultrafast Dynamics and Computational Studies on Diaminodicyanoquinodimethanes (DADQs). Journal
of Physical Chemistry B, 2014, 118, 6815-6828. 1.2 9

2419

Evaluation of the Linear and Second-Order NLO Properties of Molecular Crystals within the Local
Field Theory: Electron Correlation Effects, Choice of XC Functional, ZPVA Contributions, and Impact
of the Geometry in the Case of 2-Methyl-4-nitroaniline. Journal of Chemical Theory and Computation,
2014, 10, 2114-2124.

2.3 51

2420 Computational study on redox-switchable second-order nonlinear optical properties of
ferrocene-tetrathiafulvalene hybrid. RSC Advances, 2014, 4, 38300-38309. 1.7 9

2421 Toward Enabling Large-Scale Open-Shell Equation-of-Motion Coupled Cluster Calculations: Triplet
States of Î²-Carotene. Journal of Physical Chemistry A, 2014, 118, 9087-9093. 1.1 11

2422 Theoretical Study of the Structural Stability of Molecular Chain Sheet Models of Cellulose Crystal
Allomorphs. Journal of Physical Chemistry B, 2014, 118, 9313-9321. 1.2 32

2423 The Lineshape of the Electronic Spectrum of the Green Fluorescent Protein Chromophore, Part I: Gas
Phase. ChemPhysChem, 2014, 15, 3236-3245. 1.0 16

2424 Novel [2 + 1] Concerted Reaction Path for Disilacyclobutenes with Acetylene. Organometallics, 2014,
33, 763-770. 1.1 5

2425
Implementation of nuclear gradients of rangeâ€•separated hybrid density functionals and benchmarking
on rotational constants for organic molecules. Journal of Computational Chemistry, 2014, 35,
1509-1516.

1.5 48

2426 Formation Mechanism and Possible Stereocontrol of Bisphenol A Derivatives: A Computational Study.
Journal of Physical Chemistry B, 2014, 118, 9258-9262. 1.2 3

2427 Theoretical design of porphyrazine derivatives as promising sensitizers for dye-sensitized solar cells.
RSC Advances, 2014, 4, 20200. 1.7 27



124

Citation Report

# Article IF Citations

2428 Wave Function and Density Functional Theory Studies of Dihydrogen Complexes. Journal of Chemical
Theory and Computation, 2014, 10, 3151-3162. 2.3 23

2429 Organic dyes with intense light absorption especially suitable for application in thin-layer
dye-sensitized solar cells. Chemical Communications, 2014, 50, 13952-13955. 2.2 64

2430 Modes of Activation of Organometallic Iridium Complexes for Catalytic Water and Câ€“H Oxidation.
Inorganic Chemistry, 2014, 53, 423-433. 1.9 57

2431 Engineering Topochemical Polymerizations Using Block Copolymer Templates. Journal of the American
Chemical Society, 2014, 136, 13381-13387. 6.6 65

2432
Density Relaxation in Time-Dependent Density Functional Theory: Combining Relaxed Density Natural
Orbitals and Multireference Perturbation Theories for an Improved Description of Excited States.
Journal of Chemical Theory and Computation, 2014, 10, 4014-4024.

2.3 41

2433 Electronic and Optical Properties of Dye-Sensitized TiO2 Interfaces. Topics in Current Chemistry, 2014,
347, 1-45. 4.0 18

2434 Firstâ€•principle simulations on silicon-doped armchair singleâ€•walled carbon nanotubes of various
diameters. Physica E: Low-Dimensional Systems and Nanostructures, 2014, 64, 195-203. 1.3 23

2435 Role of Protonation State and Solvation on the pH Dependent Optical Properties of Bromocresol
Green. Journal of Chemical Theory and Computation, 2014, 10, 3958-3968. 2.3 3

2436
Damped Response Theory in Combination with Polarizable Environments: The Polarizable Embedding
Complex Polarization Propagator Method. Journal of Chemical Theory and Computation, 2014, 10,
1164-1171.

2.3 48

2437 Theoretical investigation of the borazineâ€“melamine polymer as a novel candidate for hydrogen
storage applications. Physical Chemistry Chemical Physics, 2014, 16, 10519-10530. 1.3 9

2438 The role of terminal groups in electronic structures and related properties: The case of pushâ€“pull
porphyrin dye sensitizers for solar cells. Computational and Theoretical Chemistry, 2014, 1039, 62-70. 1.1 12

2439
Influence of Donor Configurations on Photophysical, Electrochemical, and Photovoltaic
Performances in Dâˆ’Ï€â€“A Organic Sensitizers. ACS Sustainable Chemistry and Engineering, 2014, 2,
239-247.

3.2 24

2440 Redox Chemistry of Nickel(II) Complexes Supported by a Series of Noninnocent Î²-Diketiminate Ligands.
Inorganic Chemistry, 2014, 53, 6159-6169. 1.9 33

2441
Electron Localization Function Study on the Chemical Bonding in a Real Space for Tetrahedrane,
Cubane, Adamantane, and Dodecahedrane and Their Perfluorinated Derivatives and Radical Anions.
Journal of Physical Chemistry A, 2014, 118, 4147-4156.

1.1 15

2442
Spectroscopic trends in a series of Re(I) Î±-diimine complexes as a function of the
antenna/photoisomerizable ligands: a TD-DFT and MS-CASPT2 study. Canadian Journal of Chemistry,
2014, 92, 979-986.

0.6 13

2443 Structural, torsional, vibrational and response electric properties of 2,2â€²-bitellurophene rotamers. An
ab initio and density functional theory investigation. Structural Chemistry, 2014, 25, 959-968. 1.0 4

2444 Experimental and theoretical characterisation of phosphorescence from rhenium polypyridyl
tricarbonyl complexes. Polyhedron, 2014, 67, 505-512. 1.0 20

2445 Stable isomers for trifluoroacetic acid (TFA) pentahydrates obtained from density functional
calculations. Vibrational Spectroscopy, 2014, 71, 57-61. 1.2 4



125

Citation Report

# Article IF Citations

2446 Synthesis and spectroscopic properties of pyridones â€” Experimental and theoretical insight. Journal
of Molecular Liquids, 2014, 193, 51-59. 2.3 14

2447 Theoretical investigation on the spectroscopy prosperities of four isomers of an encoder molecule
FGDTE. Dyes and Pigments, 2014, 107, 108-117. 2.0 3

2448 Convergence of environment polarization effects in multiscale modeling of excitation energies.
Computational and Theoretical Chemistry, 2014, 1040-1041, 304-311. 1.1 36

2449
Geometry deformation and mesomeric effect at the minimal-energy conical intersections and their
relationship to the photoreactivity of indolylfulgides: A TD-DFT study. Chemical Physics Letters, 2014,
593, 174-180.

1.2 1

2450
Environmental and dynamical effects on the optical properties of molecular systems by
time-independent and time-dependent approaches: Coumarin derivatives as test cases. Computational
and Theoretical Chemistry, 2014, 1037, 35-48.

1.1 21

2451 Corrole dyes for dye-sensitized solar cells: The crucial role of the dye/semiconductor energy level
alignment. Computational and Theoretical Chemistry, 2014, 1030, 59-66. 1.1 38

2452
Aggregation behavior of dicephalic di-N-oxide surfactants in aqueous solution: Experimental and
computational approaches. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2014,
442, 34-41.

2.3 12

2453
Assessment of new DFT methods for predicting vibrational spectra and structure of cisplatin: Which
density functional should we choose for studying platinum(II) complexes?. Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2014, 125, 431-439.

2.0 38

2454
Quantum chemical perspective of efficient NLO materials based on dipolar
trans-tetraammineruthenium (II) complexes with pyridinium and thiocyanate ligands: First theoretical
framework. Computational and Theoretical Chemistry, 2014, 1033, 6-13.

1.1 42

2455 On site coulomb repulsion dominates over the non-local Hartree-Fock exchange in determining the
band gap of polymers. Journal of Physics and Chemistry of Solids, 2014, 75, 212-223. 1.9 4

2456
A theoretical study on elementary building blocks for organic solar cells â€“ Influence of a donor
molecule on electronic spectrum of PCBM. Computational and Theoretical Chemistry, 2014, 1040-1041,
243-258.

1.1 8

2457 Excited states of porphyrin and porphycene aggregates: Computational insights. Computational and
Theoretical Chemistry, 2014, 1040-1041, 274-286. 1.1 12

2458
Effects of the basis set and of the exchangeâ€“correlation functional on the Inelastic Electron
Tunneling signatures of 1,4-benzenedithiol. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2014, 119, 34-41.

2.0 4

2459
A simplified time-dependent density functional theory approach for electronic ultraviolet and
circular dichroism spectra of very large molecules. Computational and Theoretical Chemistry, 2014,
1040-1041, 45-53.

1.1 211

2460 Theoretical investigation on photodechlorination mechanism of polychlorinated biphenyls.
Chemosphere, 2014, 95, 200-205. 4.2 22

2461 Density Functional Theory Study of the Conformation and Optical Properties of Hybrid
Aunâ€“Dithienylethene Systems (n = 3, 19, 25). Journal of Physical Chemistry A, 2014, 118, 4695-4706. 1.1 12

2462 On the Potential Application of Superalkali Clusters in Designing Novel Alkalides with Large
Nonlinear Optical Properties. Inorganic Chemistry, 2014, 53, 6170-6178. 1.9 125

2463 Bridged Tolanes: A Twisted Tale. Journal of Organic Chemistry, 2014, 79, 6571-6578. 1.7 34



126

Citation Report

# Article IF Citations

2464 Synthesis and Photophysics of a Redâ€•Light Absorbing Supramolecular Chromophore System. Chemistry
- A European Journal, 2014, 20, 10285-10291. 1.7 17

2465 Delocalization Error and â€œFunctional Tuningâ€• in Kohnâ€“Sham Calculations of Molecular Properties.
Accounts of Chemical Research, 2014, 47, 2592-2602. 7.6 239

2466 Charge Transfer Emission of T-Shaped Ï€-Conjugated Molecules: Impact of Quinoid Character on the
Excited State Properties. Journal of Physical Chemistry A, 2014, 118, 2591-2598. 1.1 24

2467 DFT Calculation of Static First Hyperpolarizabilities and Linear Optical Properties of Metal Alkynyl
Complexes. Organometallics, 2014, 33, 2434-2447. 1.1 28

2468 Experimental and Computational Studies of the Neutral and Reduced States of
Indeno[1,2-<i>b</i>]fluorene. Journal of the American Chemical Society, 2014, 136, 9181-9189. 6.6 41

2469 Cooperativity and cluster growth patterns in acetonitrile: A DFT study. Journal of Computational
Chemistry, 2014, 35, 910-922. 1.5 28

2470 Donorâ€“Acceptor Polymers for Electrochemical Supercapacitors: Synthesis, Testing, and Theory.
Journal of Physical Chemistry C, 2014, 118, 8295-8307. 1.5 65

2471 Mixedâ€•Valence Ruthenium Complexes Rotating through a Conformational Robinâ€“Day Continuum.
Chemistry - A European Journal, 2014, 20, 6895-6908. 1.7 76

2472 Comparison of LC-TDDFT and ADC(2) Methods in Computations of Bright and Charge Transfer States in
Stacked Oligothiophenes. Journal of Chemical Theory and Computation, 2014, 10, 3280-3289. 2.3 54

2473 Simulation of the Resonance Raman Spectrum for Uracil. Journal of Physical Chemistry A, 2014, 118,
9228-9238. 1.1 12

2474 Long wavelength absorbing carbostyrils as test cases for different TDDFT procedures and solvent
models. Journal of Molecular Modeling, 2014, 20, 2217. 0.8 6

2475 A DFT study of the interaction between olefins and Cu<sup>2+</sup> on silica and MCM-41 model
surfaces. Dalton Transactions, 2014, 43, 6221-6228. 1.6 6

2476 Size and shape dependent photoluminescence and excited state decay rates of diamondoids. Physical
Chemistry Chemical Physics, 2014, 16, 3070-3076. 1.3 35

2477 Fast and Accurate Electronic Excitations in Cyanines with the Many-Body Betheâ€“Salpeter Approach.
Journal of Chemical Theory and Computation, 2014, 10, 1212-1218. 2.3 88

2478
Modulation on charge recombination and light harvesting towardÂ high-performance
benzothiadiazole-based sensitizers in dye-sensitized solar cells: A theoretical investigation. Journal of
Power Sources, 2014, 267, 300-308.

4.0 65

2479 How Does LCDFT Compare to SAC-CI for the Treatment of Valence and Rydberg Excited States of
Organic Compounds?. Journal of Physical Chemistry A, 2014, 118, 1741-1747. 1.1 12

2480 Modeling the Absorbance Properties of a Pyrene Chromophore Grafted onto a Au25Nanocluster: A
TD-DFT Study. Journal of Physical Chemistry C, 2014, 118, 4444-4453. 1.5 23

2481 Synthesis and Characterization of Cyclooctatetrathiophenes with Different Connection Sequences.
Journal of Organic Chemistry, 2014, 79, 2255-2262. 1.7 24



127

Citation Report

# Article IF Citations

2482 Cyanobutaâ€•1,3â€•dienes as Novel Electron Acceptors for Photoactive Multicomponent Systems. Chemistry
- A European Journal, 2014, 20, 202-216. 1.7 40

2483
Constructing (super)alkaliâ€“boron-heterofullerene dyads: an effective approach to achieve large first
hyperpolarizabilities and high stabilities in M<sub>3</sub>Oâ€“BC<sub>59</sub>(M = Li, Na and K) and
K@n-BC<sub>59</sub>(n = 5 and 6). Physical Chemistry Chemical Physics, 2014, 16, 1597-1606.

1.3 64

2484 Evaluation of various density functionals for predicting the electrophosphorescent host HOMO,
LUMO and triplet energies. Synthetic Metals, 2014, 195, 54-60. 2.1 15

2485 Configurable photochromism of an unsymmetrical dithienylethene derivative by Cu2+ ions or water.
Dyes and Pigments, 2014, 111, 1-7. 2.0 15

2486 Quantum Mechanics/Molecular Mechanics Study of Oxygen Binding in Hemocyanin. Journal of
Physical Chemistry B, 2014, 118, 5034-5043. 1.2 18

2487 Absolute configuration of 1,5-diazepin-2-ones: A critical test case for density functional theory.
Computational and Theoretical Chemistry, 2014, 1044, 15-23. 1.1 4

2488 Applications of Time Dependent and Time Independent Density Functional Theory to the First Ï€ to Ï€*
Transition in Cyanine Dyes. Journal of Chemical Theory and Computation, 2014, 10, 3299-3307. 2.3 79

2489
Design of Ratiometric Fluorescent Probes Based on Areneâ€“Metalâ€•Ion Interactions and Their Application
to Cd<sup>II</sup> and Hydrogen Sulfide Imaging in Living Cells. Chemistry - A European Journal, 2014,
20, 2184-2192.

1.7 29

2490 Cluster Approach To Model Titanium Dioxide as Isolated or Organic Dye Sensitized Nanoobjects.
Journal of Physical Chemistry C, 2014, 118, 6009-6018. 1.5 17

2491 Chelation-Induced Quenching of Two-Photon Absorption of Azacrown Ether Substituted Distyryl
Benzene for Metal Ion Sensing. Journal of Chemical Theory and Computation, 2014, 10, 778-788. 2.3 12

2492 Calculating CD Spectra of Flexible Peptides: An Assessment of TD-DFT Functionals. Journal of Chemical
Theory and Computation, 2014, 10, 3270-3279. 2.3 18

2493 Absorption and fluorescence signatures of 1,2,3-triazole based regioisomers: challenging compounds
for TD-DFT. Physical Chemistry Chemical Physics, 2014, 16, 9064-9073. 1.3 29

2494 Ligand and Solvation Effects on the Structural and Electronic Properties of Small Gold Clusters.
Journal of Physical Chemistry C, 2014, 118, 4362-4376. 1.5 34

2495 Orbital gap predictions for rational design of organic photovoltaic materials. Organic Electronics,
2014, 15, 1509-1520. 1.4 110

2496
Reprint of â€œEnvironmental and dynamical effects on the optical properties of molecular systems by
time-independent and time-dependent approaches: Coumarin derivatives as test casesâ€•. Computational
and Theoretical Chemistry, 2014, 1040-1041, 144-157.

1.1 1

2497 A comparison of carboxypyridine isomers as sensitizers for dye-sensitized solar cells: assessment of
device efficiency and stability. Tetrahedron, 2014, 70, 6285-6295. 1.0 27

2498
Combined experimental and theoretical study of deprotonated ferrocene: Anion photoelectron
spectroscopy and density functional calculations. International Journal of Mass Spectrometry, 2014,
357, 63-65.

0.7 4

2499 Intermolecular interaction modulation on pentacene clusters by introduction of a neighboring
charged pentacene. Thin Solid Films, 2014, 554, 95-98. 0.8 1



128

Citation Report

# Article IF Citations

2500 Synthesis, structures and photophysical properties of boronâ€“fluorine derivatives based on
pyridine/1,8-naphthyridine. Dyes and Pigments, 2014, 105, 157-162. 2.0 16

2501 H-aggregation of the amphiphilic dye TDPI: Photophysical, electrochemical, DFT and SAXS studies.
Journal of Molecular Structure, 2014, 1063, 320-327. 1.8 3

2502 Theoretical Study of the Ï€ â†’ Ï€* Excited States of Oligoacenes: A Full Ï€-Valence DMRG-CASPT2 Study.
Bulletin of the Chemical Society of Japan, 2014, 87, 1071-1073. 2.0 28

2503 Vibrational spectroscopic, NMR parameters and electronic properties of three 3-phenylthiophene
derivatives via density functional theory. SpringerPlus, 2014, 3, 701. 1.2 17

2504 Theoretical Modeling for Electron Transfer in Organic Materials. , 2014, , 1-32. 0

2506 Insights into the Mechanism of Polymer Coating Self-Healing Using Raman Spectroscopy. Applied
Spectroscopy, 2014, 68, 541-548. 1.2 20

2507 A spectroscopic study of the optical properties of a nitrobenzoxadiazole derivative in solution: The
role of specific interactions. Chemical Physics Letters, 2014, 610-611, 357-362. 1.2 3

2508 Nonâ€•innocent Redox Behavior of Amidinato Ligands: Spectroscopic Evidence for Amidinyl Complexes.
Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2014, 640, 2781-2787. 0.6 9

2510 Aerobic Damage to [FeFe]â€•Hydrogenases: Activation Barriers for the Chemical Attachment of
O<sub>2</sub>. Angewandte Chemie - International Edition, 2014, 53, 4081-4084. 7.2 26

2511
Laser flash photolysis study of the reactivity of Î²-naphthoflavone triplet: Hydrogen abstraction and
singlet oxygen generation. Journal of Photochemistry and Photobiology A: Chemistry, 2014, 294,
121-129.

2.0 5

2512 Understanding the Onâ€“Off Switching Mechanism in Cationic Tetravalent Group-V-Based Fluoride
Molecular Sensors Using Orbital Analysis. Journal of Physical Chemistry A, 2015, 119, 12693-12698. 1.1 12

2514 Modeling absorption and fluorescence solvatochromism with <scp>QM</scp>/Classical approaches.
International Journal of Quantum Chemistry, 2015, 115, 1202-1208. 1.0 36

2515 The Effect of Crystal Packing and Re<sup>IV</sup> Ions on the Magnetisation Relaxation of
[Mn<sub>6</sub>]â€•Based Molecular Magnets. Chemistry - A European Journal, 2015, 21, 8790-8798. 1.7 20

2516 Second hyperpolarizability of delta shaped disubstituted acetylene complexes of beryllium,
magnesium, and calcium. Journal of Molecular Modeling, 2015, 21, 254. 0.8 10

2517 Transition matrices and orbitals from reduced density matrix theory. Journal of Chemical Physics,
2015, 142, 244103. 1.2 48

2518 Solid-state optical absorption from optimally tuned time-dependent range-separated hybrid density
functional theory. Physical Review B, 2015, 92, . 1.1 210

2519 Surface calculations with asymptotically long-ranged potentials in the full-potential linearized
augmented plane-wave method. Physical Review B, 2015, 92, . 1.1 9

2520 Linear interpolation method in ensemble Kohn-Sham and range-separated density-functional
approximations for excited states. Physical Review A, 2015, 92, . 1.0 27



129

Citation Report

# Article IF Citations

2521 Torsional Motion of the Chromophore Catechol following the Absorption of Ultraviolet Light.
Physical Review Letters, 2015, 114, 233001. 2.9 16

2522 Solid-State Optical Properties and Crystal Structures of 1,4-Dipropoxy-9,10-anthraquinone
Polymorphs. Bulletin of the Chemical Society of Japan, 2015, 88, 713-715. 2.0 5

2523 Gas-Phase Spectroscopy of a Vinylheptafulvene Chromophore. European Journal of Mass
Spectrometry, 2015, 21, 569-577. 0.5 3

2524 Long-range correction for tight-binding TD-DFT. Journal of Chemical Physics, 2015, 143, 134120. 1.2 51

2525 On the ultrafast charge migration and subsequent charge directed reactivity in Clâ‹¯N halogen-bonded
clusters following vertical ionization. Journal of Chemical Physics, 2015, 142, 244309. 1.2 13

2526 Size-dependent error of the density functional theory ionization potential in vacuum and solution.
Journal of Chemical Physics, 2015, 143, 244105. 1.2 27

2527 Assessing the accuracy of some popular DFT methods for computing harmonic vibrational frequencies
of water clusters. Journal of Chemical Physics, 2015, 143, 214103. 1.2 49

2528 Electronic spectra of azaindole and its excited state mixing: A symmetry-adapted cluster
configuration interaction study. Journal of Chemical Physics, 2015, 143, 204304. 1.2 5

2529 Exciton size and binding energy limitations in one-dimensional organic materials. Journal of Chemical
Physics, 2015, 143, 244905. 1.2 59

2530 Implementation and benchmark of a long-range corrected functional in the density functional based
tight-binding method. Journal of Chemical Physics, 2015, 143, 184107. 1.2 64

2531 Assessment of TD-DFT and LF-DFT for study of <i>d</i> âˆ’ <i>d</i> transitions in first row transition
metal hexaaqua complexes. Journal of Chemical Physics, 2015, 142, 214111. 1.2 32

2532 Electronic spectra from TDDFT and machine learning in chemical space. Journal of Chemical Physics,
2015, 143, 084111. 1.2 173

2533 How well do static electronic dipole polarizabilities from gas-phase experiments compare with
density functional and MP2 computations?. Journal of Chemical Physics, 2015, 143, 144302. 1.2 26

2534 The role of cytosine methylation on charge transport through a DNA strand. Journal of Chemical
Physics, 2015, 143, 094306. 1.2 9

2535 Photoinduced Charge Transport in a BHJ Solar Cell Controlled by an External Electric Field. Scientific
Reports, 2015, 5, 13970. 1.6 33

2536 Tuned range separated hybrid functionals for solvated low bandgap oligomers. Journal of Chemical
Physics, 2015, 143, 034101. 1.2 44

2537 Communication: Exciton analysis in time-dependent density functional theory: How functionals shape
excited-state characters. Journal of Chemical Physics, 2015, 143, 171101. 1.2 74

2538
Beyond the electric-dipole approximation: A formulation and implementation of molecular response
theory for the description of absorption of electromagnetic field radiation. Journal of Chemical
Physics, 2015, 142, 244111.

1.2 48



130

Citation Report

# Article IF Citations

2539 Polarizable embedding with a multiconfiguration short-range density functional theory linear
response method. Journal of Chemical Physics, 2015, 142, 114113. 1.2 29

2540 Invertibility of retarded response functions for Laplace transformable potentials: Application to
one-body reduced density matrix functional theory. Journal of Chemical Physics, 2015, 143, 054102. 1.2 6

2541 A Forgotten Chiral Spiro Compound Revisited:
3,3'â€•Dimethylâ€•3<i>H</i>,3'<i>H</i>â€•2,2'â€•spirobi[[1,3]benzothiazole]. Chirality, 2015, 27, 716-721. 1.3 2

2542 The Electronic Structure of Some Cyanohydrinsâ€”Aâ€…Spectroscopically Underâ€•Investigated Family of
Compounds. ChemPhysChem, 2015, 16, 3660-3671. 1.0 3

2543 A Theoretical Study of Ene Reactions in Solution: A Solutionâ€•Phase Translational Entropy Model.
ChemPhysChem, 2015, 16, 3711-3718. 1.0 20

2544 Excitedâ€•State Proton Transfer Can Tune the Color of Protein Fluorescent Markers. ChemPhysChem,
2015, 16, 3444-3449. 1.0 18

2545 Circular Dichroism and TDDFT Investigation of Chiral Fluorinated Aryl Benzyl Sulfoxides. European
Journal of Organic Chemistry, 2015, 2015, 5554-5562. 1.2 14

2546 Adsorptionâ€•induced changes of intramolecular optical transitions: <scp>PTCDA</scp>/NaCl and
PTCDA/KCl. Journal of Computational Chemistry, 2015, 36, 1805-1811. 1.5 12

2547 Analysis of Oxyluciferin Photoluminescence Pathways in Aqueous Solutions. Photochemistry and
Photobiology, 2015, 91, 74-83. 1.3 12

2548 Role of Quantum Vibrations on the Structural, Electronic, and Optical Properties of 9-Methylguanine.
Journal of Physical Chemistry A, 2015, 119, 10816-10827. 1.1 28

2549 Theoretical Computerâ€•Aided Mutagenic Study on the Triple Green Fluorescent Protein Mutant
S65T/H148D/Y145F. ChemPhysChem, 2015, 16, 2134-2139. 1.0 3

2550
Quantum Chemical Investigation on Phosphine-Functionalized Charge-Neutral Osmium(II) Complexes
Bearing Bidentate/Tetradentate Pyridylpyrazolate-Based Ligands. European Journal of Inorganic
Chemistry, 2015, 2015, 3290-3298.

1.0 1

2551 Indaphyrins and Indachlorins: Optical and Chiroptical Properties of a Family of Helimeric
Porphyrinoids. European Journal of Organic Chemistry, 2015, 2015, 3913-3922. 1.2 24

2552
Effects of calcium complexation on heparinâ€•like disaccharides. A combined theoretical, tandem mass
spectrometry and ultraviolet experiment. Rapid Communications in Mass Spectrometry, 2015, 29,
1135-1144.

0.7 8

2553 Exploring the chemical fate of the sulfate radical anion by reaction with sulfur dioxide in the gas
phase. Atmospheric Chemistry and Physics, 2015, 15, 495-503. 1.9 11

2554 Pyrrolo[3,2â€•<i>b</i>]pyrrolesâ€”From Unprecedented Solvatofluorochromism to Twoâ€•Photon
Absorption. Chemistry - A European Journal, 2015, 21, 18364-18374. 1.7 93

2555 Germacyclobutenes: Generation by 1,1â€•Carbalumination or 1,1â€•Carbagallation and Their Photophysical
Properties. Chemistry - A European Journal, 2015, 21, 2629-2637. 1.7 11

2556
A Combined Experimentalâ€“Computational Investigation to Uncover the Puzzling (Chiroâ€•)optical
Response of Pyridocyclophanes: Oneâ€• and Twoâ€•Photon Spectra. Chemistry - A European Journal, 2015, 21,
12136-12147.

1.7 15



131

Citation Report

# Article IF Citations

2557 New density functional parameterizations to accurate calculations of electric field gradient
variations among compounds. Journal of Computational Chemistry, 2015, 36, 2125-2130. 1.5 2

2558 Cageâ€•Like B<sub>41</sub><sup>+</sup> and B<sub>42</sub><sup>2+</sup>: New Chiral Members of the
Borospherene Family. Angewandte Chemie, 2015, 127, 8278-8282. 1.6 11

2559 Fluorogenic Strainâ€•Promoted Alkyneâ€“Diazo Cycloadditions. Chemistry - A European Journal, 2015, 21,
13996-14001. 1.7 35

2560
Structure and Absolute Configuration of Kongiidiazadione, a New Phytotoxic
3â€•Substitutedâ€•5â€•Diazenylcyclopentendione Produced by <i>Diaporthe Kongii</i>. Chirality, 2015, 27,
557-562.

1.3 3

2561 Enantioselective Preparation, Conformational Analysis and Absolute Configuration of Highly
Substituted Aziridines. Chirality, 2015, 27, 875-887. 1.3 4

2562
Enhancing Electron Injection in Dyeâ€•Sensitized Solar Cells by Adopting W<sup>6+</sup>â€•Doped
TiO<sub>2</sub> Nanowires: A Theoretical Study. European Journal of Inorganic Chemistry, 2015, 2015,
5563-5570.

1.0 7

2563 UVâ€•Photoelectron Spectroscopic Studies of the Simplest 2,3â€•Dihydroâ€•1<i>H</i>â€•1,3,2â€•diazaboroles
[(CHNH)<sub>2</sub>BX, X = H, CN]. European Journal of Inorganic Chemistry, 2015, 2015, 5196-5201. 1.0 1

2564 Application of Visibleâ€•toâ€•UV Photon Upconversion to Photoredox Catalysis: The Activation of Aryl
Bromides. Chemistry - A European Journal, 2015, 21, 15496-15501. 1.7 127

2565 Synthesis, Structural Characterization, and Chiroptical Studies of Bidentate Salenâ€•Type Lanthanide (III)
Complexes. Chirality, 2015, 27, 857-863. 1.3 7

2566 Absolute Configuration Determination of Azulenyl Diols Isolated From Asymmetric Pinacol Coupling.
Chirality, 2015, 27, 826-834. 1.3 3

2567 From Graphene to Carbon Nanotubes: Variation of the Electronic States and Nonlinear Optical
Responses. ChemPhysChem, 2015, 16, 2151-2158. 1.0 10

2568 A Density Functional Study of the Nonlinear Optical Properties of Edgeâ€•Functionalized Nonplanar
Nanographenes. ChemPhysChem, 2015, 16, 2783-2788. 1.0 21

2569 Computational Insights into Excitedâ€•State Protonâ€•Transfer Reactions in Azo and Azomethine Dyes.
ChemPhysChem, 2015, 16, 3966-3973. 1.0 20

2570
Three-dimensional reference interaction site model self-consistent field analysis of solvent and
substituent effects on the absorption spectra of Brooker's merocyanine. Journal of Computational
Chemistry, 2015, 36, 1655-1663.

1.5 7

2571 The Cu2O2torture track for a real-life system: [Cu2(btmgp)2O2]2+oxo and peroxo species in density
functional calculationsâ€ . Journal of Computational Chemistry, 2015, 36, 1672-1685. 1.5 33

2572 A Heteroaromatically Functionalized Hexamolybdate. Inorganics, 2015, 3, 82-100. 1.2 7

2573 Gas-Phase Thermal Tautomerization of Imidazole-Acetic Acid: Theoretical and Computational
Investigations. International Journal of Molecular Sciences, 2015, 16, 26347-26362. 1.8 4

2574
The Role of Porphyrin-Free-Base in the Electronic Structures and Related Properties of N-Fused
Carbazole-Zinc Porphyrin Dye Sensitizers. International Journal of Molecular Sciences, 2015, 16,
27707-27720.

1.8 20



132

Citation Report

# Article IF Citations

2575 Can Excited Electronic States of Macromolecules with Extended Pi-Systems be Reliably Predicted? A
Case Study on P3HT. Frontiers in Materials, 2015, 2, . 1.2 6

2576 A proposal for a dipole-generated BLUF domain mechanism. Frontiers in Molecular Biosciences, 2015, 2,
62. 1.6 16

2577 A New Index for the Estimation of the Aromatic Character - IX. Letters in Organic Chemistry, 2015, 13,
33-43. 0.2 5

2578 Thiazole-induced rigidification in substituted dithieno-tetrathiafulvalene: the effect of planarisation
on charge transport properties. Beilstein Journal of Organic Chemistry, 2015, 11, 1148-1154. 1.3 12

2579 Synthesis and Photophysical Properties of Polycarbo-Substituted Quinazolines Derived from the
2-Aryl-4-chloro-6-iodoquinazolines. Molecules, 2015, 20, 14656-14683. 1.7 13

2580 Investigations on Synperiplanar and Antiperiplanar Isomers of Losartan: Theoretical and Experimental
NMR Studies. Molecules, 2015, 20, 11875-11890. 1.7 4

2581 Photoactive Layer of DSSCS Based on Natural Dyes: A Study of Experiment and Theory. Journal of
Nanomaterials, 2015, 2015, 1-6. 1.5 5

2582 DFT Study of Polythiophene Energy Band Gap and Substitution Effects. Journal of Chemistry, 2015, 2015,
1-12. 0.9 24

2583 Assignment of Oâ€“O and Mo=O Stretching Frequencies of Molybdenum/Tungsten Complexes Revisited.
Journal of Chemistry, 2015, 2015, 1-10. 0.9 18

2584 Structural Dependence of Electronic Properties in A-A-D-A-A-Type Organic Solar Cell Material.
International Journal of Photoenergy, 2015, 2015, 1-7. 1.4 3

2585 Spectra and Charge Transport of Polar Molecular Photoactive Layers Used for Solar Cells. Journal of
Chemistry, 2015, 2015, 1-10. 0.9 3

2586 Electronic Properties in Supercritical Fluids. Advances in Quantum Chemistry, 2015, , 323-339. 0.4 6

2587 Optical Absorption and Electron Injection of 4-(Cyanomethyl)benzoic Acid Based Dyes: A DFT Study.
Journal of Chemistry, 2015, 2015, 1-9. 0.9 2

2588 Theoretical Study on Resonance Raman Spectra of Tetraoxaporphyrin Dication by TDDFT Calculation.
Chinese Journal of Chemical Physics, 2015, 28, 579-587. 0.6 3

2589 Solution structures of methyl aldopyranosides revealed by vacuum-ultraviolet electronic
circular-dichroism spectroscopy. Biomedical Spectroscopy and Imaging, 2015, 4, 269-282. 1.2 5

2590 Molecular Structure â€“ Optical Property Relationships for a Series of Non-Centrosymmetric
Two-photon Absorbing Push-Pull Triarylamine Molecules. Scientific Reports, 2014, 4, 4447. 1.6 55

2591
Applicability of optimal functional tuning in density functional calculations of ionization potentials
and electron affinities of adenineâ€“thymine nucleobase pairs and clusters. Physical Chemistry
Chemical Physics, 2015, 17, 4337-4345.

1.3 32

2592
Ultrafast hydrogen bond dynamics and partial electron transfer after photoexcitation of diethyl
ester of 7-(diethylamino)-coumarin-3-phosphonic acid and its benzoxaphosphorin analog. Physical
Chemistry Chemical Physics, 2015, 17, 9919-9926.

1.3 5



133

Citation Report

# Article IF Citations

2593 Modeling ultrafast exciton deactivation in oligothiophenes via nonadiabatic dynamics. Physical
Chemistry Chemical Physics, 2015, 17, 7787-7799. 1.3 48

2594
Critical analysis of spectral solvent shifts calculated by the contemporary PCM approaches of a
representative series of charge-transfer complexes between tetracyanoethylene and methylated
benzenes. Physical Chemistry Chemical Physics, 2015, 17, 17618-17627.

1.3 8

2595 Electron transport in carbon wires in contact with Ag electrodes: a detailed first principles
investigation. Physical Chemistry Chemical Physics, 2015, 17, 18413-18425. 1.3 17

2596 Cyclometalation and coupling of a rigid 4,5-bis(imino)acridanide pincer ligand on yttrium. Dalton
Transactions, 2015, 44, 11601-11612. 1.6 9

2597 Critical evaluation of the potential energy surface of the CH3 + HO2reaction system. Journal of
Chemical Physics, 2015, 142, 054308. 1.2 11

2598 On the accuracy of density functional theory and wave function methods for calculating vertical
ionization energies. Journal of Chemical Physics, 2015, 142, 194114. 1.2 44

2599 Tuning Range-Separated Density Functional Theory for Photocatalytic Water Splitting Systems.
Journal of Chemical Theory and Computation, 2015, 11, 1700-1709. 2.3 64

2600 Density Functional Theory Based Analysis of Photoinduced Electron Transfer in a Triazacryptand
Based K<sup>+</sup> Sensor. Journal of Physical Chemistry A, 2015, 119, 2902-2907. 1.1 31

2601 Bridging the Gap between the Gas Phase and Solution Phase: Solvent Specific Photochemistry in
4-<i>tert</i>-Butylcatechol. Journal of Physical Chemistry A, 2015, 119, 11989-11996. 1.1 21

2602
Molecular Design to Enhance the Thermal Stability of a Photo Switchable Molecular Junction Based
on Dimethyldihydropyrene and Cyclophanediene Isomerization. Journal of Physical Chemistry C, 2015,
119, 11468-11474.

1.5 14

2603 Electric Property Variations in Nanosized Hexagonal Boron Nitride/Graphene Hybrids. Journal of
Physical Chemistry C, 2015, 119, 11872-11885. 1.5 28

2604
An On-the-Fly Surface-Hopping Program JADE for Nonadiabatic Molecular Dynamics of Polyatomic
Systems: Implementation and Applications. Journal of Chemical Theory and Computation, 2015, 11,
1360-1374.

2.3 111

2605 Influence of borate structure on the thermal stability of boron-containing phenolic resins: A DFT
study. Polymer Degradation and Stability, 2015, 119, 190-197. 2.7 24

2606 Synthesis, chiroptical and SHG properties of polarizable pushâ€“pull dyes built on Ï€-extended
binaphthyls. RSC Advances, 2015, 5, 21495-21503. 1.7 13

2607 Density Functionals. Topics in Current Chemistry, 2015, , . 4.0 5

2608 Fe(dppe)(Î·5-C5Me5)-Based Phenylalkynyl Complexes Featuring an NO2 End Group: A Theoretical Analysis.
Australian Journal of Chemistry, 2015, 68, 1352. 0.5 6

2609 Computational Molecular Electronic Spectroscopy with TD-DFT. Topics in Current Chemistry, 2015,
368, 347-375. 4.0 29

2610 Electric properties of the low-lying excited states of benzonitrile: geometry relaxation and solvent
effects. Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 13



134

Citation Report

# Article IF Citations

2611 Efficient halogen photoelimination from dibromo, dichloro and difluoro tellurophenes. Dalton
Transactions, 2015, 44, 2092-2096. 1.6 53

2612 Development of a New Dual Polarity and Viscosity Probe Based on the Foldamer Concept. Organic
Letters, 2015, 17, 2844-2847. 2.4 17

2613
Nonoxido Vanadium(IV) Compounds Involving Dithiocarbazate-Based Tridentate ONS Ligands:
Synthesis, Electronic and Molecular Structure, Spectroscopic and Redox Properties. Inorganic
Chemistry, 2015, 54, 6203-6215.

1.9 37

2614 Charge-Transfer Versus Charge-Transfer-Like Excitations Revisited. Journal of Chemical Theory and
Computation, 2015, 11, 3305-3320. 2.3 75

2615 An â€˜all pigmentâ€™ model of excitation quenching in LHCII. Physical Chemistry Chemical Physics, 2015, 17,
15857-15867. 1.3 60

2616
Intersystem Crossing Pathway in Quinolineâ€“Pyrazole Isomerism: A Time-Dependent Density Functional
Theory Study on Excited-State Intramolecular Proton Transfer. Journal of Physical Chemistry A, 2015,
119, 6269-6274.

1.1 89

2617
Inquiry of the reaction paths in thermal retro-Dielsâ€“Alder reactions in the gas phase: Theoretical
study on the concerted and stepwise elimination mechanisms of cyclohexenes. Computational and
Theoretical Chemistry, 2015, 1067, 103-113.

1.1 3

2618

Excited-state vibrational relaxation and deactivation dynamics of
trans-4-(N,N-dimethylamino)-4â€²-nitrostilbene in nonpolar solvents studied by ultrafast time-resolved
broadband fluorescence spectroscopy. Journal of Photochemistry and Photobiology A: Chemistry,
2015, 310, 26-32.

2.0 17

2619
Effect of phenylamine moiety on the structure, optical properties, and phosphorescence efficiencies
of some red-emitting iridium(III) complexes: A theoretical study. Journal of Photochemistry and
Photobiology A: Chemistry, 2015, 311, 85-94.

2.0 7

2620 Isolation, ECD assisted structural analyses, biosynthetic discussions, and biological activities of
epi-cochlioquinones D and its derivatives. Tetrahedron, 2015, 71, 4788-4794. 1.0 12

2621 On the interaction between gold and silver metal atoms and DNA/RNA nucleobases â€“ a comprehensive
computational study of ground state properties. Nanotechnology Reviews, 2015, 4, 173-191. 2.6 23

2622 A new sensitizer containing dihexyloxy-substituted triphenylamine as donor and a binary conjugated
spacer for dye-sensitized solar cells. RSC Advances, 2015, 5, 53687-53699. 1.7 19

2623 Optical properties of prodigiosin and obatoclax: action spectroscopy and theoretical calculations.
Physical Chemistry Chemical Physics, 2015, 17, 25946-25955. 1.3 15

2624 Thiazolo[5,4-d]thiazole-based organic sensitizers with strong visible light absorption for
transparent, efficient and stable dye-sensitized solar cells. RSC Advances, 2015, 5, 32657-32668. 1.7 42

2625
Photoinduced Ultrafast Intramolecular Excited-State Energy Transfer in the Silylene-Bridged Biphenyl
and Stilbene (SBS) System: A Nonadiabatic Dynamics Point of View. Journal of Physical Chemistry A,
2015, 119, 6937-6948.

1.1 10

2626 Energy Transfer Between Squaraine Polymer Sections: From <i>Helix</i> to <i>Zigzag</i> and All the
Way Back. Journal of the American Chemical Society, 2015, 137, 7851-7861. 6.6 50

2628 Toward assessment of density functionals for vibronic coupling in twoâ€•photon absorption: A case
study of 4â€•nitroaniline. Journal of Computational Chemistry, 2015, 36, 1124-1131. 1.5 12

2629 Density Functional Theory in the Design of Organometallics for Energy Conversion. Green Chemistry
and Sustainable Technology, 2015, , 29-59. 0.4 4



135

Citation Report

# Article IF Citations

2630
A sensor for formaldehyde detection: luminescent metalâ€“organic framework
[Zn<sub>2</sub>(H<sub>2</sub>L)(2,2â€²-bpy)<sub>2</sub>(H<sub>2</sub>O)]<sub>n</sub>. RSC
Advances, 2015, 5, 49752-49758.

1.7 21

2631 On Predicting the Excited-State Properties of Thermally Activated Delayed Fluorescence Emitters.
Journal of Physical Chemistry C, 2015, 119, 13535-13544. 1.5 163

2632 Heterocyclic azo dyes for dye sensitized solar cells: A quantum chemical study. Computational and
Theoretical Chemistry, 2015, 1066, 94-99. 1.1 64

2633 A theoretical investigation on the metalâ€“metal interaction in a series of pyrazolate bridged
platinum(II) complexes. Synthetic Metals, 2015, 205, 222-227. 2.1 12

2634 Design of new fluorescent cholesterol and ergosterol analogs: Insights from theory. Biochimica Et
Biophysica Acta - Biomembranes, 2015, 1848, 2188-2199. 1.4 17

2635 SERS and DFT investigation of the adsorption behavior of 4-mercaptobenzoic acid on silver colloids.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2015, 474, 29-35. 2.3 70

2636 Interaction between PH3 and small water clusters: Understanding the electronic and spectroscopic
properties. Computational and Theoretical Chemistry, 2015, 1059, 35-44. 1.1 21

2637 Theoretical insight into the interaction between Gallium Di-Corrole dyes and iodine in dye-sensitized
solar cells (DSCs). Journal of Power Sources, 2015, 283, 343-350. 4.0 9

2638 A comparison of excited state properties between two different N-heterocyclic platinum(II) complexes.
Journal of Molecular Structure, 2015, 1097, 23-28. 1.8 3

2639 Components of the Bond Energy in Polar Diatomic Molecules, Radicals, and Ions Formed by Group-1
and Group-2 Metal Atoms. Journal of Chemical Theory and Computation, 2015, 11, 2968-2983. 2.3 30

2640 Self-Contained Photoacid Generator Triggered by Photocyclization of Triangle Terarylene Backbone.
Journal of the American Chemical Society, 2015, 137, 7023-7026. 6.6 65

2641 Designing efficient photochromic dithienylethene dyads. Chemical Science, 2015, 6, 3495-3504. 3.7 25

2642 Influence of Electron-Withdrawing Substituents on the Electronic Structure of Oxidized Ni and Cu
Salen Complexes. Inorganic Chemistry, 2015, 54, 5970-5980. 1.9 71

2643 Compounds of Group 14 Elements with an Elementâ€“Element (E = Si, Ge, Sn) Bond: Effect of the Nature
of the Element Atom. Organometallics, 2015, 34, 2765-2774. 1.1 28

2644 Surface-Hopping Dynamics Simulations of Malachite Green: A Triphenylmethane Dye. Journal of
Physical Chemistry A, 2015, 119, 5607-5617. 1.1 18

2645 Electrochemical Co-Deposition of Iron and Nickel from a Hydrophobic Ionic Liquid. Journal of the
Electrochemical Society, 2015, 162, D371-D375. 1.3 5

2646 Modeling the Water Splitting Activity of a TiO<sub>2</sub> Rutile Nanoparticle. Journal of Physical
Chemistry C, 2015, 119, 13384-13393. 1.5 34

2647 Deactivation mechanism of a novel AIE-active naphthalimide derivative in more polar solutions.
Physical Chemistry Chemical Physics, 2015, 17, 1309-1316. 1.3 7



136

Citation Report

# Article IF Citations

2648 Aggregation of a Zn(II)-salen complex: Theoretical study of structure and spectra. Computational and
Theoretical Chemistry, 2015, 1067, 1-6. 1.1 18

2649 Development of asymmetrical near infrared squaraines with large Stokes shift. RSC Advances, 2015, 5,
106868-106876. 1.7 15

2650 How substitution tunes the electronic and transport properties of oligothiophenes,
oligoselenophenes and oligotellurophenes. Synthetic Metals, 2015, 210, 236-244. 2.1 4

2651 NMR Investigations of Noncovalent Carbon Tetrel Bonds. Computational Assessment and Initial
Experimental Observation. Journal of Physical Chemistry A, 2015, 119, 11891-11899. 1.1 88

2652
Rhenium tetrazolato complexes coordinated to thioalkyl-functionalised phenanthroline ligands:
synthesis, photophysical characterisation, and incubation in live HeLa cells. Dalton Transactions,
2015, 44, 20636-20647.

1.6 15

2653 Heterobimetallic Complexes That Bond Vanadium to Iron, Cobalt, and Nickel. Inorganic Chemistry, 2015,
54, 11669-11679. 1.9 45

2654
Dual Emissions of Salicylidene-5-chloroaminepyridine Due to Excited State Intramolecular Proton
Transfer: Dynamic Photophysical and Theoretical Studies. Journal of Physical Chemistry C, 2015, 119,
27666-27675.

1.5 26

2655 Virtual eyes for technology and cultural heritage: towards computational strategy for new and old
indigo-based dyes. Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 5

2656 Theoretical studies on the substituent effect on the photophysical properties of two series of
heteroleptic Ir(III) complexes. Polyhedron, 2015, 98, 196-202. 1.0 5

2657

Transannular EÂ·Â·Â·Eâ€² Interactions in Neutral, Radical Cationic, and Dicationic Forms of
<i>cyclo</i>-[E(CH<sub>2</sub>CH<sub>2</sub>CH<sub>2</sub>)<sub>2</sub>Eâ€²] (E, Eâ€² = S, Se, Te, and O)
with Structural Feature: Dynamic and Static Behavior of EÂ·Â·Â·Eâ€² Elucidated by QTAIM Dual Functional
Analysis. Journal of Organic Chemistry, 2015, 80, 11963-11976.

1.7 12

2658 Photoprotection Mechanism of <i>p</i>-Methoxy Methylcinnamate: A CASPT2 Study. Journal of
Physical Chemistry A, 2015, 119, 11488-11497. 1.1 62

2659 Synthesis and Redox Properties of Thiophene Terephthalate Building Blocks for Low-Potential
Conducting Redox Polymers. Journal of Physical Chemistry C, 2015, 119, 27247-27254. 1.5 11

2660 Computational Study on the Intramolecular Charge Separation of D-A-Ï€-A Organic Sensitizers with
Different Linker Groups. Journal of Physical Chemistry C, 2015, 119, 26355-26361. 1.5 12

2661
Rational Molecular Engineering of Indoline-Based D-A-Ï€-A Organic Sensitizers for
Long-Wavelength-Responsive Dye-Sensitized Solar Cells. ACS Applied Materials &amp; Interfaces, 2015, 7,
26802-26810.

4.0 48

2662 Ï€-Extension of a 4-ethoxy-1,3-thiazole via aryl alkyne cross coupling: synthesis and exploration of the
electronic structure. Photochemical and Photobiological Sciences, 2015, 14, 2097-2107. 1.6 8

2663 Anthanthrene dye-sensitized solar cells: influence of the number of anchoring groups and
substitution motif. RSC Advances, 2015, 5, 98643-98652. 1.7 14

2664 Nicholas Charles Handy. 17 June 1941 â€” 2 October 2012. Biographical Memoirs of Fellows of the Royal
Society, 2015, 61, 145-160. 0.1 1

2665
Benchmarking Ground-State Geometries and Vertical Excitation Energies of a Selection of P-Type
Semiconducting Molecules with Different Polarity. Journal of Physical Chemistry A, 2015, 119,
12876-12891.

1.1 25



137

Citation Report

# Article IF Citations

2666 Ion pairing in ionic liquids. Journal of Physics Condensed Matter, 2015, 27, 463002. 0.7 108

2667 Noncovalent Interactions of Heteroboranes. Challenges and Advances in Computational Chemistry
and Physics, 2015, , 219-239. 0.6 4

2669 Disaggregation-induced fluorescence enhancement of NIAD-4 for the optical imaging of amyloid-Î²
fibrils. Physical Chemistry Chemical Physics, 2015, 17, 19718-19725. 1.3 24

2670 Computational and spectroscopic data correlation study of N,N'-bisarylmalonamides (Part II). Journal
of Molecular Modeling, 2015, 21, 239. 0.8 2

2671 Photolysis study of fluorinated ketones under natural sunlight conditions. Physical Chemistry
Chemical Physics, 2015, 17, 22991-22998. 1.3 10

2672 Investigating Interfacial Electron Transfer in Highly Efficient Porphyrin-Sensitized Solar Cells. ACS
Symposium Series, 2015, , 169-188. 0.5 0

2673
Theoretical study on alkali-metal doped N3H3 complexes: an in-depth understanding of the origin of
electride and alkalide and their large nonlinear optical properties. Journal of Molecular Modeling,
2015, 21, 311.

0.8 4

2674 Assessing density functionals for the prediction of thermochemistry of Tiâ€“Oâ€“Cl species. Journal of
Theoretical and Computational Chemistry, 2015, 14, 1550055. 1.8 2

2675 Static second hyperpolarizability of twisted ethylene: A comprehensive computational study. Journal
of Theoretical and Computational Chemistry, 2015, 14, 1550060. 1.8 4

2676 Fast radiative cooling of anthracene: Dependence on internal energy. Physical Review A, 2015, 92, . 1.0 25

2677 Controlled emission colors and singletâ€“triplet energy gaps of dihydrophenazine-based thermally
activated delayed fluorescence emitters. Journal of Materials Chemistry C, 2015, 3, 2175-2181. 2.7 147

2678
A new strategy for simultaneously enhancing nonlinear optical response and electron stability in
novel cupâ€“saucer<sup>+</sup>â€“cage<sup>âˆ’</sup>-shaped sandwich electride molecules with an
excess electron protected inside the cage. Dalton Transactions, 2015, 44, 4207-4214.

1.6 18

2679 A theoretical study on novel alkaline earth-based excess electron compounds: unique alkalides with
considerable nonlinear optical responses. Physical Chemistry Chemical Physics, 2015, 17, 4524-4532. 1.3 41

2680 Charge Transfer Fluorescence and 34 nm Exciton Diffusion Length in Polymers with Electron
Acceptor End Traps. Journal of Physical Chemistry B, 2015, 119, 7231-7241. 1.2 14

2681 The molecular structure of tris(dipivaloylmethanato) lanthanides, Ln(thd)3 (Ln = Laâ€“Lu): Peculiarities
and regularities. Computational and Theoretical Chemistry, 2015, 1055, 78-87. 1.1 12

2682 Synthesis, characterization and photophysical study of ethynyl pyrene derivatives as promising
materials for organic optoelectronics. Journal of Luminescence, 2015, 161, 37-46. 1.5 15

2683 Synthesis and L-type calcium channel blocking activity of new chiral oxadiazolothiazinones. European
Journal of Medicinal Chemistry, 2015, 92, 481-489. 2.6 4

2684 Experimental and theoretical investigation of the first-order hyperpolarizability of a class of
triarylamine derivatives. Journal of Chemical Physics, 2015, 142, 064312. 1.2 25



138

Citation Report

# Article IF Citations

2685 Theoretical study of reactions of atomic carbon with some Ï€-systems. Computational and Theoretical
Chemistry, 2015, 1056, 19-23. 1.1 0

2686 Tuning the color of thermally activated delayed fluorescent properties for spiro-acridine derivatives
by structural modification of the acceptor fragment: a DFT study. RSC Advances, 2015, 5, 18588-18592. 1.7 18

2687 Lewis Acid-Induced Change from Four- to Two-Electron Reduction of Dioxygen Catalyzed by Copper
Complexes Using Scandium Triflate. Journal of the American Chemical Society, 2015, 137, 3330-3337. 6.6 52

2688 Azobenzeneâ€•Functionalized Cage Silsesquioxanes as Inorganicâ€“Organic Hybrid, Photoresponsive,
Nanoscale, Building Blocks. Chemistry - A European Journal, 2015, 21, 4731-4738. 1.7 38

2689 Linear Energy Relationships in Ground State Proton Transfer and Excited State Proton-Coupled
Electron Transfer. Journal of Physical Chemistry B, 2015, 119, 2611-2619. 1.2 21

2690
Electron Transfer of Squaraine-Derived Dyes Adsorbed on TiO<sub>2</sub> Clusters in Dye-Sensitized
Solar Cells: A Density Functional Theory Investigation. Journal of Physical Chemistry C, 2015, 119,
4431-4443.

1.5 43

2691 Fluorines in tetrafluoromethane as halogen bond donors: Revisiting address the nature of the
fluorine's<i>Ïƒ</i><sub>hole</sub>. International Journal of Quantum Chemistry, 2015, 115, 453-470. 1.0 44

2692 Carotenoids and Light-Harvesting: From DFT/MRCI to the Tammâ€“Dancoff Approximation. Journal of
Chemical Theory and Computation, 2015, 11, 655-666. 2.3 44

2693 Local Scaling Correction for Reducing Delocalization Error in Density Functional Approximations.
Physical Review Letters, 2015, 114, 053001. 2.9 69

2694 Modification of the emission colour and quantum efficiency for oxazoline- and thiazoline-containing
iridium complexes via different N^O ligands. RSC Advances, 2015, 5, 18464-18470. 1.7 11

2695 Tunable spectra and charge transfer process of benzodifurandione-based polymer by sulfur
substitution. RSC Advances, 2015, 5, 18492-18500. 1.7 12

2696
Theoretical study on the stability of double-decker type metal phthalocyanines, M(Pc)<sub>2</sub>
and M(Pc)<sub>2</sub><sup>+</sup> (M = Ti, Sn and Sc): a critical assessment on the performance of
density functionals. Physical Chemistry Chemical Physics, 2015, 17, 6478-6483.

1.3 9

2697 Tuning the Spectroscopic Properties of Aryl Carotenoids by Slight Changes in Structure. Journal of
Physical Chemistry B, 2015, 119, 1457-1467. 1.2 29

2698 Stacking of Metal Chelates with Benzene: Can Dispersionâ€•Corrected DFT Be Used to Calculate
Organicâ€“Inorganic Stacking?. ChemPhysChem, 2015, 16, 761-768. 1.0 14

2699 UV-visible spectroscopy of macrocyclic alkyl, nitrosyl and halide complexes of cobalt and rhodium.
Experiment and calculation. Dalton Transactions, 2015, 44, 3811-3816. 1.6 4

2700 Synthesis, Characterization, and Theoretical Insights of Green Chitosan Derivatives Presenting
Enhanced Li<sup>+</sup> Ionic Conductivity. Journal of Physical Chemistry C, 2015, 119, 4655-4665. 1.5 26

2701 Computational studies on the radiative and nonradiative processes of luminescent N-heteroleptic
platinum(II) complexes. Organic Electronics, 2015, 19, 7-14. 1.4 7

2702 Vertical excitation energies of linear cyanine dyes by spin-flip time-dependent density functional
theory. Chemical Physics Letters, 2015, 622, 115-119. 1.2 13



139

Citation Report

# Article IF Citations

2703
Interplay of micro- and macroscopic solvation in spectral responses of PACO in 1,4-dioxaneâ€“water
mixtures: A combined experimental and quantum chemical analysis. Journal of Photochemistry and
Photobiology A: Chemistry, 2015, 302, 23-34.

2.0 5

2704 <i>Ab initio</i> investigation of the structures and energies of spiropyran and merocyanine isomers.
Molecular Physics, 2015, 113, 1674-1681. 0.8 4

2705 Density Functional Theory and Hydrogen Bonds: Are We There Yet?. ChemPhysChem, 2015, 16, 978-985. 1.0 129

2706 Time-Resolved Study of 1,8-Naphthalic Anhydride and 1,4,5,8-Naphthalene-tetracarboxylic Dianhydride.
Journal of Physical Chemistry A, 2015, 119, 6006-6016. 1.1 9

2707 Interaction of Dark Excited States. Comparison of Computational Approaches. Journal of Physical
Chemistry B, 2015, 119, 7417-7421. 1.2 7

2708 Polarizable Density Embedding: A New QM/QM/MM-Based Computational Strategy. Journal of Physical
Chemistry A, 2015, 119, 5344-5355. 1.1 78

2709 Time-Resolved Photodetachment Anisotropy: Gas-Phase Rotational and Vibrational Dynamics of the
Fluorescein Anion. Journal of Physical Chemistry Letters, 2015, 6, 189-194. 2.1 20

2710
Resonant-Convergent PCM Response Theory for the Calculation of Second Harmonic Generation in
Makaluvamines Aâ€“V: Pyrroloiminoquinone Marine Natural Products from Poriferans of Genus
<i>Zyzzya</i>. Journal of Physical Chemistry A, 2015, 119, 5368-5376.

1.1 6

2711 Dispersion Corrected DFT Study of Pentacene Thin Films on Flat and Vicinal Au(111) Surfaces. Journal
of Physical Chemistry C, 2015, 119, 3596-3604. 1.5 6

2712 Frenkel to Wannierâ€“Mott Exciton Transition: Calculation of FRET Rates for a Tubular Dye Aggregate
Coupled to a CdSe Nanocrystal. Journal of Physical Chemistry B, 2015, 119, 7467-7472. 1.2 11

2713 Coupled-Cluster Studies of Extensive Green Fluorescent Protein Models Using the Reduced Virtual
Space Approach. Journal of Physical Chemistry B, 2015, 119, 2933-2945. 1.2 30

2714 Solvent-Controlled Excited State Relaxation Path of 4-Acetyl-4â€²-(dimethylamino)biphenyl. Journal of
Physical Chemistry B, 2015, 119, 7294-7307. 1.2 5

2715

The Energy Difference between the Triply-Bridged and All-Terminal Structures of
Co<sub>4</sub>(CO)<sub>12</sub>, Rh<sub>4</sub>(CO)<sub>12</sub>, and
Ir<sub>4</sub>(CO)<sub>12</sub>: A Difficult Test for Conventional Density Functional Methods.
Journal of Chemical Theory and Computation, 2015, 11, 940-949.

2.3 2

2716 Spectroscopic Signature of the Aggregation-Induced Emission Phenomena Caused by Restricted
Nonradiative Decay: A Theoretical Proposal. Journal of Physical Chemistry C, 2015, 119, 5040-5047. 1.5 70

2717 Open-Ended Recursive Approach for the Calculation of Multiphoton Absorption Matrix Elements.
Journal of Chemical Theory and Computation, 2015, 11, 1129-1144. 2.3 35

2718 Electronic Circular Dichroism of Fluorescent Proteins: A Computational Study. Journal of Physical
Chemistry B, 2015, 119, 3377-3386. 1.2 13

2719 Computational Mechanistic Studies on Reactions of Transition Metal Complexes with Noninnocent
Pincer Ligands: Aromatizationâ€“Dearomatization or Not. ACS Catalysis, 2015, 5, 1895-1913. 5.5 75

2720 Effect of Molecular-Level Insulation on the Performance of a Dye-Sensitized Solar Cell: Fluorescence
Studies in Solid State. Journal of Fluorescence, 2015, 25, 59-68. 1.3 10



140

Citation Report

# Article IF Citations

2721 Calculating High Energy Charge Transfer States Using Optimally Tuned Range-Separated Hybrid
Functionals. Journal of Chemical Theory and Computation, 2015, 11, 1110-1117. 2.3 51

2722
Evaluation of the Difference in the Rate Coefficients of F2 + NOx (x = 1 or 2) â†’ F + FNOx by the
Stereochemical Arrangement Using the Density Functional Theory. Journal of Physical Chemistry A,
2015, 119, 1381-1387.

1.1 2

2723
Steady-State and Femtosecond Transient Absorption Spectroscopy of New Two-Photon Absorbing
Fluorene-Containing Quinolizinium Cation Membrane Probes. ACS Applied Materials &amp; Interfaces,
2015, 7, 2833-2846.

4.0 32

2724 The Electronic Circular Dichroism of Nicotine in Aqueous Solution: A Test Case for Continuum and
Mixed Explicit-Continuum Solvation Approaches. Journal of Physical Chemistry A, 2015, 119, 5396-5404. 1.1 33

2725 General Strategy for Computing Nonlinear Optical Properties of Large Neutral and Cationic Organic
Chromophores in Solution. Journal of Physical Chemistry B, 2015, 119, 3155-3173. 1.2 50

2726 Embedded Mean-Field Theory. Journal of Chemical Theory and Computation, 2015, 11, 568-580. 2.3 83

2727
Comparison of Real-Time and Linear-Response Time-Dependent Density Functional Theories for
Molecular Chromophores Ranging from Sparse to High Densities of States. Journal of Chemical
Theory and Computation, 2015, 11, 1102-1109.

2.3 98

2728
Comprehensive Studies on Excited-State Proton Transfer of a Series of
2-(2â€²-Hydroxyphenyl)benzothiazole Derivatives: Synthesis, Optical Properties, and Theoretical
Calculations. Journal of Physical Chemistry C, 2015, 119, 4242-4251.

1.5 99

2729 Diffusion Monte Carlo Study of <i>Para</i>-Diiodobenzene Polymorphism Revisited. Journal of
Chemical Theory and Computation, 2015, 11, 907-917. 2.3 22

2730 DFT Study of the Ambipolar Character of Polymers on the Basis of s-Tetrazine and Aryl Rings. Journal
of Physical Chemistry C, 2015, 119, 4588-4599. 1.5 24

2731
Effect of Atom Substitution in Chalcogenodiazole-Containing Thermally Activated Delayed
Fluorescence Emitters on Radiationless Transition. Journal of Physical Chemistry C, 2015, 119,
2948-2955.

1.5 51

2732 Charge Redistribution Effects on the UVâ€“Vis Spectra of Small Ligated Gold Clusters: a Computational
Study. Journal of Physical Chemistry C, 2015, 119, 10969-10980. 1.5 33

2733 Structure and Properties of a (CdSe)<sub>6</sub>@(CdSe)<sub>30</sub> Cluster Doped with Mn
Atoms. Journal of Physical Chemistry C, 2015, 119, 6261-6277. 1.5 12

2734 Oxidative Additions of Homoleptic Tin(II) Amidinate. Organometallics, 2015, 34, 606-615. 1.1 13

2735
Photoabsorption and photodissociation studies of dimethyl sulphoxide (DMSO) in the 35,000â€“80,000
cmâˆ’1 region using synchrotron radiation. Journal of Quantitative Spectroscopy and Radiative
Transfer, 2015, 156, 47-57.

1.1 3

2736
Synthesis, crystal structure, spectroscopic analysis and computational study of
(Z)-1-(2,4-dinitrophenyl)-2-((E)-3-(4-methoxyphenyl)-1-(thiophen-2-yl) allylidene) hydrazine by DFT and AIM
approach. Journal of Molecular Structure, 2015, 1089, 191-205.

1.8 17

2737
Ï€-Delocalization and the Vibrational Spectroscopy of Conjugated Materials: Computational Insights
on Raman Frequency Dispersion in Thiophene, Furan, and Pyrrole Oligomers. Journal of Physical
Chemistry B, 2015, 119, 3583-3594.

1.2 36

2738
Rationalization and Design of Enhanced Photoinduced Cycloreversion in Photochromic
Dimethyldihydropyrenes by Theoretical Calculations. Journal of Physical Chemistry A, 2015, 119,
6024-6032.

1.1 23



141

Citation Report

# Article IF Citations

2739 Highly sensitive detection of low-level water content in organic solvents and cyanide in aqueous
media using novel solvatochromic AIEE fluorophores. RSC Advances, 2015, 5, 12191-12201. 1.7 78

2740 Direct Dynamics Simulation of Dissociation of the [CH<sub>3</sub>--I--OH]<sup>âˆ’</sup> Ionâ€“Molecule
Complex. Journal of Physical Chemistry A, 2015, 119, 817-825. 1.1 16

2741
Extent of charge separation and exciton delocalization for electronically excited states in a
triphenylamine-C60 donorâ€“acceptor conjugate: a combined molecular dynamics and TD-DFT study.
Theoretical Chemistry Accounts, 2015, 134, 1.

0.5 13

2742 One- and Two-Photon Absorption of a Spiropyranâ€“Merocyanine System: Experimental and Theoretical
Studies. Journal of Physical Chemistry B, 2015, 119, 1515-1522. 1.2 23

2743 Experimental and Theoretical Evidence of an Axially Chiral Borospherene. ACS Nano, 2015, 9, 754-760. 7.3 228

2744 Computational study of diketopyrrolopyrrole-based organic dyes for dye sensitized solar cell
applications. Journal of Molecular Graphics and Modelling, 2015, 57, 62-69. 1.3 16

2745 Solvent effects in time-dependent self-consistent field methods. I. Optical response calculations.
Journal of Chemical Physics, 2015, 142, 044103. 1.2 28

2746 Towards the computations of accurate spectroscopic parameters and vibrational spectra for organic
compounds. Molecular Physics, 2015, 113, 1661-1673. 0.8 16

2747 Theoretical study of the complexes of tyrosine and tryptophan with biologically important metal
cations in aqueous solutions. Computational and Theoretical Chemistry, 2015, 1057, 7-14. 1.1 6

2748 Nonadiabatic Dynamics of Photoinduced Proton-Coupled Electron Transfer in a Solvated
Phenolâ€“Amine Complex. Journal of Physical Chemistry B, 2015, 119, 2758-2768. 1.2 48

2749
Theoretical design of solvatochromism switching by photochromic reactions using donorâ€“acceptor
disubstituted diarylethene derivatives with oxidized thiophene rings. Physical Chemistry Chemical
Physics, 2015, 17, 6484-6494.

1.3 4

2750 Influence of Base Stacking Geometry on the Nature of Excited States in G-Quadruplexes: A
Time-Dependent DFT Study. Journal of Physical Chemistry B, 2015, 119, 3697-3705. 1.2 28

2751
First Principle Calculations of the Electronic and Vibrational Properties of the
3-(1,1-Dicyanoethenyl)-1-phenyl-4,5-dihydro-1H-pyrazole Molecule. Journal of Physical Chemistry A, 2015,
119, 1347-1358.

1.1 17

2752 Two-photon absorption and two-photon circular dichroism of hexahelicene derivatives: a study of
the effect of the nature of intramolecular charge transfer. RSC Advances, 2015, 5, 17429-17437. 1.7 32

2753 The origin of the absorption spectra of porphyrin N- and dithiaporphyrin S-oxides in their neutral and
protonated states. Physical Chemistry Chemical Physics, 2015, 17, 3560-3569. 1.3 12

2754 Spectroscopic investigation on glutamic acid by Coulomb-attenuating and double hybrid density
functional theory methods. Molecular Simulation, 2015, 41, 333-344. 0.9 0

2755 NLO Properties of Unidirectional Lengthening [Pt3(CO)3(Î¼2-CO)3] n 2âˆ’ Clusters: A TDDFT Study. Journal
of Cluster Science, 2015, 26, 1511-1526. 1.7 0

2756 Acidic Câ€“H Bond as a Proton Donor in Excited State Intramolecular Proton Transfer Reactions.
Journal of Chemical Theory and Computation, 2015, 11, 1046-1054. 2.3 65



142

Citation Report

# Article IF Citations

2757 Role of Excess Electrons in Nonlinear Optical Response. Journal of Physical Chemistry Letters, 2015, 6,
612-619. 2.1 181

2758 Site-dependence of van der Waals interaction explains exciton spectra of double-walled tubular
J-aggregates. Physical Chemistry Chemical Physics, 2015, 17, 6741-6747. 1.3 41

2759 Electric Field Effect on <i>transâ€•p</i>â€•Hydroxybenzylideneimidazolidinone: A <scp>DFT</scp> Study and
Implication to Green Fluorescent Protein. Bulletin of the Korean Chemical Society, 2015, 36, 276-281. 1.0 3

2760 Computational Photochemistry of the Azobenzene Scaffold of Sudan I and Orange II Dyes: Excitedâ€•State
Proton Transfer and Deactivation via Conical Intersections. ChemPhysChem, 2015, 16, 805-811. 1.0 29

2761 Synthesis and properties of pushâ€“pull porphyrins as sensitizers for NiO based dye-sensitized solar
cells. Journal of Materials Chemistry A, 2015, 3, 3908-3917. 5.2 44

2762 Zn<sup>2+</sup> responsive two-photon fluorescent probes based on branch structure: a
computational investigation. Molecular Physics, 2015, 113, 584-607. 0.8 2

2763 Acidâ€“Base Strength and Acidochromism of Some Dimethylaminoâ€“Azinium Iodides. An Integrated
Experimental and Theoretical Study. Journal of Physical Chemistry A, 2015, 119, 323-333. 1.1 23

2764 Complexation of all-cis cyclo(L-Pro)3 and alkali metal cations: a DFT study. Journal of Inclusion
Phenomena and Macrocyclic Chemistry, 2015, 81, 465-473. 0.9 7

2765 Structural, electronic and reactivity studies on group 15 analogues of N-heterocyclic carbene.
Structural Chemistry, 2015, 26, 859-871. 1.0 10

2766 Unravelling the Quenching Mechanisms of a Luminescent Ru<sup>II</sup> Probe for Cu<sup>II</sup>.
Chemistry - an Asian Journal, 2015, 10, 622-629. 1.7 10

2767 Quantum Chemical Study on HKrC<sub>5</sub>N, HXeC<sub>5</sub>N, and Related Rare Gas
Compounds. Journal of Physical Chemistry A, 2015, 119, 2672-2682. 1.1 6

2768
The theoretical investigation on the 4-(4-phenyl-4-Î±-naphthylbutadieny)-triphenylamine derivatives as
hole transporting materials for perovskite-type solar cells. Physical Chemistry Chemical Physics, 2015,
17, 5991-5998.

1.3 84

2769 Interâ€•Aromatic Distances in <i>Geobacter Sulfurreducens</i> Pili Relevant to Biofilm Charge
Transport. Advanced Materials, 2015, 27, 1908-1911. 11.1 41

2770 The number density effect of N-substituted dyes on the TiO<sub>2</sub> surface in dye sensitized
solar cells: a theoretical study. RSC Advances, 2015, 5, 11549-11557. 1.7 12

2771 Ultraviolet photodissociation action spectroscopy of the N-pyridinium cation. Journal of Chemical
Physics, 2015, 142, 014301. 1.2 24

2772 Computational Methodology Study of the Optical and Thermochemical Properties of a Molecular
Photoswitch. Journal of Physical Chemistry A, 2015, 119, 896-904. 1.1 57

2773 Can 2-pyrone derivative act as an effective Ï€-linker for dye-sensitized solar cells: a theoretical study?.
Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 0

2774 Mechanistic Insight into Marine Bioluminescence: Photochemistry of the Chemiexcited
<i>Cypridina</i> (Sea Firefly) Lumophore. Journal of Chemical Theory and Computation, 2015, 11, 591-599. 2.3 60



143

Citation Report

# Article IF Citations

2775
Theoretical design of triphenylamine-based derivatives with asymmetric Dâ€“Dâ€“Ï€â€“A configuration for
dye-sensitized solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2015, 140, 382-391.

2.0 25

2776 X-ray Absorption in Insulators with Non-Hermitian Real-Time Time-Dependent Density Functional
Theory. Journal of Chemical Theory and Computation, 2015, 11, 646-654. 2.3 38

2777 Heteroleptic Ru(II)-terpyridine complex and its metal-containing conducting polymer: Synthesis and
characterization. Synthetic Metals, 2015, 200, 109-116. 2.1 5

2778 Comparative Study on Pyrido[3,4-<i>b</i>]pyrazine-Based Sensitizers by Tuning Bulky Donors for
Dye-Sensitized Solar Cells. ACS Applied Materials &amp; Interfaces, 2015, 7, 2760-2771. 4.0 52

2779 Structural and Electronic Properties of Photoexcited TiO<sub>2</sub> Nanoparticles from First
Principles. Journal of Chemical Theory and Computation, 2015, 11, 635-645. 2.3 32

2780 Facile C<sub>sp<sup>2</sup></sub>â€“C<sub>sp<sup>2</sup></sub> Bond Cleavage in Oxalic
Acid-Derived Radicals. Journal of the American Chemical Society, 2015, 137, 3248-3252. 6.6 12

2781
Cyclophanes Containing Bowlâ€•Shaped Aromatic Chromophores: Three Isomers of
<i>anti</i>â€•[2.2](1,4)Subphthalocyaninophane. Angewandte Chemie - International Edition, 2015, 54,
5187-5191.

7.2 13

2782 Fluorenylethynylpyrene derivatives with strong two-photon absorption: influence of substituents on
optical properties. Journal of Materials Chemistry C, 2015, 3, 3730-3744. 2.7 39

2783
Effect of the Ï€ Bridge and Acceptor on Intramolecular Charge Transfer in Pushâ€“Pull Cationic
Chromophores: An Ultrafast Spectroscopic and TDâ€•DFT Computational Study. ChemPhysChem, 2015, 16,
1440-1450.

1.0 40

2784 Photophysical properties of charge transfer pairs encapsulated inside macrocycle cage: A density
functional theory study. Chemical Physics Letters, 2015, 624, 64-68. 1.2 4

2785 TD-DFT study of the electronic absorption spectra of iron(III) monoisothiocyanate. Polyhedron, 2015,
90, 41-46. 1.0 4

2786
Effect of thiophene rings on UV/visible spectra and non-linear optical (NLO) properties of
triphenylamine based dyes: a quantum chemical perspective. Journal of Physical Organic Chemistry,
2015, 28, 418-422.

0.9 99

2787
On the performance of range-separated hybrid in computations of dynamic quadratic polarizability of
solution-phase organic molecules: a comparison to MP2(Full) calculation. Theoretical Chemistry
Accounts, 2015, 134, 1.

0.5 3

2788
Theoretical investigation on the electronic structure andÂ phosphorescent properties of a series of
blue iridium (â…¢) complexes with the 2-phenylpyridine ligands. Journal of Organometallic Chemistry,
2015, 785, 44-51.

0.8 7

2789 Density functional theory study of new azo dyes with different Ï€-spacers for dye-sensitized solar
cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 143, 20-34. 2.0 63

2790
Heterotrimetallic Coordination Polymers: {Cu<sup>II</sup>Ln<sup>III</sup>Fe<sup>III</sup>} Chains
and {Ni<sup>II</sup>Ln<sup>III</sup>Fe<sup>III</sup>} Layers: Synthesis, Crystal Structures, and
Magnetic Properties. Chemistry - A European Journal, 2015, 21, 5429-5446.

1.7 71

2791 Charge transfer or biradicaloid character: assessing TD-DFT and SAC-CI for squarylium dye derivatives.
RSC Advances, 2015, 5, 18813-18821. 1.7 12

2792 Theoretical insight into a novel zinc di-corrole dye with excellent photoelectronic properties for
solar cells. New Journal of Chemistry, 2015, 39, 3624-3628. 1.4 7



144

Citation Report

# Article IF Citations

2793 Molecular engineering of quinoxaline dyes toward more efficient sensitizers for dye-sensitized solar
cells. RSC Advances, 2015, 5, 25079-25088. 1.7 26

2794 NMR Spectroscopic and Quantum Mechanical Analyses of Enhanced Solubilization of Hesperidin by
Theasinensin A. Pharmaceutical Research, 2015, 32, 2301-2309. 1.7 13

2795
Coordination Complexes of Pentamethylcyclopentadienyl Iridium(III) Diiodide with Tin(II)
Phthalocyanine and Pentamethylcyclopentadienyl Iridium(II) Halide with Fullerene
C<sub>60</sub><sup>â€“</sup> Anions. Organometallics, 2015, 34, 879-889.

1.1 21

2796 Exploring the Electronic Structure of an Organic Semiconductor Based on a Compactly Fused
Electron Donorâ€“Acceptor Molecule. ChemPhysChem, 2015, 16, 1361-1365. 1.0 8

2797 Direct and Indirect Effects of Dispersion Interactions on the Electric Properties of Weakly Bound
Complexes. Journal of Physical Chemistry A, 2015, 119, 3112-3124. 1.1 12

2798 Comparative Assessment of DFT Performances in Ru- and Rh-Promoted Ïƒ-Bond Activations. Journal of
Chemical Theory and Computation, 2015, 11, 1428-1438. 2.3 45

2799 How does the silicon element perform in JD-dyes: a theoretical investigation. Journal of Materials
Chemistry A, 2015, 3, 8308-8315. 5.2 16

2800

First principal studies of spectroscopic (IR and Raman, UVâ€“visible), molecular structure, linear and
nonlinear optical properties of l-arginine p-nitrobenzoate monohydrate (LANB): A new
non-centrosymmetric material. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 147, 84-92.

2.0 41

2801 Laser-induced fluorescence of free diamondoid molecules. Physical Chemistry Chemical Physics, 2015,
17, 4739-4749. 1.3 20

2802 DFT, QTAIM, and NBO Study of Adsorption of Rare Gases into and on the Surface of Sulfur-Doped,
Single-Wall Carbon Nanotubes. Journal of Physical Chemistry C, 2015, 119, 6502-6510. 1.5 45

2803 Computational design of small phenothiazine dyes for dye-sensitized solar cells by functionalizations
affecting the thiophene unit. Journal of Molecular Modeling, 2015, 21, 67. 0.8 4

2804 Charge Separation Dynamics and Optoâ€•Electronic Properties of a Diaminoterephthalateâ€•C<sub>60</sub>
Dyad. Advanced Functional Materials, 2015, 25, 2047-2053. 7.8 16

2805
A novel 1,8-naphthalimide derivative with an open space for an anion: unique fluorescence behaviour
depending on the binding anion's electrophilic properties. Chemical Communications, 2015, 51,
8596-8599.

2.2 21

2806 Nitro-substituted polyamides: A new class of transparent and highly refractive materials. European
Polymer Journal, 2015, 66, 328-341. 2.6 29

2807
Computational Exploration of Conformations of Glycine-Arginine and a Deduced Model on Global
Minimum Configurations of Dipeptides in Gas Phase. Chinese Journal of Chemical Physics, 2015, 28,
161-167.

0.6 6

2808 Intermolecular carbonâ€“carbon, nitrogenâ€“nitrogen and oxygenâ€“oxygen non-covalent bonding in
dipolar molecules. Physical Chemistry Chemical Physics, 2015, 17, 18380-18392. 1.3 23

2809 Dispersion- and Exchange-Corrected Density Functional Theory for Sodium Ion Hydration. Journal of
Chemical Theory and Computation, 2015, 11, 2958-2967. 2.3 42

2810 Fullerene-Based Photoactive Layers for Heterojunction Solar Cells: Structure, Absorption Spectra
and Charge Transfer Process. Materials, 2015, 8, 42-56. 1.3 41



145

Citation Report

# Article IF Citations

2811 Structures, relative energies, and ligand dissociation energies of iridium carbonyl phosphine
clusters. Computational and Theoretical Chemistry, 2015, 1069, 18-35. 1.1 2

2812 Reaction barrier heights for cycloreversion of heterocyclic rings: An Achillesâ€™ heel for DFT and
standard ab initio procedures. Chemical Physics, 2015, 458, 1-8. 0.9 68

2813 Gaussian-based cutoff scheme on Hartreeâ€“Fock exchange term of dielectric-dependent potential.
Chemical Physics Letters, 2015, 634, 83-87. 1.2 5

2814 Theoretical studies of organotin(IV) complexes derived from ONO-donor type schiff base ligands.
Journal of Molecular Modeling, 2015, 21, 221. 0.8 14

2815 Excited electronic states of MnO4âˆ’: Challenges for wavefunction and density functional response
theories. Chemical Physics, 2015, 446, 86-91. 0.9 15

2816 Effect of various solvents on the absorption spectra of dithizone and DFT calculations. Journal of
Molecular Liquids, 2015, 211, 332-337. 2.3 19

2817 Understanding the Excited State Behavior of Cyclometalated Bis(tridentate)ruthenium(II) Complexes: A
Combined Experimental and Theoretical Study. Inorganic Chemistry, 2015, 54, 11088-11104. 1.9 48

2818 How Does the Local Electrostatic Field Influence Emitted Wavelengths and Bioluminescent Intensities
of Modified Heteroaromatic Luciferins?. Journal of Physical Chemistry B, 2015, 119, 10399-10405. 1.2 9

2819 Ultrafast excited state hydrogen atom transfer in salicylideneaniline driven by changes in aromaticity.
Physical Chemistry Chemical Physics, 2015, 17, 31608-31612. 1.3 53

2820 Choosing a density functional for static molecular polarizabilities. Chemical Physics Letters, 2015,
635, 257-261. 1.2 39

2821 Model form uncertainty versus intrinsic atomic variability in amorphous silicon oxides and nitrides.
Computational Materials Science, 2015, 109, 124-128. 1.4 1

2822
Multiconfiguration Pair-Density Functional Theory Outperforms Kohnâ€“Sham Density Functional
Theory and Multireference Perturbation Theory for Ground-State and Excited-State Charge Transfer.
Journal of Chemical Theory and Computation, 2015, 11, 3643-3649.

2.3 40

2823 Theoretical studies on a carbonaceous molecular bearing: association thermodynamics and
dual-mode rolling dynamics. Chemical Science, 2015, 6, 2746-2753. 3.7 56

2824 DFT, QTAIM, and NBO investigations of the ability of the Fe or Ni doped CNT to absorb and sense CO and
NO. Journal of Molecular Modeling, 2015, 21, 225. 0.8 8

2825 Computational investigation of hydrogen adsorption/desorption on Zrâ€“Î· 2 â€“(C 2 H 2 ) and its ion.
Chemical Physics, 2015, 457, 57-62. 0.9 16

2826 Nonlinear optical properties of rhenium(I) complexes: Influence of the extended Ï€-conjugated
connectors and proton abstraction. Journal of Molecular Graphics and Modelling, 2015, 61, 196-203. 1.3 7

2827 Theoretical and experimental study on intramolecular charge-transfer in symmetric bi-1,3,4-oxadiazole
derivatives. Journal of Photochemistry and Photobiology A: Chemistry, 2015, 312, 20-27. 2.0 29

2828
Resonance driven regioselective demethylation of berberine. Microwave assisted synthesis of
berberrubine and its assessment as fluorescent chemosensor for alkanes. Tetrahedron, 2015, 71,
6148-6154.

1.0 12



146

Citation Report

# Article IF Citations

2829 Light-induced water splitting by titanium-tetrahydroxide: a computational study. Physical Chemistry
Chemical Physics, 2015, 17, 20308-20321. 1.3 16

2830
Investigation of the Electronic Excited States of Small Gold Clusters in Rare Gas Matrices: Spinâ€“Orbit
Time-Dependent Density Functional Theory Calculation. Journal of Physical Chemistry A, 2015, 119,
8579-8587.

1.1 6

2832 A theoretical investigation of the competition between hydrogen bonding and lone pairâ‹¯Ï€ interaction
in complexes of TNT with NH3. Computational and Theoretical Chemistry, 2015, 1064, 25-34. 1.1 13

2833
An ultrafast spectroscopic and quantum mechanical investigation of multiple emissions in pushâ€“pull
pyridinium derivatives bearing different electron donors. Physical Chemistry Chemical Physics, 2015,
17, 20981-20989.

1.3 30

2834 Phytotoxins produced by Phoma chenopodiicola, a fungal pathogen of Chenopodium album.
Phytochemistry, 2015, 117, 482-488. 1.4 37

2835
Spectroscopic and Computational Investigation of the H155A Variant of Cysteine Dioxygenase:
Geometric and Electronic Consequences of a Third-Sphere Amino Acid Substitution. Biochemistry,
2015, 54, 2874-2884.

1.2 26

2836
Intramolecular and intermolecular bromineâ‹¯polyfluoroarene interactions: The crystal structure of
bis{ÎºC-1-(2,3,5,6-tetrafluoropyridyl)-3-benzylimidazolin-2-ylidene}tetrabromodimercury. Journal of
Fluorine Chemistry, 2015, 178, 178-182.

0.9 1

2837
Improving Rydberg Excitations within Time-Dependent Density Functional Theory with Generalized
Gradient Approximations: The Exchange-Enhancement-for-Large-Gradient Scheme. Journal of Chemical
Theory and Computation, 2015, 11, 3123-3130.

2.3 28

2838

Elucidation of Photoisomerization-Related Structural Changes in an Acrylamide-Bridged
Binaphthaleneâ€“Diazene Macrocyclic Chiroptical Switch by Experimental Electronic Circular
Dichroism Spectra Simulation: Role of Dispersion Corrections. Journal of Physical Chemistry A, 2015,
119, 8588-8598.

1.1 3

2839 Fluorescence Enhancement/Quenching Based on Metal Orbital Control: Computational Studies of a
6-Thienyllumazine-Based Mercury Sensor. Journal of Physical Chemistry A, 2015, 119, 8106-8116. 1.1 49

2840
Nonlinear Optical Properties of Fluorescent Dyes Allow for Accurate Determination of Their
Molecular Orientations in Phospholipid Membranes. Journal of Physical Chemistry B, 2015, 119,
9706-9716.

1.2 10

2841 1,2-Diethynylbenzene-Bridged [Cp*(dppe)Fe]<sup><i>n</i>+</sup> Units: Effect of Steric Hindrance on
the Chemical and Physical Properties. Organometallics, 2015, 34, 3314-3326. 1.1 30

2842 Waterborne Polyurethanes with Tunable Fluorescence and Room-Temperature Phosphorescence. ACS
Applied Materials &amp; Interfaces, 2015, 7, 17209-17216. 4.0 57

2843
Electronic Energy Transfer in Polarizable Heterogeneous Environments: A Systematic Investigation of
Different Quantum Chemical Approaches. Journal of Chemical Theory and Computation, 2015, 11,
4283-4293.

2.3 17

2844 Ground-State Electronic Structure of RC-LH1 and LH2 Pigment Assemblies of Purple Bacteria via the
EBF-MO Method. Journal of Physical Chemistry A, 2015, 119, 8934-8943. 1.1 4

2845 Wavelength resolved specific optical rotations and homochiral equilibria. Physical Chemistry
Chemical Physics, 2015, 17, 21630-21633. 1.3 9

2846 Range separated hybrids of pair coupled cluster doubles and density functionals. Physical Chemistry
Chemical Physics, 2015, 17, 22412-22422. 1.3 40

2847
Exploring Second-Order Nonlinear Optical Properties and Switching Ability of a Series of
Dithienylethene-Containing, Cyclometalated Platinum Complexes: A Theoretical Investigation. Journal
of Physical Chemistry A, 2015, 119, 8174-8181.

1.1 12



147

Citation Report

# Article IF Citations

2848
Rational design of phenoxazine-based donorâ€“acceptorâ€“donor thermally activated delayed
fluorescent molecules with high performance. Physical Chemistry Chemical Physics, 2015, 17,
20014-20020.

1.3 28

2849 Benchmarking two-photon absorption cross sections: performance of CC2 and CAM-B3LYP. Physical
Chemistry Chemical Physics, 2015, 17, 19306-19314. 1.3 160

2850 Accurate Dielsâ€“Alder Reaction Energies from Efficient Density Functional Calculations. Journal of
Chemical Theory and Computation, 2015, 11, 2879-2888. 2.3 19

2851 Unexpected electron acceptor behavior of the 1,3,4-thiadiazole oligomer, a DFT study. Computational
and Theoretical Chemistry, 2015, 1068, 109-116. 1.1 3

2852
Endohedral C<sub>3</sub>Ca@B<sub>39</sub><sup>+</sup>and
C<sub>2</sub>Ca@B<sub>39</sub><sup>+</sup>: axially chiral metalloborospherenes based on
B<sub>39</sub><sup>âˆ’</sup>. Physical Chemistry Chemical Physics, 2015, 17, 19690-19694.

1.3 31

2853
Diketopyrrolopyrroles disubstituted with alkylated thiophenes: effect of the donor unit size and
solubilizing substituents on their redox, photo- and electroluminescence properties. RSC Advances,
2015, 5, 59616-59629.

1.7 21

2854
Performance of the M06 family of functionals in predicting the charge transfer transition energies of
molecular complexes of TCNE with a series of methylated indoles. Computational and Theoretical
Chemistry, 2015, 1068, 123-127.

1.1 4

2855
Tuning the Photovoltaic Performance of Benzocarbazole-Based Sensitizers for Dye-Sensitized Solar
Cells: A Joint Experimental and Theoretical Study of the Influence of Ï€-Spacers. Journal of Physical
Chemistry C, 2015, 119, 17053-17064.

1.5 60

2856 Fully conjugated push-pull dendrons with high dipole moments in excited state; synthesis and
theoretical rationalization. Journal of Physical Organic Chemistry, 2015, 28, 304-311. 0.9 2

2857 On the Performance of Optimally Tuned Range-Separated Hybrid Functionals for X-ray Absorption
Modeling. Journal of Chemical Theory and Computation, 2015, 11, 3234-3244. 2.3 20

2858 TD-DFT Benchmark on Inorganic Pt(II) and Ir(III) Complexes. Journal of Chemical Theory and
Computation, 2015, 11, 3281-3289. 2.3 104

2859 Exploring the Adsorption and the Potential Energy Surface of Acrylonitrile on Cu(100) and Cu(100)
Coated with NaCl Layers. Journal of Physical Chemistry C, 2015, 119, 15125-15136. 1.5 6

2860
Energetics, thermal isomerisation and photochemistry of the linkage-isomer system
[Ni(Et<sub>4</sub>dien)(Î·<sup>2</sup>-O,ON)(Î·<sup>1</sup>-NO<sub>2</sub>)]. CrystEngComm, 2015, 17,
383-394.

1.3 16

2861 Promotional effect of the electron donating functional groups on the gas sensing properties of
graphene nanoflakes. RSC Advances, 2015, 5, 54535-54543. 1.7 21

2862 Derivation of the spin Hamiltonians for Fe in MgO. New Journal of Physics, 2015, 17, 033020. 1.2 17

2863 Role of the Molecular Environment in Flavoprotein Color and Redox Tuning: QM Cluster versus
QM/MM Modeling. Journal of Chemical Theory and Computation, 2015, 11, 3878-3894. 2.3 25

2864
Reliable Prediction with Tuned Range-Separated Functionals of the Singletâ€“Triplet Gap in Organic
Emitters for Thermally Activated Delayed Fluorescence. Journal of Chemical Theory and Computation,
2015, 11, 3851-3858.

2.3 362

2865 Charge-transfer excited states in phosphorescent organo-transition metal compounds: a difficult
case for time dependent density functional theory?. RSC Advances, 2015, 5, 63318-63329. 1.7 72



148

Citation Report

# Article IF Citations

2866 Relation between Nonlinear Optical Properties of Pushâ€“Pull Molecules and Metric of Charge
Transfer Excitations. Journal of Chemical Theory and Computation, 2015, 11, 4182-4188. 2.3 39

2867 Structure and Properties of Polyfluoride Fnâ€“ Clusters (n = 3â€“29). Journal of Physical Chemistry A,
2015, 119, 6483-6492. 1.1 13

2868 Intrinsic Optical Activity and Large-Amplitude Displacement: Conformational Flexibility in
(<i>R</i>)-Glycidyl Methyl Ether. Journal of Physical Chemistry A, 2015, 119, 8311-8327. 1.1 9

2869 Rational enhancement of the energy barrier of bis(tetrapyrrole) dysprosium SMMs via replacing atom
of porphyrin core. Chemical Science, 2015, 6, 5947-5954. 3.7 90

2870 Interatomic potentials of the heavy van der Waals dimer Hg 2 : A â€œtest-bedâ€• for theory-to-experiment
agreement. Physics Reports, 2015, 591, 1-31. 10.3 11

2871
Electronic and photophysical properties of 2-(2â€²-hydroxyphenyl)benzoxazole and its derivatives
enhancing in the excited-state intramolecular proton transfer processes: A TD-DFT study on
substitution effect. Journal of Luminescence, 2015, 167, 132-139.

1.5 22

2872 Theoretical investigation of rare gas adsorption on and inside B-doped carbon nanotubes by DFT,
QTAIM and NBO. RSC Advances, 2015, 5, 65604-65612. 1.7 4

2873 Theoretical studies of fluorine substituent effect on organic photo-sensitizers in dye sensitized solar
cells. Computational and Theoretical Chemistry, 2015, 1067, 119-128. 1.1 6

2874 1,8-Bis(phenylethynyl)anthracene â€“ gas and solid phase structures. Organic and Biomolecular
Chemistry, 2015, 13, 8893-8905. 1.5 12

2875
Computational Studies of Synthetically Relevant Homogeneous Organometallic Catalysis Involving Ni,
Pd, Ir, and Rh: An Overview of Commonly Employed DFT Methods and Mechanistic Insights. Chemical
Reviews, 2015, 115, 9532-9586.

23.0 479

2876 Structures and Photoelectron Spectra of Helium Nano Clusters. Journal of Physical Chemistry C,
2015, 119, 18641-18649. 1.5 5

2877
Benzimidazole-functionalized ancillary ligands for heteroleptic Ru(<scp>ii</scp>) complexes:
synthesis, characterization and dye-sensitized solar cell applications. Dalton Transactions, 2015, 44,
14697-14706.

1.6 26

2878 Spectral fine tuning of cyanine dyes: electron donorâ€”acceptor substituted analogues of thiazole
orange. Photochemical and Photobiological Sciences, 2015, 14, 1703-1712. 1.6 20

2879
DFT studies on second-order nonlinear optical properties of a series of axially substituted
bis(salicylaldiminato) zinc(II) Schiff-base complexes. Chemical Research in Chinese Universities, 2015, 31,
597-602.

1.3 11

2880 The electronic structure engineering of organic dye sensitizers for solar cells: The case of JK
derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 150, 855-866. 2.0 6

2881 Reduced Density Matrix Functional Theory (RDMFT) and Linear Response Time-Dependent RDMFT
(TD-RDMFT). Topics in Current Chemistry, 2015, 368, 125-183. 4.0 61

2882 Optical absorption of warped nanographenes tuned by five- and seven-membered carbon rings. Physical
Chemistry Chemical Physics, 2015, 17, 17864-17871. 1.3 9

2883
Dispersion Corrections Improve the Accuracy of Both Noncovalent and Covalent Interactions
Energies Predicted by a Density-Functional Theory Approximation. Journal of Physical Chemistry A,
2015, 119, 6703-6713.

1.1 27



149

Citation Report

# Article IF Citations

2884 Molecular and Electronic Structure Elucidation of Polypyrrole Gas Sensors. Journal of Physical
Chemistry C, 2015, 119, 15994-16003. 1.5 94

2885 Octa-Coordination and the Aqueous Ba<sup>2+</sup> Ion. Journal of Physical Chemistry B, 2015, 119,
8746-8753. 1.2 34

2886
Electron Injection and Energy-Transfer Properties of Spiropyranâ€“Cyclodextrin Complexes Coated
onto Metal Oxide Nanoparticles: Toward Photochromic Light Harvesting. Journal of Physical
Chemistry C, 2015, 119, 14076-14084.

1.5 32

2887 Contrasting the optical properties of the different isomers of oligophenylene. Physical Chemistry
Chemical Physics, 2015, 17, 17854-17863. 1.3 25

2888 DFT calculation of the potential energy landscape topology and Raman spectra of type I
CH<sub>4</sub>and CO<sub>2</sub>hydrates. Physical Chemistry Chemical Physics, 2015, 17, 6963-6975. 1.3 28

2889 A State-Specific PCMâ€“DFT method to include dynamic solvent effects in the calculation of ionization
energies: Application to DNA bases. Chemical Physics Letters, 2015, 634, 20-24. 1.2 15

2890 Screening novel candidates and exploring design strategies for organic dye sensitizers with rigid
Ï€-linker: A theoretical study. Materials Chemistry and Physics, 2015, 162, 700-710. 2.0 12

2891 Visible room-temperature phosphorescence of pure organic crystals via a radical-ion-pair mechanism.
Physical Chemistry Chemical Physics, 2015, 17, 15989-15995. 1.3 108

2892 A curve-crossing model to rationalize and optimize diarylethene dyads. Chemical Science, 2015, 6,
5695-5702. 3.7 6

2893

Coherent Electronic Wave Packet Motion in<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mi
mathvariant="normal">C</mml:mi></mml:mrow><mml:mrow><mml:mn>60</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>Controlled
by the Waveform and Polarization of Few-Cycle Laser Fields. Physical Review Letters, 2015, 114, 123004.

2.9 51

2894
Synthesis, molecular structure and computational study of

1099, 83-91.
1.8 17

2895 Antiviral Limonoids Including Khayanolides from the Trang Mangrove Plant <i>Xylocarpus
moluccensis</i>. Journal of Natural Products, 2015, 78, 1570-1578. 1.5 39

2896 Calculating excitation energies by extrapolation along adiabatic connections. Physical Review A, 2015,
91, . 1.0 14

2897 Photoisomerization action spectroscopy: flicking the protonated merocyanineâ€“spiropyran switch in
the gas phase. Physical Chemistry Chemical Physics, 2015, 17, 25676-25688. 1.3 46

2898 Ultraviolet photodissociation action spectroscopy of gas-phase protonated quinoline and
isoquinoline cations. Physical Chemistry Chemical Physics, 2015, 17, 25882-25890. 1.3 23

2899
Anharmonic simulations of the vibrational spectrum of sulfated compounds: application to the
glycosaminoglycan fragment glucosamine 6-sulfate. Physical Chemistry Chemical Physics, 2015, 17,
25705-25713.

1.3 33

2900 Validation of Methods for Computational Catalyst Design: Geometries, Structures, and Energies of
Neutral and Charged Silver Clusters. Journal of Physical Chemistry C, 2015, 119, 9617-9626. 1.5 31

2901 Transfer of Frequency-Dependent Polarizabilities: A Tool To Simulate Absorption and Circular
Dichroism Molecular Spectra. Journal of Chemical Theory and Computation, 2015, 11, 2210-2220. 2.3 4



150

Citation Report

# Article IF Citations

2902 Simulation of the Resonance Raman Spectra for 5-Halogenated (F, Cl, and Br) Uracils. Journal of
Physical Chemistry A, 2015, 119, 3961-3971. 1.1 10

2903 Can Azobenzene Photoisomerize When Chemisorbed on a Gold Surface? An Analysis of Steric Effects
Based on Nonadiabatic Dynamics Simulations. Journal of Physical Chemistry C, 2015, 119, 5962-5974. 1.5 21

2904 Efficient Self-Consistent Implementation of Local Hybrid Functionals. Journal of Chemical Theory and
Computation, 2015, 11, 1540-1548. 2.3 69

2905 Reliable Energy Level Alignment at Physisorbed Moleculeâ€“Metal Interfaces from Density Functional
Theory. Nano Letters, 2015, 15, 2448-2455. 4.5 112

2906 Inhomogeneity in the Excited-State Torsional Disorder of a Conjugated Macrocycle. Journal of
Physical Chemistry B, 2015, 119, 4116-4126. 1.2 19

2907 Explicitly correlated interaction potential energy profile of imidazoleÂ +Â CO2 complex. Theoretical
Chemistry Accounts, 2015, 134, 1. 0.5 10

2908 Electronic Properties of Zigzag Graphene Nanoribbons Studied by TAO-DFT. Journal of Chemical Theory
and Computation, 2015, 11, 2003-2011. 2.3 69

2909 DFT study of zinc, cadmium, mercury, copper, silver, and gold complexes of 21,23-dioxaporphyrin and
one-dimensional arrays of those complexes. Journal of Molecular Modeling, 2015, 21, 129. 0.8 4

2910
Theoretical studies on tricarbonyl metal derivatives of Lindqvist-type polyoxometalate complexes:
electronic structures and nonlinear optical properties. Inorganic Chemistry Frontiers, 2015, 2,
544-549.

3.0 7

2911
Synthesis and Photophysics of a 2,7-Disubstituted Donorâ€“Acceptor Pyrene Derivative: An Example of
the Application of Sequential Ir-Catalyzed Câ€“H Borylation and Substitution Chemistry. Journal of
Organic Chemistry, 2015, 80, 5658-5665.

1.7 64

2912 Assessing accuracy of exchangeâ€“correlation functionals for singletâ€“triplet excitations.
Computational and Theoretical Chemistry, 2015, 1060, 52-57. 1.1 2

2913 Exploring the influence of electron donating/withdrawing groups on hexamolybdate-based
derivatives for efficient p-type dye-sensitized solar cells (DSSCs). RSC Advances, 2015, 5, 39821-39827. 1.7 30

2914 Quantum Mechanical Studies of Large Metal, Metal Oxide, and Metal Chalcogenide Nanoparticles and
Clusters. Chemical Reviews, 2015, 115, 6112-6216. 23.0 329

2915 Infrared spectra of small anionic water clusters from density functional theory and wavefunction
theory calculations. Physical Chemistry Chemical Physics, 2015, 17, 12698-12707. 1.3 4

2916 Multiphotochromic molecular systems. Chemical Society Reviews, 2015, 44, 3719-3759. 18.7 302

2917
Nonlinear Optical Chromophores with Two Ferrocenyl, Octamethylferrocenyl, or
4-(Diphenylamino)phenyl Groups Attached to Rhenium(I) or Zinc(II) Centers. Organometallics, 2015, 34,
1701-1715.

1.1 26

2918 Density Functional Theory Study on the Cross-Linking of Mussel Adhesive Proteins. Journal of
Physical Chemistry B, 2015, 119, 5496-5504. 1.2 23

2919 Semiclassical dynamics of electron attachment to guanineâ€“cytosine base pair. Chemical Physics
Letters, 2015, 625, 174-178. 1.2 5



151

Citation Report

# Article IF Citations

2920
The influence of alkali metals (Li, Na and K) interaction with Be12O12 and Mg12O12 nanoclusters on
their structural, electronic and nonlinear optical properties: A theoretical study. Synthetic Metals,
2015, 204, 17-24.

2.1 58

2921 Diradical character and second hyperpolarizability of multidecker inverse sandwich complexes of Mg
and Ca. Chemical Physics Letters, 2015, 628, 1-8. 1.2 12

2922 Quantum-Chemical Characterization of the Properties and Reactivities of Metalâ€“Organic Frameworks.
Chemical Reviews, 2015, 115, 6051-6111. 23.0 241

2923 Theoretical Study of WS-9-Based Organic Sensitizers for Unusual Vis/NIR Absorption and Highly
Efficient Dye-Sensitized Solar Cells. Journal of Physical Chemistry C, 2015, 119, 9782-9790. 1.5 121

2924 Time-dependent density functional theory calculations of the solvatochromism of some azo
sulfonamide fluorochromes. Journal of Molecular Modeling, 2015, 21, 118. 0.8 33

2925 Carbazole-based sensitizers for potential application to dye sensitized solar cells. Journal of
Chemical Sciences, 2015, 127, 383-394. 0.7 17

2926 Applicability of Mulliken's formula for photoinduced and intramolecular charge-transfer energies.
Chemical Physics Letters, 2015, 625, 98-103. 1.2 7

2927 Insight into external electric field dependent photoinduced intermolecular charge transport in BHJ
solar cell materials. Journal of Materials Chemistry C, 2015, 3, 4810-4819. 2.7 60

2928 Multinuclear metal-binding ability of a carotene. Nature Communications, 2015, 6, 6742. 5.8 56

2929 New donorâ€“acceptor conjugates based on a trifluorenylporphyrin linked to a redoxâ€“switchable
ruthenium unit. Dalton Transactions, 2015, 44, 9470-9485. 1.6 16

2930 Nature of the Intense Secondâ€•Order Nonlinear Optical Activity: DFT Studies on the Octupolarization of
Sandwichâ€•Type Bis(phthalocyaninato) Yttrium Skeletons. ChemPhysChem, 2015, 16, 1889-1897. 1.0 15

2931 Dual Fluorescence through Kashaâ€™s Rule Breaking: An Unconventional Photomechanism for
Intracellular Probe Design. Journal of Physical Chemistry B, 2015, 119, 6144-6154. 1.2 76

2932 Synthesis, characterization and solvatochromism study of mixed-chelate copper(II) complexes: A
combined experimental and density functional theoretical study. Polyhedron, 2015, 96, 71-78. 1.0 16

2933
Direct observation of breaking of the intramolecular H-bond, and slowing down of the proton
motion and tuning its mechanism in an HBO derivative. Physical Chemistry Chemical Physics, 2015, 17,
14569-14581.

1.3 26

2934
Why Do TD-DFT Excitation Energies of BODIPY/Aza-BODIPY Families Largely Deviate from Experiment?
Answers from Electron Correlated and Multireference Methods. Journal of Chemical Theory and
Computation, 2015, 11, 2619-2632.

2.3 166

2935 Singlet and triplet excitons and charge polarons in cycloparaphenylenes: a density functional theory
study. Physical Chemistry Chemical Physics, 2015, 17, 14613-14622. 1.3 19

2936
Unusual high fluorescence of two nitro-distyrylbenzene-like compounds induced by CT processes
affecting the fluorescence/intersystem-crossing competition. Physical Chemistry Chemical Physics,
2015, 17, 14740-14749.

1.3 37

2937 Five-Photon Absorption and Selective Enhancement of Multiphoton Absorption Processes. ACS
Photonics, 2015, 2, 572-577. 3.2 16



152

Citation Report

# Article IF Citations

2938 Experimental and computational study of solvent effects on one- and two-photon absorption spectra
of chlorinated harmines. Physical Chemistry Chemical Physics, 2015, 17, 12090-12099. 1.3 20

2939
On the photophysics of butadiyne bridged pyreneâ€“phenyl molecular conjugates: multiple emissive
pathways through locally excited, intramolecular charge transfer and excimer states. Faraday
Discussions, 2015, 177, 213-235.

1.6 24

2940 Tetrathiafulvalene derivatives as cation sensor: density functional theory investigation of the
hyper-Rayleigh scattering first hyperpolarizability. RSC Advances, 2015, 5, 42311-42321. 1.7 8

2941 Experimental and theoretical evaluation on the conformational behavior of <scp>l</scp>-aspartic
acid dimethyl ester and its N-acetylated derivative. RSC Advances, 2015, 5, 18013-18024. 1.7 7

2942 Anionic coordination complexes of C<sub>60</sub> and C<sub>70</sub> with cyclopentadienyl and
pentamethylcyclopentadienyl molybdenum dicarbonyl. Dalton Transactions, 2015, 44, 9672-9681. 1.6 11

2943 Solvent-Dependent Non-Linear Optical Properties of 5,5â€²-Disubstituted-2,2â€²-bipyridine Complexes of
Ruthenium(II): A Quantum Chemical Perspective. Australian Journal of Chemistry, 2015, 68, 1502. 0.5 42

2944
The Importance of Short- and Long-Range Exchange on Various Excited State Properties of DNA
Monomers, Stacked Complexes, and Watsonâ€“Crick Pairs. Journal of Chemical Theory and Computation,
2015, 11, 2199-2209.

2.3 68

2945 Distributed Atomic Polarizabilities of Amino Acids and their Hydrogen-Bonded Aggregates. Journal of
Physical Chemistry A, 2015, 119, 3285-3298. 1.1 33

2946 Absolute configuration of remisporines A &amp; B. Organic and Biomolecular Chemistry, 2015, 13,
4169-4173. 1.5 9

2947
Theoretical design and characterization of pyridalthiadiazole-based chromophores with fast charge
transfer at donor/acceptor interface toward small molecule organic photovoltaics. RSC Advances,
2015, 5, 29401-29411.

1.7 46

2948 Tuning the LUMO energy of 1,10-phenanthroline in Î±-diimineâ€“dithiolate Ni(II) complex and enhancement
of nonlinear optical properties. Inorganica Chimica Acta, 2015, 430, 114-119. 1.2 7

2949 Carborane tuning on iridium complexes: redox-switchable second-order NLO responses. Journal of
Molecular Modeling, 2015, 21, 95. 0.8 14

2950 Disentangling vibronic and solvent broadening effects in the absorption spectra of coumarin
derivatives for dye sensitized solar cells. Physical Chemistry Chemical Physics, 2015, 17, 11401-11411. 1.3 28

2951
Reaction Mechanism of the Anomalous Formal Nucleophilic Borylation of Organic Halides with
Silylborane: Combined Theoretical and Experimental Studies. Journal of the American Chemical
Society, 2015, 137, 4090-4099.

6.6 71

2952 Infrared spectra of formic acid clusters in noble gas matrices. Journal of Molecular Structure, 2015,
1091, 203-209. 1.8 18

2953 Theoretical Study of Acene-Bridged Dyes for Dye-Sensitized Solar Cells. Journal of Physical Chemistry
A, 2015, 119, 3299-3309. 1.1 48

2954
Mechanisms of Reactions of Sulfur Hydride Hydroxide: Tautomerism, Condensations, and
C-Sulfenylation and O-Sulfenylation of 2,4-Pentanedione. Journal of Physical Chemistry A, 2015, 119,
3500-3517.

1.1 7

2955 Energy Pooling Upconversion in Organic Molecular Systems. Journal of Physical Chemistry A, 2015, 119,
4009-4016. 1.1 20



153

Citation Report

# Article IF Citations

2956 Towards an ab initio description of the optical spectra of light-harvesting antennae: application to
the CP29 complex of photosystem II. Physical Chemistry Chemical Physics, 2015, 17, 14405-14416. 1.3 47

2957 Ultramild Proteinâ€•Mediated Click Chemistry Creates Efficient Oligonucleotide Probes for Targeting
and Detecting Nucleic Acids. ChemBioChem, 2015, 16, 1163-1167. 1.3 5

2958
The energetic of (CH2F2)2 investigated by TDL IR spectroscopy and DFT computations: From collision
induced relaxation of ro-vibrational transitions to non-covalent interactions. Journal of Chemical
Physics, 2015, 142, 134310.

1.2 14

2959 Metal-free synthesis of bisthiophene-core donor acceptor organic photosensitizers for dye-sensitized
solar cells. Tetrahedron, 2015, 71, 7260-7266. 1.0 9

2960
Study of chemical reactivity in relation to experimental parameters of efficiency in coumarin
derivatives for dye sensitized solar cells using DFT. Physical Chemistry Chemical Physics, 2015, 17,
14122-14129.

1.3 59

2961 Symmetric naphthalenediimidequaterthiophenes for electropolymerized electrochromic thin films.
Journal of Materials Chemistry C, 2015, 3, 5985-5994. 2.7 27

2962 Dual wavelength asymmetric photochemical synthesis with circularly polarized light. Chemical
Science, 2015, 6, 3853-3862. 3.7 58

2963

Synthesis, spectral analysis (FT-IR, 1H NMR, 13C NMR and UVâ€“visible) and quantum chemical studies on
molecular geometry, NBO, NLO, chemical reactivity and thermodynamic properties of novel
2-amino-4-(4-(dimethylamino)phenyl)-5-oxo-6-phenyl-5,6-dihydro-4H-pyrano[3,2-c]quinoline-3-carbonitrile.
Journal of Molecular Structure, 2015, 1095, 112-124.

1.8 31

2964 Design of two-photon molecular tandem architectures for solar cells by ab initio theory. Chemical
Science, 2015, 6, 3018-3025. 3.7 9

2965
Binding Modes and Interaction Mechanism Between Different Base Pairs and Methylene Blue
Trihydrate: A Quantum Mechanics Study. Advances in Experimental Medicine and Biology, 2015, 827,
187-203.

0.8 8

2966 Regarding the use and misuse of retinal protonated Schiff base photochemistry as a test case for
time-dependent density-functional theory. Journal of Chemical Physics, 2015, 142, 144104. 1.2 15

2967
Influence of Silver Doping on the Photoluminescence of Protected
Ag<sub><i>n</i></sub>Au<sub>25â€“<i>n</i></sub> Nanoclusters: A Time-Dependent Density Functional
Theory Investigation. Journal of Physical Chemistry C, 2015, 119, 10766-10775.

1.5 40

2968 The study of the electronic structure of some N-heterocyclic carbenes (NHCs) by variable energy
photoelectron spectroscopy. Physical Chemistry Chemical Physics, 2015, 17, 10656-10667. 1.3 13

2969 Nucleic acid reactivity: Challenges for next-generation semiempirical quantum models. Journal of
Computational Chemistry, 2015, 36, 1370-1389. 1.5 14

2970 Combined Experimental and Computational Study of Pyren-2,7-diyl-Bridged Diruthenium Complexes
with Various Terminal Ligands. Inorganic Chemistry, 2015, 54, 4688-4698. 1.9 35

2971 Transient low-barrier hydrogen bond in the photoactive state of green fluorescent protein. Physical
Chemistry Chemical Physics, 2015, 17, 30876-30888. 1.3 14

2972
Photodetachment Spectroscopy of Fluorenone Radical Anions Microsolvated with Methanol:
Rationalizing the Anomalous Solvatochromic Behavior Due to Hydrogen Bonding. Journal of Physical
Chemistry A, 2015, 119, 3721-3730.

1.1 2

2973 Theoretical Investigation on Excited-State Cyclization Reactions of Platinum-Sensitized
Dithienylethene Complexes. Journal of Physical Chemistry A, 2015, 119, 2819-2828. 1.1 11



154

Citation Report

# Article IF Citations

2974 Understanding the Origin of the VCD Signals on the Basis of a Nonredundant Coordinate Definition.
Journal of Chemical Theory and Computation, 2015, 11, 2633-2641. 2.3 2

2975 Synthesis, Photophysical and Redox Properties of the Dâ€“Ï€â€“A Type Pyrimidine Dyes Bearing the
9-Phenyl-9H-Carbazole Moiety. Journal of Fluorescence, 2015, 25, 763-775. 1.3 31

2976 The driving forces for twisted or planar intramolecular charge transfer. Physical Chemistry
Chemical Physics, 2015, 17, 9248-9257. 1.3 92

2977 Excited-state intramolecular proton transfer to carbon atoms: nonadiabatic surface-hopping
dynamics simulations. Physical Chemistry Chemical Physics, 2015, 17, 9687-9697. 1.3 52

2978

Assessment of long-range corrected and conventional DFT functional for the prediction of second â€“
Order NLO properties and other molecular properties of N-(2-cyanoethyl)-N-butylaniline â€“ A
vibrational spectroscopy study. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 146, 66-79.

2.0 8

2979 Investigation and design of high efficiency carbazole-based sensitizers for solar cells: Effect of the
nature and length of Ï€-linker. Organic Electronics, 2015, 22, 108-116. 1.4 13

2980 Molecular properties in the Tammâ€“Dancoff approximation: indirect nuclear spinâ€“spin coupling
constants. Molecular Physics, 2015, 113, 1937-1951. 0.8 9

2981 Photoinduced Excited-State Energy-Transfer Dynamics of a Nitrogen-Cored Symmetric Dendrimer:
From the Perspective of the Jahnâ€“Teller Effect. Journal of Physical Chemistry C, 2015, 119, 7578-7589. 1.5 15

2982

Second hyperpolarizability of multimetallocenes
[<font>Cp</font>â€“<font>M</font><sub>n</sub>â€“<font>Cp</font>] of <font>Be</font>,
<font>Mg</font> and <font>Ca</font>. Journal of Theoretical and Computational Chemistry, 2015, 14,
1550002.

1.8 7

2983
Diastereoselective synthesis of tetraalkyl (R,R)-1,2-cyclohexylene-diamino-di-phosphonates bearing
thiophene, furan and pyrrole moieties. Computational and experimental study on their formation.
Tetrahedron, 2015, 71, 2561-2571.

1.0 3

2984 Computational Investigation of Acene-Modified Zinc-Porphyrin Based Sensitizers for Dye-Sensitized
Solar Cells. Journal of Physical Chemistry C, 2015, 119, 8417-8430. 1.5 22

2985
Tuning the electronic and phosphorescence properties of blue-emitting iridium(<scp>iii</scp>)
complexes through different cyclometalated ligand substituents: a theoretical investigation. Dalton
Transactions, 2015, 44, 8577-8589.

1.6 27

2986 Conformational landscape and low lying excited states of imatinib. Journal of Molecular Modeling,
2015, 21, 84. 0.8 5

2987
Exploring the chemical bonding, infrared and UVâ€“vis absorption spectra of OH radicals adsorption on
the smallest fullerene. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015,
144, 258-265.

2.0 15

2988 A new pentacoordinate polymeric copper(II) complex with 2-amino-2-methyl-1,3-propandiol: Structural
investigations using XRD and DFT. Journal of Structural Chemistry, 2015, 56, 92-101. 0.3 7

2989 Stable and Easily Accessible Functional Dyes: Dihydrotetraazaanthracenes as Versatile Precursors for
Higher Acenes. Chemistry - A European Journal, 2015, 21, 7571-7581. 1.7 32

2990 Theoretical Study of the Adsorption of Alkylamines in H-Mordenite: The Role of Noncovalent
Interactions. Journal of Physical Chemistry C, 2015, 119, 8112-8123. 1.5 12

2991 Herringbone structures of 2,7-dihalogenated acridine tailored by halogenâ€“halogen interactions.
Journal of Molecular Structure, 2015, 1093, 59-64. 1.8 4



155

Citation Report

# Article IF Citations

2992 Photophysics of Ru(II) Dyads Derived from Pyrenyl-Substitued Imidazo[4,5-<i>f</i>][1,10]phenanthroline
Ligands. Journal of Physical Chemistry A, 2015, 119, 3986-3994. 1.1 34

2993 Binding-induced, turn-on fluorescence of the EGFR/ERBB kinase inhibitor, lapatinib. Organic and
Biomolecular Chemistry, 2015, 13, 5006-5011. 1.5 26

2994 TD-DFT calculations of UV absorption bands and their intensities in the spectra of some
tetrahydroquinolines. RSC Advances, 2015, 5, 26255-26262. 1.7 14

2995 Large impact of reorganization energy on photovoltaic conversion due to interfacial charge-transfer
transitions. Physical Chemistry Chemical Physics, 2015, 17, 12228-12237. 1.3 43

2996
Unusual Low-Energy Near-Infrared Bands for Ferrocenylâ€“Naphthalimide Donorâ€“Acceptor Dyads with
Aromatic Spacer Groups: Prediction by Time-Dependent DFT and Observation by OTTLE Spectroscopy.
Organometallics, 2015, 34, 2662-2666.

1.1 11

2997 Using computational chemistry to design Ru photosensitizers with directional charge transfer.
Coordination Chemistry Reviews, 2015, 304-305, 146-165. 9.5 55

2998 Toward the complete range separation of nonâ€•hybrid exchangeâ€“correlation functional. Journal of
Computational Chemistry, 2015, 36, 871-877. 1.5 6

2999
Sequential palladium catalyzed couplingâ€“cyclocondensationâ€“coupling (C<sup>3</sup>)
four-component synthesis of intensively blue luminescent biarylsubstituted pyrazoles. RSC Advances,
2015, 5, 33838-33854.

1.7 32

3000 Computational design of faster rotating second-generation light-driven molecular motors by
control of steric effects. Physical Chemistry Chemical Physics, 2015, 17, 21740-21751. 1.3 24

3001 Relativistic and Solvation Effects on the Stability of Gold(III) Halides in Aqueous Solution. Inorganic
Chemistry, 2015, 54, 9869-9875. 1.9 14

3002 Fractional Electron Loss in Approximate DFT and Hartreeâ€“Fock Theory. Journal of Chemical Theory
and Computation, 2015, 11, 5262-5268. 2.3 38

3003 DFT predictions of the oxidation potential of organic dyes for opto-electronic devices. Computational
and Theoretical Chemistry, 2015, 1070, 68-75. 1.1 11

3004 A DFT and TDDFT investigation of interactions between 1-hydroxypyrene and aromatic amino acids.
Computational and Theoretical Chemistry, 2015, 1073, 9-19. 1.1 10

3005
Contrasting Solid-State Fluorescence of Diynes with Small and Large Aryl Substituents: Crystal
Packing Dependence and Stimuli-Responsive Fluorescence Switching. Journal of Physical Chemistry A,
2015, 119, 10481-10493.

1.1 18

3006 Theoretical Investigation of Hole Transporter Materials for Energy Devices. Journal of Physical
Chemistry C, 2015, 119, 23890-23898. 1.5 44

3007
Optical rotatory dispersion of methyloxirane in aqueous solution: assessing the performance of
density functional theory in combination with a fully polarizable QM/MM/PCM approach. Optical
Materials Express, 2015, 5, 196.

1.6 23

3008
Cation-Controlled Enantioselective and Diastereoselective Synthesis of Indolines: An Autoinductive
Phase-Transfer Initiated 5-<i>endo</i>-<i>trig</i> Process. Journal of the American Chemical Society,
2015, 137, 13414-13424.

6.6 43

3009 Excitons and Davydov splitting in sexithiophene from first-principles many-body Greenâ€™s function
theory. Journal of Chemical Physics, 2015, 143, 114501. 1.2 23



156

Citation Report

# Article IF Citations

3010 A â€œTwistâ€• on the Interpretation of the Multifluorescence Patterns of DASPMI. Journal of Chemical
Theory and Computation, 2015, 11, 4803-4813. 2.3 10

3011 Structural and spectral properties of tartrato complexes of vanadium(V) from quantum chemical
calculations. Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 0

3012 Experimental and DFT studies on solvatochromism behavior of a synthesized mixed chelate copper(II)
complex. Polyhedron, 2015, 100, 303-312. 1.0 6

3013
Synthesis, crystal structure and magnetic properties of H<sub>2</sub>tppz[ReCl<sub>6</sub>] and
[Cu(bpzm)<sub>2</sub>(Î¼-Cl)ReCl<sub>3</sub>(Î¼-ox)Cu(bpzm)<sub>2</sub>(Î¼-ox)ReCl<sub>3</sub>(Î¼-Cl)]<sub>n</sub>.
Dalton Transactions, 2015, 44, 17118-17128.

1.6 7

3014
Effect of molecular structure of nitroalkanes on the C-NO2 bond strength and activation energy of
the gas-phase radical decomposition according to the quantum-chemical simulation. Russian Journal
of General Chemistry, 2015, 85, 1801-1807.

0.3 1

3015
0â€“0 Energies Using Hybrid Schemes: Benchmarks of TD-DFT, CIS(D), ADC(2), CC2, and BSE/<i>GW</i>
formalisms for 80 Real-Life Compounds. Journal of Chemical Theory and Computation, 2015, 11,
5340-5359.

2.3 208

3016 Donorâ€“acceptorâ€“acceptorâ€“donor small molecules for solution processed bulk heterojunction
solar cells. Organic Electronics, 2015, 27, 72-83. 1.4 24

3017 Preparation of Halogenated Fluorescent Diaminophenazine Building Blocks. Journal of Organic
Chemistry, 2015, 80, 9881-9888. 1.7 14

3018
Insight into quinoxaline containing Dâ€“Ï€â€“A dyes for dye-sensitized solar cells with cobalt and iodine
based electrolytes: the effect of Ï€-bridge on the HOMO energy level and photovoltaic performance.
Journal of Materials Chemistry A, 2015, 3, 21733-21743.

5.2 47

3019 Simulated evolution of fluorophores for light emitting diodes. Journal of Chemical Physics, 2015, 142,
104104. 1.2 63

3020 Double role of squarylium dye: Fluorescence probe for biomolecule determination and
photosensitizer in dyeing photoinitiating system. Journal of Molecular Liquids, 2015, 212, 196-202. 2.3 7

3021
Circular Dichroism in Mass Spectrometry: Quantum Chemical Investigations for the Differences
between (<i>R</i>)-3-Methylcyclopentanone and Its Cation. Journal of Physical Chemistry A, 2015, 119,
9167-9177.

1.1 1

3022 Electronic Structure and Absorption Properties of Strongly Coupled Porphyrinâ€“Perylene Arrays.
Journal of Physical Chemistry A, 2015, 119, 9879-9888. 1.1 19

3023 Cyclometalated Osmiumâ€“Amine Electronic Communication through the <i>p</i>-Oligophenylene Wire.
Inorganic Chemistry, 2015, 54, 10776-10784. 1.9 21

3024 Gas Phase Detection of the NHâ€“P Hydrogen Bond and Importance of Secondary Interactions. Journal
of Physical Chemistry A, 2015, 119, 10988-10998. 1.1 53

3025
Highly Efficient Blue Electroluminescence Using Delayed-Fluorescence Emitters with Large Overlap
Density between Luminescent and Ground States. Journal of Physical Chemistry C, 2015, 119,
26283-26289.

1.5 116

3026 Induced circular dichroism of thioflavin T interacting with acetylcholinesterase: A computational
study. Chemical Physics, 2015, 463, 82-87. 0.9 1

3027
Electronic Excitations in Solution: The Interplay between State Specific Approaches and a
Time-Dependent Density Functional Theory Description. Journal of Chemical Theory and Computation,
2015, 11, 5782-5790.

2.3 112



157

Citation Report

# Article IF Citations

3028 Stable Germenolates and Germenes with Exocyclic Structures. Organometallics, 2015, 34, 5291-5297. 1.1 24

3029 Polyazomethine as a component of solar cells-theoretical and optical study. Journal of Physics and
Chemistry of Solids, 2015, 86, 186-193. 1.9 13

3030 Small Organic Molecules for Efficient Singlet Fission: Role of Silicon Substitution. Journal of
Physical Chemistry C, 2015, 119, 25696-25702. 1.5 36

3031 Twoâ€•Step Synthesis of Blue Luminescent (Pyrrolâ€•3â€•yl)â€•1<i>H</i>â€•(aza)indazoles Based on a Threeâ€•Component
Couplingâ€“Cyclocondensation Sequence. European Journal of Organic Chemistry, 2015, 2015, 5128-5142. 1.2 8

3032 Anilino-Substituted Multicyanobuta-1,3-diene Electron Acceptors: TICT Molecules with Accessible
Conical Intersections. Journal of Physical Chemistry A, 2015, 119, 10677-10683. 1.1 21

3033 Ground and excited states of naphthaleneâ€“water (naphthaâ€“W<sub>6</sub>) clusters: a
computational study. RSC Advances, 2015, 5, 28281-28291. 1.7 11

3034 The nature of interfacial binding of imidazole and carbene ligands with M<sub>20</sub>
nanoclusters (M = Au, Ag and Cu) â€“ a theoretical study. RSC Advances, 2015, 5, 88625-88635. 1.7 11

3035 Dynamics of Interfacial Electron Transfer from Betanin to Nanocrystalline TiO<sub>2</sub>: The
Pursuit of Two-Electron Injection. Journal of Physical Chemistry C, 2015, 119, 19030-19041. 1.5 15

3036 Theoretical investigation of stabilities and optical properties of Si12C12 clusters. Journal of Chemical
Physics, 2015, 142, 034303. 1.2 22

3037 Calculating singlet excited states: Comparison with fast time-resolved infrared spectroscopy of
coumarins. Journal of Chemical Physics, 2015, 142, 154119. 1.2 14

3038 Simulation of circularly polarized luminescence spectra using coupled cluster theory. Journal of
Chemical Physics, 2015, 142, 154101. 1.2 26

3039 Ensemble density functional theory method correctly describes bond dissociation, excited state
electron transfer, and double excitations. Journal of Chemical Physics, 2015, 142, 184104. 1.2 40

3040 Tuning range-separated DFT functionals for accurate orbital energy modeling of conjugated
molecules. Computational and Theoretical Chemistry, 2015, 1070, 14-20. 1.1 18

3041 Free energies for the coordination of ligands to the magnesium of chlorophyll-a in solvents.
Molecular Physics, 2015, 113, 1648-1654. 0.8 2

3042 Cageâ€•Like B<sub>41</sub><sup>+</sup> and B<sub>42</sub><sup>2+</sup>: New Chiral Members of the
Borospherene Family. Angewandte Chemie - International Edition, 2015, 54, 8160-8164. 7.2 105

3043
The Inhibitory Activity of Plants from Central Argentina on p-Hydroxyphenylpyruvate Dioxygenase.
Isolation and Mechanism of Inhibition of a Flavanone from Flourensia oolepis. Planta Medica, 2015, 81,
1382-1391.

0.7 4

3044 Structure and Dynamics of Solvation Shells of Copper(II) Complexes with N,O-Containing Ligands.
Inorganic Chemistry, 2015, 54, 9777-9784. 1.9 22

3045 Chromophoreâ€“Protein Coupling beyond Nonpolarizable Models: Understanding Absorption in Green
Fluorescent Protein. Journal of Chemical Theory and Computation, 2015, 11, 4825-4839. 2.3 65



158

Citation Report

# Article IF Citations

3046 Excited State Absorption from Real-Time Time-Dependent Density Functional Theory. Journal of
Chemical Theory and Computation, 2015, 11, 4294-4303. 2.3 70

3047 Structural Properties and UVâ€“Visible Absorption Spectroscopy of Retinal-pyridyl-CN Re(I) Carbonyl
Bipyridine Complex: A Theoretical Study. Journal of Physical Chemistry A, 2015, 119, 10645-10653. 1.1 9

3048 Double helicity induction in chiral bis(triphenylacetamides). RSC Advances, 2015, 5, 83448-83458. 1.7 12

3049 Vibrational relaxation as the driving force for wavelength conversion in the peridininâ€“chlorophyll
a-protein. Biochimica Et Biophysica Acta - Bioenergetics, 2015, 1847, 1509-1517. 0.5 7

3050 Isoindigo derivatives for application in p-type dye sensitized solar cells. RSC Advances, 2015, 5,
85530-85539. 1.7 48

3051 Molecules relevant for organic photovoltaics: a range-separated density functional study. Molecular
Physics, 2015, 113, 2930-2938. 0.8 5

3052 Benchmarking TD-DFT against Vibrationally Resolved Absorption Spectra at Room Temperature:
7-Aminocoumarins as Test Cases. Journal of Chemical Theory and Computation, 2015, 11, 5371-5384. 2.3 68

3053
Structural and electronic properties of covalently functionalized
2-aminoethoxy-metallophthalocyanineâ€“graphene hybrid materials: a computational study. RSC
Advances, 2015, 5, 85730-85740.

1.7 7

3054 Stereoisomeric Composition of Natural Myrtucommulone A. Journal of Natural Products, 2015, 78,
2381-2389. 1.5 21

3055 Theoretical description of efficiency enhancement in DSSCs sensitized by newly synthesized
heteroleptic Ru complexes. Physical Chemistry Chemical Physics, 2015, 17, 29574-29585. 1.3 20

3056 Chemical trends in the optical properties of rocksalt nanoparticles. Physical Chemistry Chemical
Physics, 2015, 17, 28892-28900. 1.3 10

3057 Relay proton transfer triggered twisted intramolecular charge transfer. Photochemical and
Photobiological Sciences, 2015, 14, 2225-2237. 1.6 26

3058
Investigation of adsorption properties of CS2 on interior and exterior surfaces of single-walled
silicon-carbide nanotubes and effect of applied electric field: electronic structure, charge density
and NMR studies. RSC Advances, 2015, 5, 84022-84037.

1.7 10

3059 Theoretical predictions of nonlinear optical characteristics of novel chromophores with
quinoxalinone moieties. Computational and Theoretical Chemistry, 2015, 1074, 91-100. 1.1 28

3060 What Exactly Is the Light Emitter of a Firefly?. Journal of Chemical Theory and Computation, 2015, 11,
5360-5370. 2.3 50

3061
Structure, solvent, and relativistic effects on the NMR chemical shifts in square-planar
transition-metal complexes: assessment of DFT approaches. Physical Chemistry Chemical Physics, 2015,
17, 24944-24955.

1.3 82

3062 A theoretical study of a series of novel two-photon nitric oxide (NO) fluorescent probes based on
BODIPY. New Journal of Chemistry, 2015, 39, 8342-8355. 1.4 11

3063 Red Emitting Coumarins: Insights of Photophysical Properties with DFT Methods. Journal of
Fluorescence, 2015, 25, 1117-1126. 1.3 15



159

Citation Report

# Article IF Citations

3064 Defect-Induced Conical Intersections Promote Nonradiative Recombination. Nano Letters, 2015, 15,
6247-6253. 4.5 47

3065 DFT as a Powerful Predictive Tool in Photoredox Catalysis: Redox Potentials and Mechanistic Analysis.
Organometallics, 2015, 34, 4218-4228. 1.1 57

3066 Hole-transfer induced energy transfer in perylene diimide dyads with a donorâ€“spacerâ€“acceptor motif.
Physical Chemistry Chemical Physics, 2015, 17, 25061-25072. 1.3 9

3067 Assessment of DFT Methods for Computing Activation Energies of Mo/W-Mediated Reactions. Journal
of Chemical Theory and Computation, 2015, 11, 4601-4614. 2.3 52

3068 Inclusion complex thermodynamics: The Î²-cyclodextrin and sertraline complex example. Journal of
Molecular Graphics and Modelling, 2015, 62, 11-17. 1.3 29

3069
Role of the Chemically Non-Innocent Ligand in the Catalytic Formation of Hydrogen and Carbon
Dioxide from Methanol and Water with the Metal as the Spectator. Journal of the American Chemical
Society, 2015, 137, 12330-12342.

6.6 67

3070 Geometry, chemical reactivity and Raman spectra of gold clusters. Cogent Chemistry, 2015, 1, 1076713. 2.5 13

3071 Electronic structure and second hyperpolarizability of M(NA2)2 (M = Be, Mg, Ca; A = H, Li, Na)
complexes. Chemical Physics Letters, 2015, 637, 164-171. 1.2 11

3072 Efficient Semi-numerical Implementation of Global and Local Hybrid Functionals for Time-Dependent
Density Functional Theory. Journal of Chemical Theory and Computation, 2015, 11, 4226-4237. 2.3 54

3073
Shedding light on the photophysical properties of newly designed platinum(II) complexes by adding
substituents on functionalized ligands as highly efficient OLED emitters from a theoretical viewpoint.
Materials Chemistry and Physics, 2015, 163, 545-553.

2.0 2

3074
The first hyperpolarizability of nitrobenzene in benzene solutions: investigation of the effects of
electron correlation within the sequential QM/MM approach. Physical Chemistry Chemical Physics,
2015, 17, 23634-23642.

1.3 30

3075 Photoelectron spectra and structure of the Mn<i>n</i>âˆ’ anions (<i>n</i> = 2â€“16). Journal of Chemical
Physics, 2015, 143, 044306. 1.2 15

3076 Chemical Detection of Hydrogen Fluoride by the Phosphorus Congener of Cyclobutane-1,3-diyl.
Inorganic Chemistry, 2015, 54, 8778-8785. 1.9 25

3077 Theoretical study on homolytic C(sp2)â€“O cleavage in ethers and phenols. New Journal of Chemistry,
2015, 39, 6935-6943. 1.4 7

3078 Double-proton transfer mechanism in 1,8-dihydroxydibenzo[a,c]phenazine: a TDDFT and ab initio study.
Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 8

3079 Computational studies on structure and spectroscopic properties of 4-(Boc-amino) pyridine. Journal
of Molecular Structure, 2015, 1102, 261-266. 1.8 4

3080 Solvent effect on the anodic oxidation of tannic acids: EPR/UVâ€“Vis spectroelectrochemical and DFT
theoretical study. Journal of Solid State Electrochemistry, 2015, 19, 2533-2544. 1.2 6

3081 First-Principles Screening and Design of Novel Triphenylamine-Based Dâˆ’Ï€â€“A Organic Dyes for Highly
Efficient Dye-Sensitized Solar Cells. Journal of Physical Chemistry C, 2015, 119, 21852-21859. 1.5 39



160

Citation Report

# Article IF Citations

3082 Assessment of DFT methods for studying acid gas capture by ionic liquids. Physical Chemistry Chemical
Physics, 2015, 17, 26875-26891. 1.3 27

3083 And yet they glow: thiazole based pushâ€“pull fluorophores containing nitro groups and the influence
of regioisomerism. Methods and Applications in Fluorescence, 2015, 3, 025005. 1.1 16

3084 The chemistry of Coulomb blockade diamonds for 1,4-diamino-benzene. Chemical Physics, 2015, 459,
40-44. 0.9 3

3085 N-2-Aryl-1,2,3-Triazoles: A novel class of blueâ€“green emitting fluorophores-synthesis, photophysical
properties study and dft computations. Journal of Luminescence, 2015, 168, 114-123. 1.5 9

3086 Critical test of some computational methods for prediction of NMR 1H and 13C chemical shifts.
Journal of Molecular Modeling, 2015, 21, 244. 0.8 30

3087
Unusual bonding modes of perfluorobenzene in its polymeric (dimeric, trimeric and tetrameric)
forms: entirely negative fluorine interacting cooperatively with entirely negative fluorine. Physical
Chemistry Chemical Physics, 2015, 17, 31624-31645.

1.3 34

3088 Trans-(P(OPh)3)2(CO)IrX (XÂ =Â Cl and Br): When changing chloro toÂ bromo doesn't make much difference.
Journal of Organometallic Chemistry, 2015, 792, 25-30. 0.8 1

3089
On novel magnetic probe for fullerene characterization: Theoretical studies on NMR parameters of
free and confined in fullerenes HD and H 2 molecules. Journal of Molecular Graphics and Modelling,
2015, 62, 26-37.

1.3 8

3090 Aromaticity Induced by Electric Field: The Case of Polycalicenes. Journal of Organic Chemistry, 2015,
80, 9091-9101. 1.7 4

3091 Crystalline Alloys of Organic Donors and Acceptors Based on TIPS-Pentacene. Journal of Physical
Chemistry C, 2015, 119, 20823-20832. 1.5 14

3092
Effect of the functionalized Ï€-bridge on porphyrin sensitizers for dye-sensitized solar cells: an
in-depth analysis of electronic structure, spectrum, excitation, and intramolecular electron transfer.
Journal of Materials Chemistry C, 2015, 3, 10129-10139.

2.7 25

3093

Quasi-Three-Coordinate Iron and Cobalt Terphenoxide Complexes
{Ar<sup><i>i</i>Pr<sub>8</sub></sup>OM(Î¼-O)}<sub>2</sub> (Ar<sup><i>i</i>Pr<sub>8</sub></sup> =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 307 Td (C<sub>6</sub>H-2,6-(C<sub>6</sub>H<sub>2</sub>-2,4,6-<sup><i>i</i></sup>Pr<sub>3</sub>)<sub>2</sub>-3,5-<sup><i>i</i></sup>Pr<sub>2</sub>;) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 297 Td (M = Fe or Co) with M(III)<sub>2</sub>(Î¼-O)<sub>2</sub> Core Structures and the Peroxide Dimer of

2-Oxepinoxy Relevant to Benzene Oxidation. Inorganic Chemistry, 2015, 54, 8914-8922.

1.9 8

3094 Synthesis and Linear and Nonlinear Optical Properties of Three Pushâ€“Pull Oxazol-5(4<i>H</i>)-one
Compounds. Journal of Organic Chemistry, 2015, 80, 9641-9651. 1.7 36

3095 Sulfur-Bridged Terthiophene Dimers: How Sulfur Oxidation State Controls Interchromophore
Electronic Coupling. Journal of the American Chemical Society, 2015, 137, 12552-12564. 6.6 37

3096 Azo-based iminopyridine ligands: synthesis, optical properties, theoretical calculations and
complexation studies. Tetrahedron, 2015, 71, 7911-7919. 1.0 12

3097 Understanding structural and electronic properties of dithienyl benzothiadiazole and its complex
with C70. Polymer, 2015, 75, 73-77. 1.8 8

3098 Prediction of ROA and ECD Related to Conformational Changes of Astaxanthin Enantiomers. Journal
of Physical Chemistry B, 2015, 119, 12193-12201. 1.2 19

3099 Charge-transfer complex versus Ïƒ-complex formed between TiO<sub>2</sub>and bis(dicyanomethylene)
electron acceptors. Physical Chemistry Chemical Physics, 2015, 17, 27343-27356. 1.3 21



161

Citation Report

# Article IF Citations

3100
Different Response of Carbonyl Carotenoids to Solvent Proticity Helps To Estimate Structure of the
Unknown Carotenoid from <i>Chromera velia</i>. Journal of Physical Chemistry B, 2015, 119,
12653-12663.

1.2 15

3101 Self-Trapping of Charge Carriers in Semiconducting Carbon Nanotubes: Structural Analysis. Journal
of Physical Chemistry Letters, 2015, 6, 3873-3879. 2.1 10

3102 A few key residues determine the high redox potential shift in azurin mutants. Organic and
Biomolecular Chemistry, 2015, 13, 11003-11013. 1.5 35

3103
Toward the design of alkynylimidazole fluorophores: computational and experimental
characterization of spectroscopic features in solution and in poly(methyl methacrylate). Physical
Chemistry Chemical Physics, 2015, 17, 26710-26723.

1.3 13

3104 Artificial evolution of coumarin dyes for dye sensitized solar cells. Physical Chemistry Chemical
Physics, 2015, 17, 27672-27682. 1.3 29

3106
Properties of noncovalent tetraphenylporphineâ‹¯C<sub>60</sub> dyads as studied by different
long-range and dispersion-corrected DFT functionals. Physical Chemistry Chemical Physics, 2015, 17,
27399-27408.

1.3 8

3107 Antioxidant properties can be tuned in the presence of an external electric field: accurate
computation of Oâ€“H BDE with range-separated density functionals. RSC Advances, 2015, 5, 78229-78237. 1.7 11

3108 Role of Bulk Water Environment in Regulation of Functional Hydrogen-Bond Network in Photoactive
Yellow Protein. Journal of Physical Chemistry B, 2015, 119, 15537-15549. 1.2 6

3109 Azobenzene-Appended Bis-Cyclometalated Iridium(III) Bipyridyl Complexes. Organometallics, 2015, 34,
5513-5529. 1.1 25

3110 Bicarbonate and Alkyl Carbonate Radicals: Structural Integrity and Reactions with Lipid Components.
Journal of the American Chemical Society, 2015, 137, 16153-16162. 6.6 36

3111 Photoactivatable platinum(II) compounds: in search of novel anticancer drugs. Theoretical Chemistry
Accounts, 2015, 134, 1. 0.5 6

3112 Increasing DNA reactivity and in vitro antitumor activity of trans diiodido Pt(II) complexes with UVA
light. Journal of Inorganic Biochemistry, 2015, 153, 211-218. 1.5 15

3113 Photophysical properties of copper(I) complexes containing pyrazine-fused phenanthroline ligands: a
joint experimental and theoretical investigation. Journal of Molecular Modeling, 2015, 21, 313. 0.8 10

3114 Inter-Excited-State Phosphorescence in the Four-Component Relativistic Kohnâ€“Sham Approximation: A
Case Study on Lumiflavin. Journal of Physical Chemistry A, 2015, 119, 11911-11921. 1.1 7

3115 Systematic Assessment of the Photochemical Stability of Photoinitiator-Derived Macromolecular
Chain Termini. Macromolecules, 2015, 48, 8451-8460. 2.2 12

3116 Exploring bridging effect on first hyperpolarizability. RSC Advances, 2015, 5, 103729-103738. 1.7 32

3117 Modeling Solvent Broadening on the Vibronic Spectra of a Series of Coumarin Dyes. From Implicit to
Explicit Solvent Models. Journal of Chemical Theory and Computation, 2015, 11, 5810-5825. 2.3 66

3118 Protic vs Aprotic Solvent Effect on Proton Transfer in 3-Hydroxyisoquinoline: A Theoretical Study.
Journal of Physical Chemistry A, 2015, 119, 11882-11890. 1.1 5



162

Citation Report

# Article IF Citations

3119
The effect of meta coupling on colour purity, quantum yield, and exciton utilizing efficiency in
deep-blue emitters from phenanthroimidazole isomers. Physical Chemistry Chemical Physics, 2015, 17,
31894-31901.

1.3 15

3120 Photochemistry of methyl hypobromite (CH<sub>3</sub>OBr): excited states and photoabsorption
spectrum. RSC Advances, 2015, 5, 97003-97015. 1.7 2

3121 Negative solvatochromism of pushâ€“pull biphenyl compounds: a theoretical study. Theoretical
Chemistry Accounts, 2015, 134, 1. 0.5 6

3122 Scaling correction approaches for reducing delocalization error in density functional
approximations. Science China Chemistry, 2015, 58, 1825-1844. 4.2 12

3123 High refractive index and low-birefringence polyamides containing thiazole and naphthalene units.
RSC Advances, 2015, 5, 91670-91682. 1.7 33

3124 Periodicity, Electronic Structures, and Bonding of Gold Tetrahalides [AuX4]âˆ’ (X = F, Cl, Br, I, At, Uus).
Inorganic Chemistry, 2015, 54, 11157-11167. 1.9 18

3125 Triphenylacetic Acid Amides: Molecular Propellers with Induced Chirality. European Journal of
Organic Chemistry, 2015, 2015, 738-749. 1.2 20

3126 Captodatively Stabilized Biradicaloids as Chromophores for Singlet Fission. Journal of the American
Chemical Society, 2015, 137, 165-172. 6.6 87

3127
A metalâ€“metal bond passing through the arene ligand: a theoretical study on inverse sandwiches
X[Scâ€“C<sub>8</sub>H<sub>8</sub>â€“Sc]<sub>n</sub>X (X = F, Cl, Br; n = 1, 2). New Journal of
Chemistry, 2015, 39, 1558-1562.

1.4 4

3128 The Photophysics of Three Naphthylmethylene Malononitriles. Journal of Physical Chemistry B, 2015,
119, 9254-9267. 1.2 14

3129 Synthesis of yellow and red fluorescent 1,3a,6a-triazapentalenes and the theoretical investigation of
their optical properties. Chemical Science, 2015, 6, 1083-1093. 3.7 32

3130 Toward Fully Nonempirical Simulations of Optical Band Shapes of Molecules in Solution: A Case Study
of Heterocyclic Ketoimine Difluoroborates. Journal of Physical Chemistry A, 2015, 119, 5145-5152. 1.1 39

3131
Assessment of the tautomeric population of benzimidazole derivatives in solution: a simple and
versatile theoreticalâ€“experimental approach. Journal of Computer-Aided Molecular Design, 2015, 29,
143-154.

1.3 4

3132 A Promising Candidate with Dâ€•Aâ€•Aâ€•A Architecture as an Efficient Sensitizer for Dyeâ€•Sensitized Solar Cells.
ChemPhysChem, 2015, 16, 601-606. 1.0 11

3133
DFT calculations of thiosemicarbazide, arylisothiocynates, and
1-aryl-2,5-dithiohydrazodicarbonamides as corrosion inhibitors of copper in an aqueous chloride
solution. Journal of Industrial and Engineering Chemistry, 2015, 26, 291-308.

2.9 83

3134 An assessment of theoretical procedures for<i>Ï€</i>-conjugation stabilisation energies in enones.
Molecular Physics, 2015, 113, 1284-1296. 0.8 19

3135 Enhancement of Internal Motions of Lysozyme through Interaction with Gold Nanoclusters and its
Optical Imaging. Journal of Physical Chemistry C, 2015, 119, 653-664. 1.5 15

3136 Catalytic decomposition of ammonia over silicon-carbide nanotube: a DFT study. Structural Chemistry,
2015, 26, 799-807. 1.0 7



163

Citation Report

# Article IF Citations

3137 A theoretical study of the UV absorption of 4-methylbenzylidene camphor: from the UVB to the UVA
region. Photochemical and Photobiological Sciences, 2015, 14, 465-472. 1.6 9

3138 Explicit calculation of the excited electronic states of the photosystem II reaction centre. Physical
Chemistry Chemical Physics, 2015, 17, 3295-3302. 1.3 19

3139 Double Hybrid Functionals and the Î -System Bond Length Alternation Challenge: Rivaling Accuracy of
Post-HF Methods. Journal of Chemical Theory and Computation, 2015, 11, 832-838. 2.3 22

3140 Density-functional calculations of field-dependent ionization potentials and excitation energies of
aromatic molecules. Chemical Physics, 2015, 447, 22-29. 0.9 4

3141 Theoretical study on absorption and emission spectra of pyrrolo-C analogues. Journal of Molecular
Structure, 2015, 1079, 321-326. 1.8 5

3142 Selective complexation of alkaline earth metal ions with nanotubular cyclopeptides: DFT theoretical
study. RSC Advances, 2015, 5, 2305-2317. 1.7 23

3143 Excited States of Ladder-Type Ï€-Conjugated Dyes with a Joint SOS-CIS(D) and PCM-TD-DFT Approach.
Journal of Physical Chemistry A, 2015, 119, 5417-5425. 1.1 13

3144 Non-parametrized functionals with empirical dispersion corrections: A happy match?. Theoretical
Chemistry Accounts, 2015, 134, 1. 0.5 16

3145 Panchromatic Ru (II) Dipyrrins as NCS Free Sensitizers Showing Highest Efficiency for DSSCs.
Electrochimica Acta, 2015, 153, 343-351. 2.6 16

3146 Anion binding by biotin[6]uril in water. Organic and Biomolecular Chemistry, 2015, 13, 369-373. 1.5 76

3147 Different mechanisms of ultrafast excited state deactivation of coumarin 500 in dioxane and
methanol solvents: experimental and theoretical study. RSC Advances, 2015, 5, 1205-1212. 1.7 68

3148 Electronic Circular Dichroism of Chiral Alkenes: B3LYP and CAMâ€•B3LYP Calculations. Chirality, 2015, 27,
23-31. 1.3 31

3149
Influence of the Density Functional and Basis Set on the Relative Stabilities of Oxygenated Isomers of
Diiron Models for the Active Site of [FeFe]-Hydrogenase. Journal of Chemical Theory and Computation,
2015, 11, 205-214.

2.3 13

3150 Photoinduced Proton Transfer Promoted by Peripheral Subunits for Some Hantzsch Esters. Journal of
Physical Chemistry A, 2015, 119, 39-49. 1.1 9

3151
Pigment violet 19 â€” a test case to define a simple method to simulate the vibronic structure of
absorption spectra of organic pigments and dyes in solution. Photochemical and Photobiological
Sciences, 2015, 14, 444-456.

1.6 14

3152
Spinâ€•restricted ensembleâ€•referenced Kohnâ€“Sham method: basic principles and application to strongly
correlated ground and excited states of molecules. Wiley Interdisciplinary Reviews: Computational
Molecular Science, 2015, 5, 146-167.

6.2 111

3153 Understanding the effect of heteroatoms on structural and electronic properties of conjugated
polymers. Polymer, 2015, 56, 293-299. 1.8 11

3154 Assessment of various density functionals for intermolecular Nâ†’Sn interactions: The test case of
poly(trimethyltin cyanide). Computational and Theoretical Chemistry, 2015, 1051, 110-122. 1.1 12



164

Citation Report

# Article IF Citations

3155 Effect of CH3OH on the luminescent properties of the [Zn(sfdb)(bpy)(H2O)] Â· 0.5nCH3OH metalâ€“organic
framework. Chemical Physics, 2015, 446, 65-69. 0.9 4

3156 Synthesis, Structures, and Properties of Crystalline Salts with Radical Anions of Metalâ€•Containing and
Metalâ€•Free Phthalocyanines. Chemistry - A European Journal, 2015, 21, 1014-1028. 1.7 70

3157 Metal ion binding of s-block cations and nanotubular cyclic (proline)4: A theoretical study.
Structural Chemistry, 2015, 26, 675-684. 1.0 11

3158 Theoretical analysis of excited states and energy transfer mechanism in conjugated dendrimers.
Journal of Computational Chemistry, 2015, 36, 151-163. 1.5 26

3159 Models of charge pair generation in organic solar cells. Physical Chemistry Chemical Physics, 2015, 17,
2311-2325. 1.3 158

3160
Halochromism, ionochromism, solvatochromism and density functional study of a synthesized
copper(II) complex containing hemilabile amide derivative ligand. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2015, 138, 913-924.

2.0 16

3161 Photochemistry and photophysics of transition metal complexes: Quantum chemistry. Coordination
Chemistry Reviews, 2015, 282-283, 19-32. 9.5 118

3162 Redox potentials of trifluoromethyl-containing compounds. Science China Chemistry, 2015, 58, 673-683. 4.2 34

3163 Molecular Excited States: Accurate Calculation of Relative Energies and Electronic Coupling Between
Charge Transfer and Non-Charge Transfer States. Journal of Physical Chemistry A, 2015, 119, 253-262. 1.1 9

3164
A new Dâ€“Aâ€“Ï€â€“A type organic sensitizer based on substituted dihydroindolo [2,3-b] carbazole and DPP
unit with a bulky branched alkyl chain for highly efficient DSCs. Journal of Materials Chemistry A,
2015, 3, 3777-3784.

5.2 25

3165 Advance in Structural Bioinformatics. Advances in Experimental Medicine and Biology, 2015, , . 0.8 6

3166 Analytic gradients, geometry optimization and excited state potential energy surfaces from the
particle-particle random phase approximation. Physical Chemistry Chemical Physics, 2015, 17, 1025-1038. 1.3 21

3167 Catalytic dehydrogenation of hydrazine on silicon-carbide nanotubes: A DFT study on the kinetic issue.
Surface Science, 2015, 632, 118-125. 0.8 20

3168
Photoisomerization-switchable second-order nonlinear optical responses of
dithienylethene-containing boron derivatives: a theoretical study. Canadian Journal of Chemistry,
2015, 93, 297-302.

0.6 4

3169 Dâ€“Ï€â€“A Triarylboron Compounds with Tunable Pushâ€“Pull Character Achieved by Modification of Both
the Donor and Acceptor Moieties. Chemistry - A European Journal, 2015, 21, 177-190. 1.7 125

3170 Utilization of electronâ€•deficient thiadiazole derivatives as Ï€-spacer for the red shifting of absorption
maxima of diarylamine-fluorene based dyes. Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 43

3171
Photophysics of cyanophenylpyrroles: Investigation of solvatochromic properties and charge
transfer by ultrafast spectroscopy and DFT calculations. Journal of Photochemistry and
Photobiology A: Chemistry, 2015, 299, 94-102.

2.0 1

3172
Hydrogen generation from methylamine using silicon carbide nanotubes as a dehydrogenation
catalyst: A density functional theory study. Journal of Molecular Graphics and Modelling, 2015, 55,
41-47.

1.3 8



165

Citation Report

# Article IF Citations

3173
Planar amine-based dye features the rigidified O-bridged dithiophene Ï€-spacer: A potential
high-efficiency sensitizer for dye-sensitized solar cells application. Journal of Power Sources, 2015,
275, 207-216.

4.0 45

3174
Theoretical study on the electronic structures and phosphorescent properties of a series of
iridium(III) complexes with the different positional N-substitution in the pyridyl moiety. Journal of
Luminescence, 2015, 159, 66-72.

1.5 11

3175 Theoretical evidence of metal-induced structural distortions in a series of bipyrimidine-based ligands.
Dalton Transactions, 2015, 44, 506-510. 1.6 6

3176 Electronâ€•Acceptorâ€•Dependent Light Absorption, Excitedâ€•State Relaxation, and Charge Generation in
Triphenylamine Dyeâ€•Sensitized Solar Cells. ChemSusChem, 2015, 8, 97-104. 3.6 16

3177
DFT studies on armchair (5, 5) SWCNT functionalization. Modification of selected structural and
spectroscopic parameters upon two-atom molecule attachment. Journal of Molecular Graphics and
Modelling, 2015, 55, 105-114.

1.3 12

3178 Theoretical Study of the Nontraditional Enolâ€•Based Photoacidity of Firefly Oxyluciferin.
ChemPhysChem, 2015, 16, 455-464. 1.0 18

3179
Synthesis and the absolute configuration of both enantiomers of
4,5-dihydroxy-3-(formyl)cyclopent-2-enone acetonide as a new chiral building block for prostanoid
synthesis. Organic and Biomolecular Chemistry, 2015, 13, 807-816.

1.5 7

3180 Optical properties of wine pigments: theoretical guidelines with new methodological perspectives.
Tetrahedron, 2015, 71, 3079-3088. 1.0 28

3181 Reactivity of Tin(II) Guanidinate with 1,2- and 1,3-Diones: Oxidative Cycloaddition or Ligand Substitution
?. Organometallics, 2015, 34, 2202-2211. 1.1 8

3182 Theoretical investigation on a series of novel S,S-dioxide diarylethenes with abnormal photochromic
properties and design of new dyads. New Journal of Chemistry, 2015, 39, 1634-1642. 1.4 12

3183 Theoretical design study on the electronic structure and photophysical properties of a series of
osmium(II) complexes with different ancillary ligands. Polyhedron, 2015, 85, 506-510. 1.0 8

3184
An experimental and density functional study on conformational and spectroscopic analysis of
5-methoxyindole-2-carboxylic acid. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 137, 670-676.

2.0 18

3185 A new pH sensitive fluorescent and white light emissive material through controlled intermolecular
charge transfer. Chemical Science, 2015, 6, 789-797. 3.7 89

3186 Can Gap Tuning Schemes of Long-Range Corrected Hybrid Functionals Improve the Description of
Hyperpolarizabilities?. Journal of Physical Chemistry B, 2015, 119, 1202-1212. 1.2 54

3187 An experimental and TD-DFT theoretical study on the photophysical properties of Methylene Violet
Bernthsen. Dyes and Pigments, 2015, 112, 341-351. 2.0 16

3188 Design and synthesis of star-burst triphenyamine-based Ï€-conjugated molecules. Dyes and Pigments,
2015, 113, 1-7. 2.0 35

3189 Insights into aggregation effects on optical property and electronic coupling of organic dyes in dye
sensitized solar cells. Journal of Power Sources, 2015, 273, 282-289. 4.0 40

3190 Theoretical studies of electronic and optical properties of the triphenylamine-based organic dyes
with diketopyrrolopyrrole chromophore. Dyes and Pigments, 2015, 113, 87-95. 2.0 50



166

Citation Report

# Article IF Citations

3191 Synthesis and structureâ€“property relationships of novel thiazoleâ€•containing poly(amide imide)s with
high refractive indices and low birefringences. Polymer International, 2015, 64, 486-495. 1.6 31

3192 Tuning the halogenâ€“hydride interaction: the role of halogen and metal environments. Molecular
Physics, 2015, 113, 463-472. 0.8 2

3193 A theoretical study on structural, spectroscopic, electronic and electric properties of 4-chloro
4-nitrostilbene. Indian Journal of Physics, 2015, 89, 1-11. 0.9 1

3194
Experimental and DFT studies on the vibrational and electronic spectra of
9-p-tolyl-9H-carbazole-3-carbaldehyde. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 135, 296-306.

2.0 16

3195 Unveiling How an Archetypal Fluorescent Protein Operates: Theoretical Perspective on the Ultrafast
Excited State Dynamics of GFP Variant S65T/H148D. Journal of Physical Chemistry B, 2015, 119, 2274-2291. 1.2 16

3196 Describing Excited State Intramolecular Proton Transfer in Dual Emissive Systems: A Density
Functional Theory Based Analysis. Journal of Physical Chemistry B, 2015, 119, 2459-2466. 1.2 38

3197 Photoinduced Intramolecular Charge Transfer in an Electronically Modified Flavin Derivative:
Roseoflavin. Journal of Physical Chemistry B, 2015, 119, 928-943. 1.2 32

3198 DFT and TD-DFT Assessment of the Structural and Optoelectronic Properties of an
Organicâ€“Ag<sub>14</sub> Nanocluster. Journal of Physical Chemistry A, 2015, 119, 5088-5098. 1.1 31

3199 Density functional study of the structure and water adsorption activity of an Al$_{30}$O$_{30}$
star-shaped alumina nanocage. Turkish Journal of Chemistry, 2016, 40, 54-64. 0.5 3

3200 Characterization of the synthetic cannabinoid MDMB-CHMCZCA. Beilstein Journal of Organic
Chemistry, 2016, 12, 2808-2815. 1.3 21

3201 Biomimetic synthesis and HPLCâ€“ECD analysis of the isomers of dracocephins A and B. Beilstein Journal
of Organic Chemistry, 2016, 12, 2523-2534. 1.3 10

3202 Universality of photoelectron circular dichroism in the photoionization of chiral molecules. New
Journal of Physics, 2016, 18, 102002. 1.2 83

3203 Ab initio and first principles theoretical investigations of tripletâ€“triplet fluorescence in
trimethylenemethane biradicals. RSC Advances, 2016, 6, 83668-83672. 1.7 3

3204 Alternative bridging architectures in organic nonlinear optical materials: comparison of Ï€- and Ï‡-type
structures. Journal of the Optical Society of America B: Optical Physics, 2016, 33, E160. 0.9 3

3205 Optical Properties of DMA-<i>Ï€</i>-DCV Derivatives: A Theoretical Inspection under the DFT
Microscope. Journal of Spectroscopy, 2016, 2016, 1-12. 0.6 2

3206 Synthesis and properties of fluorescent 4â€²-azulenyl-functionalized 2,2â€²:6â€²,2â€³-terpyridines. Beilstein
Journal of Organic Chemistry, 2016, 12, 1812-1825. 1.3 15

3207 Thiophene-forming one-pot synthesis of three thienyl-bridged oligophenothiazines and their
electronic properties. Beilstein Journal of Organic Chemistry, 2016, 12, 2055-2064. 1.3 11

3208 The Thermodynamic and Kinetic Properties of 2-Hydroxypyridine/2-Pyridone Tautomerization: A
Theoretical and Computational Revisit. International Journal of Molecular Sciences, 2016, 17, 1893. 1.8 31



167

Citation Report

# Article IF Citations

3209 Density Functional Theory (DFT) Study on the Ternary Interaction System of the Fluorinated Ethylene
Carbonate, Li+ and Graphene Model. Atoms, 2016, 4, 4. 0.7 6

3210 Theoretical Investigation of Mono- and Di-Chloro-Substitient Effects on the Insulation and
Greenhouse Properties of Octafluorocyclobutane. Frontiers in Chemistry, 2016, 4, 47. 1.8 0

3211 Interaction of Radiation and Matter and Electronic Spectra. , 2016, , 291-337. 1

3212 The Influence of One-Electron Self-Interaction on d-Electrons. Computation, 2016, 4, 33. 1.0 12

3213
One Pot Selective Arylation of 2-Bromo-5-Chloro Thiophene; Molecular Structure Investigation via
Density Functional Theory (DFT), X-ray Analysis, and Their Biological Activities. International Journal
of Molecular Sciences, 2016, 17, 912.

1.8 19

3214 Charge Transfer Enhancement in the D-Ï€-A Type Porphyrin Dyes: A Density Functional Theory (DFT) and
Time-Dependent Density Functional Theory (TD-DFT) Study. Molecules, 2016, 21, 1618. 1.7 9

3215 Physicochemical and Nonlinear Optical Properties of Novel Environmentally Benign Heterocyclic
Azomethine Dyes: Experimental and Theoretical Studies. PLoS ONE, 2016, 11, e0161613. 1.1 16

3216 Excited-State Proton Transfer and Decay in Hydrogen-Bonded Oxazole System: MS-CASPT2//CASSCF
Study. Chinese Journal of Chemical Physics, 2016, 29, 38-46. 0.6 8

3217
Hyperconjugative interactions are the main responsible for the anomeric effect: a direct relationship
between the hyperconjugative anomeric effect, global hardness and zero-point energy. Structural
Chemistry, 2016, 27, 1753-1768.

1.0 12

3218 Computational investigation of the effects of perfluorination on the charge-transport properties of
polyaromatic hydrocarbons. Chemical Physics, 2016, 478, 8-13. 0.9 13

3219 One-Pot Couplingâ€“Couplingâ€“Cyclocondensation Synthesis of Fluorescent Pyrazoles. Journal of
Organic Chemistry, 2016, 81, 10328-10338. 1.7 42

3220 The role of charge transfer in the photophysics of dithiophene-based (NIADs) fluorescent markers for
amyloid-Î² detection. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 2

3221 A single Ti O C linkage induces interfacial charge-transfer transitions between TiO2 and a
Ï€-conjugated molecule. Chemical Physics Letters, 2016, 657, 172-176. 1.2 50

3222 A chiral, bis-anthraquinone-bridged cyclophane with a large specific rotation. Tetrahedron:
Asymmetry, 2016, 27, 768-772. 1.8 2

3223 General Force-Field Parametrization Scheme for Molecular Dynamics Simulations of Conjugated
Materials in Solution. Journal of Chemical Theory and Computation, 2016, 12, 3813-3824. 2.3 35

3224
The Effect of Donor Group Rigidification on the Electronic and Optical Properties of Arylamine-Based
Metal-Free Dyes for Dye-Sensitized Solar Cells: A Computational Study. Journal of Physical Chemistry
A, 2016, 120, 5917-5927.

1.1 69

3225 Electronic Absorption Spectra of Tetrapyrrole-Based Pigments via TD-DFT: A Reduced Orbital Space
Study. Journal of Physical Chemistry A, 2016, 120, 5816-5825. 1.1 3

3226 Fluorescence Quenching of Benzaldehyde in Water by Hydrogen Atom Abstraction. ChemPhysChem,
2016, 17, 2650-2653. 1.0 6



168

Citation Report

# Article IF Citations

3227 Efficient determination of accurate atomic polarizabilities for polarizeable embedding calculations.
Journal of Computational Chemistry, 2016, 37, 2052-2059. 1.5 8

3228 Role of acceptor strength on OFET properties of small molecular organic semiconducting materials
with D-A-D architecture. Synthetic Metals, 2016, 220, 236-246. 2.1 20

3229 Photoinduced Surface Catalytic Coupling Reactions of Aminothiophenol Derivatives Investigated by
SERS and DFT. Journal of Physical Chemistry C, 2016, 120, 16427-16436. 1.5 36

3230 Fulleretic Wellâ€•Defined Scaffolds: Donorâ€“Fullerene Alignment Through Metal Coordination and Its
Effect on Photophysics. Angewandte Chemie - International Edition, 2016, 55, 9070-9074. 7.2 43

3231 Inherently Chiral Spiderâ€•Like Oligothiophenes. Chemistry - A European Journal, 2016, 22, 10839-10847. 1.7 25

3232 Excitedâ€•State Intramolecular Proton Transfer in a Blue Fluorescence Chromophore Induces Dual
Emission. ChemPhysChem, 2016, 17, 2340-2347. 1.0 27

3233 The inner-induced effects of YCN in C76 on the structures and nonlinear optical properties. Journal of
Molecular Modeling, 2016, 22, 174. 0.8 3

3234
Unusual Fragmentation and Transformation of an Nâ€•Heterocyclic Carbene by a Stable
Phosphoniumâ€“Borane <i>peri</i>â€•Functionalized Naphthalene. Chemistry - A European Journal, 2016, 22,
2473-2480.

1.7 2

3235 Excitation Dynamics in Heteroâ€•bichromophoric Calixarene Systems. ChemPhysChem, 2016, 17, 1686-1706. 1.0 10

3236 Photometric Detection of Nitric Oxide Using a Dissolved Iron(III) Corrole as a Sensitizer.
ChemPlusChem, 2016, 81, 594-603. 1.3 12

3237 An Atropisomerically Enforced Phosphoric Acid for Organocatalytic Asymmetric Reactions. European
Journal of Organic Chemistry, 2016, 2016, 3208-3216. 1.2 14

3238 Theoretical estimation of the rate of photoinduced charge transfer reactions in triphenylamine
C<sub>60</sub> donorâ€“acceptor conjugate. Journal of Computational Chemistry, 2016, 37, 1396-1405. 1.5 10

3239
Modelling materials for solar fuel synthesis by artificial photosynthesis; predicting the optical,
electronic and redox properties of photocatalysts. Journal of Physics Condensed Matter, 2016, 28,
074001.

0.7 13

3240
<scp>UV</scp>â€•photoexcitation and ultrafast dynamics of <scp>HCFC</scp>â€•132b
(<scp>CF</scp><sub>2</sub><scp>C</scp>l<scp>CH</scp><sub>2</sub><scp>C</scp>l). Journal of
Computational Chemistry, 2016, 37, 675-683.

1.5 6

3241 Computational study of basis set and electron correlation effects on anapole magnetizabilities of
chiral molecules. Journal of Computational Chemistry, 2016, 37, 1552-1558. 1.5 16

3242 Theoretical study of aromatic-antiaromatic pairs as material in organic solar cells of double light
harvesting. Chemical Physics Letters, 2016, 659, 31-35. 1.2 3

3243 Selective detection of toxic cyanogen gas in the presence of O 2 , and H 2 O molecules using a AlN
nanocluster. Physics Letters, Section A: General, Atomic and Solid State Physics, 2016, 380, 2854-2860. 0.9 12

3244 An arylene-vinylene based donor-acceptor-donor small molecule for the donor compound in
high-voltage organic solar cells. Solar Energy Materials and Solar Cells, 2016, 155, 348-355. 3.0 14



169

Citation Report

# Article IF Citations

3245 Self-trapping and excited state absorption in fluorene homo-polymer and copolymers with
benzothiadiazole and tri-phenylamine. Physical Chemistry Chemical Physics, 2016, 18, 21937-21948. 1.3 13

3246 Copolymers with similar comonomers: Tuning frontier orbital energies for application in organic
solar cells. Polymer Engineering and Science, 2016, 56, 479-487. 1.5 10

3247
Pyreneâ€•Bridged Boron Subphthalocyanine Dimers: Combination of Planar and Bowlâ€•Shaped Ï€â€•Conjugated
Systems for Creating Uniquely Curved Ï€â€•Conjugated Systems. Chemistry - A European Journal, 2016, 22,
7706-7710.

1.7 25

3248 Photoinduced Charge Separation in Molecular Silicon. Chemistry - A European Journal, 2016, 22,
6204-6207. 1.7 24

3249 Resolving Electronic Transitions in Synthetic Fluorescent Protein Chromophores by Magnetic
Circular Dichroism. ChemPhysChem, 2016, 17, 2348-2354. 1.0 5

3250 Synthesis of 2â€•Arylâ€•1,2,3â€•triazoles by Oxidative Cyclization of 2â€•(Arylazo)etheneâ€•1,1â€•diamines: A Oneâ€•Pot
Approach. European Journal of Organic Chemistry, 2016, 2016, 2700-2710. 1.2 21

3251 Substituent effects on the optical properties of naphthalenediimides: A frontier orbital analysis
across the periodic table. Journal of Computational Chemistry, 2016, 37, 304-313. 1.5 12

3252 Modeling emission features of salicylidene aniline molecular crystals: A QM/QMâ€™ approach. Journal of
Computational Chemistry, 2016, 37, 861-870. 1.5 26

3253 Scrutinizing â€œInvisibleâ€• astatine: A challenge for modern density functionals. Journal of
Computational Chemistry, 2016, 37, 1345-1354. 1.5 42

3254
The Effect of Pyridyl Nitrogen Atom Position in Pyrido[3,4â€•<i>b</i>]pyrazines in
Donorâ€•Acceptorâ€•Ï€â€•Acceptor Dyes on Absorption, Energy Levels, and Photovoltaic Performances of
Dyeâ€•Sensitized Solar Cells. Asian Journal of Organic Chemistry, 2016, 5, 293-300.

1.3 6

3255 Positioning a Carbonâ€“Fluorine Bond over the Ï€â€…Cloud of an Aromatic Ring: A Different Type of Arene
Activation. Angewandte Chemie - International Edition, 2016, 55, 8266-8269. 7.2 35

3256 Tuning the pushâ€“pull configuration for efficient second-order nonlinear optical properties in some
chalcone derivatives. Journal of Molecular Graphics and Modelling, 2016, 68, 95-105. 1.3 77

3257 The hydrogen storage on heptacoordinate carbon motif CTi72+. International Journal of Hydrogen
Energy, 2016, 41, 11301-11307. 3.8 24

3258
First principles study of thieno[2,3-b]indole-based organic dyes for dye-sensitized solar cells: Screen
novel Ï€-linkers and explore the interface between photosensitizers and TiO2. Journal of Power
Sources, 2016, 326, 193-202.

4.0 30

3259 SnPhPc phthalocyanines with dianion Pc<sup>2âˆ’</sup> and radical trianion PcË™<sup>3âˆ’</sup>
macrocycles: syntheses, structures, and properties. Dalton Transactions, 2016, 45, 10780-10788. 1.6 13

3260
A theoretical study on the electronic structures and photophysical properties of phosphorescent
Iridium(<scp>iii</scp>) complexes with â€“CH<sub>3</sub>/H and t-Bu substituents. Dalton
Transactions, 2016, 45, 12587-12593.

1.6 3

3261 Excited-State Dipole and Quadrupole Moments: TD-DFT versus CC2. Journal of Chemical Theory and
Computation, 2016, 12, 3993-4003. 2.3 41

3262
Quantitative Evaluation of Site Energies and Their Fluctuations of Pigments in the
Fennaâ€“Matthewsâ€“Olson Complex with an Efficient Method for Generating a Potential Energy Surface.
Journal of Chemical Theory and Computation, 2016, 12, 4128-4137.

2.3 36



170

Citation Report

# Article IF Citations

3263 Nitration of Norcorrolatonickel(II): First Observation of a Diatropic Current in a System Comprising a
Norcorrole Ring. Chemistry - A European Journal, 2016, 22, 4231-4246. 1.7 56

3264 A theoretical description of charge reorganization energies in molecular organic Pâ€•type
semiconductors. Journal of Computational Chemistry, 2016, 37, 1335-1344. 1.5 26

3266 Fulleretic Wellâ€•Defined Scaffolds: Donorâ€“Fullerene Alignment Through Metal Coordination and Its
Effect on Photophysics. Angewandte Chemie, 2016, 128, 9216-9220. 1.6 15

3267 Modification of alkali metals on silicon-based nanoclusters: An enhanced nonlinear optical response.
Chemical Physics Letters, 2016, 659, 93-99. 1.2 30

3268 Effect of Size and Structure on the Ground-State and Excited-State Electronic Structure of
TiO<sub>2</sub> Nanoparticles. Journal of Chemical Theory and Computation, 2016, 12, 3751-3763. 2.3 53

3269
White Light Emission in Butadiyne Bridged Pyreneâ€“Phenyl Hybrid Fluorophore: Understanding the
Photophysical Importance of Diyne Spacer and Utilizing the Excited-State Photophysics for Vapor
Detection. Journal of Physical Chemistry A, 2016, 120, 5838-5847.

1.1 27

3270 Cationâ€“Ï€ interaction in cofacial molecular dyads: a DFT and TDDFT study. RSC Advances, 2016, 6,
63827-63836. 1.7 15

3271 A sulfur doped carbon nanotube as a potential catalyst for the oxygen reduction reaction. RSC
Advances, 2016, 6, 63084-63090. 1.7 25

3272 Electronic Structures and Chiroptical Properties of Postâ€•functionalized Helicene Quinones.
Chemistry - A European Journal, 2016, 22, 7152-7157. 1.7 8

3273 Heteroleptic Ruthenium Sensitizers with Hydrophobic Fusedâ€•ThioÂphenes for Use in Efficient
Dyeâ€•ÂSensitized Solar Cells. European Journal of Inorganic Chemistry, 2016, 2016, 1214-1224. 1.0 20

3274 Evolution of DFT studies in view of a scientometric perspective. Journal of Cheminformatics, 2016, 8,
52. 2.8 31

3275 Time-efficient computation of the electronic structure of the C60 super-atom molecular orbital
(SAMO) states in TDDFT. AIP Conference Proceedings, 2016, , . 0.3 3

3276 Quantifying local exciton, charge resonance, and multiexciton character in correlated wave
functions of multichromophoric systems. Journal of Chemical Physics, 2016, 144, 014102. 1.2 30

3277 Point charge embedding for ONIOM excited states calculations. Journal of Chemical Physics, 2016, 145,
224109. 1.2 12

3278 Hydration effects on the electronic properties of eumelanin building blocks. Journal of Chemical
Physics, 2016, 145, 084501. 1.2 14

3279 Electronic Spectroscopy of Methylcyanodiacetylene (CH<sub>3</sub>C<sub>5</sub>N).
ChemPhysChem, 2016, 17, 4068-4078. 1.0 7

3280 Quantifying electron transfer reactions in biological systems: what interactions play the major role?.
Scientific Reports, 2016, 5, 18446. 1.6 67

3281 The Low Barrier Hydrogen Bond in the Photoactive Yellow Protein: A Vacuum Artifact Absent in the
Crystal and Solution. Journal of the American Chemical Society, 2016, 138, 16620-16631. 6.6 18



171

Citation Report

# Article IF Citations

3282 Cost-Effective Implementation of Multiconformer Transition State Theory for Peroxy Radical
Hydrogen Shift Reactions. Journal of Physical Chemistry A, 2016, 120, 10072-10087. 1.1 91

3283 Study of chemical bonding in the interhalogen complexes based on density functional theory.
Hyperfine Interactions, 2016, 237, 1. 0.2 1

3284
Calculations of electric dipole moments and static dipole polarizabilities based on the
two-component normalized elimination of the small component method. Journal of Chemical Physics,
2016, 145, 184104.

1.2 27

3285 Time-dependent density functional theory study on excited-state spectral and dynamic properties of
hydrogen-bonded complexes formed by DMACA and water. RSC Advances, 2016, 6, 79196-79203. 1.7 2

3286 Spintronic and Electronic Phenomena in Organic Molecules Measured with Î¼SR. Journal of the Physical
Society of Japan, 2016, 85, 091011. 0.7 7

3287 Localized operator partitioning method for electronic excitation energies in the time-dependent
density functional formalism. Journal of Chemical Physics, 2016, 145, 244111. 1.2 2

3288 Towards quantifying the role of exact exchange in the prediction hydrogen bond spin-spin coupling
constants involving fluorine. Journal of Chemical Physics, 2016, 145, 084301. 1.2 11

3289
Increasing the applicability of density functional theory. V. X-ray absorption spectra with ionization
potential corrected exchange and correlation potentials. Journal of Chemical Physics, 2016, 145,
034108.

1.2 22

3290 Range-separated time-dependent density-functional theory with a frequency-dependent second-order
Bethe-Salpeter correlation kernel. Journal of Chemical Physics, 2016, 144, 094107. 1.2 28

3291 The particle-hole map: Formal derivation and numerical implementation. Journal of Chemical Physics,
2016, 145, 164107. 1.2 10

3292 Effect of pressure on crystal structure and charge transport properties of 2,6-diphenylanthracene.
Journal of Materials Research, 2016, 31, 3731-3744. 1.2 4

3293
Could the description on polynuclear superhalogens by DFT be comparable with high-level <i>ab
initio</i> results? A comparison between DFT and CCSD(T). Journal of Chemical Physics, 2016, 144,
054303.

1.2 19

3294 Photophysics of Î±-furil at room temperature and 77 K: Spectroscopic and quantum chemical studies.
Journal of Chemical Physics, 2016, 144, 234317. 1.2 6

3295 Dual hydrogen-bonding motifs in complexes formed between tropolone and formic acid. Journal of
Chemical Physics, 2016, 145, 204303. 1.2 7

3296 Polarizabilities and van der WaalsC6coefficients of fullerenes from an atomistic electrodynamics
model: Anomalous scaling with number of carbon atoms. Journal of Chemical Physics, 2016, 145, 024311. 1.2 4

3297 Resolution-of-identity stochastic time-dependent configuration interaction for dissipative electron
dynamics in strong fields. Journal of Chemical Physics, 2016, 144, 184108. 1.2 27

3298
Molecular anions of polydeprotonated naphthalenes: An investigation on the metastability and
deprotonation energies using nuclear-charge stabilization method. Journal of Chemical Physics, 2016,
144, 044305.

1.2 6

3299 Accurate and efficient calculation of excitation energies with the active-space particle-particle
random phase approximation. Journal of Chemical Physics, 2016, 145, 144105. 1.2 12



172

Citation Report

# Article IF Citations

3300 The growth of zinc phthalocyanine thin films by pulsed laser deposition. Journal of Materials
Research, 2016, 31, 163-172. 1.2 19

3301
Signatures of Size-Dependent Structural Patterns in Hydrated Copper(I) Clusters,
Cu<sup>+</sup>(H<sub>2</sub>O)<sub><i>n</i>=1â€“10</sub>. Journal of Physical Chemistry A, 2016, 120,
10252-10263.

1.1 7

3302 The QTP family of consistent functionals and potentials in Kohn-Sham density functional theory.
Journal of Chemical Physics, 2016, 145, 034107. 1.2 68

3303
Electronic Polarization Effect of the Water Environment in Charge-Separated Donorâ€“Acceptor
Systems: An Effective Fragment Potential Model Study. Journal of Physical Chemistry A, 2016, 120,
10273-10280.

1.1 0

3304 Hypervalency in Organic Crystals: A Case Study of the Oxicam Sulfonamide Group. Journal of Physical
Chemistry A, 2016, 120, 10289-10296. 1.1 12

3305 Synthesis of 2-Ureido-4-ferrocenyl Pyrimidine Guests. Investigation of Complementary Molecular
Recognition of 2,6-Diaminopyridine. Organometallics, 2016, 35, 4023-4032. 1.1 7

3306 Comparing two tetraalkylammonium ionic liquids. I. Liquid phase structure. Journal of Chemical
Physics, 2016, 144, 224504. 1.2 13

3307 Sequential double excitations from linear-response time-dependent density functional theory. Journal
of Chemical Physics, 2016, 144, 204105. 1.2 21

3308 â€œW-X-Mâ€• transformations in isomerization of B39âˆ’ borospherenes. AIP Advances, 2016, 6, . 0.6 11

3309 Lengthâ€•Independent Charge Transport in Chimeric Molecular Wires. Angewandte Chemie, 2016, 128,
14479-14483. 1.6 1

3310 Embedding beyond electrostaticsâ€”The role of wave function confinement. Journal of Chemical
Physics, 2016, 145, 104102. 1.2 19

3311 Perspective: Kohn-Sham density functional theory descending a staircase. Journal of Chemical Physics,
2016, 145, 130901. 1.2 243

3312 UV excitations of halons. Journal of Chemical Physics, 2016, 145, 184306. 1.2 6

3313 Short- and long-range corrected hybrid density functionals with the D3 dispersion corrections.
Journal of Chemical Physics, 2016, 145, 204101. 1.2 26

3314 Assessment of a composite CC2/DFT procedure for calculating 0â€“0 excitation energies of organic
molecules. Molecular Physics, 2016, 114, 3448-3463. 0.8 20

3315 QM/MM-Based Calculations of Absorption and Emission Spectra of LSSmOrange Variants. Journal of
Physical Chemistry B, 2016, 120, 12454-12465. 1.2 9

3316 Photodynamics of oxybenzone sunscreen: Nonadiabatic dynamics simulations. Journal of Chemical
Physics, 2016, 145, 074308. 1.2 41

3317 Putting David Craigâ€™s Legacy to Work in Nanotechnology and Biotechnology. Australian Journal of
Chemistry, 2016, 69, 1331. 0.5 2



173

Citation Report

# Article IF Citations

3318
Solvent effects on the absorption spectrum and first hyperpolarizability of keto-enol tautomeric
forms of anil derivatives: A Monte Carlo/quantum mechanics study. Journal of Chemical Physics, 2016,
144, 234511.

1.2 9

3319 Orientation hydrogen-bonding effect on vibronic spectra of isoquinoline in water solvent:
Franck-Condon simulation and interpretation. Journal of Chemical Physics, 2016, 145, 164314. 1.2 33

3320 Theoretical study on the charge transfer mechanism at donor/acceptor interface: Why TTF/TCNQ is
inadaptable to photovoltaics?. Journal of Chemical Physics, 2016, 145, 244705. 1.2 13

3321 Constricted variational density functional theory for spatially clearly separated charge-transfer
excitations. Journal of Chemical Physics, 2016, 145, 244108. 1.2 8

3322 Validation of local hybrid functionals for TDDFT calculations of electronic excitation energies.
Journal of Chemical Physics, 2016, 144, 074106. 1.2 117

3323 Quantum Chemical Investigation of the Transition States and Intermediates for the Reaction of the
Nitrosonium Ion with the Pentaammineazidocobalt(III) Ion. Inorganic Chemistry, 2016, 55, 12707-12715. 1.9 0

3324 Analysis of the Vibronic Spectra of Perylene-3,4,9,10-tetracarboxylic Dianhydride Adsorbed on NaCl
and KCl. Journal of Physical Chemistry C, 2016, 120, 24240-24249. 1.5 7

3325 Multi-state extrapolation of UV/Vis absorption spectra with QM/QM hybrid methods. Journal of
Chemical Physics, 2016, 144, 184102. 1.2 5

3326
Time-dependent density functional theory (TD-DFT) coupled with reference interaction site model
self-consistent field explicitly including spatial electron density distribution (RISM-SCF-SEDD).
Journal of Chemical Physics, 2016, 145, 094101.

1.2 19

3327
Ionisation potential theorem in the presence of the electric field: Assessment of range-separated
functional in the reproduction of orbital and excitation energies. Journal of Chemical Physics, 2016,
144, 164113.

1.2 6

3328 Entanglement entropy of electronic excitations. Journal of Chemical Physics, 2016, 144, 194107. 1.2 44

3329 Simulation of UV/Vis Spectra of CyMe4BTBP and Some of its Degradation Products. Procedia
Chemistry, 2016, 21, 509-516. 0.7 1

3330
Comparative assessment of density functional methods for evaluating essential parameters to
simulate SERS spectra within the excited state energy gradient approximation. Journal of Chemical
Physics, 2016, 144, 194302.

1.2 13

3331 The effect of intermolecular interaction on excited states in p âˆ’ DTS(FBTTH2)2. Journal of Chemical
Physics, 2016, 144, 074904. 1.2 14

3332 Optical advantages of graphene on the boron nitride in visible and SW-NIR regions. RSC Advances, 2016,
6, 111345-111349. 1.7 17

3333 Perspective: Fundamental aspects of time-dependent density functional theory. Journal of Chemical
Physics, 2016, 144, 220901. 1.2 260

3334 Charged vanadium-benzene multidecker clusters: DFT and quantum Monte Carlo study. Journal of
Chemical Physics, 2016, 144, 064303. 1.2 4

3335 Nuclear quantum effects in a HIV/cancer inhibitor: The case of ellipticine. Journal of Chemical Physics,
2016, 145, 205102. 1.2 24



174

Citation Report

# Article IF Citations

3336 Ability of density functional theory methods to accurately model the reaction energy pathways of the
oxidation of CO on gold cluster: A benchmark study. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 11

3337 Exciton Splitting of Adsorbed and Free 4-Nitroazobenzene Dimers: A Quantum Chemical Study. Journal
of Physical Chemistry A, 2016, 120, 3055-3070. 1.1 16

3338
The development of aryl-substituted 2-phenylimidazo[1,2-a]pyridines (PIP) with various colors of
excited-state intramolecular proton transfer (ESIPT) luminescence in the solid state. Journal of
Materials Chemistry C, 2016, 4, 3599-3606.

2.7 33

3339 Charge Transport in 4 nm Molecular Wires with Interrupted Conjugation: Combined Experimental and
Computational Evidence for Thermally Assisted Polaron Tunneling. ACS Nano, 2016, 10, 4372-4383. 7.3 56

3340 Relativistic coupled-cluster calculations of the <sup>173</sup>Yb nuclear quadrupole coupling
constant for the YbF molecule. Molecular Physics, 2016, 114, 1110-1117. 0.8 10

3341 A dataset of highly accurate homolytic Nï£¿Br bond dissociation energies obtained by Means of W2
theory. International Journal of Quantum Chemistry, 2016, 116, 52-60. 1.0 28

3342 Evaluation of modern DFT functionals and G3n-RAD composite methods in the modelization of organic
singlet diradicals. Journal of Molecular Modeling, 2016, 22, 76. 0.8 12

3343 Local electric fields and molecular properties in heterogeneous environments through polarizable
embedding. Physical Chemistry Chemical Physics, 2016, 18, 10070-10080. 1.3 60

3344 Avoiding the 4-index transformation in one-body reduced density matrix functional calculations for
separable functionals. Physical Chemistry Chemical Physics, 2016, 18, 21024-21031. 1.3 5

3345 Photophysical and computational investigation of the intermolecular interactions of pyrene with
phenothiazine and promazine. Chemical Physics, 2016, 478, 150-158. 0.9 2

3346
Theoretical study on effect of thiophene substitution on the structure and phosphorescence
quantum yields of red-emitting iridium(III) emitters in OLEDs. Journal of Photochemistry and
Photobiology A: Chemistry, 2016, 319-320, 25-33.

2.0 2

3347
A Series of Novel Derivatives with Giant Second Hyperpolarizabilities, Based on Radiaannulenes,
Tetrathiafulvalene, Nickel Dithiolene, and Their Lithiated Analogues. Journal of Physical Chemistry C,
2016, 120, 9419-9435.

1.5 25

3348 Excited-State Absorption from Real-Time Time-Dependent Density Functional Theory: Optical Limiting in
Zinc Phthalocyanine. Journal of Physical Chemistry Letters, 2016, 7, 1387-1391. 2.1 31

3349 The optical signature of 2,6-bis((E)-2-(benzoxazol-2-yl)vinyl)naphthalene (BBVN) laser dye: a TDDFT
study. New Journal of Chemistry, 2016, 40, 4911-4921. 1.4 1

3350 Mechanism of 3,4-diarylpyrrole electrooxidation. Electrochimica Acta, 2016, 200, 296-304. 2.6 3

3351 Recognition of SÂ·Â·Â·Cl Chalcogen Bonding in Metal-Bound Alkylthiocyanates. Crystal Growth and
Design, 2016, 16, 2979-2987. 1.4 22

3352
Quantitative Estimation of Exciton Binding Energy of Polythiophene-Derived Polymers Using
Polarizable Continuum Model Tuned Range-Separated Density Functional. Journal of Physical
Chemistry C, 2016, 120, 8048-8055.

1.5 56

3353 Development of a mimetic system for electrochemical detection of glutamate. Journal of Solid State
Electrochemistry, 2016, 20, 2479-2489. 1.2 3



175

Citation Report

# Article IF Citations

3354
Optical Properties of Gold Nanoclusters Functionalized with a Small Organic Compound: Modeling by
an Integrated Quantum-Classical Approach. Journal of Chemical Theory and Computation, 2016, 12,
3325-3339.

2.3 9

3355 Polaron Stabilization by Cooperative Lattice Distortion and Cation Rotations in Hybrid Perovskite
Materials. Nano Letters, 2016, 16, 3809-3816. 4.5 245

3356
TDDFT screening auxiliary withdrawing group and design the novel D-A-Ï€-A organic dyes based on
indoline dye for highly efficient dye-sensitized solar cells. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2016, 167, 127-133.

2.0 39

3357 Radical Cation and Neutral Radical of Aza-thia[7]helicene with SOMOâ€“HOMO Energy Level Inversion.
Journal of the American Chemical Society, 2016, 138, 7298-7304. 6.6 67

3358 Electronic and Optical Properties of the Narrowest Armchair Graphene Nanoribbons Studied by
Density Functional Methods. Australian Journal of Chemistry, 2016, 69, 960. 0.5 10

3359 Intramolecular photo-induced charge transfer in visual retinal chromophore mimics: electron
density-based indices at the TD-DFT and post-HF levels. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 15

3360 An experimental and theoretical correlation to account for the effect of LiPF6 concentration on the
ionic conductivity of poly(poly (ethylene glycol) methacrylate). Solid State Ionics, 2016, 290, 98-107. 1.3 26

3361 Nickel(II) Complex of a Hexadentate Ligand with Two <i>o</i>-Iminosemiquinonato(1âˆ’) Ï€-Radical Units
and Its Monocation and Dication. Inorganic Chemistry, 2016, 55, 5759-5771. 1.9 36

3362 Controlling electron emission from the photoactive yellow protein chromophore by substitution at
the coumaric acid group. Physical Chemistry Chemical Physics, 2016, 18, 10329-10336. 1.3 18

3363 A First-Principles Approach to the Dynamics and Electronic Properties of <i>p</i>-Nitroaniline in
Water. Journal of Physical Chemistry A, 2016, 120, 3878-3887. 1.1 23

3364 Molecular and mesoscale mechanism for hierarchical self-assembly of dipeptide and porphyrin
light-harvesting system. Physical Chemistry Chemical Physics, 2016, 18, 16738-16747. 1.3 33

3365 Ultraviolet vision: photophysical properties of the unprotonated retinyl Schiff base in the Siberian
hamster cone pigment. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 5

3366 Controlling charge separation and recombination by chemical design in donorâ€“acceptor dyads.
Physical Chemistry Chemical Physics, 2016, 18, 18536-18548. 1.3 16

3367 Benchmark Calculations for Bond Dissociation Enthalpies of Unsaturated Methyl Esters and the Bond
Dissociation Enthalpies of Methyl Linolenate. Journal of Physical Chemistry A, 2016, 120, 4025-4036. 1.1 49

3368 Theoretical Studies on F<sup>â€“</sup> + NH<sub>2</sub>Cl Reaction: Nucleophilic Substitution at
Neutral Nitrogen. Journal of Physical Chemistry A, 2016, 120, 3740-3746. 1.1 14

3369 Excited-State Properties of Molecular Solids from First Principles. Annual Review of Physical
Chemistry, 2016, 67, 587-616. 4.8 88

3370
Ionization Energies, Electron Affinities, and Polarization Energies of Organic Molecular Crystals:
Quantitative Estimations from a Polarizable Continuum Model (PCM)-Tuned Range-Separated Density
Functional Approach. Journal of Chemical Theory and Computation, 2016, 12, 2906-2916.

2.3 124

3371 Systematic Error Estimation for Chemical Reaction Energies. Journal of Chemical Theory and
Computation, 2016, 12, 2762-2773. 2.3 71



176

Citation Report

# Article IF Citations

3372 Stochastic Optimally Tuned Range-Separated Hybrid Density Functional Theory. Journal of Physical
Chemistry A, 2016, 120, 3071-3078. 1.1 35

3373 Axial Chirality about Boronâ€“Carbon Bond: Atropisomeric Azaborines. Organic Letters, 2016, 18,
2692-2695. 2.4 23

3374 The stabilities and electronic structures of AlnSi12âˆ’nN12 (n = 0, 1, 2, and 4). Journal of Materials
Research, 2016, 31, 241-249. 1.2 1

3375
Theoretical calculations on the mechanism of the elimination kinetics of allyl cyclohexyl-, -amine,
-sulfide, -ether, and allyl ethyl ether in the gas phase. Computational and Theoretical Chemistry, 2016,
1090, 6-16.

1.1 3

3376 Phenazine-based colorimetric and fluorometric probes for rapid recognizing of Hg2+ with high
sensitivity and selectivity. Tetrahedron, 2016, 72, 2300-2305. 1.0 14

3377 Vibronic Effects on Rates of Excitation Energy Transfer and Their Temperature Dependence. Journal of
Chemical Theory and Computation, 2016, 12, 2357-2365. 2.3 9

3378 DFT Methods to Study the Reaction Mechanism of Iridiumâ€•Catalyzed Hydrogenation of Olefins: Which
Functional Should be Chosen?. ChemPhysChem, 2016, 17, 119-127. 1.0 14

3379 <scp>CAMâ€•B3LYP</scp> optical rotations at different wavelengths: Comparison with <scp>CCSD</scp>
results. International Journal of Quantum Chemistry, 2016, 116, 21-26. 1.0 10

3380
Câ€“Hâ‹¯O (ether) hydrogen bonding along the (110) direction in polyglycolic acid studied by infrared
spectroscopy, wide-angle X-ray diffraction, quantum chemical calculations and natural bond orbital
calculations. RSC Advances, 2016, 6, 16817-16823.

1.7 37

3381 Photoprotection and triplet energy transfer in higher plants: the role of electronic and nuclear
fluctuations. Physical Chemistry Chemical Physics, 2016, 18, 11288-11296. 1.3 21

3382 Remote Control by Ï€-Conjugation of the Emissive Properties of Fischer Carbene-BODIPY Dyads.
Inorganic Chemistry, 2016, 55, 2737-2747. 1.9 19

3383 Averaged Solvent Embedding Potential Parameters for Multiscale Modeling of Molecular Properties.
Journal of Chemical Theory and Computation, 2016, 12, 1684-1695. 2.3 42

3384 Spin-Free CC2 Implementation of Induced Transitions between Singlet Ground and Triplet Excited
States. Journal of Chemical Theory and Computation, 2016, 12, 1892-1904. 2.3 15

3385 Comparative Ab-Initio Study of Substituted Norbornadiene-Quadricyclane Compounds for Solar
Thermal Storage. Journal of Physical Chemistry C, 2016, 120, 3635-3645. 1.5 71

3386 Ab initio study of the enantio-selective magnetic-field-induced second harmonic generation in chiral
molecules. Physical Chemistry Chemical Physics, 2016, 18, 1846-1858. 1.3 3

3387
Density functional theory study of the mechanism of a dipeptide-catalyzed intermolecular aldol
reactionâ€”the effects of steric repulsion interactions on stereoselectivity. RSC Advances, 2016, 6,
19742-19750.

1.7 2

3388 Impact of neutral and anion anchoring groups on the photovoltaic performance of triphenylamine
sensitizers for dye-sensitized solar cells. RSC Advances, 2016, 6, 26559-26567. 1.7 23

3389
Gold surfaces and nanoparticles are protected by Au(0)â€“thiyl species and are destroyed when
Au(I)â€“thiolates form. Proceedings of the National Academy of Sciences of the United States of
America, 2016, 113, E1424-33.

3.3 116



177

Citation Report

# Article IF Citations

3390
Investigation of charge transfer complexes formed between (S, S)-bis-N,N-sulfonyl bis-L-phenylalanine
dimethylester donor with tetracyanoethylene and chloranil as Ï€-acceptors: Experimental and DFT
studies. Journal of Theoretical and Computational Chemistry, 2016, 15, 1650009.

1.8 6

3391
A Local CC2 and TDA-DFT Double Hybrid Study on BODIPY/aza-BODIPY Dimers as Heavy Atom Free Triplet
Photosensitizers for Photodynamic Therapy Applications. Journal of Physical Chemistry A, 2016, 120,
2550-2560.

1.1 52

3392 Fluorene-imidazole dyes excited states from first-principles calculationsâ€”Topological insights.
Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 16

3393 Investigation on the electronic structures and photophysical properties of a series of cyclometalated
iridium(III) complexes based on DFT/TDDFT calculations. Journal of Luminescence, 2016, 175, 217-224. 1.5 3

3394 Origin of the Red-Shifted Optical Spectra Recorded for Aza-BODIPY Dyes. Journal of Physical Chemistry
A, 2016, 120, 2537-2546. 1.1 44

3395 Control of a photoswitching chelator by metal ions: <scp>DFT</scp>, <scp>NBO</scp>, and
<scp>QTAIM</scp> analysis. International Journal of Quantum Chemistry, 2016, 116, 27-34. 1.0 24

3396 Investigation of Multiconfigurational Short-Range Density Functional Theory for Electronic
Excitations in Organic Molecules. Journal of Chemical Theory and Computation, 2016, 12, 2203-2213. 2.3 26

3397
4-Component relativistic calculations of L<sub>3</sub>ionization and excitations for the
isoelectronic species UO<sub>2</sub><sup>2+</sup>, OUN<sup>+</sup>and UN<sub>2</sub>. Physical
Chemistry Chemical Physics, 2016, 18, 21010-21023.

1.3 24

3398 On the different strength of photoacids. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 25

3399 Effect of Cyclic Topology on Charge-Transfer Properties of Organic Molecular Semiconductors: The
Case of Cycloparaphenylene Molecules. Journal of Physical Chemistry C, 2016, 120, 9104-9111. 1.5 21

3400 Intramolecular photo-induced electron transfer in nonlinear optical chromophores: Fullerene (C60)
derivatives. Organic Electronics, 2016, 33, 290-299. 1.4 27

3401 Elucidating the Nature of Carbazoleâ€“Porphyrinoids with First-Principle Approaches. Journal of
Physical Chemistry A, 2016, 120, 2824-2831. 1.1 6

3402 TD-DFT study on the fluoride and copper ion sensing mechanism of pyrene N(4) phenyl
thiosemicarbazone. Computational and Theoretical Chemistry, 2016, 1085, 31-39. 1.1 18

3403 On the Potential of Using the Al<sub>7</sub> Superatom as an Excess Electron Acceptor To Construct
Materials with Excellent Nonlinear Optical Properties. Inorganic Chemistry, 2016, 55, 4421-4427. 1.9 18

3404 Expanding the (cross-)hyperconjugation of 1,4-disilacyclohexa-2,5-dienes to larger monomers and
oligomers: a computational investigation. RSC Advances, 2016, 6, 36961-36970. 1.7 8

3405 DFT study of ethanol dehydration catalysed by hematite. RSC Advances, 2016, 6, 40408-40417. 1.7 10

3406 Fluorescence, Photophysical Behaviour and DFT Investigation of
E,E-2,5-bis[2-(3-pyridyl)ethenyl]pyrazine (BPEP). Journal of Fluorescence, 2016, 26, 1199-1209. 1.3 5

3407
K- and L-edge X-ray absorption spectrum calculations of closed-shell carbon, silicon, germanium, and
sulfur compounds using damped four-component density functional response theory. Physical
Chemistry Chemical Physics, 2016, 18, 13591-13603.

1.3 27



178

Citation Report

# Article IF Citations

3408

Computational Evidence of Inversion of <sup>1</sup>L<sub>a</sub> and
<sup>1</sup>L<sub>b</sub>-Derived Excited States in Naphthalene Excimer Formation from <i>ab
Initio</i> Multireference Theory with Large Active Space: DMRG-CASPT2 Study. Journal of Chemical
Theory and Computation, 2016, 12, 2366-2372.

2.3 38

3409
Electrochemical and Spectroscopic Properties of Boron
Dipyrrometheneâ€“Thiopheneâ€“Triphenylamine-Based Dyes for Dye-Sensitized Solar Cells. Journal of
Physical Chemistry C, 2016, 120, 9068-9080.

1.5 36

3410 Temperature and pressure effects on GFP mutants: explaining spectral changes by molecular dynamics
simulations and TD-DFT calculations. Physical Chemistry Chemical Physics, 2016, 18, 12828-12838. 1.3 11

3411 Unraveling charge transfer processes with the quantum theory of atoms-in-molecules. Theoretical
Chemistry Accounts, 2016, 135, 1. 0.5 23

3412
Molecular engineering of largely Ï€-extended metal-free sensitizers containing benzothiadiazole units:
Approaching 10% efficiency dye-sensitized solar cells using iodine-based electrolytes. Dyes and
Pigments, 2016, 131, 282-292.

2.0 12

3413 Photoactivity of Moleculeâ€“TiO<sub>2</sub> Clusters with Time-Dependent Density-Functional Theory.
Journal of Physical Chemistry A, 2016, 120, 5115-5124. 1.1 30

3414
Stereoselective synthesis and properties of 1,3-bis(dicyanomethylidene)indane-5-carboxylic acid
acceptor fragment containing nonlinear optical chromophores. Journal of Materials Chemistry C,
2016, 4, 5019-5030.

2.7 11

3415 Efficient Excitedâ€•State Symmetry Breaking in a Cationic Quadrupolar System Bearing Diphenylamino
Donors. ChemPhysChem, 2016, 17, 136-146. 1.0 42

3416 A DFT and TDDFT investigation of interactions between pyrene and amino acids with cyclic side chains.
Computational and Theoretical Chemistry, 2016, 1081, 49-61. 1.1 4

3417 Porphyrin-rhodamine conjugates as new materials with sensing ability. Dyes and Pigments, 2016, 135,
113-126. 2.0 9

3418 Global hybrid exchange energy functional with correct asymptotic behavior of the corresponding
potential. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 7

3419 Tautomerization mechanism and spectral properties of porphyrinâ€“glucose complexes as models of
antibacterial material. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 10

3420

X-ray Absorption and Emission Spectroscopic Studies of
[L<sub>2</sub>Fe<sub>2</sub>S<sub>2</sub>]<sup><i>n</i></sup> Model Complexes: Implications for
the Experimental Evaluation of Redox States in Ironâ€“Sulfur Clusters. Inorganic Chemistry, 2016, 55,
4485-4497.

1.9 68

3421 Time-dependent quantum simulation of coronene photoemission spectra. Physical Chemistry Chemical
Physics, 2016, 18, 13604-13615. 1.3 4

3422 DFT study of opto-electronic properties of benzothiazole derivatives for use in solar cells. Journal of
Theoretical and Computational Chemistry, 2016, 15, 1650023. 1.8 4

3423
Reassignment of the absolute configuration of plakinidone from the sponge consortium Plakortis
halichondrioidesâ€“Xestospongia deweerdtae using a combination of synthesis and a chiroptical
approach. Tetrahedron: Asymmetry, 2016, 27, 410-419.

1.8 8

3424 The fragment molecular orbital method combined with density-functional tight-binding and the
polarizable continuum model. Physical Chemistry Chemical Physics, 2016, 18, 22047-22061. 1.3 59

3425 Normal coordinate analysis and fungicidal activity study on anilazine and its related compound using
spectroscopic techniques. Chemical Physics Letters, 2016, 654, 125-134. 1.2 5



179

Citation Report

# Article IF Citations

3426 Simulation of Vacuum UV Absorption and Electronic Circular Dichroism Spectra of Methyl Oxirane:
The Role of Vibrational Effects. Journal of Chemical Theory and Computation, 2016, 12, 2820-2833. 2.3 38

3427 Amine Molecular Cages as Supramolecular Fluorescent Explosive Sensors: A Computational
Perspective. Journal of Physical Chemistry B, 2016, 120, 5063-5072. 1.2 28

3428 Nuclear size effects in vibrational spectra. Physical Chemistry Chemical Physics, 2016, 18, 15406-15417. 1.3 10

3429 Assessment of the basis set effect on the structural and electronic properties of organic-protected
gold nanoclusters. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 6

3430 Rational design of cyclopenta[b]naphthalenes for better optoelectronic applications and their
photophysical properties using DFT/TD-DFT methods. RSC Advances, 2016, 6, 44569-44577. 1.7 15

3431 Astaxanthin interacting with metal clusters: free radical scavenger and photovoltaic materials.
Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 3

3432 Synthesis, characterization and catecholase-like activity of new Schiff base metal complexes derived
from visnagin: Theoretical and experimental study. Journal of Molecular Structure, 2016, 1119, 124-132. 1.8 34

3433
Theoretical investigation of structure diversity and electronic properties in the series isomeric
[26]hexaphyrin (1.1.1.1.1.1) and [28]hexaphyrin (1.1.1.1.1.1). Computational and Theoretical Chemistry, 2016,
1087, 18-25.

1.1 11

3434
Electronic structures of TiO2â€“TCNE, â€“TCNQ, and â€“2,6-TCNAQ surface complexes studied by ionization
potential measurements and DFT calculations: Mechanism of the shift of interfacial charge-transfer
bands. Chemical Physics Letters, 2016, 653, 11-16.

1.2 14

3435 Hybrid Complex Polarization Propagator/Molecular Mechanics Method for Heterogeneous
Environments. Journal of Chemical Theory and Computation, 2016, 12, 2661-2667. 2.3 10

3436 Origin-independent two-photon circular dichroism calculations in coupled cluster theory. Physical
Chemistry Chemical Physics, 2016, 18, 13683-13692. 1.3 8

3437 Evaluating the <i>GW</i> Approximation with CCSD(T) for Charged Excitations Across the
Oligoacenes. Journal of Chemical Theory and Computation, 2016, 12, 2834-2842. 2.3 71

3438
Computational studies of hole/electron transport in positional isomers of linear oligo-thienoacenes:
Evaluation of internal reorganization energies using density functional theory. Computational and
Theoretical Chemistry, 2016, 1089, 59-67.

1.1 21

3439 Thermal and plasma synthesis of metal oxide nanoparticles from MOFs with SERS characterization.
Vibrational Spectroscopy, 2016, 84, 146-152. 1.2 8

3440 Rational Tuning of AIEE Active Coumarin Based Î±-Cyanostilbenes toward Far-Red/NIR Region Using
Different Ï€-Spacer and Acceptor Units. Journal of Physical Chemistry C, 2016, 120, 10757-10769. 1.5 52

3441 Metal complexes with di(N-heterocyclic carbene) ligands bearing a rigid ortho-, meta or
para-phenylene bridge. Dalton Transactions, 2016, 45, 9540-9552. 1.6 26

3442 Bis-arylsulfenyl- and bis-arylselanyl-benzo-2,1,3-thiadiazoles: synthesis and photophysical
characterization. RSC Advances, 2016, 6, 49613-49624. 1.7 39

3443 Computational study on the color change of 3â€²-hydroxyechinenone in the orange carotenoid protein.
Chemical Physics Letters, 2016, 652, 184-189. 1.2 7



180

Citation Report

# Article IF Citations

3444 Spatial resolution of tip-enhanced Raman spectroscopy â€“ DFT assessment of the chemical effect.
Nanoscale, 2016, 8, 10229-10239. 2.8 64

3445 Elucidation of the bonding of a near infrared dye to hollow gold nanospheres â€“ a chalcogen tripod.
Chemical Science, 2016, 7, 5160-5170. 3.7 19

3446
Noble gas endohedral fullerenes, Ng@C60 (Ng=Ar, Kr): a particular benchmark for assessing the
account of non-covalent interactions by density functional theory calculations. Theoretical
Chemistry Accounts, 2016, 135, 1.

0.5 11

3447
Connecting effect on the first hyperpolarizability of armchair carbonâ€“boronâ€“nitride
heteronanotubes: pattern versus proportion. Physical Chemistry Chemical Physics, 2016, 18,
13954-13959.

1.3 17

3448
Vibronic Coupling Explains the Different Shape of Electronic Circular Dichroism and of Circularly
Polarized Luminescence Spectra of Hexahelicenes. Journal of Chemical Theory and Computation, 2016,
12, 2799-2819.

2.3 59

3449 Dipole analyses for short-circuit current in organic photovoltaic devices of
diketopyrrolopyrrole-based donor and PCBM. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 6

3450 TD-DFT investigation of Dâ€“Ï€â€“A organic dyes with thiophene moieties as Ï€-spacers for use as sensitizers
in DSSCs. Journal of Molecular Modeling, 2016, 22, 115. 0.8 12

3451
MN15: A Kohnâ€“Sham global-hybrid exchangeâ€“correlation density functional with broad accuracy for
multi-reference and single-reference systems and noncovalent interactions. Chemical Science, 2016, 7,
5032-5051.

3.7 858

3452 DFT investigation on nonlinear optical (NLO) properties of novel borazine derivatives. Computational
and Theoretical Chemistry, 2016, 1086, 58-66. 1.1 39

3453 Surprising characteristics of Dâ€“A-type functional dyes by introducing 4-alkoxythiazoles as the
donor-unit. Tetrahedron, 2016, 72, 3232-3239. 1.0 13

3454 Synthesis and Comprehensive Structural and Chiroptical Characterization of Enones Derived from
(âˆ’)-Î±-Santonin by Experiment and Theory. Journal of Organic Chemistry, 2016, 81, 4588-4600. 1.7 13

3455 External electric field-dependent photoinduced electron transfer of
porphyrinâ€“oligothiopheneâ€“fullerene triads. Journal of Luminescence, 2016, 177, 325-330. 1.5 11

3456 The Gas-Phase Photophysics of Eosin Y and its Maleimide Conjugate. Journal of Physical Chemistry A,
2016, 120, 3484-3490. 1.1 20

3457
Critical Assessment of Time-Dependent Density Functional Theory for Excited States of Open-Shell
Systems: II. Doublet-Quartet Transitions. Journal of Chemical Theory and Computation, 2016, 12,
2517-2527.

2.3 21

3458 A Projector-Embedding Approach for Multiscale Coupled-Cluster Calculations Applied to Citrate
Synthase. Journal of Chemical Theory and Computation, 2016, 12, 2689-2697. 2.3 58

3459 A Polarization Propagator for Nonlinear X-ray Spectroscopies. Journal of Physical Chemistry Letters,
2016, 7, 1991-1995. 2.1 20

3460 Spectroscopic and nonlinear optical properties of new chalcone fluorescent probes for bioimaging
applications: a theoretical and experimental study. Journal of Molecular Modeling, 2016, 22, 125. 0.8 25

3461
Assessment of different basis sets and DFT functionals for the calculation of structural parameters,
vibrational modes and ligand binding energies of Zr 4 O 2 (carboxylate) 12 clusters. Computational
and Theoretical Chemistry, 2016, 1084, 162-168.

1.1 29



181

Citation Report

# Article IF Citations

3462 Insights into the reaction mechanism of 3-O-sulfotransferase through QM/MM calculations. Physical
Chemistry Chemical Physics, 2016, 18, 11488-11496. 1.3 11

3463 Synthesis, optical, and electrochemical properties, and theoretical calculations of BODIPY containing
triphenylamine. Heteroatom Chemistry, 2016, 27, 306-315. 0.4 11

3464 Absolute configurations of phytotoxic inuloxins B and C based on experimental and computational
analysis of chiroptical properties. Phytochemistry, 2016, 130, 328-334. 1.4 29

3465 Theoretical and experimental study of model oligothiophenes containing
1-methylene-2-(perfluorophenyl)hydrazine terminal unit. Synthetic Metals, 2016, 219, 83-92. 2.1 6

3466 Steady and Time-Resolved Photoelectron Spectra Based on Nuclear Ensembles. Journal of Chemical
Theory and Computation, 2016, 12, 5037-5049. 2.3 36

3467 Highly Efficient and Reversible Iodine Capture in Hexaphenylbenzene-Based Conjugated Microporous
Polymers. Macromolecules, 2016, 49, 6322-6333. 2.2 307

3468 Raman Spectroscopy as a Method to Investigate Catalytic Intermediates: CO<sub>2</sub> Reducing
[Re(Cl)(bpy-R)(CO)<sub>3</sub>] Catalyst. Journal of Physical Chemistry A, 2016, 120, 7465-7474. 1.1 9

3469 DFT studies on the influence of ligation on optical and redox properties of bimetallic
[Au<sub>4</sub>M<sub>2</sub>] clusters. RSC Advances, 2016, 6, 86051-86060. 1.7 9

3470
Coherent control of long-range photoinduced electron transfer by stimulated X-ray Raman
processes. Proceedings of the National Academy of Sciences of the United States of America, 2016, 113,
10001-10006.

3.3 8

3471 Triplet state formation and quenching dynamics of 2-mercaptobenzothiazole in solution. Physical
Chemistry Chemical Physics, 2016, 18, 26224-26235. 1.3 14

3472 Influence of alkali metal superoxides on structure, electronic, and optical properties of Be 12 O 12
nanocage: Density functional theory study. Chinese Physics B, 2016, 25, 094220. 0.7 9

3473 Beyond energies: geometry predictions with the XYG3 type of doubly hybrid density functionals.
Chemical Communications, 2016, 52, 13840-13860. 2.2 18

3474 Twoâ€•Step Mechanochromic Luminescence of <i>N</i>,<i>N</i>â€²â€•Bisâ€•Bocâ€•3,3â€²â€•di(pyrenâ€•1â€•yl)â€•2,2â€²â€•biindole.
ChemPlusChem, 2016, 81, 1272-1275. 1.3 18

3475 Photoinduced hydrogen-bonding dynamics. Journal of Molecular Modeling, 2016, 22, 200. 0.8 38

3476 Boron Subphthalocyanine Based Molecular Triad Systems for the Capture of Solar Energy. Journal of
Physical Chemistry A, 2016, 120, 7694-7703. 1.1 10

3477 Stable 3,6-Linked Fluorenyl Radical Oligomers with Intramolecular Antiferromagnetic Coupling and
Polyradical Characters. Journal of the American Chemical Society, 2016, 138, 13048-13058. 6.6 44

3478 Density Functional Theory. Encyclopedia of Earth Sciences Series, 2016, , 1-7. 0.1 2

3479 Optical Rotation Calculations for a Set of Pyrrole Compounds. Journal of Physical Chemistry A, 2016,
120, 7351-7360. 1.1 17



182

Citation Report

# Article IF Citations

3480 A precedent of van-der-Waals interactions outmatching Coulomb explosion. Carbon, 2016, 109, 843-850. 5.4 16

3481 A push-pull organic dye with a quinoidal thiophene linker: Photophysical properties and solvent
effects. Chemical Physics Letters, 2016, 663, 45-50. 1.2 3

3482 Synthesis and experimental-computational characterization of nonlinear optical properties of
triazacyclopentafluorene-coumarin derivatives. Optical Materials, 2016, 62, 231-239. 1.7 17

3483 Photoexcitation and relaxation kinetics of molecular systems in solution: towards a complete in
silico model. Physical Chemistry Chemical Physics, 2016, 18, 28919-28931. 1.3 19

3484 Exploring Redox States, Doping and Ordering of Electroactive Starâ€•Shaped Oligo(aniline)s. Chemistry -
A European Journal, 2016, 22, 16950-16956. 1.7 15

3485 Bioluminophore and Flavin Mononucleotide Fluorescence Quenching of Bacterial
Bioluminescenceâ€”A Theoretical Study. Chemistry - A European Journal, 2016, 22, 16243-16249. 1.7 16

3486 Benchmarking Electron Densities and Electrostatic Potentials of Proteins from the Three-Partition
Frozen Density Embedding Method. Journal of Chemical Theory and Computation, 2016, 12, 4843-4855. 2.3 11

3487 Self-assembled dimethyldihydropyrene-pyridyl substituted ligands with zinc(ii)
meso-tetraphenylporphyrin via axial coordination. Dalton Transactions, 2016, 45, 16453-16462. 1.6 6

3488 Can fused-pyrrole rings act as better Ï€-spacer units than fused-thiophene in dye-sensitized solar cells?
A computational study. New Journal of Chemistry, 2016, 40, 9304-9312. 1.4 31

3489
A new force field for the adsorption of H<sub>2</sub>, O<sub>2</sub>, N<sub>2</sub>, CO,
H<sub>2</sub>O, and H<sub>2</sub>S gases on alkali doped carbon nanotubes. Molecular Physics,
2016, 114, 3375-3387.

0.8 6

3490 Calculations of the light absorption spectra of porphyrinoid chromophores for dye-sensitized solar
cells. Physical Chemistry Chemical Physics, 2016, 18, 27877-27884. 1.3 8

3491 Benchmarking the DFT methodology for assessing antioxidant-related properties: quercetin and
edaravone as case studies. Journal of Molecular Modeling, 2016, 22, 250. 0.8 24

3492 New low band-gap conjugated organic materials based on fluorene, thiophene and phenylene for
photovoltaic applications: Theoretical study. Materials Today: Proceedings, 2016, 3, 2578-2586. 0.9 5

3493 Synthesis and the crystal structure of dimeric 1-hydroxyhexane-2,3-dione and the spectral
characteristics of a model acireductone. New Journal of Chemistry, 2016, 40, 9291-9303. 1.4 1

3494
Molecular dynamics simulation and quantum chemical studies on the investigation of aluminum
nitride nanotube as phosgene gas sensor. Journal of Inclusion Phenomena and Macrocyclic Chemistry,
2016, 86, 305-322.

0.9 37

3495 Computational Studies of Environmental Effects and Their Interplay With Experiment. Advances in
Physical Organic Chemistry, 2016, , 203-241. 0.5 2

3496 Theoretical study of a novel imino bridged pillar[5]arene derivative. Chemical Physics Letters, 2016,
662, 25-30. 1.2 10

3497 First-Principles Study of Nonradiative Recombination in Silicon Nanocrystals: The Role of Surface
Silanol. Journal of Physical Chemistry C, 2016, 120, 23246-23253. 1.5 12



183

Citation Report

# Article IF Citations

3498 Spin-state energies of heme-related models from spin-flip TDDFT calculations. Physical Chemistry
Chemical Physics, 2016, 18, 29486-29494. 1.3 9

3499 Can fused thiopheneâ€“pyrrole-containing rings act as possible new electrochromic dyes? A
computational prediction. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 11

3500 Axial ligand effect on the catalytic activity of biomimetic Fe-porphyrin catalyst: An experimental and
DFT study. Journal of Catalysis, 2016, 344, 768-777. 3.1 20

3501 The Vitamin E Radical Probed by Anion Photoelectron Imaging. Journal of Physical Chemistry B, 2016,
120, 7108-7113. 1.2 5

3502 Photobehavior and Nonlinear Optical Properties of Pushâ€“Pull, Symmetrical, and Highly Fluorescent
Benzothiadiazole Derivatives. Journal of Physical Chemistry C, 2016, 120, 23726-23739. 1.5 52

3503 Theoretical investigations of the small molecular acceptor materials based on oligothiophene â€“
naphthalene diimide in organic solar cells. RSC Advances, 2016, 6, 102159-102171. 1.7 9

3504 Regio(ir)regular naphthalenediimide- and perylenediimide-bithiophene copolymers: how MO
localization controls the bandgap. Journal of Materials Chemistry C, 2016, 4, 9405-9410. 2.7 12

3505 Through space and through bridge channels of charge transfer at p-n nano-junctions: A DFT study.
Chemical Physics, 2016, 481, 144-156. 0.9 7

3506 Open-ended response theory with polarizable embedding: multiphoton absorption in biomolecular
systems. Physical Chemistry Chemical Physics, 2016, 18, 28339-28352. 1.3 23

3507 Exciton scattering approach for optical spectra calculations in branched conjugated
macromolecules. Chemical Physics, 2016, 481, 124-132. 0.9 0

3508 Coloration of tyrosine by organic-semiconductor interfacial charge-transfer transitions. Chemical
Physics Letters, 2016, 664, 178-183. 1.2 25

3509 Infrared and density functional theory studies of formic acid hydrate clusters in noble gas matrices.
Journal of Molecular Structure, 2016, 1118, 161-166. 1.8 4

3510 Multiscale Simulations on Spectral Tuning and the Photoisomerization Mechanism in Fluorescent RNA
Spinach. Journal of Chemical Theory and Computation, 2016, 12, 5453-5464. 2.3 11

3511 A comparison of the experimental and theoretical charge density distributions in two polymorphic
modifications of piroxicam. Physical Chemistry Chemical Physics, 2016, 18, 28802-28818. 1.3 15

3512 Refractive indices of organoâ€•metallic and â€•metalloid compounds: A longâ€•range corrected DFT study.
Journal of Computational Chemistry, 2016, 37, 2759-2769. 1.5 4

3513 Excited electronic structure of methylcyanoacetylene probed by VUV Fourier-transform absorption
spectroscopy. Journal of Quantitative Spectroscopy and Radiative Transfer, 2016, 182, 286-295. 1.1 3

3514 Lengthâ€•Independent Charge Transport in Chimeric Molecular Wires. Angewandte Chemie - International
Edition, 2016, 55, 14267-14271. 7.2 13

3515 Optical Rotation Calculations for Fluorinated Alcohols, Amines, Amides, and Esters. Journal of
Physical Chemistry A, 2016, 120, 7973-7986. 1.1 9



184

Citation Report

# Article IF Citations

3516 Theoretical Investigation and Design of Highly Efficient Blue Phosphorescent Iridium(III) Complexes
Bearing Fluorinated Aromatic Sulfonyl Groups. ChemPhysChem, 2016, 17, 4149-4157. 1.0 7

3517 Experimental and theoretical studies of novel hydroxynaphthalene based chemosensor, and
construction of molecular logic gates. Journal of Fluorine Chemistry, 2016, 191, 129-142. 0.9 27

3518
Synergistic Coordination and Hydrogen Bonding Interaction Modulate the Emission of Iridium
Complex for Highly Sensitive Glutamine Imaging in Live Cells. Analytical Chemistry, 2016, 88,
10322-10327.

3.2 7

3519 Intramolecular torque, an indicator of the internal rotation direction of rotor molecules and
similar systems. Physical Chemistry Chemical Physics, 2016, 18, 29665-29672. 1.3 13

3520 The effect of heterocyclic Ï€ bridges on second order nonlinear optical properties of compounds
formed between ferrocenyl and corannulenyl. RSC Advances, 2016, 6, 97063-97069. 1.7 9

3521

Synthesis, spectroscopic, physicochemical properties and binding site analysis of
4-(1H-phenanthro[9,10-d]-imidazol-2-yl)-benzaldehyde fluorescent probe for imaging in cell biology:
Experimental and theoretical study. Journal of Photochemistry and Photobiology B: Biology, 2016, 164,
112-122.

1.7 15

3522 Photoinduced Homolytic Bond Cleavage of the Central Siâ€“C Bond in Porphyrin Macrocycles Is a
Charge Polarization Driven Process. Journal of Physical Chemistry A, 2016, 120, 7634-7640. 1.1 6

3523
Insight into the Excited State Electronic and Structural Properties of the Organic Photovoltaic
Donor Polymer Poly(thieno[3,4-<i>b</i>]thiophene benzodithiophene) by Means of <i>ab Initio</i> and
Density Functional Theory. Journal of Physical Chemistry C, 2016, 120, 21818-21826.

1.5 22

3524 Ground-State Charge Transfer: Lithiumâ€“Benzene and the Role of Hartreeâ€“Fock Exchange. Journal of
Physical Chemistry A, 2016, 120, 8190-8198. 1.1 11

3525 Theoretical evaluation of some benzotriazole and phospono derivatives as aluminum corrosion
inhibitors: DFT and molecular dynamics simulation approaches. RSC Advances, 2016, 6, 74550-74559. 1.7 112

3526 The 1,2-hydrogen shift reaction for monohalogenophosphanes PH<sub>2</sub>X and HPX (XÂ = F, Cl).
Molecular Physics, 2016, 114, 2999-3014. 0.8 3

3527 A Neutrally Charged Trimethylmanganese(III) Complex: Synthesis, Characterization, and
Disproportionation Chemistry. Organometallics, 2016, 35, 2683-2688. 1.1 8

3528
Effects of the acceptor unit in dyes with acceptorâ€“bridgeâ€“donor architecture on the electron
photo-injection mechanism and aggregation in DSSCs. Physical Chemistry Chemical Physics, 2016, 18,
24239-24251.

1.3 23

3529
Photophysical Behavior and Computational Investigation of Novel
1,4-Bis(2-(2-Phenylpyrimido[1,2-a]Benzimidazol-4-Yl)Phenoxy)Butan (BPPB) Macromolecule. Journal of
Fluorescence, 2016, 26, 1895-1904.

1.3 0

3530 Structures and Rotational Barriers of a Diiodobinorsnoutane: Energetic Preference for
<i>Gauche</i> Conformation. Journal of Organic Chemistry, 2016, 81, 6862-6866. 1.7 1

3531 Evolution of Nonmirror Image Fluorescence Spectra in Conjugated Polymers and Oligomers. Journal
of Physical Chemistry Letters, 2016, 7, 3307-3312. 2.1 25

3532 Permanent excimer superstructures by supramolecular networking of metal quantum clusters.
Science, 2016, 353, 571-575. 6.0 54

3533
Ultraviolet fluorescence of coelenteramide and coelenteramide-containing fluorescent proteins.
Experimental and theoretical study. Journal of Photochemistry and Photobiology B: Biology, 2016, 162,
318-323.

1.7 10



185

Citation Report

# Article IF Citations

3534
DFT/ and TD-DFT/PCM calculations of molecular structure, spectroscopic characterization, NLO and
NBO analyses of 4-(4-chlorophenyl) and 4-[4-(dimethylamino) phenyl]-2-oxo-1,2,5,6-tetrahydrobenzo[ h
]quinoline-3-carbonitrile dyes. Journal of Molecular Liquids, 2016, 223, 29-47.

2.3 34

3535 Nonempirical Double-Hybrid Functionals: An Effective Tool for Chemists. Accounts of Chemical
Research, 2016, 49, 1503-1513. 7.6 103

3536 Electronically Excited States of Borylenes. Journal of Physical Chemistry A, 2016, 120, 6332-6341. 1.1 17

3537 Elucidating the Mechanism of Zn<sup>2+</sup> Sensing by a Bipyridine Probe Based on Two-Photon
Absorption. Journal of Physical Chemistry B, 2016, 120, 9067-9075. 1.2 13

3538 Electronic properties and nonlinear optical responses of boron/nitrogen-doped zigzag graphene
nanoribbons. Canadian Journal of Chemistry, 2016, 94, 620-625. 0.6 9

3539 SOLUBILITY OF ROCK IN STEAM ATMOSPHERES OF PLANETS. Astrophysical Journal, 2016, 824, 103. 1.6 42

3540
High Second-Order NLO Response Exhibited by the First Example of Polymeric Film Incorporating a
Diimineâ€“Dithiolate Square-Planar Complex: The [Ni(<i>o</i>-phen)(bdt)]. Journal of Physical Chemistry
C, 2016, 120, 19286-19294.

1.5 3

3541

Water exchange rates and mechanisms in tetrahedral
[Be(H<sub>2</sub>O)<sub>4</sub>]<sup>2+</sup> and
[Li(H<sub>2</sub>O)<sub>4</sub>]<sup>+</sup> complexes using DFT methods and clusterâ€•continuum
models. International Journal of Quantum Chemistry, 2016, 116, 1388-1396.

1.0 5

3542 Aggregation of metal-free organic sensitizers on TiO 2 (1 0 1) surface for use in dye-sensitized solar
cells: A computational investigation. Computational and Theoretical Chemistry, 2016, 1093, 1-8. 1.1 10

3543 Tuning the Rainbow: Systematic Modulation of Donorâ€“Acceptor Systems through Donor Substituents
and Solvent. Inorganic Chemistry, 2016, 55, 8446-8458. 1.9 39

3544
Benchmark Calculations of Energetic Properties of Groups 4 and 6 Transition Metal Oxide
Nanoclusters Including Comparison to Density Functional Theory. Journal of Chemical Theory and
Computation, 2016, 12, 3689-3710.

2.3 32

3545 Molecular-structure control of electron transfer dynamics of pushâ€“pull porphyrins as sensitizers
for NiO based dye sensitized solar cells. RSC Advances, 2016, 6, 77184-77194. 1.7 27

3546 Simulating Nuclear and Electronic Quantum Effects in Enzymes. Methods in Enzymology, 2016, 577,
389-418. 0.4 7

3547 A qualitative model to identify non-radiative decay channels: the spiropyran as case study. Theoretical
Chemistry Accounts, 2016, 135, 1. 0.5 15

3548 From White to Red: Electricâ€•Field Dependent Chromaticity of Lightâ€•Emitting Electrochemical Cells
based on Archetypal Porphyrins. Advanced Functional Materials, 2016, 26, 6737-6750. 7.8 49

3549
On the Attosecond charge migration in Clâ€¦..N, Clâ€¦..O, Brâ€¦..N and Brâ€¦..O Halogen-bonded clusters:
Effect of donor, acceptor, vibration, rotation, and electron correlation. Journal of Chemical
Sciences, 2016, 128, 1175-1189.

0.7 9

3550
Synthesis of novel substituted methoxybenzo[2,3-b]carbazole derivatives via C-H functionalization.
Experimental and theoretical characterization of their photophysical properties. Dyes and Pigments,
2016, 134, 618-632.

2.0 13

3551
Implicit and explicit solvent models to understand the d(+)-glucose solvation in aqueous protic ionic
liquid solution: Volumetric and computational approach. Journal of Chemical Thermodynamics, 2016,
103, 7-16.

1.0 9



186

Citation Report

# Article IF Citations

3552 Recent application of calculations of metal complexes based on density functional theory. RSC
Advances, 2016, 6, 77375-77395. 1.7 47

3553 Theoretical study of the cisâ€“trans isomerization mechanism of a pendant metal-bound azobenzene.
RSC Advances, 2016, 6, 79879-79889. 1.7 8

3554 Pd3 cluster catalysis: Compelling evidence from in operando spectroscopic, kinetic, and density
functional theory studies. Nano Research, 2016, 9, 2544-2550. 5.8 22

3555
Theoretical Insights into the Photo-Deactivation of Emitting Triplet Excited State of (C^N)Pt(O^O)
Complexes: Radiative and Nonradiative Decay Processes. Journal of Physical Chemistry A, 2016, 120,
6813-6821.

1.1 11

3556 Prediction of two-photon absorption enhancement in red fluorescent protein chromophores made
from non-canonical amino acids. Physical Chemistry Chemical Physics, 2016, 18, 24408-24416. 1.3 16

3557 Indolineâ€•Based Molecular Engineering for Optimizing the Performance of Photoactive Thin Films.
Advanced Functional Materials, 2016, 26, 6876-6887. 7.8 18

3558 Theoretical Study of Reactions between Oxygen-Centered Radicals (â€¢OH and SO4â€¢-) and Vinyl Monomers
in Aqueous Phase. Macromolecular Theory and Simulations, 2016, 25, 475-481. 0.6 4

3559 Sensing mechanism for a fluorescent offâ€“on chemosensor for cyanide anion. Journal of
Luminescence, 2016, 179, 203-210. 1.5 45

3560 A comparative study of a fluorene-based non-fullerene electron acceptor and PC61BM in an organic
solar cell at a quantum chemical level. RSC Advances, 2016, 6, 81164-81173. 1.7 45

3561 Steric and Electronic Manipulation of the Anagostic Interaction in 1â€•Tetralone Oxime and Imine
Complexes of Rhodium(I). European Journal of Inorganic Chemistry, 2016, 2016, 64-77. 1.0 15

3562
Tuning the phosphorescence and quantum efficiency of heteroleptic Ir(III) complexes based on
pyridine-tetrazole as an ancillary ligand: An overview from quantum chemical investigations.
Computational and Theoretical Chemistry, 2016, 1092, 32-40.

1.1 20

3563

The â€œCase of Two Compounds with Similar Configuration but Nearly Mirror Image CD Spectraâ€•
Refuted. Reassignment of the Absolute Configuration of
<i>N</i>-Formyl-3â€²,4â€²-dihydrospiro[indan-1,2â€²(1â€²<i>H</i>)-pyridine]. Journal of Organic Chemistry, 2016, 81,
7725-7732.

1.7 8

3564
Effects of the adsorption of alkali metal oxides on the electronic, optical, and thermodynamic
properties of the Mg12O12nanocage: a density functional theory study. Journal of Molecular
Modeling, 2016, 22, 189.

0.8 11

3565 A comparative examination of density functional performance against the ISOL24/11 isomerization
energy benchmark. Computational and Theoretical Chemistry, 2016, 1090, 147-152. 1.1 23

3566
Trans -disubstituted benzodiazaporphyrin: A promising hybrid dye between porphyrin and
phthalocyanine for application in dye-sensitized solar cells. Journal of Photochemistry and
Photobiology A: Chemistry, 2016, 330, 186-194.

2.0 6

3567 Theoretical predication for transition energies of thermally activated delayed fluorescence
molecules. Chinese Chemical Letters, 2016, 27, 1445-1452. 4.8 37

3568 Assessing One- and Two-Photon Optical Properties of Boron Containing Arenes. Journal of Physical
Chemistry C, 2016, 120, 17916-17926. 1.5 30

3569 A two excited state model to explain the peculiar photobehaviour of a flexible quadrupolar Dâ€“Ï€â€“D
anthracene derivative. Physical Chemistry Chemical Physics, 2016, 18, 23389-23399. 1.3 16



187

Citation Report

# Article IF Citations

3570 Predicting accurate fluorescent spectra for high molecular weight polycyclic aromatic
hydrocarbons using density functional theory. Journal of Molecular Spectroscopy, 2016, 328, 37-45. 0.4 7

3571 Solvent and spin state effects on molecular structure, IR spectra, binding energies and quantum
chemical reactivity indices of deferiproneâ€“ferric complex: DFT study. Polyhedron, 2016, 117, 623-627. 1.0 17

3572 Molecular Seesaw: How Increased Hydrogen Bonding Can Hinder Excited-State Proton Transfer.
Journal of Physical Chemistry Letters, 2016, 7, 3616-3620. 2.1 14

3573 Stereochemical Properties of Multidentate Nitrogen Donor Ligands and Their Copper Complexes by
Electronic CD and DFT. Chirality, 2016, 28, 545-555. 1.3 1

3574
Orbital order switching in molecular calculations using GGA functionals: Qualitative errors in
materials modeling for electrochemical power sources and how to fix them. Chemical Physics
Letters, 2016, 659, 270-276.

1.2 10

3575
Carbon nanodots as fluorescent platforms for recognition of fluoride ion via the inner filter effect
of simple arylboronic acids. Experimental and theoretical investigations. Journal of Fluorine
Chemistry, 2016, 190, 12-22.

0.9 15

3576 â€œWatchingâ€• Polaron Pair Formation from First-Principles Electronâ€“Nuclear Dynamics. Journal of
Physical Chemistry A, 2016, 120, 7255-7261. 1.1 47

3577 Theoretical Quantification of the Modified Photoactivity of Photochromes Grafted on Metallic
Nanoparticles. Journal of Physical Chemistry C, 2016, 120, 21827-21836. 1.5 6

3578 Origin of the Absorption Band of Bromophenol Blue in Acidic and Basic pH: Insight from a Combined
Molecular Dynamics and TD-DFT/MM Study. Journal of Physical Chemistry A, 2016, 120, 7175-7182. 1.1 5

3579 Spacer Effects of Donor-Ï€ Spacer-Acceptor Sensitizers on Photophysical Properties in Dye-Sensitized
Solar Cells. Journal of Physical Chemistry C, 2016, 120, 21272-21284. 1.5 40

3580 Chiral recognition by fullerenes: CHFClBr enantiomers in the C82cage. Physical Chemistry Chemical
Physics, 2016, 18, 26057-26068. 1.3 12

3581 Gas-phase synthesis of 3-carboethoxy-quinolin-4-ones. A comprehensive computational mechanistic
study to uncover the dark side of the Gouldâ€“Jacobs reaction. RSC Advances, 2016, 6, 83973-83981. 1.7 10

3582 Computational Approach for Studying Optical Properties of DNA Systems in Solution. Journal of
Chemical Theory and Computation, 2016, 12, 5050-5057. 2.3 26

3583 Interfacial Charge-Transfer Transitions in BaTiO<sub>3</sub> Nanoparticles Adsorbed with Catechol.
Journal of Physical Chemistry C, 2016, 120, 21162-21168. 1.5 44

3584 Excited-state proton transfer in 4-2â€²-hydroxyphneylpyridine: full-dimensional surface-hopping dynamics
simulations. RSC Advances, 2016, 6, 85574-85581. 1.7 7

3585 Photocycloaddition reaction of atropisomeric maleimides: mechanism and selectivity. Physical
Chemistry Chemical Physics, 2016, 18, 24713-24721. 1.3 11

3586 Synthesis, characterization, and third-order nonlinear optical properties of a new neolignane
analogue. RSC Advances, 2016, 6, 79215-79227. 1.7 31

3587
Study of the Effect of the Pulse Width of the Excitation Source on the Two-Photon Absorption and
Two-Photon Circular Dichroism Spectra of Biaryl Derivatives. Journal of Physical Chemistry A, 2016,
120, 6774-6779.

1.1 6



188

Citation Report

# Article IF Citations

3588 New solvatochromic probes: performance enhancement via regulation of excited state structures.
Physical Chemistry Chemical Physics, 2016, 18, 25210-25220. 1.3 20

3589 Cytotoxic 14-Membered Macrolides from a Mangrove-Derived Endophytic Fungus, <i>Pestalotiopsis
microspora</i>. Journal of Natural Products, 2016, 79, 2332-2340. 1.5 74

3590 Insights on the Auxochromic Properties of the Guanidinium Group. Journal of Physical Chemistry A,
2016, 120, 7088-7100. 1.1 15

3591
The influence of Ï€-conjugation framework on intramolecular proton transfer and Stokes shift in
1,8-Dihydroxydibenzo[a,c]phenazine molecule: a DFT and TD-DFT study. Theoretical Chemistry Accounts,
2016, 135, 1.

0.5 3

3592 The influence of a dyeâ€“TiO<sub>2</sub> interface on DSSC performance: a theoretical exploration
with a ruthenium dye. RSC Advances, 2016, 6, 81976-81982. 1.7 28

3593 <i>GW</i> in the Gaussian and Plane Waves Scheme with Application to Linear Acenes. Journal of
Chemical Theory and Computation, 2016, 12, 3623-3635. 2.3 97

3594 Platinum based radiochemotherapies: Free radical mechanisms and radiotherapy sensitizers. Free
Radical Biology and Medicine, 2016, 99, 99-109. 1.3 15

3595 Photoreduction Mechanism of CO<sub>2</sub> to CO Catalyzed by a Rhenium(I)â€“Polyoxometalate
Hybrid Compound. ACS Catalysis, 2016, 6, 6422-6428. 5.5 58

3596
Sticking to (first) principles: quantum molecular dynamics and Bayesian probabilistic methods to
simulate aquatic pollutant absorption spectra. Environmental Sciences: Processes and Impacts, 2016,
18, 1068-1077.

1.7 2

3597 Theoretical study and design of cyclometalated platinum complexes bearing innovatively a highly-rigid
terdentate ligand with carboranyl as a chelating unit. RSC Advances, 2016, 6, 78241-78251. 1.7 7

3598 Enhanced two-photon absorption and fluorescence upconversion in Thioflavin T micelle-type
aggregates in glycerol/water solution. Chemical Physics, 2016, 477, 19-23. 0.9 6

3599 Computing the Absorption and Emission Spectra of 5-Methylcytidine in Different Solvents: A Test-Case
for Different Solvation Models. Journal of Chemical Theory and Computation, 2016, 12, 4430-4439. 2.3 41

3600 First hyperpolarizability of para-aminoaniline induced by a variety of gold nano particles. Physical
Chemistry Chemical Physics, 2016, 18, 24343-24349. 1.3 3

3601 Rational computing of energy levels for organic electronics: the case of 2-benzylidene-1,3-indandiones.
RSC Advances, 2016, 6, 85242-85253. 1.7 2

3602 A mixed experimental and theoretical study on chelidamate copper(II) complex with 4-methylpyrimidine.
Journal of Coordination Chemistry, 2016, 69, 3010-3020. 0.8 7

3603 Cryptochirality in 2,2â€²â€•Coupled BODIPY DYEmers. European Journal of Organic Chemistry, 2016, 2016,
4236-4243. 1.2 15

3604 The ground and excited states of HBrO2 [HOOBr, HOBrO, and HBr(O)O] and HBrO3 (HOOOBr and) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 102 Td (HOOBrO) isomers. Theoretical Chemistry Accounts, 2016, 135, 1.0.5 1

3605 Polarizable Embedding Density Matrix Renormalization Group. Journal of Chemical Theory and
Computation, 2016, 12, 4242-4253. 2.3 24



189

Citation Report

# Article IF Citations

3606
Structural and Electronic Property Study of (ZnO)<sub><i>n</i></sub>, <i>n</i> â‰¤ 168: Transition
from Zinc Oxide Molecular Clusters to Ultrasmall Nanoparticles. Journal of Physical Chemistry C,
2016, 120, 20400-20418.

1.5 53

3607 Explicitly correlated frequencyâ€•independent secondâ€•order green's function for accurate ionization
energies. Journal of Computational Chemistry, 2016, 37, 2447-2453. 1.5 16

3608
Theoretical Investigation of Substituent Effects on the Dihydroazulene/Vinylheptafulvene
Photoswitch: Increasing the Energy Storage Capacity. Journal of Physical Chemistry A, 2016, 120,
9782-9793.

1.1 39

3609 Enhancement of Carrier Mobility through Deformation Potential in Metal-Containing Insulated
Molecular Wires. Journal of Physical Chemistry C, 2016, 120, 26637-26644. 1.5 8

3610
Orbital Control of Photochemical Rearrangement of 4-Aryl-1,1-dicyano-1-butenes through the
Hyperconjugative Substitution on the Linker Chain. Journal of Physical Chemistry Letters, 2016, 7,
4957-4961.

2.1 1

3611 Charge Distribution Dependent Spectral Analysis of the Oxidized
Diferrocenyl-Oligothienylene-Vinylene Molecular Wires. Scientific Reports, 2016, 6, 35726. 1.6 2

3612 Surface induced vibrational modes in the fluorescence spectra of PTCDA adsorbed on the KCl(100) and
NaCl(100) surfaces. Physical Chemistry Chemical Physics, 2016, 18, 32891-32902. 1.3 7

3613 1,2â€•Dimethoxyethane Degradation Thermodynamics in Liâˆ’O<sub>2</sub> Redox Environments.
Chemistry - A European Journal, 2016, 22, 17188-17203. 1.7 23

3614 QM/MM calculations on a newly synthesised oxyluciferin substrate: new insights into the
conformational effect. Physical Chemistry Chemical Physics, 2016, 18, 27460-27467. 1.3 22

3615 Modification of optoelectronic properties of conjugated oligomers due to donor/acceptor
functionalization: DFT study. Chemical Physics, 2016, 481, 133-143. 0.9 7

3616 Using Density Functional Theory To Study Neutral and Ionized Stacked Thymine Dimers. Journal of
Physical Chemistry A, 2016, 120, 7704-7713. 1.1 7

3617 Effects of chemical substitutions on the properties of azacalixphyrins: a first-principles study.
Physical Chemistry Chemical Physics, 2016, 18, 27308-27316. 1.3 8

3618 Ionization dynamics of orbitals and high-harmonic generation of N 2 and CO molecules at the various
XC potentials by TD-DFT. Computational and Theoretical Chemistry, 2016, 1095, 104-111. 1.1 11

3619 Range-Separation Parameter in Tuned Exchangeâ€“Correlation Functionals: Successive Ionizations and
the Fukui Function. Journal of Chemical Theory and Computation, 2016, 12, 4879-4884. 2.3 11

3620 Rylene and Rylene Diimides: Comparison of Theoretical and Experimental Results and Prediction for
High-Rylene Derivatives. Journal of Physical Chemistry A, 2016, 120, 7554-7560. 1.1 32

3621 Synthesis and two-photon absorption spectrum of fluorenone-based molecules. Chemical Physics
Letters, 2016, 661, 143-150. 1.2 10

3622 Fluorescence quantum yield rationalized by the magnitude of the charge transfer in Ï€-conjugated
terpyridine derivatives. Physical Chemistry Chemical Physics, 2016, 18, 29387-29394. 1.3 21

3623 Aggregates of quadrupolar dyes for two-photon absorption: the role of intermolecular interactions.
Physical Chemistry Chemical Physics, 2016, 18, 28198-28208. 1.3 51



190

Citation Report

# Article IF Citations

3624 Characterization of high-performance organic dyes for dye-sensitized solar cell: a DFT/TDDFT study.
Canadian Journal of Chemistry, 2016, 94, 1109-1118. 0.6 7

3625 The photolysis of FeOH and its effect on the bottomside of the mesospheric Fe layer. Geophysical
Research Letters, 2016, 43, 1373-1381. 1.5 17

3626 Achieving Predictive Description of Molecular Conductance by Using a Range-Separated Hybrid
Functional. Nano Letters, 2016, 16, 6092-6098. 4.5 21

3627 Theoretical investigation on exciton-dissociation and charge-recombination processes of
PC61BM-PTDPPSe interface. Journal of Molecular Modeling, 2016, 22, 241. 0.8 2

3628 [Ca(BH4)2] n clusters as hydrogen storage material: A DFT study. Russian Journal of Physical
Chemistry A, 2016, 90, 1997-2005. 0.1 4

3629 Theoretical Study of the Substituent Effects on the Nonlinear Optical Properties of a
Roomâ€•Temperatureâ€•Stable Organic Electride. ChemPhysChem, 2016, 17, 3907-3915. 1.0 15

3630 The syntheses, structures and azoâ€“hydrazone tautomeric studies of three triazole/tetrazole azo dyes.
New Journal of Chemistry, 2016, 40, 9370-9379. 1.4 20

3631 Modelling fluorescence lifetimes with TD-DFT: a case study with syn-bimanes. RSC Advances, 2016, 6,
87237-87245. 1.7 13

3632 Nonlinear Optical (NLO) Response of Pristine and Functionalized Dodecadehydrotribenzo[18]annulene
([18]DBA): A Theoretical Study. Bulletin of the Chemical Society of Japan, 2016, 89, 692-699. 2.0 25

3633
On describing the optoelectronic characteristics of
poly(benzodithiophene-co-quinoxaline)â€“fullerene complexes: the influence of optimally tuned density
functionals. Physical Chemistry Chemical Physics, 2016, 18, 27654-27670.

1.3 7

3634
Regulating ancillary ligands of Ru(<scp>ii</scp>) complexes with square-planar quadridentate ligands
for more efficient sensitizers in dye-sensitized solar cells: insights from theoretical investigations.
Physical Chemistry Chemical Physics, 2016, 18, 29591-29599.

1.3 9

3635
Quantum chemical study of the effect of Ï€-bridge on the optical and electronic properties of
sensitizers for DSSCs incorporating dioxythiophene and thiophene units. Theoretical Chemistry
Accounts, 2016, 135, 1.

0.5 19

3636 Formation of thiophene sandwiches through cationâ€“Ï€ interaction: A DFT study. Computational and
Theoretical Chemistry, 2016, 1095, 83-92. 1.1 10

3637 The effect of stacking arrangement on the conjugation in azochromophores revealed by combination
of Raman spectroscopy and DFT calculations. Chemical Physics Letters, 2016, 659, 242-246. 1.2 5

3638
Multi-technique approach for qualitative and quantitative characterization of furazidin degradation
kinetics under alkaline conditions. Journal of Pharmaceutical and Biomedical Analysis, 2016, 129,
433-440.

1.4 9

3639 The adiabatic strictly-correlated-electrons functional: kernel and exact properties. Physical
Chemistry Chemical Physics, 2016, 18, 21092-21101. 1.3 13

3640 The Effects of Heteroatoms Si and S on Tuning the Optical Properties of Rhodamineâ€• and
Fluoresceinâ€•Based Fluorescence Probes: A Theoretical Analysis. ChemPhysChem, 2016, 17, 3139-3145. 1.0 37

3641 A unified set of experimental organometallic data used to evaluate modern theoretical methods.
Dalton Transactions, 2016, 45, 13766-13778. 1.6 24



191

Citation Report

# Article IF Citations

3642 Impact of metal-alkoxide functionalized linkers on H2 binding: A density functional study. Chemical
Physics Letters, 2016, 658, 140-145. 1.2 6

3643
Theoretical investigation of the structures and spectroscopic properties of
(H<sub>2</sub>O<sub>4</sub>)<sub><i>n</i></sub> (<i>n</i>â€‰=â€‰1â€“4) clusters. International Journal of
Quantum Chemistry, 2016, 116, 1427-1436.

1.0 2

3644 Employing Range Separation on the meta-GGA Rung: New Functional Suitable for Both Covalent and
Noncovalent Interactions. Journal of Chemical Theory and Computation, 2016, 12, 3662-3673. 2.3 10

3645 Enhanced Photocurrent Density by Spin-Coated NiO Photocathodes for N-Annulated Perylene-Based
p-Type Dye-Sensitized Solar Cells. ACS Applied Materials &amp; Interfaces, 2016, 8, 19393-19401. 4.0 24

3646
Negatively charged Ir(<scp>iii</scp>) cyclometalated complexes containing a chelating bis-tetrazolato
ligand: synthesis, photophysics and the study of reactivity with electrophiles. Dalton Transactions,
2016, 45, 12884-12896.

1.6 14

3647
Interfacial charge-transfer transitions and reorganization energies in sulfur-bridged
TiO<sub>2</sub>-x-benzenedithiol complexes (x: o, m, p). Physical Chemistry Chemical Physics, 2016, 18,
22286-22292.

1.3 28

3648 DNA-stabilized Agâ€“Au bimetallic clusters: the effects of alloying and embedding on optical properties.
Physical Chemistry Chemical Physics, 2016, 18, 22311-22322. 1.3 5

3649 Theoretical investigation of proton-transfer in different membranes for PEMFC applications in low
humidity conditions. Computational Materials Science, 2016, 122, 126-138. 1.4 18

3650 A novel 2-(2â€²-aminophenyl)benzothiazole derivative displays ESIPT and permits selective detection of
Zn2+ ions: experimental and theoretical studies. RSC Advances, 2016, 6, 71496-71500. 1.7 12

3651 Interpretation of molecular device transport calculations. Canadian Journal of Chemistry, 2016, 94,
1022-1027. 0.6 3

3652
[Al<sub>2</sub>O<sub>4</sub>]<sup>âˆ’</sup>, a Benchmark Gas-Phase Class II Mixed-Valence Radical
Anion for the Evaluation of Quantum-Chemical Methods. Journal of Chemical Theory and
Computation, 2016, 12, 3796-3806.

2.3 20

3654 Theoretical investigation of the broad one-photon absorption line-shape of a flexible symmetric
carbazole derivative. Physical Chemistry Chemical Physics, 2016, 18, 22889-22905. 1.3 14

3655 Thioflavinâ€…T: Electronic Circular Dichroism and Circularly Polarized Luminescence Induced by Amyloid
Fibrils. ChemPhysChem, 2016, 17, 2931-2937. 1.0 33

3656
Synthesis, Separation and Absolute Configuration Determination by ECD Spectroscopy and TDDFT
Calculations of 3â€•Aminoâ€•Î²â€•lactams and Derived Guanidines. European Journal of Organic Chemistry, 2016,
2016, 4189-4199.

1.2 11

3657 The nature of structure and bonding between transition metal and mixed Siâ€•Ge tetramers: A 20â€•electron
superatom system. Journal of Computational Chemistry, 2016, 37, 2316-2323. 1.5 27

3658 Experimental and Theoretical Study of the Reactivity of Gold Nanoparticles Towards
Benzimidazoleâ€•2â€•ylidene Ligands. Chemistry - A European Journal, 2016, 22, 10446-10458. 1.7 36

3659 Application of Imidazoleâ€•2â€•thione Substituents in Lowâ€•Coordinate Phosphorus Chemistry â€“ Probing the
Scope. European Journal of Inorganic Chemistry, 2016, 2016, 3559-3573. 1.0 16

3660 The <scp>XYG3</scp> type of doubly hybrid density functionals. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2016, 6, 721-747. 6.2 52



192

Citation Report

# Article IF Citations

3661 An acrylated isocyanonaphthalene based solvatochromic click reagent: Optical and biolabeling
properties and quantum chemical modeling. Dyes and Pigments, 2016, 133, 445-457. 2.0 11

3662 Trangmolinsâ€…Aâ€“F with an Unprecedented Structural Plasticity of the Ringsâ€…A and B: New Insight into
Limonoid Biosynthesis. Chemistry - A European Journal, 2016, 22, 11719-11727. 1.7 19

3663 Aiming at an accurate prediction of vibrational and electronic spectra for mediumâ€•toâ€•large molecules:
An overview. International Journal of Quantum Chemistry, 2016, 116, 1543-1574. 1.0 161

3664 Experimental and computational studies on the electronic excited states of nitrobenzene. Journal of
Quantitative Spectroscopy and Radiative Transfer, 2016, 184, 89-99. 1.1 12

3665 Study of Model Systems for Bilirubin and Bilin Chromophores: Determination and Modification of
Thermal and Photochemical Properties. Journal of Organic Chemistry, 2016, 81, 6292-6302. 1.7 12

3666 Fluorescence of a triple-stranded helicate iron(<scp>iii</scp>) complex from a novel bis-Î²-diketone
ligand: synthesis, structure and spectroscopic studies. CrystEngComm, 2016, 18, 6624-6631. 1.3 6

3667 Nonempirical range-separated hybrid functionals for solids and molecules. Physical Review B, 2016, 93,
. 1.1 125

3668 Charge-transfer optical absorption mechanism of DNA:Ag-nanocluster complexes. Physical Review E,
2016, 93, 052413. 0.8 6

3669 Stereoselective photoreaction in P-stereogenic dithiazolylbenzo[b]phosphole chalcogenides. New
Journal of Chemistry, 2016, 40, 10048-10055. 1.4 13

3670
A silver coordination cage assembled from [Ag<sub>2</sub>(bis(isoxazolyl))<sub>3</sub>]: DFT
approach to the binding forces within the hostâ€“guest interactions. RSC Advances, 2016, 6,
103346-103356.

1.7 4

3671 Performance of Hybrid DFT Compared to MP2 Methods in Calculating Nonlinear Optical Properties of
Divinylpyrene Derivative Molecules. Journal of Physical Chemistry A, 2016, 120, 8843-8852. 1.1 43

3672 Reparameterization of PM6 Applied to Organic Diradical Molecules. Journal of Physical Chemistry A,
2016, 120, 8750-8760. 1.1 16

3673 Benchmarking Quantum Chemical Methods for Optical Absorption in Boron Wheels. ACS Omega, 2016,
1, 578-585. 1.6 12

3674 Chenopodolans E and F, two new furopyrans produced by Phoma chenopodiicola and absolute
configuration determination of chenopodolan B. Tetrahedron, 2016, 72, 8502-8507. 1.0 10

3675 Effect of the Functional Groups of Racemic Rodlike Schiff Base Mesogens on the Stabilization of Blue
Phase in Binary Mixture Systems. Journal of Physical Chemistry B, 2016, 120, 12736-12754. 1.2 3

3676 Quantum chemical calculation of hole transport properties in crystalline polyethylene. IEEE
Transactions on Dielectrics and Electrical Insulation, 2016, 23, 3045-3052. 1.8 33

3677
DFT/TDâ€•DFT Studies of Metalâ€•Free Nâ€•Annulated Perylene Based Organic Sensitizers for Dyeâ€•Sensitized
Solar Cells: Is Thiophene Spacer Essential for Improving the DSSC Performance?. ChemistrySelect, 2016,
1, 5854-5862.

0.7 26

3678 Improving the Stability of Organic Semiconductors: Distortion Energy versus Aromaticity in
Substituted Bistetracene. Chemistry of Materials, 2016, 28, 8504-8512. 3.2 19



193

Citation Report

# Article IF Citations

3679 Optical absorption and electronic spectra of chlorophylls a and b. RSC Advances, 2016, 6,
109778-109785. 1.7 21

3680 Probing Electronic Wave Functions of Sodium-Doped Clusters: Dyson Orbitals, Anisotropy
Parameters, and Ionization Cross-Sections. Journal of Physical Chemistry A, 2016, 120, 9841-9856. 1.1 20

3681 Generalized Energy-Based Fragmentation Approach for Localized Excited States of Large Systems.
Journal of Physical Chemistry A, 2016, 120, 9667-9677. 1.1 28

3682 Theoretical Prediction on Photovoltaic Properties of 4Clâ€•BPPQ/PC<sub>61</sub>BM System via Density
Functional Theory Calculations. Chinese Journal of Chemistry, 2016, 34, 1143-1150. 2.6 8

3683
1H Î•ÎœR chemical shift assignment, structure and conformational elucidation of hypericin with the use
of DFT calculations â€“ The challenge of accurate positions of labile hydrogens. Tetrahedron, 2016, 72,
8287-8293.

1.0 20

3684
Are phosphide nano-cages better than nitride nano-cages? A kinetic, thermodynamic and non-linear
optical properties study of alkali metal encapsulated X<sub>12</sub>Y<sub>12</sub> nano-cages.
Journal of Materials Chemistry C, 2016, 4, 10919-10934.

2.7 122

3685 Wide blue phase range observed in simple binary mixture systems containing rodlike racemic biphenyl
mesogens with 2-octyloxy tails. RSC Advances, 2016, 6, 110898-110910. 1.7 4

3686 Low-lying electronic excitations of a water-soluble BODIPY: from the gas phase to the solvated
molecule. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 4

3687 Restricted-Open-Shell G4(MP2)-Type Procedures. Journal of Physical Chemistry A, 2016, 120, 9299-9304. 1.1 19

3688 Mechanistic insights into excited state intramolecular proton transfer in isolated and metal chelated
supramolecular chemosensors. Dalton Transactions, 2016, 45, 18921-18930. 1.6 10

3689 The Driving Force of Photoinduced Charge Separation in Metalâ€•Clusterâ€•Encapsulated
Triphenylamineâ€•[80]fullerenes. Chemistry - A European Journal, 2016, 22, 17305-17310. 1.7 5

3690 A Surface Nanocavity Structure of Bisphenol P on TiO<sub>2</sub> Showing Interfacial
Chargeâ€•Transfer Absorption. ChemistrySelect, 2016, 1, 5590-5593. 0.7 19

3691 Dynamic Conversion Between Seâ€“N Covalent and Noncovalent Interactions. Journal of Physical
Chemistry A, 2016, 120, 9081-9088. 1.1 11

3692 Optical Nature and Binding Energetics of Fluorescent Fluoride Sensor Bis(bora)calix[4]arene and
Design Strategies of Its Homologues. Journal of Physical Chemistry C, 2016, 120, 24324-24334. 1.5 10

3693 First-Principle Calculations of the Band Shapes of Singletâ€“Triplet Transitions. Journal of Physical
Chemistry C, 2016, 120, 24605-24614. 1.5 8

3694 A comparative study of porphyrin dye sensitizers YD2-o-C8, SM315 and SM371 for solar cells: the
electronic structures and excitation-related properties. European Physical Journal D, 2016, 70, 1. 0.6 10

3695 GPView: A program for wave function analysis and visualization. Journal of Molecular Graphics and
Modelling, 2016, 70, 305-314. 1.3 7

3696
Synthesis and Characterization of Copper Complexes with Cu<sup>I</sup>Cu<sup>I</sup>,
Cu<sup>1.5</sup>Cu<sup>1.5</sup>m and Cu<sup>II</sup>Cu<sup>II</sup> Core Structures Supported
by a Flexible Dipyridylamide Ligand. Inorganic Chemistry, 2016, 55, 11462-11472.

1.9 15



194

Citation Report

# Article IF Citations

3697 Strategy for Improved Photoconversion Efficiency in Thin Photoelectrode Films by Controlling
Ï€-Spacer Dihedral Angle. Journal of Physical Chemistry C, 2016, 120, 24655-24666. 1.5 24

3698 Electrostatic versus Resonance Interactions in Photoreceptor Proteins: The Case of Rhodopsin.
Journal of Physical Chemistry Letters, 2016, 7, 4547-4553. 2.1 25

3699
First-Principle Characterization of the Adsorption Configurations of Cyanoacrylic Dyes on
TiO<sub>2</sub> Film for Dye-Sensitized Solar Cells. Journal of Physical Chemistry A, 2016, 120,
8813-8822.

1.1 13

3700 Investigation into Biological Environments through (Non)linear Optics: A Multiscale Study of
Laurdan Derivatives. Journal of Chemical Theory and Computation, 2016, 12, 6169-6181. 2.3 25

3701 A method for controlling the synthesis of stable twisted two-dimensional conjugated molecules.
Nature Communications, 2016, 7, 11637. 5.8 60

3702 Atropisomerism in 3-arylthiazolidine-2-thiones. A combined dynamic NMR and dynamic HPLC study.
Organic and Biomolecular Chemistry, 2016, 14, 11137-11147. 1.5 19

3703 Voltage and capacity control of polyaniline based organic cathodes: An ab initio study. Journal of
Power Sources, 2016, 336, 126-131. 4.0 33

3704 Accidental degeneracy in the spiropyran radical cation: charge transfer between two orthogonal
rings inducing ultra-efficient reactivity. Physical Chemistry Chemical Physics, 2016, 18, 31244-31253. 1.3 10

3705 N-Phenylfluorubine: one functional dye â€“ chromophor, fluorophor, electron-acceptor and more. New
Journal of Chemistry, 2016, 40, 10100-10107. 1.4 8

3706 Computational design of ZnP(P)<sub>4</sub> stacks: Three modes of binding. Journal of Theoretical
and Computational Chemistry, 2016, 15, 1650043. 1.8 8

3707 DFT and TD-DFT calculation of new thienopyrazine-based small molecules for organic solar cells.
Chemistry Central Journal, 2016, 10, 67. 2.6 97

3708 Blue rhenium tricarbonyl DPPZ complexes â€“ low energy charge-transfer absorption at
tissue-penetrating wavelengths. Chemical Communications, 2016, 52, 12498-12501. 2.2 10

3709 Assessment of quantum chemical methods for the calculation of homolytic Nâ€“F bond dissociation
energies. Chemical Data Collections, 2016, 5-6, 28-35. 1.1 5

3710 Size-, electric-field- and frequency-dependent third-order nonlinear optical properties of
hydrogenated silicon nanoclusters. Scientific Reports, 2016, 6, 28067. 1.6 19

3711 Nonconventional Supramolecular Self-Assemblies of Zinc(II)-Salphen Building Blocks. European
Journal of Inorganic Chemistry, 2016, 2016, 5143-5151. 1.0 14

3712 Theoretical Exploration of Type I/Type II Dual Photoreactivity of Promising Ru(II) Dyads for PDT
Approach. Inorganic Chemistry, 2016, 55, 11185-11192. 1.9 57

3713 Theoretical Investigations of Optical Origins of Fluorescent Graphene Quantum Dots. Scientific
Reports, 2016, 6, 24850. 1.6 64

3714 Optical properties of acene molecules and pentacene crystal from the many-body Green's function
method. Physical Chemistry Chemical Physics, 2016, 18, 30777-30784. 1.3 32



195

Citation Report

# Article IF Citations

3715 Geometries, spectra and photoelectric properties of trifluorenylamine-based photoactive layer.
Molecular Physics, 2016, 114, 3518-3532. 0.8 2

3716 Electronic excitation and injection of Ru-N3 dye anchored to TiO2 surface. Computational and
Theoretical Chemistry, 2016, 1097, 8-14. 1.1 1

3717 Does the DFT Self-Interaction Error Affect Energies Calculated in Proteins with Large QM Systems?.
Journal of Chemical Theory and Computation, 2016, 12, 5667-5679. 2.3 14

3718 Advances in Quantum Mechanochemistry: Electronic Structure Methods and Force Analysis. Chemical
Reviews, 2016, 116, 14137-14180. 23.0 140

3719
Valence and Rydberg Excitations of 2,4- and 2,6-Difluorotoluene as Studied by Vacuum Ultraviolet
Synchrotron Radiation and ab Initio Calculations. Journal of Physical Chemistry A, 2016, 120,
8998-9007.

1.1 2

3720
Comparative study of singlet oxygen production by photosensitiser dyes encapsulated in silicone:
towards rational design of anti-microbial surfaces. Physical Chemistry Chemical Physics, 2016, 18,
28101-28109.

1.3 31

3721
On the possibility to accelerate the thermal isomerizations of overcrowded alkene-based rotary
molecular motors with electron-donating or electron-withdrawing substituents. Journal of
Molecular Modeling, 2016, 22, 219.

0.8 7

3722 Use of Quantum Theory of Atoms in Molecules in the Search for Appropriate Hydrogen Atom
Locations in X-ray Diffraction Based Studies. Crystal Growth and Design, 2016, 16, 6841-6848. 1.4 8

3723 Interactions between 2,4-bis-pteridine-1,5-benzodiazepine and group 12 dihalides: synthesis, spectral and
XRD structural studies and theoretical calculations. Dalton Transactions, 2016, 45, 17896-17909. 1.6 5

3724
Theoretical and experimental study of donor-bridge-acceptor system: model
2-[5-(9H-fluoren-9-ylidenemethyl)thiophen-2-yl]-1,3,4-oxadiazole derivatives. Monatshefte FÃ¼r Chemie,
2016, 147, 2103-2112.

0.9 2

3725 Controlling light absorption and photoelectric properties of coumarin-triphenylaminedye by
different acceptor functional groups. Journal of Molecular Modeling, 2016, 22, 277. 0.8 2

3726
Computational calculations of substitution pattern effects on the optical properties of
benzobis(thiadiazole) derivatives as near-infrared-emitting organic compounds. Computational and
Theoretical Chemistry, 2016, 1098, 31-40.

1.1 4

3727 Synthesis, X-ray Structures, Electronic Properties, and O<sub>2</sub>/NO Reactivities of Thiol
Dioxygenase Active-Site Models. Inorganic Chemistry, 2016, 55, 11839-11853. 1.9 23

3728
Second-Order Nonlinear Optical Responses and Concaveâ€“Convex Interactions of Size-Selective
Fullerenes/Corannulene Recognition Pairs: The Effect of Fullerene Size. Journal of Physical Chemistry
C, 2016, 120, 26034-26043.

1.5 8

3729 Monosubstituted Dibenzofulvene-Based Luminogens: Aggregation-Induced Emission Enhancement and
Dual-State Emission. Journal of Physical Chemistry C, 2016, 120, 26556-26568. 1.5 61

3730 Charged Particle Imaging of the Deprotonated Octatrienoic Acid Anion: Evidence for a Photoinduced
Cyclization Reaction. Journal of Physical Chemistry Letters, 2016, 7, 4635-4640. 2.1 9

3731 D-A-Ï€-A Motif Quinoxaline-Based Sensitizers with High Molar Extinction Coefficient for
Quasi-Solid-State Dye-Sensitized Solar Cells. ACS Applied Materials &amp; Interfaces, 2016, 8, 31016-31024. 4.0 46

3732 Madelung and Hubbard interactions in polaron band model of doped organic semiconductors. Nature
Communications, 2016, 7, 11948. 5.8 66



196

Citation Report

# Article IF Citations

3733 A DFT kinetic study on 1,3-dipolar cycloaddition reactions in solution. Physical Chemistry Chemical
Physics, 2016, 18, 30815-30823. 1.3 32

3735 Density functional study of molecular interactions in secondary structures of proteins. Biophysics
and Physicobiology, 2016, 13, 27-35. 0.5 17

3736 Absorption and Emission Spectra of Anthracene-9-Carboxylic Acid in Solution Within the Polarizable
Continuum Model. Advances in Quantum Chemistry, 2016, 72, 61-94. 0.4 2

3737 Generalization of Dielectric-Dependent Hybrid Functionals to Finite Systems. Physical Review X, 2016, 6,
. 2.8 49

3738
Competition for water between protein (from Haloferax mediterranei) and cations $$hbox {Na}^+$$
Na + and $$hbox {K}^+$$ K + : a quantum approach to problem. Theoretical Chemistry Accounts, 2016,
135, 1.

0.5 4

3739 Computing dispersive, polarizable, and electrostatic shifts of excitation energy in supramolecular
systems: PTCDI crystal. Journal of Chemical Physics, 2016, 145, 094109. 1.2 3

3740 Theoretical study on monometallic cyanide cluster fullerenes YCN@C<sub>72</sub>. International
Journal of Quantum Chemistry, 2016, 116, 438-443. 1.0 4

3741 Highâ€•Energy Longâ€•Lived Mixed Frenkelâ€“Chargeâ€•Transfer Excitons: From Double Stranded
(AT)<sub><i>n</i></sub> to Natural DNA. Chemistry - A European Journal, 2016, 22, 4904-4914. 1.7 17

3742 Analysis of a Compound Class with Triplet States Stabilized by Potentially Baird Aromatic
[10]Annulenyl Dicationic Rings. Chemistry - A European Journal, 2016, 22, 2793-2800. 1.7 30

3743
Highly efficient implementation of pseudospectral timeâ€•dependent densityâ€•functional theory for the
calculation of excitation energies of large molecules. Journal of Computational Chemistry, 2016, 37,
1425-1441.

1.5 29

3744
Theoretical Investigation of the Effect of N Substitution in C<sup>^</sup>N and N<sup>^</sup>N
Heteroaromatic Ligands on the Photophysical Properties of Two Series of Iridium(III) Carbene
Complexes. European Journal of Inorganic Chemistry, 2016, 2016, 1541-1547.

1.0 9

3745 Vibrationally Resolved Absorption and Fluorescence Spectra of Firefly Luciferin: A Theoretical
Simulation in the Gas Phase and in Solution. Photochemistry and Photobiology, 2016, 92, 552-560. 1.3 10

3746 Silver-Lactoferrin Nanocomplexes as a Potent Antimicrobial Agent. Journal of the American Chemical
Society, 2016, 138, 7899-7909. 6.6 73

3747 The absorption and emission spectra in solution of oligothiophene-based pushâ€“pull biomarkers: a
PCM/TD-DFT vibronic study. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 5

3748 Ethynyl substitution effect on the electronic excitation spectra of aniline. Chemical Research in
Chinese Universities, 2016, 32, 268-271. 1.3 0

3749
Alkyl chain length dependence of the charge-transfer, recombination and electron diffusion length
on the photovoltaic performance in double donor-acceptor-based organic dyes for dye sensitized
solar cells. Dyes and Pigments, 2016, 133, 161-172.

2.0 30

3750
An External Electric Field Manipulated Second-Order Nonlinear Optical Switch of an Electride
Molecule: A Long-Range Electron Transfer Forms a Lone Excess Electron Pair and Quenches Singlet
Diradical. Journal of Physical Chemistry C, 2016, 120, 13656-13666.

1.5 50

3751 Neutral zero-valent s-block complexes with strong multiple bonding. Nature Chemistry, 2016, 8,
890-894. 6.6 180



197

Citation Report

# Article IF Citations

3752 First-principles simulation of light propagation and exciton dynamics in metal cluster
nanostructures. Applied Physics B: Lasers and Optics, 2016, 122, 1. 1.1 2

3753
Prediction of Excited-State Energies and Singletâ€“Triplet Gaps of Charge-Transfer States Using a
Restricted Open-Shell Kohnâ€“Sham Approach. Journal of Chemical Theory and Computation, 2016, 12,
3353-3359.

2.3 74

3754 Fine tuning of molecular and supramolecular properties of simple trianglimines â€“ the role of the
functional group. RSC Advances, 2016, 6, 53358-53369. 1.7 17

3755 Tetraphenylethene end-capped diketopyrrolopyrrole fluorogens with AIE and large two-photon
absorption cross-sections features and application in bioimaging. Dyes and Pigments, 2016, 133, 201-213. 2.0 33

3756 Metal-free bipolar/octupolar organic dyes for DSSC application: A combined experimental and
theoretical approach. Organic Electronics, 2016, 36, 177-184. 1.4 24

3757 Synthesis, structure and antiproliferative activity of chiral polyamines based on a 2-azanorbornane
skeleton. Tetrahedron: Asymmetry, 2016, 27, 753-758. 1.8 10

3758 Halogenated (F, Cl, Br, or I) Diphenylhexatrienes: Crystal Structures, Fluorescence Spectroscopic
Properties, and Quantum Chemical Calculations. Crystal Growth and Design, 2016, 16, 4060-4071. 1.4 18

3759 The quest for rationalizing the magnetism in purely organic semiquinone-bridged bisdithiazolyl
molecular magnets. Physical Chemistry Chemical Physics, 2016, 18, 20738-20749. 1.3 10

3760
Tuning Up an Electronic Structure of the Subphthalocyanine Derivatives toward Electron-Transfer
Process in Noncovalent Complexes with C<sub>60</sub> and C<sub>70</sub> Fullerenes:
Experimental and Theoretical Studies. Inorganic Chemistry, 2016, 55, 9549-9563.

1.9 36

3761
First principles optimally tuned range-separated density functional theory for prediction of
phosphorusâ€“hydrogen spinâ€“spin coupling constants. Physical Chemistry Chemical Physics, 2016, 18,
18431-18440.

1.3 29

3762
Polarizabilities of Ï€-Conjugated Chains Revisited: Improved Results from Broken-Symmetry
Range-Separated DFT and New CCSD(T) Benchmarks. Journal of Chemical Theory and Computation, 2016,
12, 3593-3602.

2.3 75

3763 A QM/MM Approach Using the AMOEBA Polarizable Embedding: From Ground State Energies to
Electronic Excitations. Journal of Chemical Theory and Computation, 2016, 12, 3654-3661. 2.3 136

3764 Structural and thermodynamic aspects of Li n @C x endohedral metallofullerenes: a DFT approach.
Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 9

3765
Crystal structure, spectroscopic investigations and quantum chemical calculation studies of
(3aR,6S,7aR)-7a-bromo-6-methyl-2-[(4-methylphenyl)sulfonyl]-1,2,3,6,7,7a-hexahydro-3a,6-epoxyisoindole: A
combined experimental and theoretical studies. Journal of Molecular Structure, 2016, 1123, 213-224.

1.8 4

3766 Towards elucidating the photochemistry of the sunscreen filter ethyl ferulate using time-resolved
gas-phase spectroscopy. Faraday Discussions, 2016, 194, 709-729. 1.6 31

3767 Long-living optical gain induced by solvent viscosity in a pushâ€“pull molecule. Physical Chemistry
Chemical Physics, 2016, 18, 18289-18296. 1.3 8

3768 Effects of different functional groups on the optical and charge transport properties of copolymers
for polymer solar cells. RSC Advances, 2016, 6, 61809-61820. 1.7 20

3769 Theoretical study on the structureâ€“property relationship of Dâ€“Aâ€“Ï€â€“A-type dye-sensitized solar cells:
Ï€-bridge and the side alkyl chain. Canadian Journal of Chemistry, 2016, 94, 794-801. 0.6 0



198

Citation Report

# Article IF Citations

3770 â€œClickâ€• polymerization: A convenient strategy to prepare designer fullerene materials. Materials and
Design, 2016, 108, 34-41. 3.3 16

3771 Absorption Band Shapes of a Pushâ€“Pull Dye Approaching the Cyanine Limit: A Challenging Case for
First Principle Calculations. Journal of Physical Chemistry A, 2016, 120, 5581-5589. 1.1 31

3772 Fluorescent Carbon Nanotube Defects Manifest Substantial Vibrational Reorganization. Journal of
Physical Chemistry C, 2016, 120, 11268-11276. 1.5 68

3773 Impact of the Kohnâ€“Sham Delocalization Error on the 4f Shell Localization and Population in
Lanthanide Complexes. Journal of Chemical Theory and Computation, 2016, 12, 3109-3121. 2.3 49

3774 Light-Induced Ring-Closing Dynamics of a Hydrogen-Bonded Adduct of Benzo[1,3]oxazine in Protic
Solvents. Journal of Physical Chemistry C, 2016, 120, 598-605. 1.5 10

3775
Surface-Enhanced Raman Scattering Due to Charge-Transfer Resonances: A Time-Dependent Density
Functional Theory Study of Ag<sub>13</sub>-4-Mercaptopyridine. Journal of Physical Chemistry C,
2016, 120, 20721-20735.

1.5 31

3776 Thermolysis biradical mechanisms in endoperoxides: A challenge for density functional theory?.
Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 4

3777 Electrocatalytic dechlorination of chloropicolinic acid mixtures by using palladium-modified metal
cathodes in aqueous solutions. Electrochimica Acta, 2016, 210, 762-772. 2.6 43

3778 Theoretical studies on oxidation-switchable second-order nonlinear optical responses of
Metallosalen-Keggin polyoxometalate derivatives. RSC Advances, 2016, 6, 53438-53443. 1.7 3

3779 Conformational stability of oligoferrocene oligoamide foldamers. Journal of Organometallic
Chemistry, 2016, 821, 19-24. 0.8 2

3780 Photodissociation spectrum and structure of Au4+Â·H2O clusters. International Journal of Mass
Spectrometry, 2016, 402, 49-56. 0.7 15

3781 Structural and spectroscopic properties of econazole and sulconazole â€“ Experimental and
theoretical studies. Journal of Molecular Structure, 2016, 1119, 250-258. 1.8 11

3782 Strong Dipolar Effects on an Octupolar Luminiscent Chromophore: Implications on their Linear and
Nonlinear Optical Properties. Journal of Physical Chemistry A, 2016, 120, 4314-4324. 1.1 11

3783 Theoretical modeling and molecular level insights into the corrosion inhibition activity of
2-amino-1,3,4-thiadiazole and its 5-alkyl derivatives. Journal of Molecular Liquids, 2016, 221, 579-602. 2.3 80

3784 Excitonic Properties of Ordered Metal Nanocluster Arrays: 2D Silver Clusters at Multiporphyrin
Templates. Journal of Physical Chemistry A, 2016, 120, 4465-4472. 1.1 7

3785 Spirooxazine-Fulgide Biphotochromic Molecular Switches with Nonlinear Optical Responses across
Four States. Journal of Physical Chemistry C, 2016, 120, 14840-14853. 1.5 37

3786
A Fluorescent Polymer Probe with High Selectivity toward Vascular Endothelial Cells for and beyond
Noninvasive Two-Photon Intravital Imaging of Brain Vasculature. ACS Applied Materials &amp;
Interfaces, 2016, 8, 17047-17059.

4.0 20

3787 Chromophore interactions leading to different absorption spectra in mNeptune1 and mCardinal red
fluorescent proteins. Physical Chemistry Chemical Physics, 2016, 18, 16964-16976. 1.3 9



199

Citation Report

# Article IF Citations

3788 Î±-d-Glucopyranose Adsorption on a Pd30 Cluster Supported on Boron Nitride Nanotube. Topics in
Catalysis, 2016, 59, 1178-1184. 1.3 10

3789 A highly selective fluorescent chemosensor for Mg2+ ion in aqueous solution using density function
theory calculations. Journal of Molecular Structure, 2016, 1123, 111-115. 1.8 35

3790
Structure and Frontier Molecular Orbital (FMO) energies of Î±-Keggin-type polyoxometalate
[PW12O40]3âˆ’: A systematical study with different functionals of density functional theory.
Computational and Theoretical Chemistry, 2016, 1089, 28-34.

1.1 9

3791 Atomic Resolution Insights into the Structural Aggregations and Optical Properties of Neat
Imidazolium-Based Ionic Liquids. Journal of Physical Chemistry B, 2016, 120, 6721-6729. 1.2 5

3792
A quantum chemical study on the remarkable nonlinear optical and electronic characteristics of
boron nitride nanoclusters by complexation via lithium atom. Journal of Molecular Liquids, 2016, 221,
443-451.

2.3 32

3793 Steric Effects Govern the Photoactivation of Phytochromes. ChemPhysChem, 2016, 17, 954-957. 1.0 26

3794 Stability and Nonlinear Optical Response of Alkalides that Contain a Completely Encapsulated
Superalkali Cluster. ChemPhysChem, 2016, 17, 2672-2678. 1.0 39

3795 Study of Donorâ€“Acceptorâ€“Ï€â€“Acceptor Architecture Sensitizers with Benzothiazole Acceptor for
Dyeâ€•Sensitized Solar Cells. Energy Technology, 2016, 4, 458-468. 1.8 8

3796
Spinâ€•orbit <scp>ZORA</scp> and fourâ€•component <scp>D</scp>iracâ€“<scp>C</scp>oulomb estimation of
relativistic corrections to isotropic nuclear shieldings and chemical shifts of noble gas dimers.
Journal of Computational Chemistry, 2016, 37, 395-403.

1.5 14

3797
Theoretical study of excited states of <scp>DNA</scp> base dimers and tetramers using optimally
tuned rangeâ€•separated density functional theory. Journal of Computational Chemistry, 2016, 37,
684-693.

1.5 30

3798 Theoretical Characterizations on Charge Transfer Excitations in Solution by Timeâ€•Dependent Density
Functional Theory A Case Study. Journal of the Chinese Chemical Society, 2016, 63, 465-471. 0.8 4

3799 The choice of appropriate density functional for the calculation of static first hyperpolarizability of
azochromophores and stacking dimers. International Journal of Quantum Chemistry, 2016, 116, 103-112. 1.0 16

3800 New insights into the vibrational and optical signatures of trans-stilbene via integrated experimental
and quantum mechanical approaches. Physical Chemistry Chemical Physics, 2016, 18, 19378-19385. 1.3 9

3801 Distorted tetrahedral nickel-nitrosyl complexes: spectroscopic characterization and electronic
structure. Journal of Biological Inorganic Chemistry, 2016, 21, 757-775. 1.1 25

3802 Computational Studies on Structural, Excitation, and Charge-Transfer Properties of
Ureidopeptidomimetics. Journal of Physical Chemistry B, 2016, 120, 6469-6478. 1.2 9

3803 Phosphorescent Nanocluster Lightâ€•Emitting Diodes. Advanced Materials, 2016, 28, 320-326. 11.1 67

3804 Positioning a Carbonâ€“Fluorine Bond over the Ï€â€…Cloud of an Aromatic Ring: A Different Type of Arene
Activation. Angewandte Chemie, 2016, 128, 8406-8409. 1.6 11

3805 <i>N</i>â€•Bocâ€•Indolylbenzothiadiazole Derivatives: Efficient Fullâ€•Color Solidâ€•State Fluorescence and
Selfâ€•Recovering Mechanochromic Luminescence. Chemistry - an Asian Journal, 2016, 11, 1963-1970. 1.7 50



200

Citation Report

# Article IF Citations

3806 Quantum Mechanical and Experimental Validation that Cyclobis(paraquatâ€•<i>p</i>â€•phenylene) Forms a
1:1 Inclusion Complex with Tetrathiafulvalene. Chemistry - A European Journal, 2016, 22, 2736-2745. 1.7 9

3807
Highly Convergent Synthesis of Intensively Blue Emissive Furo[2,3â€•<i>c</i>]isoquinolines by a
Palladiumâ€•Catalyzed Cyclization Cascade of Unsaturated Ugi Products. Chemistry - A European Journal,
2016, 22, 2020-2031.

1.7 30

3808 Computational study on donorâ€“acceptor optical markers for Alzheimer's disease: a game of charge
transfer and electron delocalization. Physical Chemistry Chemical Physics, 2016, 18, 11634-11643. 1.3 9

3809 Effect of Protonation upon Electronic Coupling in the Mixed Valence and Mixed Protonated Complex,
[Ni(2,3-pyrazinedithiol)<sub>2</sub>]. Inorganic Chemistry, 2016, 55, 1433-1445. 1.9 25

3810
Theoretical Insights into the Phosphorescence Quantum Yields of Cyclometalated (C<sup>âˆ§</sup>C*)
Platinum(II) NHC Complexes: Ï€-Conjugation Controls the Radiative and Nonradiative Decay Processes.
Journal of Physical Chemistry C, 2016, 120, 3462-3471.

1.5 48

3811
Theoretical insight into the enhanced hindrance, thermal stability and optical properties of
diarylethene with a benzobis(thiadiazole) bridge and benzothiophene rings. Dyes and Pigments, 2016,
125, 348-355.

2.0 10

3812
Design, Synthesis, and Proticity Inclined Conformational Modulation in a Highly Fluorescent
Bichromophoric Naphthalimide Derivative: Hint Directed from RICT Perspective. Journal of Physical
Chemistry A, 2016, 120, 1000-1011.

1.1 16

3813 TD-DFT based fine-tuning of molecular excitation energies using evolutionary algorithms. RSC
Advances, 2016, 6, 3661-3670. 1.7 4

3814
Benchmarking DFT and semi-empirical methods for a reliable and cost-efficient computational
screening of benzofulvene derivatives as donor materials for small-molecule organic solar cells.
Journal of Physics Condensed Matter, 2016, 28, 074005.

0.7 34

3815 DFTB/PCM Applied to Ground and Excited State Potential Energy Surfaces. Journal of Physical
Chemistry A, 2016, 120, 771-784. 1.1 16

3816 Ill-advised self-interaction contribution in modelling anionic attack along a reaction path. Molecular
Physics, 2016, 114, 1066-1075. 0.8 3

3817 Calculation of Zn, Cd, Hg adsorption on graphene with incremental CCSD(T) and range-separated
hybrid DFT*. Molecular Physics, 2016, 114, 1098-1109. 0.8 1

3818 A study on the interactions of amino acids with nitrogen doped graphene; docking, MD simulation,
and QM/MM studies. Physical Chemistry Chemical Physics, 2016, 18, 4352-4361. 1.3 17

3819 Flavonolâ€“carbon nanostructure hybrid systems: a DFT study on the interaction mechanism and UV/Vis
features. Physical Chemistry Chemical Physics, 2016, 18, 4760-4771. 1.3 7

3820 Cyclometalated gold(<scp>iii</scp>) trioxadiborrin complexes: studies of the bonding and excited
states. Dalton Transactions, 2016, 45, 3820-3830. 1.6 10

3821 Comparative density functional theory and density functional tight binding study of 2-anthroic acid
on TiO2. Chemical Physics Letters, 2016, 643, 16-20. 1.2 14

3822 Surface study and sensing activity of nanotubular indium trioxide to NH3, H2S, NO2 and CO
environmental pollutants. Applied Surface Science, 2016, 363, 421-431. 3.1 5

3823 Theoretical study on the neutral and ionic Cu(I) phosphorescent complexes with
2-(2â€²-quinolyl)benzimidazole and phosphine mixed ligand. Organic Electronics, 2016, 31, 111-119. 1.4 9



201

Citation Report

# Article IF Citations

3824 Excited-State and Two-Photon Absorption in Salicylidene Molecules: The Role of Zn(II) Planarization.
Journal of Physical Chemistry C, 2016, 120, 4032-4039. 1.5 17

3825 Computational prediction of electronic excited-state structures and properties of 2,4-dinitroanisole
(DNAN). Structural Chemistry, 2016, 27, 1143-1148. 1.0 3

3826
Theoretical estimation of kinetic parameters for nucleophilic substitution reactions in solution: an
application of a solution translational entropy model. Physical Chemistry Chemical Physics, 2016, 18,
6182-6190.

1.3 30

3827 Electronic structure and spectral properties of aurones as visible range fluorescent probes: a
DFT/TDDFT study. RSC Advances, 2016, 6, 7002-7010. 1.7 28

3828 Axial, Helical, and Planar Chirality in Directly Linked Basket-Handle Porphyrin Arrays. Journal of
Organic Chemistry, 2016, 81, 1075-1088. 1.7 17

3829 Spectroscopic and Thermodynamic Study of Chrysin and Quercetin Complexes with Cu(II). Journal of
Chemical &amp; Engineering Data, 2016, 61, 987-995. 1.0 33

3830 From C<sub>60</sub> to Infinity: Large-Scale Quantum Chemistry Calculations of the Heats of
Formation of Higher Fullerenes. Journal of the American Chemical Society, 2016, 138, 1420-1429. 6.6 32

3831 Quantum chemical study of dissociative electron attachment to d -ribose and d -fructose.
Computational and Theoretical Chemistry, 2016, 1075, 70-76. 1.1 4

3832 Transition Metal Complexes of Calix[4]arene: Theoretical Investigations into Small Guest Binding
within the Host Cavity. Journal of Physical Chemistry A, 2016, 120, 824-839. 1.1 18

3833 Theoretical study on photophysical properties of 3â€²-hydroxyechinenone and the effects of
interactions with orange carotenoid protein. Chemical Physics Letters, 2016, 647, 95-102. 1.2 5

3834 Two-photon absorption of ligand-protected Ag<sub>15</sub> nanoclusters. Towards a new class of
nonlinear optics nanomaterials. Physical Chemistry Chemical Physics, 2016, 18, 12404-12408. 1.3 31

3835 Structure, NMR and Electronic Spectra of [<i>m.n</i>]Paracyclophanes with Varying Bridges Lengths
(<i>m, n = </i>2â€“4). Journal of Physical Chemistry A, 2016, 120, 724-736. 1.1 10

3836 Doping Effects in the Charge Transport of Grapheneâ€“Porphyrins. Journal of Physical Chemistry C,
2016, 120, 2013-2026. 1.5 12

3837 Shifting UV-vis absorption spectrum through rational structural modifications of zinc porphyrin
photoactive compounds. RSC Advances, 2016, 6, 15345-15353. 1.7 17

3838
Exploring excited state properties of 7-hydroxy and 7-methoxy 4-methycoumarin: a combined
time-dependent density functional theory/effective fragment potential study. New Journal of
Chemistry, 2016, 40, 2211-2219.

1.4 4

3839 Molecular structure, linear and nonlinear optical properties of some cyclic phosphazenes: A
theoretical investigation. Journal of Molecular Structure, 2016, 1106, 343-351. 1.8 23

3840 Theoretical studies of the global minima and polarizabilities of small lithium clusters. Chemical
Physics Letters, 2016, 644, 235-242. 1.2 13

3841 Design of new disulfide-based organic compounds for the improvement of self-healing materials.
Physical Chemistry Chemical Physics, 2016, 18, 1758-1770. 1.3 139



202

Citation Report

# Article IF Citations

3842 Cytisine basicity, solvation, log P , and log D theoretical determination as tool for bioavailability
prediction. Journal of Molecular Graphics and Modelling, 2016, 63, 15-21. 1.3 20

3843 TDDFT studies on the chiroptical properties of a chiral inorganic polythioanion MÃ¶bius strip.
Inorganic Chemistry Frontiers, 2016, 3, 86-91. 3.0 2

3844 Mechanistic study of bismuth-catalyzed direct benzylation of 2,4-pentanediones: the case of BiCl3 and
generalization. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 1

3845 Benzoindoliumâ€“triarylborane conjugates: a ratiometric fluorescent chemodosimeter for the
detection of cyanide ions in aqueous medium. Dalton Transactions, 2016, 45, 5014-5020. 1.6 34

3846
First principles study of organic sensitizers for dye sensitized solar cells: effects of anchoring
groups on optoelectronic properties and dye aggregation. Physical Chemistry Chemical Physics, 2016,
18, 1071-1081.

1.3 39

3847
Luminescent Metalâ€“Organic Complexes of Pyrene or Anthracene Chromophores: Energy Transfer
Assisted Amplified Exciplex Emission and Al<sup>3+</sup> Sensing. Crystal Growth and Design, 2016, 16,
82-91.

1.4 44

3848 Mechanistic studies of the photo-electrochemical hydrogen evolution reaction on
poly(2,2â€²-bithiophene). Catalysis Science and Technology, 2016, 6, 3253-3262. 2.1 13

3849 Solvent Polarity Tunes the Barrier Height for Twisted Intramolecular Charge Transfer in
<i>N</i>-Pyrrolobenzonitrile (PBN). Journal of Physical Chemistry A, 2016, 120, 14-27. 1.1 15

3850 Sequential Proton Coupled Electron Transfer (PCET): Dynamics Observed over 8 Orders of Magnitude
in Time. Journal of the American Chemical Society, 2016, 138, 4401-4407. 6.6 21

3851 Properties and reactivity of nucleic acids relevant to epigenomics, transcriptomics, and therapeutics.
Chemical Society Reviews, 2016, 45, 2637-2655. 18.7 34

3852 Theoretical study of the adsorption of Cs, Cs+, I, Iâˆ’, and CsI on C60 fullerene. Journal of Nuclear
Science and Technology, 2016, 53, 1489-1493. 0.7 7

3853 The DMDO Hydroxylation of Hydrocarbons via the Oxygen Rebound Mechanism. Journal of Physical
Chemistry A, 2016, 120, 840-850. 1.1 13

3854 Second Generation of Diketopyrrolopyrrole Dyes for NiO-Based Dye-Sensitized Solar Cells. Journal of
Physical Chemistry C, 2016, 120, 7923-7940. 1.5 77

3855 Bay-Extended, Distorted Perylene Esters Showing Visible Luminescence after Ultraviolet Excitation:
Photophysical and Electrochemical Analysis. Journal of Physical Chemistry C, 2016, 120, 7839-7848. 1.5 24

3856 Chromogenesis-based Resonance Raman molecular sensor for reactive oxygen species. Dyes and
Pigments, 2016, 130, 162-167. 2.0 6

3857 Ligand Exchange Reaction of Au(I) R-N-Heterocyclic Carbene Complexes with Cysteine. Journal of
Physical Chemistry A, 2016, 120, 2250-2259. 1.1 26

3858
Crystal structure, computational studies, and stereoselectivity in the synthesis of
2-aryl-thiazolidine-4-carboxylic acids via <i>inÂ situ</i> imine intermediate. Journal of Sulfur Chemistry,
2016, 37, 401-425.

1.0 11

3859
Structureâ€“Property Relationships in CO<sub>2</sub>-philic (Co)polymers: Phase Behavior,
Self-Assembly, and Stabilization of Water/CO<sub>2</sub> Emulsions. Chemical Reviews, 2016, 116,
4125-4169.

23.0 64



203

Citation Report

# Article IF Citations

3860 Heterobimetallic <i>N</i>-Heterocyclic Carbene Complexes: A Synthetic, Spectroscopic, and
Theoretical Study. Inorganic Chemistry, 2016, 55, 6882-6891. 1.9 40

3861 On the ultrafast charge migration dynamics in isolated ionized halogen, chalcogen, pnicogen, and
tetrel bonded clusters. Chemical Physics, 2016, 472, 61-71. 0.9 12

3862 Platinum anti-cancer drugs: Free radical mechanism of Pt-DNA adduct formation and anti-neoplastic
effect. Free Radical Biology and Medicine, 2016, 95, 216-229. 1.3 50

3863 Nonlinear optical properties of curcumin: solvatochromism-based approach and computational study.
Molecular Physics, 2016, 114, 1867-1879. 0.8 51

3864 Exploring the limits of recent exchangeâ€“correlation functionals in modeling lithium/benzene
interaction. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 26

3865
Four-Component Damped Density Functional Response Theory Study of UV/Vis Absorption Spectra and
Phosphorescence Parameters of Group 12 Metal-Substituted Porphyrins. Journal of Chemical Theory
and Computation, 2016, 12, 2324-2334.

2.3 9

3866 Introducing QMC/MMpol: Quantum Monte Carlo in Polarizable Force Fields for Excited States.
Journal of Chemical Theory and Computation, 2016, 12, 1674-1683. 2.3 28

3867 Gaussian-based range-separation approach on Hartreeâ€“Fock exchange interaction and second-order
perturbation theory. Chemical Physics Letters, 2016, 647, 132-138. 1.2 3

3868 Predicting <sup>17</sup>O NMR chemical shifts of polyoxometalates using density functional theory.
Physical Chemistry Chemical Physics, 2016, 18, 8235-8241. 1.3 4

3869
Interaction of <scp>l</scp>-proline with group IIB (Zn<sup>2+</sup>, Cd<sup>2+</sup>,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 387 Td (Hg<sup>2+</sup>) metal cations in the gas and aqueous phases: a quantum computational study.

Canadian Journal of Chemistry, 2016, 94, 501-508.
0.6 6

3870 Second- and third-order nonlinear optical properties of unsubstituted and mono-substituted
chalcones. Chemical Physics Letters, 2016, 648, 91-96. 1.2 57

3871
Theoretical study of bis(N-(5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)ethanimidamidato)M complexes (M) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 307 Td (= Co, Ni, Cu, Zn, Pd, Cd): Structural, electronic and optical properties. Computational and Theoretical

Chemistry, 2016, 1080, 16-22.
1.1 1

3872 Deactivation pathways of thiophene and oligothiophenes: internal conversion versus intersystem
crossing. Physical Chemistry Chemical Physics, 2016, 18, 7903-7915. 1.3 38

3873
Computing UV/vis spectra using a combined molecular dynamics and quantum chemistry approach:
bis-triazin-pyridine (BTP) ligands studied in solution. Physical Chemistry Chemical Physics, 2016, 18,
7728-7736.

1.3 21

3874 Broad temperature range of cubic blue phase present in simple binary mixture systems containing
rodlike Schiff base mesogens with tolane moiety. Soft Matter, 2016, 12, 3110-3120. 1.2 11

3875 Ionisation and (de-)protonation energies of gas-phase amino acids from an optimally tuned
range-separated hybrid functional. Molecular Physics, 2016, 114, 1218-1224. 0.8 11

3876 The Influence of the Ï€-Conjugated Spacer on Photophysical Properties of Difluoroboranyls Derived
from Amides Carrying a Donor Group. Journal of Organic Chemistry, 2016, 81, 2280-2292. 1.7 45

3877 Synthesis and conformation of a novel fluoresceinâ€“Zn-porphyrin dyad and intramolecular energy
transfer. New Journal of Chemistry, 2016, 40, 3843-3856. 1.4 17



204

Citation Report

# Article IF Citations

3878 Theoretical study of chlordecone and surface groups interaction in an activated carbon model under
acidic and neutral conditions. Journal of Molecular Graphics and Modelling, 2016, 65, 83-93. 1.3 20

3879 Evaluation of Range-Corrected Density Functionals for the Simulation of Pyridinium-Containing
Molecular Crystals. Journal of Physical Chemistry A, 2016, 120, 939-947. 1.1 23

3880
One- and two-photon activity of diketopyrrolopyrrole-Zn-porphyrin conjugates: linear and quadratic
density functional response theory applied to model systems. Theoretical Chemistry Accounts, 2016,
135, 1.

0.5 4

3881 Experimental and computational studies of 4-(Trifluoromethyl)pyridine-2-carboxylic acid. Journal of
Molecular Structure, 2016, 1111, 55-60. 1.8 8

3882 Gauging the Performance of Density Functionals for Lanthanide-Containing Molecules. Journal of
Chemical Theory and Computation, 2016, 12, 1259-1266. 2.3 39

3883
Spectroscopic and TD-DFT studies on the turn-off fluorescent chemosensor based on anthraldehyde
N(4) cyclohexyl thiosemicarbazone for the selective recognition of fluoride and copper ions.
Polyhedron, 2016, 109, 7-18.

1.0 43

3884 Dipole properties of PH3, PF3, PF5, PCl3, SiCl4, GeCl4, and SnCl4. Molecular Physics, 2016, 114, 1657-1663. 0.8 4

3885 Investigating the role of the Ï€-bridge characteristics in donorâ€“Ï€-spacerâ€“acceptor type dyes for solar
cell application: a theoretical study. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 5

3886 Electronic Structure Properties of Two-Dimensional Ï€-Conjugated Polymers. Macromolecules, 2016,
49, 1305-1312. 2.2 32

3887 Plasmon-enhanced two-photon-induced isomerization for highly-localized light-based actuation of
inorganic/organic interfaces. Nanoscale, 2016, 8, 4194-4202. 2.8 16

3888 Theoretical study and design of highly efficient platinum(<scp>ii</scp>) complexes bearing
tetradentate ligands for OLED. RSC Advances, 2016, 6, 11648-11656. 1.7 37

3889 Distinct molecule adsorption behaviors on warped nanographene C80H30: A theoretical study.
Carbon, 2016, 100, 428-434. 5.4 20

3890 Computational design of benzo [1,2-b:4,5-bâ€²] dithiophene based thermally activated delayed fluorescent
materials. Dyes and Pigments, 2016, 127, 189-196. 2.0 9

3891 Computer Modeling of Halogen Bonds and Other Ïƒ-Hole Interactions. Chemical Reviews, 2016, 116,
5155-5187. 23.0 537

3892
Supramolecular complexes involving non-symmetric viologen cations and
hexacyanoferrate(<scp>ii</scp>) anions. A spectroscopic, crystallographic and computational study.
RSC Advances, 2016, 6, 575-585.

1.7 17

3893 Effect of polyfluorination on self-assembling and electronic properties of thioalkyl-porphyrazines.
Journal of Porphyrins and Phthalocyanines, 2016, 20, 223-233. 0.4 15

3894 A comparative IR/Raman, X-ray and computational study of diethylzinc pyridine complexes. Journal of
Organometallic Chemistry, 2016, 806, 77-82. 0.8 7

3895 Helquat Dyes: Helicene-like Pushâ€“Pull Systems with Large Second-Order Nonlinear Optical Responses.
Journal of Organic Chemistry, 2016, 81, 1912-1920. 1.7 60



205

Citation Report

# Article IF Citations

3896
Spectroscopic Evidence for a 3d<sup>10</sup> Ground State Electronic Configuration and Ligand
Field Inversion in [Cu(CF<sub>3</sub>)<sub>4</sub>]<sup>1â€“</sup>. Journal of the American Chemical
Society, 2016, 138, 1922-1931.

6.6 99

3897 Neutral, heteroleptic copper(<scp>i</scp>)-4H-imidazolate complexes: synthesis and characterization
of their structural, spectral and redox properties. Dalton Transactions, 2016, 45, 4835-4842. 1.6 21

3898 Intrinsic Properties of Two Benzodithiophene-Based Donorâ€“Acceptor Copolymers Used in Organic
Solar Cells: A Quantum-Chemical Approach. Journal of Physical Chemistry A, 2016, 120, 1051-1064. 1.1 8

3899 Ultrafast structural flattening motion in photoinduced excited state dynamics of a bis(diimine)
copper(<scp>i</scp>) complex. Physical Chemistry Chemical Physics, 2016, 18, 7641-7650. 1.3 20

3900 Requirements of first-principles calculations of X-ray absorption spectra of liquid water. Physical
Chemistry Chemical Physics, 2016, 18, 566-583. 1.3 30

3901 Theoretical insight into the stereometric effect of bisPC71BM on polymer cell performance. Science
Bulletin, 2016, 61, 139-147. 4.3 19

3902 Theoretical investigation on ESIPT mechanism of a new fluorescent sensor in different solvents.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2016, 159, 30-34. 2.0 13

3903 Computational benchmark for calculation of silane and siloxane thermochemistry. Journal of
Molecular Modeling, 2016, 22, 35. 0.8 21

3904 Electronic structures of hydrogen functionalized carbon nanotube: Density functional theory (DFT)
study. Solid State Sciences, 2016, 55, 138-143. 1.5 15

3905 Dynamics of Isolated 1,8-Naphthalimide and N-Methyl-1,8-naphthalimide: An Experimental and
Computational Study. Journal of Physical Chemistry A, 2016, 120, 2089-2095. 1.1 23

3906 Theoretical investigation on ratiometric two-photon fluorescent probe for Zn2+ detection based on
ICT mechanism. Journal of Molecular Structure, 2016, 1114, 65-77. 1.8 7

3907 Reactive Force Field for Liquid Hydrazoic Acid with Applications to Detonation Chemistry. Journal of
Physical Chemistry C, 2016, 120, 4744-4752. 1.5 19

3908 Mechanochromism in the luminescence of novel cyclometalated platinum(<scp>ii</scp>) complexes
with Î±-aminocarboxylates. Dalton Transactions, 2016, 45, 5492-5503. 1.6 44

3909 The Nature of the Donor Motif in Acceptor-Bridge-Donor Dyes as an Influence in the Electron
Photo-Injection Mechanism in DSSCs. Journal of Physical Chemistry A, 2016, 120, 1613-1624. 1.1 41

3910 Probing the ESIPT process in 2-amino-1,4-naphthoquinone: thermodynamics properties, solvent effect
and chemometric analysis. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 16

3911 Polymer Optical Constants from Long-Range Corrected DFT Calculations. Journal of Physical
Chemistry B, 2016, 120, 2507-2516. 1.2 8

3912 Modeling the photosensitizing properties of thiolate-protected gold nanoclusters. Physical
Chemistry Chemical Physics, 2016, 18, 7737-7750. 1.3 15

3913
Cyclometalated Iridium(III) Complexes Containing 4,4â€²-Ï€-Conjugated 2,2â€²-Bipyridine Derivatives as the
Ancillary Ligands: Synthesis, Photophysics, and Computational Studies. Inorganic Chemistry, 2016, 55,
3530-3540.

1.9 27



206

Citation Report

# Article IF Citations

3914 Charge, Color, and Conformation: Spectroscopy on Isomer-Selected Peptide Ions. Journal of Physical
Chemistry B, 2016, 120, 709-714. 1.2 17

3915
Synthesis, spectral analysis and quantum chemical studies on molecular geometry of
(2E,6E)-2,6-bis(2-chlorobenzylidene)cyclohexanone: Experimental and theoretical approaches. Journal
of Molecular Structure, 2016, 1116, 9-21.

1.8 8

3916 Magnetic circular dichroism of chlorofullerenes: Experimental and computational study. Chemical
Physics Letters, 2016, 647, 117-121. 1.2 9

3917 Understanding anionic Chugaev elimination in pericyclic tetracene formation. Tetrahedron, 2016, 72,
1686-1689. 1.0 3

3918 Quantum Mechanical Studies on the Photophysics and the Photochemistry of Nucleic Acids and
Nucleobases. Chemical Reviews, 2016, 116, 3540-3593. 23.0 375

3919 Excited-State Proton-Transfer-Induced Trapping Enhances the Fluorescence Emission of a Locked GFP
Chromophore. Journal of Chemical Theory and Computation, 2016, 12, 753-764. 2.3 44

3920 Connection between Hybrid Functionals and Importance of the Local Density Approximation. Journal
of Physical Chemistry A, 2016, 120, 1605-1612. 1.1 13

3921
Kohnâ€“Sham calculations of NMR shifts for paramagnetic 3d metal complexes: protocols,
delocalization error, and the curious amide proton shifts of a high-spin iron(<scp>ii</scp>)
macrocycle complex. Physical Chemistry Chemical Physics, 2016, 18, 21051-21068.

1.3 37

3922 Computational design of cucurbituril-acene hybrids for the optical detection of cesium ions: DFT and
TD-DFT studies. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 5

3923 Vibrationally resolved optical spectra and ultrafast electronic relaxation dynamics of diamantane.
Physical Chemistry Chemical Physics, 2016, 18, 8701-8709. 1.3 7

3924
Theoretical investigation of [Ru(tpy)2]2+, [Ru(tpy)(bpy)(H<sub>2</sub>O)]2+ and [Ru(tpy)(bpy)(Cl)]+
complexes in acetone revisited: Inclusion of strong spinâ€“orbit couplings to quantum chemistry
calculations. Journal of Theoretical and Computational Chemistry, 2016, 15, 1650001.

1.8 1

3925 Theoretical study on thermal cis -to- trans isomerization of BF 2 -coordinated azo compounds of the
para-substitution with electron donating groups. Dyes and Pigments, 2016, 129, 100-108. 2.0 15

3926 Charge generation in organic photovoltaics: a review of theory and computation. Molecular Systems
Design and Engineering, 2016, 1, 10-24. 1.7 86

3927 Diverse Optimal Molecular Libraries for Organic Light-Emitting Diodes. Journal of Chemical Theory
and Computation, 2016, 12, 1942-1952. 2.3 15

3928 Photo-induced alignment behaviour of polymerisable liquid crystals on bisazide in a polymer matrix.
Liquid Crystals, 2016, 43, 910-919. 0.9 5

3929 Stabilizing and Modulating Color by Copigmentation: Insights from Theory and Experiment. Chemical
Reviews, 2016, 116, 4937-4982. 23.0 408

3930 The S66x8 benchmark for noncovalent interactions revisited: explicitly correlated ab initio methods
and density functional theory. Physical Chemistry Chemical Physics, 2016, 18, 20905-20925. 1.3 182

3931 Three-photon circular dichroism: towards a generalization of chiroptical non-linear light
absorption. Physical Chemistry Chemical Physics, 2016, 18, 4174-4184. 1.3 10



207

Citation Report

# Article IF Citations

3932 A five-coordinate Mn(<scp>iv</scp>) intermediate in biological water oxidation: spectroscopic
signature and a pivot mechanism for water binding. Chemical Science, 2016, 7, 72-84. 3.7 158

3933
How Bond Length Alternation and Thermal Disorder Affect the Optical Excitation Energies of
Ï€-Conjugated Chains: A Combined Density Functional Theory and Molecular Dynamics Study. Journal
of Chemical Theory and Computation, 2016, 12, 1872-1882.

2.3 10

3934
Structural and photophysical characterization of mono- and binuclear Cu(<scp>i</scp>) complexes
based on carbohydrazones: a combined experimental and computational study. CrystEngComm, 2016, 18,
2873-2884.

1.3 11

3935 Solvent Effects on Electronic Excitations of an Organic Chromophore. Journal of Chemical Theory
and Computation, 2016, 12, 1853-1861. 2.3 57

3936 Optical absorption and emission properties of benzene-expanded Janus AT nucleobase analogues: A DFT
study. Structural Chemistry, 2016, 27, 1175-1187. 1.0 4

3937 Electronic Structure Evolution during the Growth of Graphene Nanoribbons on Au(110). Journal of
Physical Chemistry C, 2016, 120, 7323-7331. 1.5 16

3938 Critical Assessment of TD-DFT for Excited States of Open-Shell Systems: I. Doubletâ€“Doublet
Transitions. Journal of Chemical Theory and Computation, 2016, 12, 238-260. 2.3 35

3939 Fluorescent DNA probes at liquid/liquid interfaces studied by surface second harmonic generation.
Physical Chemistry Chemical Physics, 2016, 18, 2981-2992. 1.3 16

3940
Theoretical assessment of the electro-optical features of the group III nitrides (B12N12, Al12N12 and) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 427 Td (Ga12N12) and group IV carbides (C24, Si12C12 and Ge12C12) nanoclusters encapsulated with alkali

metals (Li, Na and K). Applied Surface Science, 2016, 363, 197-208.
3.1 83

3941 Electronic and optical properties of the Au22[1,8-bis(diphenylphosphino) octane]6 nanoclusters
disclosed by DFT and TD-DFT calculations. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 12

3942
Heteroleptic Cu(I) complexes integrating functionalized chromophores for dye-sensitized solar cells:
An in-depth analysis of electronic structure, spectrum, excitation, and intramolecular electron
transfer. Organic Electronics, 2016, 29, 142-150.

1.4 17

3943
Combinations of coupled cluster, density functionals, and the random phase approximation for
describing static and dynamic correlation, and van der Waals interactions. Molecular Physics, 2016,
114, 997-1018.

0.8 23

3944 Optical Rotation from Coupled Cluster and Density Functional Theory: The Role of Basis Set
Convergence. Journal of Chemical Theory and Computation, 2016, 12, 535-548. 2.3 21

3945 The van der Waals interactions in rare-gas dimers: the role of interparticle interactions. Physical
Chemistry Chemical Physics, 2016, 18, 3011-3022. 1.3 7

3946 Vibrational analysis on the revised potential energy curve of the low-barrier hydrogen bond in
photoactive yellow protein. Computational and Structural Biotechnology Journal, 2016, 14, 16-19. 1.9 6

3947 Comparing the ion affinity of two ionophores: Theoretical study of alkali earth metal ionâ€“nano
tubular cyclic peptide complexes. Journal of Molecular Liquids, 2016, 214, 101-110. 2.3 6

3948
Structure and Absolute Configuration of Pseudohygrophorones A<sup>12</sup> and B<sup>12</sup>,
Alkyl Cyclohexenone Derivatives from <i>Hygrophorus abieticola </i>(Basidiomycetes). Journal of
Natural Products, 2016, 79, 74-80.

1.5 21

3949 A Computational Study of the Interaction and Polarization Effects of Complexes Involving Molecular
Graphene and C<sub>60</sub> or a Nucleobases. Journal of Physical Chemistry A, 2016, 120, 284-298. 1.1 20



208

Citation Report

# Article IF Citations

3950
Tuning the polarity and surface activity of hydroxythiazoles â€“ extending the applicability of highly
fluorescent self-assembling chromophores to supra-molecular photonic structures. Journal of
Materials Chemistry C, 2016, 4, 958-971.

2.7 28

3951 Phenothiazine and carbazole substituted pyrene based electroluminescent organic semiconductors
for OLED devices. Journal of Materials Chemistry C, 2016, 4, 1009-1018. 2.7 99

3952 A computational approach to the resonance Raman spectrum of doxorubicin in aqueous solution.
Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 14

3953 Solvatofluorochromic, non-centrosymmetric Ï€-expanded diketopyrrolopyrrole. Organic and
Biomolecular Chemistry, 2016, 14, 2025-2033. 1.5 12

3954 Hydrogen bonding inside and outside carbon nanotubes: HF dimer as a case study. Physical Chemistry
Chemical Physics, 2016, 18, 2417-2427. 1.3 11

3955
Quantum chemical theory calculations on the mechanism of the homogeneous, unimolecular
gas-phase elimination kinetics of selected diazirines. Computational and Theoretical Chemistry, 2016,
1078, 23-29.

1.1 4

3956 Calculation of low bandgap homopolymers: Comparison of TD-DFT methods with experimental
oligomer series. Chemical Physics Letters, 2016, 645, 169-173. 1.2 26

3957 Experimental and computational evaluation of the barrier to torsional rotation in a butadiyne-linked
porphyrin dimer. Physical Chemistry Chemical Physics, 2016, 18, 5264-5274. 1.3 57

3958 Coumarin-based donorâ€“Ï€â€“acceptor organic dyes for a dye-sensitized solar cell: photophysical
properties and electron injection mechanism. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 23

3959
Benchmark <i>ab Initio</i> Conformational Energies for the Proteinogenic Amino Acids through
Explicitly Correlated Methods. Assessment of Density Functional Methods. Journal of Chemical
Theory and Computation, 2016, 12, 444-454.

2.3 99

3960 (<i>Z</i>)-1,2-Di(1-pyrenyl)disilene: Synthesis, Structure, and Intramolecular Charge-Transfer Emission.
Journal of the American Chemical Society, 2016, 138, 758-761. 6.6 44

3961 Solvent effects on excited-state electron-transfer rate of pyrene-labeled deoxyuridine: A theoretical
study. Chemical Physics Letters, 2016, 644, 25-30. 1.2 5

3962 Excited-state localization and energy transfer in pyrene core dendrimers with fluorene/carbazole as
the dendrons and acetylene as the linkages. Physical Chemistry Chemical Physics, 2016, 18, 4134-4143. 1.3 6

3963
Benchmarking semiempirical, Hartreeâ€“Fock, DFT, and MP2 methods against the ionization energies and
electron affinities of short- through long-chain [<i>n</i>]acenes and [<i>n</i>]phenacenes. Canadian
Journal of Chemistry, 2016, 94, 251-258.

0.6 8

3964

Computational insights into the photophysical and electroluminescence properties of homoleptic
fac-Ir(C^N)<sub>3</sub> complexes employing different phenyl-derivative-featuring
phenylimidazole-based ligands for promising phosphors in OLEDs. Dalton Transactions, 2016, 45,
3034-3047.

1.6 7

3965 Protonated thiophene-based oligomers as formed within zeolites: understanding their electron
delocalization and aromaticity. Physical Chemistry Chemical Physics, 2016, 18, 2080-2086. 1.3 17

3966 Warning to Theoretical Structure Elucidation of Endohedral Metallofullerenes. Journal of Physical
Chemistry C, 2016, 120, 1275-1283. 1.5 29

3967 Calculation on frequency and temperature properties of birefringence of nematic liquid crystal 5CB
in terahertz band. Chemical Physics Letters, 2016, 645, 205-209. 1.2 17



209

Citation Report

# Article IF Citations

3968 Linear and Nonlinear Optical Response in Silver Nanoclusters: Insight from a Computational
Investigation. Journal of Physical Chemistry A, 2016, 120, 507-518. 1.1 31

3969 Photoinduced alignment of polymerisable liquid crystals on photoreactive polymers containing
2,6-bis(benzylidene)-1-cyclohexanone units in the main chain. Liquid Crystals, 2016, 43, 587-597. 0.9 8

3970
Influence of transition metal atoms doping on structural, electronic and nonlinear optical
properties of Mg12O12 nanoclusters: A DFT study. Physica E: Low-Dimensional Systems and
Nanostructures, 2016, 77, 48-53.

1.3 32

3971 Synthesis, photophysical properties and DFT study of novel polycarbo-substituted quinazolines
derived from the 2-aryl-6-bromo-4-chloro-8-iodoquinazolines. Tetrahedron, 2016, 72, 123-133. 1.0 17

3972 Density functional study of conformational states for burkholdac C, a biologically active bicyclic
depsipeptide from the bacteriumBurkholderia Thailandensis. Molecular Physics, 2016, 114, 681-694. 0.8 1

3973 Unexpected multiple activated steps in the excited state decay of some bis(phenylethynyl)-fluorenes
and -anthracenes. Physical Chemistry Chemical Physics, 2016, 18, 285-294. 1.3 3

3974 Chelation behavior of various flavonols and transfer of flavonol-chelated zinc(II) to alanylaspartic
dipeptide: A PCM/DFT investigation. Journal of Molecular Structure, 2016, 1107, 278-290. 1.8 7

3975 Lycopene, oxidative cleavage derivatives and antiradical activity. Computational and Theoretical
Chemistry, 2016, 1077, 92-98. 1.1 13

3976
Systematic study on the TD-DFT calculated electronic circular dichroism spectra of chiral aromatic
nitro compounds: A comparison of B3LYP and CAM-B3LYP. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2016, 155, 95-102.

2.0 46

3977
Influence of intermolecular hydrogen bonding and solvent effects on the excited-state properties of
a photoactive yellow protein chromophore compound. Journal of Alloys and Compounds, 2016, 659,
82-89.

2.8 6

3978 Interactions of zinc octacarboxyphthalocyanine with selected amino acids and with albumin.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2016, 155, 54-60. 2.0 9

3979
N-Alkylthienopyrroledione versus benzothiadiazole pulling units in pushâ€“pull copolymers used for
photovoltaic applications: density functional theory study. Physical Chemistry Chemical Physics, 2016,
18, 1017-1024.

1.3 15

3980
5,7-Bis(2â€²-arylethenyl)-6H-1,4-diazepine-2,3-dicarbonitriles: synthesis, and experimental and theoretical
evaluation of the effects of substituents at 5,6,7-positions on the molecular configuration and
spectral properties. Organic and Biomolecular Chemistry, 2016, 14, 1138-1146.

1.5 10

3981 Computational study of new azo dyes with different anchoring groups for dye-sensitised solar cells.
Molecular Physics, 2016, 114, 650-662. 0.8 18

3982 Theoretical study on the mechanism of the gas-phase elimination kinetics of alkyl chloroformates.
Molecular Physics, 2016, 114, 719-729. 0.8 2

3983

A computational study on role of
6-(hydroxymethyl)-3-[3,4,5-trihydroxy-6-[(3,4,5-trihydroxyoxan-2-yl)oxymethyl]oxan-2-yl]oxyoxane-2,4,5-triol
in the regulation of blood glucose level. Journal of Biomolecular Structure and Dynamics, 2016, 34,
1-20.

2.0 13

3984 Can DFT and ab initio methods describe all aspects of the potential energy surface of cycloreversion
reactions?. Molecular Physics, 2016, 114, 21-33. 0.8 21

3985 The electronic properties and nonlinear optical responses of the intermediate structures in rolling
graphene to carbon nanotubes. Canadian Journal of Chemistry, 2016, 94, 50-59. 0.6 1



210

Citation Report

# Article IF Citations

3987 Computational Chemistry of Catalytic Biomass Conversion. Green Chemistry and Sustainable
Technology, 2016, , 63-104. 0.4 0

3988 Photophysics of Auramine-O: electronic structure calculations and nonadiabatic dynamics
simulations. Physical Chemistry Chemical Physics, 2016, 18, 403-413. 1.3 15

3989 Investigation of substitution effect on fluorescence properties of Zn2+-selective ratiometric
fluorescent compounds: 2-(2â€²-Hydroxyphenyl)benzimidazole derivatives. Talanta, 2016, 146, 575-584. 2.9 22

3990 F2 storage by confinement inside carbon nanotubes. Canadian Journal of Chemistry, 2016, 94, 15-19. 0.6 7

3991 DPP containing Dâ€“Ï€â€“A organic dyes toward highly efficient dye-sensitized solar cells. Dyes and
Pigments, 2016, 125, 27-35. 2.0 25

3992
Excited state nonadiabatic dynamics of bare and hydrated anionic gold clusters
Au<sub>3</sub><sup>âˆ’</sup>[H<sub>2</sub>O]<sub>n</sub> (n = 0â€“2). Physical Chemistry Chemical
Physics, 2016, 18, 6411-6419.

1.3 7

3993
First Principle Study of Electronic and Non-Linear Optical (NLO) Properties of Triphenylamine Dyes:
Interactive Design Computation of New NLO Compounds. Australian Journal of Chemistry, 2016, 69,
467.

0.5 54

3994 Bond-bending isomerism of Au<sub>2</sub>I<sub>3</sub><sup>âˆ’</sup>: competition between covalent
bonding and aurophilicity. Chemical Science, 2016, 7, 475-481. 3.7 16

3995 Synthesis, crystal structure, spectral characterization, and theoretical study of glycolato peroxido
complexes of vanadium(V). Structural Chemistry, 2016, 27, 605-615. 1.0 5

3996 Quantum Chemical Studies of Light Harvesting. Chemical Reviews, 2017, 117, 294-343. 23.0 262

3997 Rotationally averaged linear absorption spectra beyond the electric-dipole approximation. Molecular
Physics, 2017, 115, 63-74. 0.8 24

3998 Investigation on the key features of L-Histidinium 2-nitrobenzoate (LH2NB) for optoelectronic
applications: A comparative study. Journal of King Saud University - Science, 2017, 29, 70-83. 1.6 33

3999 Assessing frequency-dependent site polarisabilities in linear response polarisable embedding.
Molecular Physics, 2017, 115, 39-47. 0.8 12

4000 Theoretical investigation on photovoltaic properties of PC<sub>61</sub>BMâ€•PDPP5T system as a
promising polymerâ€•based solar cell. Journal of Physical Organic Chemistry, 2017, 30, e3592. 0.9 1

4001 [2.2]Paracyclophane-based single molecular wire consisting of four Ï€-electron systems. Canadian
Journal of Chemistry, 2017, 95, 424-431. 0.6 8

4002
Mixing Chromophores: Donorâ€“Acceptor Dyes with Lowâ€•Lying LUMOs and Narrow Band Gaps by
Connecting 4â€•Alkoxythiazoles and Azaacenes. European Journal of Organic Chemistry, 2017, 2017,
1369-1379.

1.2 10

4003 Timeâ€•dependent density functional theory study on directionâ€•dependent electron and hole transfer
processes in molecular systems. Journal of Computational Chemistry, 2017, 38, 698-703. 1.5 3

4004 A computational study on how structure influences the optical properties in model crystal
structures of amyloid fibrils. Physical Chemistry Chemical Physics, 2017, 19, 4030-4040. 1.3 41



211

Citation Report

# Article IF Citations

4005 Fluorescent dyes in the context of DNAâ€•binding: The case of Thioflavin T. International Journal of
Quantum Chemistry, 2017, 117, e25349. 1.0 13

4006 The influence of inserted thiophene into the (Ï€-A'-Ï€)-bridge on photovoltaic performances of
dye-sensitized solar cells. Materials Chemistry and Physics, 2017, 191, 121-128. 2.0 19

4007 Competing E2 and S<sub>N</sub>2 Mechanisms for the F<sup>â€“</sup> +
CH<sub>3</sub>CH<sub>2</sub>I Reaction. Journal of Physical Chemistry A, 2017, 121, 1078-1085. 1.1 26

4008 Bethe-Salpeter study of cationic dyes: Comparisons with ADC(2) and TD-DFT. Journal of Chemical
Physics, 2017, 146, 034301. 1.2 21

4009 Prediction of excitedâ€•state properties of oligoacene crystals using polarizable continuum modelâ€•tuned
rangeâ€•separated hybrid functional approach. Journal of Computational Chemistry, 2017, 38, 569-575. 1.5 28

4010 Ag<sub>13</sub>-Centered Cuboctahedral Architecture in Inorganic Cluster Chemistry: A DFT
Investigation. Inorganic Chemistry, 2017, 56, 1209-1215. 1.9 12

4011 Theoretical Assessment of Excited State Gradients and Resonance Raman Intensities for the
Azobenzene Molecule. Journal of Chemical Theory and Computation, 2017, 13, 1263-1274. 2.3 26

4012 Daldinone derivatives from the mangrove-derived endophytic fungus Annulohypoxylon sp.. RSC
Advances, 2017, 7, 5381-5393. 1.7 30

4013
Vibrationally-resolved spectroscopic studies of electronically excited states of 1,8-naphthalic
anhydride and 1,8-naphthalimide: a delicate interplay between one Ï€Ï€* and two nÏ€* states. Physical
Chemistry Chemical Physics, 2017, 19, 5861-5869.

1.3 4

4014 Density functional theory is straying from the path toward the exact functional. Science, 2017, 355,
49-52. 6.0 711

4015
Theoretical Studies of Photodeactivation Pathways of NHCâ€“Chelate Pt(II) Compounds with Different
Numbers of Triarylboron Units: Radiative and Nonradiative Decay Processes. Journal of Physical
Chemistry A, 2017, 121, 690-698.

1.1 4

4016 Molecular engineering of Dâ€“Aâ€“Ï€â€“A sensitizers for highly efficient solid-state dye-sensitized solar
cells. Journal of Materials Chemistry A, 2017, 5, 3157-3166. 5.2 41

4017
Synthesis of low band gap polymers based on pyrrolo[3,2-d:4,5-dâ€²]bisthiazole (PBTz) and
thienylenevinylene (TV) for organic thin-film transistors (OTFTs). Journal of Materials Chemistry C,
2017, 5, 2247-2258.

2.7 23

4018 Chiral macrocyclic imine nickel(II) coordination complexes with diverse photophysical properties.
Dyes and Pigments, 2017, 140, 70-78. 2.0 7

4019 A theoretical study on the thermal cisâ€“trans isomerization of azoheteroarene photoswitches. New
Journal of Chemistry, 2017, 41, 1659-1669. 1.4 22

4020 Pyrene based Dâ€“Ï€â€“A architectures: synthesis, density functional theory, photophysics and electron
transfer dynamics. Physical Chemistry Chemical Physics, 2017, 19, 3125-3135. 1.3 27

4021 Nonempirically tuning range-separated functionals for dipole polarizabilities of nanostructures
containing hydrogen bonds. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 7

4022 A DFT study on the complex formation between desferrithiocin and metal ions (Mg2+, Al3+, Ca2+,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 62 Td (Mn2+, Fe3+, Co2+, Ni2+, Cu2+, Zn2+). Computational Biology and Chemistry, 2017, 67, 114-121.1.1 16



212

Citation Report

# Article IF Citations

4023 Evaluating Electronic Couplings for Excited State Charge Transfer Based on Maximum Occupation
Method Î”SCF Quasi-Adiabatic States. Journal of Chemical Theory and Computation, 2017, 13, 843-851. 2.3 17

4024 The optoelectronic properties of new dyes based onÂ thienopyrazine. Comptes Rendus Chimie, 2017, 20,
461-466. 0.2 22

4025 Non-linear optical study of BODIPY-benzimidazole conjugate by solvatochromic, Z-scan and
theoretical methods. Optical Materials, 2017, 64, 453-460. 1.7 35

4026 Computational Approach to Evaluation of Optical Properties of Membrane Probes. Journal of
Chemical Theory and Computation, 2017, 13, 719-726. 2.3 11

4027 Calculations of One- and Two-Photon Absorption Spectra for Molecular Metal Chalcogenide
Clusters with Electron-Acceptor Ligands. Journal of Physical Chemistry A, 2017, 121, 1748-1759. 1.1 5

4028
Low-Frequency Vibrational Modes of Poly(glycolic acid) and Thermal Expansion of Crystal Lattice
Assigned On the Basis of DFT-Spectral Simulation Aided with a Fragment Method. Journal of Physical
Chemistry B, 2017, 121, 1128-1138.

1.2 33

4029 The role of errors related to DFT methods in calculations involving ion pairs of ionic liquids. Journal
of Computational Chemistry, 2017, 38, 530-540. 1.5 18

4030 Density functional and ab initio investigation of S2N2 and (SN)2. Chemical Physics, 2017, 485-486, 60-66. 0.9 0

4031
An ab initio investigation of photoswitches adsorbed onto metal oxide surfaces: the case of
donorâ€“acceptor Stenhouse adduct photochromes on TiO<sub>2</sub> anatase. Journal of Materials
Chemistry C, 2017, 5, 1624-1631.

2.7 15

4032 Synthesis and Investigation of Solarâ€•Cell Photosensitizers Having a Fluorazone Backbone. European
Journal of Organic Chemistry, 2017, 2017, 1843-1854. 1.2 15

4033 A cationic naphthyl derivative defies the non-equilibrated excited rotamers principle. Physical
Chemistry Chemical Physics, 2017, 19, 5262-5272. 1.3 8

4034 Role of active site conformational changes in photocycle activation of the AppA BLUF photoreceptor.
Proceedings of the National Academy of Sciences of the United States of America, 2017, 114, 1480-1485. 3.3 40

4035 Experimental and DFT Studies of Organocatalytic Microwaveâ€•Assisted Reaction of Isatin Derivatives
with Dinitrotoluenes. Asian Journal of Organic Chemistry, 2017, 6, 575-582. 1.3 1

4036 Molecular Electric, Magnetic, and Optical Properties. , 2017, , 497-592. 5

4037 Photoactive Semiconducting Oxides for Energy and Environment: Experimental and Theoretical
Insights. , 2017, , 983-1030. 0

4038 Two Photon Absorption in Biological Molecules. , 2017, , 1875-1893. 3

4039 Long-Range Intramolecular Electronic Communication in a Trinuclear Ruthenium Tropolonate
Complex. Inorganic Chemistry, 2017, 56, 1846-1856. 1.9 16

4040 Femtosecond dynamics of the 2-methylallyl radical: A computational and experimental study. Journal
of Chemical Physics, 2017, 147, 013902. 1.2 12



213

Citation Report

# Article IF Citations

4041 An averaged polarizable potential for multiscale modeling in phospholipid membranes. Journal of
Computational Chemistry, 2017, 38, 601-611. 1.5 12

4042 Mechanisms of the transfer hydroformylation catalyzed by rhodium, cobalt, and iridium complexes:
Insights from density functional theory study. Journal of Organometallic Chemistry, 2017, 833, 71-79. 0.8 8

4043 Can Fluorenone-Based Compounds Emit in the Blue Region? Impact of the Conjugation Length and the
Ground-State Aggregation. Chemistry of Materials, 2017, 29, 1695-1707. 3.2 31

4044 Triphenylamine-Based Fluorescent Styryl Dyes: DFT, TD-DFT and Non-Linear Optical Property Study.
Journal of Fluorescence, 2017, 27, 993-1007. 1.3 21

4045 Mechanochemical Tuning of Pyrene Absorption Spectrum Using Force Probes. Journal of Chemical
Theory and Computation, 2017, 13, 727-736. 2.3 8

4046
DFT and PCM-TD-DFT investigation of the electronic structures and spectra of
5-(3-phenyl-2-propenylidene)-2-thioxo-4-thiazolidinone derivatives. Journal of Molecular Structure,
2017, 1134, 840-850.

1.8 13

4047 Polymorphism Controlled Singlet Fission in TIPS-Anthracene: Role of Stacking Orientation. Journal of
Physical Chemistry C, 2017, 121, 1412-1420. 1.5 60

4048 The Relationship Between the Exact Exchange Potential and Dephasing Induced by Coulomb Interaction
in Quantum Plasmonics. IEEE Journal of Quantum Electronics, 2017, 53, 1-8. 1.0 1

4049
Dâ€“Ï€â€“A Dyes with an Intramolecular Bâ€“N Coordination Bond as a Key Scaffold for Electronic
Structural Tuning and Their Application in Dye-Sensitized Solar Cells. Bulletin of the Chemical Society
of Japan, 2017, 90, 441-450.

2.0 25

4050 Combination of pyrrole and pyridine for constructing selective and sensitive Zn2+ probes. Dyes and
Pigments, 2017, 140, 320-327. 2.0 17

4051
Theoretical Investigations on the Roles of Intramolecular Structure Distortion versus Irregular
Intermolecular Packing in Optical Spectra of 6T Nanoparticles. Chemistry of Materials, 2017, 29,
2513-2520.

3.2 19

4052 Conformations of Flavan-3-ols in Water: Analysis Using Density Functional Theory. Journal of Natural
Products, 2017, 80, 319-327. 1.5 7

4053 Azadioxatriangulenium and Diazaoxatriangulenium: Quantum Yields and Fundamental Photophysical
Properties. ACS Omega, 2017, 2, 193-203. 1.6 29

4054 Chasing the Evasive Feâ••O Stretch and the Spin State of the Iron(IV)â€“Oxo Complexes by
Photodissociation Spectroscopy. Journal of the American Chemical Society, 2017, 139, 2757-2765. 6.6 45

4055
Nitrogen doped nanographene structures; study on the adsorption of nucleobases, nucleotides, and
their triphosphate derivatives using mixed docking, MD, and QM/MM approaches. Journal of Chemical
Physics, 2017, 146, 044105.

1.2 4

4056 A Theoretical Perspective on the Photovoltaic Performance of S,N-Heteroacenes: An Evenâ€“Odd Effect
on the Charge Separation Dynamics. Journal of Physical Chemistry C, 2017, 121, 2574-2587. 1.5 56

4057 Effect of Chemical Nature of the Surface on the Mechanism and Selection Rules of Charge-Transfer
Surface-Enhanced Raman Scattering. Journal of Physical Chemistry C, 2017, 121, 2858-2871. 1.5 20

4058
Optical properties and fluorescence quenching ofÂ carbazole containing (Dâ€“Ï€â€“A) pushâ€“pull
chromophores by silver nanoparticles: a detailed insight via an experimental and theoretical
approach. RSC Advances, 2017, 7, 8402-8414.

1.7 11



214

Citation Report

# Article IF Citations

4059 Dipolar vinyl sulfur fluorescent dyes. Synthesis and photophysics of sulfide, sulfoxide and sulfone
based Dâ€“Ï€â€“A compounds. RSC Advances, 2017, 7, 8832-8842. 1.7 14

4060 Coordination Complexes of P-Containing Polycyclic Aromatic Hydrocarbons: Optical Properties and
Solid-State Supramolecular Assembly. Organometallics, 2017, 36, 2502-2511. 1.1 16

4061 Electronic spectroscopy of ethyl bromide probed by VUV photoabsorption and quantum chemical
calculations. Physical Chemistry Chemical Physics, 2017, 19, 6454-6469. 1.3 18

4062
Assessment of rangeâ€•separated exchange functionals and nonempirical functional tuning for
calculating the static second hyperpolarizabilities of streptocyanines. Journal of Computational
Chemistry, 2017, 38, 594-600.

1.5 6

4063 Spectroscopic characterization on the neutral excited state and cationic ground state of styrene.
International Journal of Mass Spectrometry, 2017, 414, 56-64. 0.7 1

4064 Investigating the intersystem crossing rate and triplet quantum yield of Protoporphyrin IX by means
of pulse train fluorescence technique. Chemical Physics Letters, 2017, 674, 48-57. 1.2 28

4065

Fine-tuning Ï€-spacer for high efficiency performance DSSC: A theoretical exploration with <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si1.gif"
overflow="scroll"><mml:mrow><mml:mi>D</mml:mi><mml:mo>âˆ’</mml:mo><mml:mi>Ï€</mml:mi><mml:mo>âˆ’</mml:mo><mml:mi>A</mml:mi></mml:mrow></mml:math>
based organic dye. Dyes and Pigments, 2017, 141, 251-261.

2.0 49

4066 Multiple Li<sup>+</sup>- and Mg<sup>2+</sup>-decorated PAHs: potential systems for reversible
hydrogen storage. RSC Advances, 2017, 7, 9521-9533. 1.7 21

4067 Exciton Absorption Spectra by Linear Response Methods: Application to Conjugated Polymers. Journal
of the American Chemical Society, 2017, 139, 3728-3735. 6.6 17

4068 Quantum chemical calculations of the structural influence on electronic properties in TiO2
nanocrystals. Molecular Physics, 2017, 115, 2209-2217. 0.8 3

4069 Excited-State Proton Transfer in Indigo. Journal of Physical Chemistry B, 2017, 121, 2308-2318. 1.2 70

4070 Development of New Density Functional Approximations. Annual Review of Physical Chemistry, 2017,
68, 155-182. 4.8 51

4071 Synthesis and Optical Properties of Unsymmetrically Substituted Triarylamine
Hexaazatrinaphthalenes. European Journal of Organic Chemistry, 2017, 2017, 2432-2440. 1.2 16

4072 Conversion of supramolecular organic framework to uranyl-organic coordination complex: a new
â€œmatrix-freeâ€• strategy for highly efficient capture of uranium. RSC Advances, 2017, 7, 8985-8993. 1.7 15

4073 Energy level alignment at molecule-metal interfaces from an optimally tuned range-separated hybrid
functional. Journal of Chemical Physics, 2017, 146, . 1.2 59

4074 Computing UVâ€“vis spectra of 1-bromo-1-propene: a comparison of model core potential and
all-electron basis sets. Canadian Journal of Chemistry, 2017, 95, 627-631. 0.6 2

4075 Sequential Proton-Coupled Electron Transfer Mediates Excited-State Deactivation of a Eumelanin
Building Block. Journal of Physical Chemistry Letters, 2017, 8, 1004-1008. 2.1 26

4076 Electronic spectrum and photodissociation chemistry of the linear methyl propargyl cation H2C4H3+.
Journal of Chemical Physics, 2017, 146, 044307. 1.2 4



215

Citation Report

# Article IF Citations

4077 Quantumâ€•chemistry descriptors for photosensitizers based on macrocycles. Chemical Biology and
Drug Design, 2017, 89, 207-220. 1.5 10

4078 Three-component one-pot synthesis of novel pyrido[2,3-d]pyrimidine indole substituted derivatives and
DFT analysis. Journal of Molecular Structure, 2017, 1137, 431-439. 1.8 17

4079 Nucleophilic Aromatic Substitution Reactions Described by the Local Electron Attachment Energy.
Journal of Organic Chemistry, 2017, 82, 3072-3083. 1.7 38

4080 Theoretical Study on Nonradiative Decay of Dimethylaminobenzonitrile through Triplet State in
Gas-Phase, Nonpolar, and Polar Solutions. Journal of Physical Chemistry B, 2017, 121, 2164-2170. 1.2 10

4081 Dynamic and Static Behavior of Intramolecular Ï€-Ï€ Interactions in [2.2]- and [3.3]Cyclophanes,
Elucidated by QTAIM Dual Functional Analysis with QC Calculations. ChemistrySelect, 2017, 2, 1774-1782. 0.7 2

4082 New solid forms of efavirenz: Synthesis, vibrational spectroscopy and quantum chemical
calculations. Journal of Molecular Structure, 2017, 1137, 476-484. 1.8 3

4083 Geometrical structure and nonlinear response variations of metal (M = Ni2+, Pd2+, Pt2+) octaphyrin
complex derivatives: A DFT study. Journal of Coordination Chemistry, 2017, 70, 1221-1236. 0.8 7

4084 The influence of Sc doping on structural, electronic and optical properties of Be12O12, Mg12O12 and
Ca12O12 nanocages: a DFT study. Journal of Molecular Modeling, 2017, 23, 82. 0.8 21

4085 FÃ¶rster Resonance Energy Transfer between Fluorescent Proteins: Efficient Transition Charge-Based
Study. Journal of Physical Chemistry C, 2017, 121, 4220-4238. 1.5 11

4086 Ultrafast Electronic Energy Transfer in an Orthogonal Molecular Dyad. Journal of Physical
Chemistry Letters, 2017, 8, 1086-1092. 2.1 32

4087 Synthesis and properties of new Ï€-conjugated imidazole/carbazole structures. Dyes and Pigments, 2017,
141, 512-520. 2.0 6

4088 Can FÃ¶rster Theory Describe Stereoselective Energy Transfer Dynamics in a Proteinâ€“Ligand Complex?.
Journal of Physical Chemistry B, 2017, 121, 2265-2278. 1.2 10

4089
Insights into the Photobehavior of Fluorescent Oxazinone, Quinazoline, and Difluoroboron
Derivatives: Molecular Design Based on the Structureâ€“Property Relationships. Journal of Physical
Chemistry C, 2017, 121, 8091-8108.

1.5 54

4090
Nanocomposites of C<sub>3</sub>N<sub>4</sub>with Layers of MoS<sub>2</sub>and Nitrogenated
RGO, Obtained by Covalent Cross-Linking: Synthesis, Characterization, and HER Activity. ACS Applied
Materials &amp; Interfaces, 2017, 9, 10664-10672.

4.0 118

4091 First hyperpolarizability of cyclooctatetraene modulated by alkali and alkaline earth metals. Journal
of Molecular Modeling, 2017, 23, 93. 0.8 7

4092
H-bond stabilization of a tautomeric coumarin-pyrazole-pyridine triad generates a PET driven,
reversible and reusable fluorescent chemosensor for anion detection. Dyes and Pigments, 2017, 141,
493-500.

2.0 26

4093
Harmonic Vibrational Frequencies: Approximate Global Scaling Factors for TPSS, M06, and M11
Functional Families Using Several Common Basis Sets. Journal of Physical Chemistry A, 2017, 121,
2265-2273.

1.1 141

4094 Understanding photophysical properties of chiral conjugated corrals for organic photovoltaics.
Journal of Materials Chemistry C, 2017, 5, 3495-3502. 2.7 10



216

Citation Report

# Article IF Citations

4095 Theoretical approaches for predicting the color of rigid dyes in solution. Journal of Computational
Chemistry, 2017, 38, 998-1004. 1.5 17

4096 Time-Dependent Extension of the Long-Range Corrected Density Functional Based Tight-Binding
Method. Journal of Chemical Theory and Computation, 2017, 13, 1737-1747. 2.3 67

4097 Design of donorâ€“acceptorâ€“donor (Dâ€“Aâ€“D) type small molecule donor materials with efficient
photovoltaic parameters. International Journal of Quantum Chemistry, 2017, 117, e25363. 1.0 54

4098
Photoreactivity, Optical Behavior and DFT Studies of
2,5-Bis[4-choloro-acetyl(thiophen-2-ylmethylene)]cyclopentanone BCTCP in Different Solvents. Journal
of Fluorescence, 2017, 27, 1129-1140.

1.3 1

4099
Can Excited State Electronic Coherence Be Tuned via Molecular Structural Modification? A
First-Principles Quantum Electronic Dynamics Study of Pyrazolate-Bridged Pt(II) Dimers. Journal of
Physical Chemistry A, 2017, 121, 1932-1939.

1.1 15

4100 Theoretical investigation effects of anchor groups on photovoltaic properties for the C217-based dye
sensitizer. Computational and Theoretical Chemistry, 2017, 1105, 89-96. 1.1 10

4101 Understanding Aggregation-Induced Emission in Molecular Crystals: Insights from Theory. Journal of
Physical Chemistry C, 2017, 121, 5747-5752. 1.5 52

4102 Universal Exciton Size in Organic Polymers is Determined by Nonlocal Orbital Exchange in
Time-Dependent Density Functional Theory. Journal of Physical Chemistry Letters, 2017, 8, 1205-1210. 2.1 49

4103 Bithiazole: An Intriguing Electronâ€•Deficient Building for Plastic Electronic Applications.
Macromolecular Rapid Communications, 2017, 38, 1600610. 2.0 27

4104 Deep desulfurization of liquid fuels with molecular oxygen through graphene photocatalytic
oxidation. Applied Catalysis B: Environmental, 2017, 209, 98-109. 10.8 155

4105 Structure, Spectra, and DFT Simulation of Nickel Benzazolate Complexes with Tris(2-aminoethyl)amine
Ligand. Inorganic Chemistry, 2017, 56, 3663-3673. 1.9 13

4106 Triggering On/Off States of Photoswitchable Probes in Biological Environments. Journal of the
American Chemical Society, 2017, 139, 4418-4428. 6.6 20

4107
Molecular aggregation of naphthalimide organic semiconductors assisted by amphiphilic and
lipophilic interactions: a joint theoretical and experimental study. Physical Chemistry Chemical
Physics, 2017, 19, 6206-6215.

1.3 9

4108 Modifications of the chromophore of Spinach aptamer based on QM:MM calculations. Journal of
Molecular Modeling, 2017, 23, 46. 0.8 0

4109
The impact of interplay between electronic and steric effects on the synthesis and the linear and
non-linear optical properties of diketopyrrolopyrrole bearing benzofuran moieties. Organic
Chemistry Frontiers, 2017, 4, 724-736.

2.3 24

4110 Averaged Condensed Phase Model for Simulating Molecules in Complex Environments. Journal of
Chemical Theory and Computation, 2017, 13, 1117-1129. 2.3 6

4111
Mulifunctional Dendritic Emitter: Aggregation-Induced Emission Enhanced, Thermally Activated
Delayed Fluorescent Material for Solution-Processed Multilayered Organic Light-Emitting Diodes.
Scientific Reports, 2017, 7, 41780.

1.6 67

4112
Tuning of energetics and reaction mechanism of water-assisted intramolecular proton transfer of
7-azaindole by external electric field applied in various directions: a TD-DFT study. Theoretical
Chemistry Accounts, 2017, 136, 1.

0.5 3



217

Citation Report

# Article IF Citations

4113 Benchmarking DFT methods with small basis sets for the calculation of halogen-bond strengths.
Journal of Molecular Modeling, 2017, 23, 50. 0.8 51

4114 Benchmark, DFT assessments, cooperativity, and energy decomposition analysis of the hydrogen bonds
in HCN/HNC oligomeric complexes. Journal of Molecular Modeling, 2017, 23, 56. 0.8 7

4115 Formation of planarized intramolecular charge-transfer state in dichlorotriazinyl-pyrene
fluorescent probe: TD-DFT and resonance Raman study. Dyes and Pigments, 2017, 141, 121-127. 2.0 8

4116 Competition of van der Waals and chemical forces on goldâ€“sulfur surfaces and nanoparticles.
Nature Reviews Chemistry, 2017, 1, . 13.8 95

4117 2,5-Bis(azulenyl)pyrrolo[3,2-b]pyrroles â€“ the key influence of the linkage position on the linear and
nonlinear optical properties. Journal of Materials Chemistry C, 2017, 5, 2620-2628. 2.7 30

4118 Strong correlation in surface chemistry. Molecular Simulation, 2017, 43, 394-405. 0.9 4

4119 Modeling organic electronic materials: bridging length and time scales. Molecular Simulation, 2017,
43, 730-742. 0.9 8

4120 Changes in the Electronic States of Low-Temperature Solid <i>n</i>-Tetradecane: Decrease in the
HOMOâ€“LUMO Gap. ACS Omega, 2017, 2, 618-625. 1.6 25

4121 Elucidation of charge-transfer SERS selection rules by considering the excited state properties and
the role of electrode potential. Physical Chemistry Chemical Physics, 2017, 19, 7833-7843. 1.3 25

4122 Conventional Type II photoinitiators as activators for photoinduced metal-free atom transfer radical
polymerization. Polymer Chemistry, 2017, 8, 1972-1977. 1.9 110

4123 Assessment of semi-empirical molecular orbital calculations for describing magnetic interactions.
Polyhedron, 2017, 136, 52-57. 1.0 6

4124 When does a functional correctly describe both the structure and the energy of the transition
state?. Journal of Molecular Modeling, 2017, 23, 65. 0.8 5

4125 The Planar Cyclooctatetraene Bridge in Bis-Metallic Macrocycles: Isolating or Conjugating?. Inorganic
Chemistry, 2017, 56, 2287-2296. 1.9 13

4126 Effect of a Îº<sup>1</sup>-Bonded-M-1,2,3-triazole (M = Co, Ru) on the Structure and Reactivity of Group
6 Alkoxy (Fischer) Carbenes. Inorganic Chemistry, 2017, 56, 2801-2811. 1.9 5

4127 Theoretical rationalization for reduced charge recombination in bulky carbazoleâ€•based sensitizers in
solar cells. Journal of Computational Chemistry, 2017, 38, 901-909. 1.5 2

4128 Modifying electronic properties of ICBA through chemical substitutions for solar cell applications.
Structural Chemistry, 2017, 28, 1133-1140. 1.0 6

4129
Benchmarking density functionals in conjunction with <scp>G</scp>rimme's dispersion correction
for noble gas dimers (Ne<sub>2</sub>, Ar<sub>2</sub>, Kr<sub>2</sub>, Xe<sub>2</sub>,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 97 Td (Rn<sub>2</sub>). International Journal of Quantum Chemistry, 2017, 117, e25358.1.0 32

4130 DFT/TD-DFT study of ruthenium bipyridyl-based dyes with a chalcogen donor (X = S, Se, Te), for
application as dye-sensitized solar cells. Polyhedron, 2017, 127, 217-224. 1.0 15



218

Citation Report

# Article IF Citations

4131 IRMPD Spectroscopy Sheds New (Infrared) Light on the Sulfate Pattern of Carbohydrates. Journal of
Physical Chemistry A, 2017, 121, 2114-2120. 1.1 49

4132 Theoretical Investigations of the Chiral Transition of Î±-Amino Acid Confined in Various Sized Armchair
Boronâ€“Nitride Nanotubes. Journal of Physical Chemistry A, 2017, 121, 1833-1840. 1.1 4

4133 Dispersion of Single-Walled Carbon Nanotubes with Oligo(p-phenylene ethynylene)s: A DFT Study.
Journal of Physical Chemistry C, 2017, 121, 4692-4702. 1.5 9

4134 Computational evaluation of the remarkable electro-optical responses of the multilithiated pristine
and heterosubstituted sumanenes. Chemical Physics Letters, 2017, 678, 51-58. 1.2 8

4135 Investigation on the effect of connected bridge on thermally activated delayed fluorescence property
for DCBPy emitter. Dyes and Pigments, 2017, 145, 277-284. 2.0 17

4136 Theoretical and experimental analysis of porphyrin derivatives with suitable anchoring groups for
DSSC applications. Journal of Porphyrins and Phthalocyanines, 2017, 21, 88-102. 0.4 8

4137 Symmetry Breaking in Pyrrolo[3,2â€•<i>b</i>]pyrroles: Synthesis, Solvatofluorochromism and
Twoâ€•photon Absorption. Chemistry - an Asian Journal, 2017, 12, 1736-1748. 1.7 48

4138 Effects of micro-solvation on the reaction dynamics of biphenyl cations following hole capture.
Chemical Physics, 2017, 490, 12-18. 0.9 2

4139 Combined Experimental and Computational Study of the In Situ Adsorption of Piroxicam Anions on the
Laser-Generated Gold Nanoparticles. Journal of Physical Chemistry C, 2017, 121, 8589-8600. 1.5 8

4140
Chemical pathways for poly-anionic isomerisation in the metastable anions of tetra-deprotonated
naphthalene: an intra-molecular inter-ring proton-transfer. Physical Chemistry Chemical Physics, 2017,
19, 11571-11580.

1.3 5

4141
Mechanistic Analysis of Fluorescence Quenching of Reduced Nicotinamide Adenine Dinucleotide by
Oxamate in Lactate Dehydrogenase Ternary Complexes. Photochemistry and Photobiology, 2017, 93,
1193-1203.

1.3 14

4143 Elaboration and controlling excited state double proton transfer mechanism of
2,5-bis(benzoxazol-2-yl)thiophene-3,4-diol. Scientific Reports, 2017, 7, 44897. 1.6 92

4144 Femtosecond time-resolved photoelectron spectroscopy of the benzyl radical. Physical Chemistry
Chemical Physics, 2017, 19, 12365-12374. 1.3 10

4145 Ïƒ-Hammett parameter: a strategy to enhance both photo- and electro-luminescence features of
heteroleptic copper(<scp>i</scp>) complexes. Dalton Transactions, 2017, 46, 6312-6323. 1.6 51

4146
Expanding the Metabolic Profile of the Fungus <i>Chaetomium</i> sp. through Coâ€•culture with
Autoclaved <i>Pseudomonas aeruginosa</i>. European Journal of Organic Chemistry, 2017, 2017,
3256-3264.

1.2 32

4147
Colorimetric and fluorimetric response of salicylaldehyde dithiosemicarbazone towards fluoride,
cyanide and copper ions: Spectroscopic and TD-DFT studies. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2017, 182, 160-167.

2.0 13

4148 Deciphering the excited state behavior for 2-(4â€²-N,N-Dimethylaminophenyl)imidazo[4,5-b]pyridine.
Journal of Luminescence, 2017, 188, 1-6. 1.5 51

4149 Investigation of structural and conformational equilibrium of Oxacalix[4]arene: A density functional
theory approach. Journal of Molecular Liquids, 2017, 237, 473-483. 2.3 22



219

Citation Report

# Article IF Citations

4150 On the decay of the triplet state of thionucleobases. Physical Chemistry Chemical Physics, 2017, 19,
12674-12682. 1.3 38

4151 Does the ionization potential condition employed in QTP functionals mitigate the self-interaction
error?. Journal of Chemical Physics, 2017, 146, 034102. 1.2 22

4152 Benchmark study of structural and vibrational properties of scandium clusters. Journal of
Molecular Structure, 2017, 1142, 139-147. 1.8 6

4153 Benzene and Pyridine on Silicon (001): A Trial Ground for Long-Range Corrections in Density
Functional Theory. Journal of Physical Chemistry C, 2017, 121, 10484-10500. 1.5 2

4154 Novel ethynyl-pyrene substituted phenothiazine based metal free organic dyes in DSSC with 12%
conversion efficiency. Journal of Materials Chemistry A, 2017, 5, 10289-10300. 5.2 103

4155 About the nature of halogen bond interaction under the spatial confinement. Journal of Chemical
Physics, 2017, 146, 154304. 1.2 2

4156 Benchmark study of bond dissociation energy of Si X (X F, Cl, Br, N, O, H and C) bond using density
functional theory (DFT). Journal of Molecular Structure, 2017, 1143, 8-19. 1.8 10

4157 The role of the longâ€•range exchange corrections in the description of electron delocalization in
aromatic species. Journal of Computational Chemistry, 2017, 38, 1640-1654. 1.5 69

4158 Spectral and optoelectronic studies on 7,12,17-trioxa and 7,12,17-trithia [11] helicenes: a DFT view. Indian
Journal of Physics, 2017, 91, 915-924. 0.9 2

4159 TDDFT study on recognition mechanism for the oxygen sensing of the cyclometalated platinum (II)
complex. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 183, 371-377. 2.0 0

4160
Can Kohnâ€“Sham density functional theory predict accurate charge distributions for both
single-reference and multi-reference molecules?. Physical Chemistry Chemical Physics, 2017, 19,
12898-12912.

1.3 45

4161 Predicting solvatochromic shifts and colours of a solvated organic dye: The example of nile red.
Journal of Chemical Physics, 2017, 146, 124504. 1.2 54

4162
Effect of H-bonding interactions of water molecules in the self assembly of supramolecular
architecture-joint experimental and computational studies. Journal of Molecular Structure, 2017,
1142, 148-155.

1.8 7

4163 Screening and design of high-performance indoline-based dyes for DSSCs. RSC Advances, 2017, 7,
20520-20536. 1.7 44

4164
Tuning the electronic and optical properties of diphenylsulphone based thermally activated delayed
fluorescent materials via structural modification: A theoretical study. Dyes and Pigments, 2017, 143,
42-47.

2.0 10

4165
Comparing the performance of TDâ€•DFT and SACâ€•CI methods in the description of excited states potential
energy surfaces: An excited state proton transfer reaction as case study. Journal of Computational
Chemistry, 2017, 38, 1084-1092.

1.5 15

4166 Ï€-Conjugation Effects of Oligo(thienylenevinylene) Side Chains in Semiconducting Polymers on
Photovoltaic Performance. Macromolecules, 2017, 50, 3557-3564. 2.2 6

4167 Electronic relaxation pathways of the biologically relevant pterin chromophore. Physical Chemistry
Chemical Physics, 2017, 19, 12720-12729. 1.3 11



220

Citation Report

# Article IF Citations

4168 Assessment of range-separated functionals in the presence of implicit solvent: Computation of
oxidation energy, reduction energy, and orbital energy. Journal of Chemical Physics, 2017, 146, 164102. 1.2 16

4169 A Stable <i>N</i>â€•Annulated Peryleneâ€•Bridged Bisphenoxyl Diradicaloid and the Corresponding Boron
Trifluoride Complex. Chemistry - A European Journal, 2017, 23, 9419-9424. 1.7 13

4170
Assessing the role of Hartree-Fock exchange, correlation energy and long range corrections in
evaluating ionization potential, and electron affinity in density functional theory. Journal of
Computational Chemistry, 2017, 38, 1844-1852.

1.5 13

4171 How Does Mg 2+ Modulate the RNA Folding Mechanism: A Case Study of the G:C W:W Trans Basepair.
Biophysical Journal, 2017, 113, 277-289. 0.2 12

4172 Oligomerization of Vanadium-acetylene systems and its effect on hydrogen storage. International
Journal of Hydrogen Energy, 2017, 42, 14188-14198. 3.8 16

4173 Benchmark Relative Energies for Large Water Clusters with the Generalized Energy-Based
Fragmentation Method. Journal of Chemical Theory and Computation, 2017, 13, 2696-2704. 2.3 34

4174 First-Principle Study on the Effect of Pi-Spacers on Small Molecule Acceptors: Quantum Design of
Organic Solar Cells and NLO Compounds. Journal of Cluster Science, 2017, 28, 2419-2431. 1.7 5

4175 Efficacy of Density Functionals and Relativistic Effective Core Potentials for Lanthanide-Containing
Species: The Ln54 Molecule Set. Journal of Chemical Theory and Computation, 2017, 13, 2831-2839. 2.3 25

4176 An octanuclear Schiff-base complex with a Na2Ni6 core: structure, magnetism and DFT calculations.
RSC Advances, 2017, 7, 25821-25827. 1.7 9

4177 Theoretical investigation of the photochromic properties of [2.2]paracyclophane-bridged imidazole
dimers and bis(imidazole) dimers. Tetrahedron, 2017, 73, 4936-4949. 1.0 8

4178 Artificial light-harvesting n-type porphyrin for panchromatic organic photovoltaic devices. Chemical
Science, 2017, 8, 5095-5100. 3.7 50

4179 Temperature dependent spectroscopic and excited state dynamics of 3-hydroxychromones with
electron donor and acceptor substituents. Methods and Applications in Fluorescence, 2017, 5, 024011. 1.1 6

4180 Extraction behaviour and mechanism of Pt(<scp>iv</scp>) and Pd(<scp>ii</scp>) by liquidâ€“liquid
extraction with an ionic liquid [HBBIm]Br. Dalton Transactions, 2017, 46, 7210-7218. 1.6 24

4181 CC2 oscillator strengths within the local framework for calculating excitation energies (LoFEx).
Journal of Chemical Physics, 2017, 146, 144107. 1.2 4

4182
Properties of electronically excited states of four squaraine dyes and their complexes with fullerene
C 70 : A theoretical investigation. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2017, 184, 82-88.

2.0 4

4183 Oxocomplexes of U(vi) with 8-hydroxyquinoline-5-sulfonate in solution: structural studies and
photophysical behaviour. Dalton Transactions, 2017, 46, 9358-9368. 1.6 5

4184 DFT study of host-dopant systems of DPVBi with organophosphorus Ï€-conjugated materials.
Computational and Theoretical Chemistry, 2017, 1113, 61-71. 1.1 3

4185 Rhodium-rhodium interactions in [Rh(Î²-diketonato)(CO)2] complexes. Journal of Molecular Structure,
2017, 1144, 280-289. 1.8 13



221

Citation Report

# Article IF Citations

4186

Molecular structure, second- and third-order nonlinear optical properties and DFT studies of a novel
non-centrosymmetric chalcone derivative:
(2E)-3-(4-fluorophenyl)-1-(4-{[(1E)-(4-fluorophenyl)methylene]amino}phenyl)prop-2-en-1-one.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 184, 342-354.

2.0 74

4187
Diarylamino- and Diarylboryl-Substituted Donorâ€“Acceptor Pyrene Derivatives: Influence of
Substitution Pattern on Their Photophysical Properties. Journal of Organic Chemistry, 2017, 82,
5111-5121.

1.7 47

4188
Femtosecond to microsecond observation of the photochemical reaction of
1,2-di(quinolin-2-yl)disulfide with methyl methacrylate. Physical Chemistry Chemical Physics, 2017, 19,
12981-12991.

1.3 18

4189 A DFT Study of the Structures and Photoelectric Properties of Benzodithiopheneâ€•Based Molecules by
Replacing Sulfur with a Variety of Heteroatoms (O, N, P, Si, Se). ChemistrySelect, 2017, 2, 3838-3847. 0.7 1

4190 Accurate calculations of the noncovalent systems with flat potential energy surfaces: Naphthalene
dimer and azulene dimer. Computational and Theoretical Chemistry, 2017, 1112, 52-60. 1.1 4

4191 Understanding ion-ion and ion-solvent interactions in aqueous solutions of NMP based protic ionic
liquids through partial molar properties and DFT calculations. Fluid Phase Equilibria, 2017, 445, 35-44. 1.4 14

4192 Spectral behavior and computational studies of fuchsin in various solvents. Journal of Molecular
Liquids, 2017, 238, 193-197. 2.3 9

4193 The new competitive mechanism of hydrogen bonding interactions and transition process for the
hydroxyphenyl imidazo [1, 2-a] pyridine in mixed liquid solution. Scientific Reports, 2017, 7, 1574. 1.6 31

4194 Broadband terahertz dielectric spectroscopy of alcohols. Chemical Physics Letters, 2017, 678, 65-71. 1.2 17

4195 Syntheses and molecular structures of trans-bis(alkynyl) tetrakis-triethylphosphite ruthenium
complexes. Journal of Organometallic Chemistry, 2017, 847, 242-250. 0.8 4

4196 Organoboron copolymers containing thienothiophene and selenophenothiophene analogues: optical,
electrochemical and fluoride sensing properties. RSC Advances, 2017, 7, 23197-23207. 1.7 12

4197 Coâ€•reactant Electrogenerated Chemiluminescence of Iridium(III) Complexes Containing an
Acetylacetonate Ligand. ChemElectroChem, 2017, 4, 1797-1808. 1.7 31

4198 3-Phenothiazinyl propiolates â€“ Fluorescent electrophores by Sonogashira coupling of ethyl
propiolate. Dyes and Pigments, 2017, 143, 308-316. 2.0 6

4199
Cyclohelminthol X, a Hexa-Substituted Spirocyclopropane from <i>Helminthosporium velutinum</i>
yone96: Structural Elucidation, Electronic Circular Dichroism Analysis, and Biological Properties.
Journal of Organic Chemistry, 2017, 82, 5574-5582.

1.7 28

4200 Design of â€œpush-pullâ€• p-type quinoid-based organic dyes with near-IR absorption: A density function
theory study. Journal of the Korean Physical Society, 2017, 70, 758-764. 0.3 1

4201 Accurate prediction of emission energies with TD-DFT methods for platinum and iridium OLED
materials. Journal of Molecular Modeling, 2017, 23, 174. 0.8 9

4202 Static (hyper)polarizabilities and absorption spectra of single [2.2]p-cyclophane NO2/NH2 substituted
from DFT methods. Optical and Quantum Electronics, 2017, 49, 1. 1.5 2

4203 Structure and spectroscopic study of aqueous Fe(III)-As(V) complexes using UVâ€“Vis, XAS and
DFT-TDDFT. Chemosphere, 2017, 182, 595-604. 4.2 48



222

Citation Report

# Article IF Citations

4204 Computational investigation and comparison of hydrogen storage properties of B24N24 and Al24N24
nanocages. International Journal of Hydrogen Energy, 2017, 42, 14166-14180. 3.8 7

4205 The investigation of the central metal effects on the porphyrin-based DSSCs performance; molecular
approach. Materials Chemistry and Physics, 2017, 196, 142-152. 2.0 28

4206 The Peculiar Role of the Au<sub>3</sub> Unit in Au<sub><i>m</i></sub> Clusters: Ïƒ-Aromaticity of the
Au<sub>5</sub>Zn<sup>+</sup> Ion. Inorganic Chemistry, 2017, 56, 5793-5803. 1.9 27

4207

Gas-Phase Structural and Optical Properties of Homo- and Heterobimetallic Rhombic Dodecahedral
Nanoclusters
[Ag<sub>14â€“<i>n</i></sub>Cu<sub><i>n</i></sub>(Câ‰¡C<i>t</i>Bu)<sub>12</sub>X]<sup>+</sup> (X = Cl) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 617 Td (and Br): Ion Mobility, VUV and UV Spectroscopy, and DFT Calculations. Journal of Physical Chemistry C,

2017, 121, 10719-10727.

1.5 19

4208
The dimer-approach to characterize opto-electronic properties of and exciton trapping and diffusion
in organic semiconductor aggregates and crystals. Physical Chemistry Chemical Physics, 2017, 19,
12604-12619.

1.3 56

4209 Highly selective vapochromic fluorescence of polycarbonate films Doped with an ICTâ€•Based
solvatochromic probe. Journal of Polymer Science, Part B: Polymer Physics, 2017, 55, 1171-1180. 2.4 5

4210 Molecular orbital analysis, vibrational spectroscopic investigation, static and dynamic NLO responses
of Ethyl 6-nitro-1H-indole-3-carboxylate. Materials Research Innovations, 0, , 1-10. 1.0 2

4211 Chemistry of the 5g Elements: Relativistic Calculations on Hexafluorides. Angewandte Chemie -
International Edition, 2017, 56, 10132-10134. 7.2 17

4212 TD-DFT and GIAO-NMR spectroscopy studies for maltose and (Î±- and Î²)-glucose in water solution using
S-MC/QM polarization methodology. Journal of Molecular Liquids, 2017, 237, 295-303. 2.3 11

4213 Blue-light induced CO releasing properties of thiourea based manganese(I) carbonyl complexes.
Polyhedron, 2017, 131, 13-21. 1.0 11

4214
Theoretical simulations for vibrationally-resolved absorption spectra of naphthalenediimide
cyclophane derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017,
183, 339-347.

2.0 7

4215
Local Electron Correlation Treatment in Extended Multireference Calculations: Effect of
Acceptorâ€“Donor Substituents on the Biradical Character of the Polycyclic Aromatic Hydrocarbon
Heptazethrene. Journal of Chemical Theory and Computation, 2017, 13, 2612-2622.

2.3 13

4216 Direct Observation of the Ultrafast Evolution of Open-Shell Biradical in Photochromic Radical
Dimer. Journal of the American Chemical Society, 2017, 139, 6382-6389. 6.6 23

4217 On the magnetic circular dichroism of benzene. A density-functional study. Journal of Chemical
Physics, 2017, 146, 144301. 1.2 6

4218 The mechanism of oxidation in chromophore maturation of wild-type green fluorescent protein: a
theoretical study. Physical Chemistry Chemical Physics, 2017, 19, 12942-12952. 1.3 9

4219
Theoretical investigation of the weak interactions of rare gas atoms with silver clusters by
resonance <scp>R</scp>aman spectroscopy modeling. International Journal of Quantum Chemistry,
2017, 117, e25389.

1.0 3

4220 Heteroatom effect on photophysical properties of 2-(2â€²-hydroxyphenyl)benzimidazole and its
derivatives as fluorescent dyes: A TD-DFT study. Journal of Luminescence, 2017, 188, 275-282. 1.5 23

4221
Two new lignan-iridoid glucoside diesters from the leaves of Vaccinium bracteatum and their relative
and absolute configuration determination by DFT NMR and TDDFT-ECD calculation. Tetrahedron, 2017,
73, 3213-3219.

1.0 18



223

Citation Report

# Article IF Citations

4222
Removal of pharmaceuticals by a potassium ferrate(<scp>vi</scp>) material: from practical
implementation to reactivity prediction. Environmental Science: Water Research and Technology, 2017,
3, 699-709.

1.2 5

4223
DFT calculations of the tautomerization and NLO properties of
5-amino-7-(pyrrolidin-1-yl)-2,4,4-trimethyl-1,4-dihydro-1,6-naphthyridine-8-carbonitrile (APNC). Journal of
Molecular Structure, 2017, 1143, 397-404.

1.8 23

4224 New complexes of Cu(II) with dipicolinate and pyridyl-based ligands: An experimental and DFT approach.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 183, 45-52. 2.0 1

4225 A new near-linear scaling, efficient and accurate, open-shell domain-based local pair natural orbital
coupled cluster singles and doubles theory. Journal of Chemical Physics, 2017, 146, 164105. 1.2 285

4226 Synthesis and Fluorescent Behaviour of 2-Aryl-4,5-dihydro-1<i>H</i>-1,2,4-triazoles. Journal of Organic
Chemistry, 2017, 82, 86-100. 1.7 13

4227 Cu<sup>2+</sup>-Selectivity gated photochromism in Schiff-modified diarylethenes with a star-shaped
structure. Journal of Materials Chemistry C, 2017, 5, 282-289. 2.7 34

4228 New carbazole-based dyes with asymmetric butterfly structure for dye-sensitized solar cells: Design
and properties studies. Dyes and Pigments, 2017, 139, 148-156. 2.0 28

4229 Charge Transfer at the Q<sub>o</sub>-Site of the Cytochrome <i>bc</i><sub>1</sub> Complex Leads
to Superoxide Production. Journal of Physical Chemistry B, 2017, 121, 1771-1782. 1.2 16

4230
Experimental and theoretical second harmonic generation and photoluminescence from the
pseudo-centrosymmetric dihydrochloride salt dihydrate of trans-1,2-bis(4-pyridyl)ethene.
CrystEngComm, 2017, 19, 346-354.

1.3 5

4231 Spectroscopic and TDDFT investigation on highly selective fluorogenic chemosensor and
construction of molecular logic gates. Materials Science and Engineering C, 2017, 72, 667-675. 3.8 12

4232 Accurate Intermolecular Potential for the C<sub>60</sub> Dimer: The Performance of Different
Levels of Quantum Theory. Journal of Chemical Theory and Computation, 2017, 13, 274-285. 2.3 20

4233 High performance solid-state dye-sensitized solar cells based on organic blue-colored dyes. Journal of
Materials Chemistry A, 2017, 5, 1242-1247. 5.2 35

4234 Bis(phenothiazylâ€•ethynylene)â€•Based Organic Dyes Containing Diâ€•Anchoring Groups with Efficiency
Comparable to N719 for Dyeâ€•Sensitized Solar Cells. Chemistry - an Asian Journal, 2017, 12, 332-340. 1.7 9

4235 Technetium complexes with arylselenolato and aryltellurolato ligands. Dalton Transactions, 2017, 46,
9280-9286. 1.6 10

4236 Excited state characterization of carbonyl containing carotenoids: a comparison between single and
multireference descriptions. Physical Chemistry Chemical Physics, 2017, 19, 17156-17166. 1.3 15

4237 Hydroquinone derivatives from the marine-derived fungus Gliomastix sp.. RSC Advances, 2017, 7,
30640-30649. 1.7 25

4238 Novel bifunctional aromatic linker utilized in CdSe quantum dots-sensitized solar cells: boosting the
open-circuit voltage and electron injection. Journal of Materials Chemistry A, 2017, 5, 14319-14330. 5.2 16

4239 Quanteninterferenzexperimente fÃ¼r die Vermessung von Vitaminen in der Gasphase. Angewandte
Chemie, 2017, 129, 11088-11093. 1.6 0



224

Citation Report

# Article IF Citations

4240 Quadratic nonlinear optical (NLO) properties of borazino (B<sub>3</sub>N<sub>3</sub>)-doped
nanographenes. Journal of Materials Chemistry C, 2017, 5, 8273-8287. 2.7 33

4241 Understanding the effects of electronic polarization and delocalization on charge-transport levels
in oligoacene systems. Journal of Chemical Physics, 2017, 146, 224705. 1.2 16

4242 Coupled Cluster and Density Functional Studies of Atomic Fluorine Chemisorption on Coronene as
Model Systems for Graphene Fluorination. Journal of Physical Chemistry C, 2017, 121, 14888-14898. 1.5 12

4243
Interfacial Electron Transfer Followed by Photooxidation in
<i>N</i>,<i>N</i>-Bis(<i>p</i>-anisole)aminopyridineâ€“Aluminum(III) Porphyrinâ€“Titanium(IV) Oxide
Self-Assembled Photoanodes. Journal of Physical Chemistry C, 2017, 121, 14484-14497.

1.5 12

4244 Shedding Light on the Accuracy of Optimally Tuned Range-Separated Approximations for Evaluating
Oxidation Potentials. Journal of Physical Chemistry A, 2017, 121, 4189-4201. 1.1 14

4245 A Quantum Chemical Interpretation of Two-Dimensional Electronic Spectroscopy of Light-Harvesting
Complexes. Journal of the American Chemical Society, 2017, 139, 7558-7567. 6.6 71

4246
Regular and red-shifted fluorescence of the donorâ€“acceptor compound
5-(1H-pyrrole-1-yl)thiophenecarbonitrile (TCN) is efficiently quenched by internal modes of thiophene.
Physical Chemistry Chemical Physics, 2017, 19, 13951-13959.

1.3 3

4247
Photoinduced excitation and charge transfer processes of organic dyes with siloxane anchoring
groups: a combined spectroscopic and computational study. Physical Chemistry Chemical Physics, 2017,
19, 15310-15323.

1.3 11

4248 Isolated alkali cation complexes of the antibiotic ionophore nonactin: correlation with crystalline
structures. Physical Chemistry Chemical Physics, 2017, 19, 14984-14991. 1.3 4

4249 Desulfination by 2â€²-hydroxybiphenyl-2-sulfinate desulfinase proceeds via electrophilic aromatic
substitution by the cysteine-27 proton. Chemical Science, 2017, 8, 5078-5086. 3.7 9

4250 Pyridyl Containing 1,5-Diaza-3,7-diphosphacyclooctanes as Bridging Ligands for Dinuclear Copper(I)
Complexes. Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2017, 643, 895-902. 0.6 16

4251 The effect of rotational isomerism on the first hyperpolarizability of chromophores with divinyl
quinoxaline conjugated bridge. Chemical Physics Letters, 2017, 681, 16-21. 1.2 13

4252 From Highly Fluorescent Donors to Strongly Absorbing Acceptors: The Tunable Properties of
Fluorubines. Journal of Organic Chemistry, 2017, 82, 6153-6162. 1.7 7

4253 Evaluation of electronic polarization energy in oligoacene molecular crystals using the solvated
supermolecular approach. Physical Chemistry Chemical Physics, 2017, 19, 14453-14461. 1.3 7

4254 Probing optical properties of thiophene derivatives for two-photon absorption. Theoretical
Chemistry Accounts, 2017, 136, 1. 0.5 16

4255 Nonlinear optical response of a series of small molecules: quantum modification of Ï€-spacer and
acceptor. Journal of the Iranian Chemical Society, 2017, 14, 2041-2054. 1.2 24

4256 Lithium enhanced second hyperpolarizability of inverse sandwich compounds (M-C 4 X 4 -M; X = H, Li)
of beryllium, magnesium and calcium. Computational and Theoretical Chemistry, 2017, 1112, 46-51. 1.1 1

4257 A fragmentation-based approach for evaluating the intra-chain excitonic couplings in conjugated
polymers. Chemical Physics Letters, 2017, 679, 152-157. 1.2 9



225

Citation Report

# Article IF Citations

4258 Near UV-Visible electronic absorption originating from charged amino acids in a monomeric protein.
Chemical Science, 2017, 8, 5416-5433. 3.7 136

4259 Insights on the Reactivity of Terminal Phosphanido Metal Complexes toward Activated Alkynes from
Theoretical Computations. Inorganic Chemistry, 2017, 56, 6652-6661. 1.9 2

4260 First-principles study of nickel complex with 1,3-dithiole-2-thione-4,5-dithiolate ligands as model
photosensitizers. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 7

4261 Computational investigation on the large energy gap between the triplet excited-states in acenes. RSC
Advances, 2017, 7, 26697-26703. 1.7 26

4262 From Ligand to Phosphor: Rapid, Machineâ€•Assisted Synthesis of Substituted Iridium(III) Pyrazolate
Complexes with Tuneable Luminescence. Chemistry - A European Journal, 2017, 23, 9407-9418. 1.7 23

4263 Benzhydryl Ethers of Tartaric Acid Derivatives: Stereochemical Response of a Dynamically Chiral
Propeller. ChemPhysChem, 2017, 18, 2197-2207. 1.0 4

4264 Experimental and Theoretical Examination of the Radical Cations Obtained from the Chemical and
Electrochemical Oxidation of 5â€•Aminothiazoles. ChemistryOpen, 2017, 6, 282-287. 0.9 7

4265 Efficient switching of mCherry fluorescence using chemical caging. Proceedings of the National
Academy of Sciences of the United States of America, 2017, 114, 7013-7018. 3.3 19

4266 Time dependent â€“ density functional theory characterization of organic dyes for dye-sensitized solar
cells. Molecular Simulation, 2017, 43, 1523-1531. 0.9 22

4267 Exciton coupling between enones: Quassinoids revisited. Chirality, 2017, 29, 476-485. 1.3 16

4268 Unsymmetrical achiral four ring hockey stick shaped mesogens based on 1,3,4-oxadiazole:
Photophysical, mesogenic and DFT studies. Journal of Molecular Liquids, 2017, 241, 881-896. 2.3 9

4269
The conversion of donor to acceptor and rational design for diketopyrrolopyrrole-containing small
molecule acceptors by introducing nitrogen-atoms for organic solar cells. RSC Advances, 2017, 7,
31800-31806.

1.7 17

4270 Relating stacking structures and charge transport in crystal polymorphs of the pyrrole-based
Ï€-conjugated molecule. Organic Electronics, 2017, 49, 53-63. 1.4 11

4271 Accurate excitation energies of molecules and oligomers from a semilocal density functional.
Journal of Chemical Physics, 2017, 146, 234102. 1.2 11

4272 Thirty years of density functional theory in computational chemistry: an overview and extensive
assessment of 200 density functionals. Molecular Physics, 2017, 115, 2315-2372. 0.8 1,401

4273 Optimization and transferability of nonâ€•electrostatic repulsion in the polarizable density embedding
model. Journal of Computational Chemistry, 2017, 38, 2108-2117. 1.5 4

4274
Synthesis and characterization of push-pull bithiophene and thieno[3,2-b]thiophene derivatives
bearing an ethyne linker as sensitizers for dye-sensitized solar cells. Organic Electronics, 2017, 49,
194-205.

1.4 24

4275 Role of N-Heterocyclic Carbenes as Ligands in Iridium Carbonyl Clusters. Journal of Physical
Chemistry A, 2017, 121, 5029-5044. 1.1 7



226

Citation Report

# Article IF Citations

4276
Tetrathiafulvaleneâ€“Polychlorotriphenylmethyl Dyads: Influence of Bridge and Openâ€•Shell
Characteristics on Linear and Nonlinear Optical Properties. Chemistry - A European Journal, 2017, 23,
11067-11075.

1.7 21

4277 Theoretical insights into the structural, electronic and optical properties of
benzotrithiophene-based hole-transporting materials. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 6

4278 Understanding the photo-electrochemistry of metal-free di and tri substituted thiophene-based
organic dyes in dye-sensitized solar cells using DFT/TD-DFT studies. Ionics, 2017, 23, 3545-3554. 1.2 20

4279 Theoretical study on the thermal cis - Trans isomerization of novel acylhydrazone photoswitches.
Organic Electronics, 2017, 48, 154-164. 1.4 10

4280 Protonation-Induced Sign Inversion of the Cotton Effects of Pyridinophanes. A Combined
Experimental and Theoretical Study. Journal of Physical Chemistry A, 2017, 121, 977-985. 1.1 10

4281 Performance of TD-DFT for Excited States of Open-Shell Transition Metal Compounds. Journal of
Physical Chemistry A, 2017, 121, 3929-3942. 1.1 31

4282 Quantumâ€•Assisted Metrology of Neutral Vitamins in the Gas Phase. Angewandte Chemie - International
Edition, 2017, 56, 10947-10951. 7.2 22

4283 A fluorescent photochromic diarylethene based on naphthalic anhydride with strong
solvatochromism. RSC Advances, 2017, 7, 29854-29859. 1.7 13

4284 Visible absorbing croconium dyes with intramolecular hydrogen bonding: A combined experimental
and computational study. Journal of Molecular Structure, 2017, 1146, 684-691. 1.8 8

4285 Synthesis, characterization, and pharmacological studies of ferrocene-1H-1,2,3-triazole hybrids.
Journal of Molecular Structure, 2017, 1146, 536-545. 1.8 41

4286
On the spectral properties of methyl and methoxy derivatives of 1,3-diphenyl-1 H -pyrazolo[3,4- b
]quinoxalines: Experiment and DFT/TDDFT calculations. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2017, 186, 89-98.

2.0 9

4287 Optical and theoretical investigation of Indian yellow (euxanthic acid and euxanthone). Dyes and
Pigments, 2017, 144, 234-241. 2.0 6

4288 Solvatochromic analysis and DFT computational study of an azomaleimide derivative. Journal of
Molecular Liquids, 2017, 240, 476-485. 2.3 19

4289 A combination of experimental and computational studies on a new oxamido bridged dinuclear
copper(II) complex. Journal of Molecular Structure, 2017, 1146, 43-49. 1.8 0

4290 Metallocorroles as inherently chiral chromophores: resolution and electronic circular dichroism
spectroscopy of a tungsten biscorrole. Chemical Communications, 2017, 53, 6121-6124. 2.2 14

4291 On the structures, spin states, and optical properties of titanium, platinum, and iron azacalixphyrins:
a DFT study. Physical Chemistry Chemical Physics, 2017, 19, 15903-15913. 1.3 4

4292 Straightforward metal-free synthesis of an azacalix[6]arene forming a hostâ€“guest complex with
fullerene C<sub>60</sub>. New Journal of Chemistry, 2017, 41, 5284-5290. 1.4 3

4293 Flapping viscosity probe that shows polarity-independent ratiometric fluorescence. Journal of
Materials Chemistry C, 2017, 5, 5248-5256. 2.7 70



227

Citation Report

# Article IF Citations

4294 Boron/nitrogen substituted the staggered hetero-dimers: Fascinating intermolecular charge-transfer
and large NLO responses. Dyes and Pigments, 2017, 145, 21-28. 2.0 13

4295
Dispersion-Corrected Spin-Component-Scaled Double-Hybrid Density Functional Theory:
Implementation and Performance for Non-covalent Interactions. Journal of Chemical Theory and
Computation, 2017, 13, 2650-2666.

2.3 8

4296 Unraveling factors leading to efficient norbornadieneâ€“quadricyclane molecular solar-thermal
energy storage systems. Journal of Materials Chemistry A, 2017, 5, 12369-12378. 5.2 65

4297 Chargeâ€•Transfer Excitations: A Challenge for Timeâ€•Dependent Density Functional Theory That Has Been
Met. Advanced Energy Materials, 2017, 7, 1700440. 10.2 145

4298 Performance and Self-Consistency of the Generalized Dielectric Dependent Hybrid Functional. Journal
of Chemical Theory and Computation, 2017, 13, 3318-3325. 2.3 33

4299 Complexation of Manganese with Glutarimidedioxime: Implication for Extraction Uranium from
Seawater. Scientific Reports, 2017, 7, 43503. 1.6 13

4300
An assessment of low-lying excitation energies and triplet instabilities of organic molecules with an
<i>ab initio</i> Bethe-Salpeter equation approach and the Tamm-Dancoff approximation. Journal of
Chemical Physics, 2017, 146, 194108.

1.2 81

4301 Effect of Point Defects on Optical Properties of Graphene Fluoride: A First-Principles Study. Journal
of Physical Chemistry C, 2017, 121, 12855-12862. 1.5 30

4302 Hockey-stick-shaped mesogens based on 1,3,4-thiadiazole: synthesis, mesomorphism, photophysical and
DFT studies. Liquid Crystals, 2017, 44, 2203-2221. 0.9 31

4303 Vibronic quantized tunneling controlled photoinduced electron transfer in an organic solar cell
subjected to an external electric field. Physical Chemistry Chemical Physics, 2017, 19, 16105-16112. 1.3 26

4304 Silver(III)â‹…â‹…â‹…Silver(III) Interactions that Stabilize the <i>syn</i> Form in a Porphyrin Dimer Upon
Oxidation. Angewandte Chemie - International Edition, 2017, 56, 8849-8854. 7.2 33

4305
Benchmarking of density functionals for the kinetics and thermodynamics of the hydrolysis of
glycosidic bonds catalyzed by glycosidases. International Journal of Quantum Chemistry, 2017, 117,
e25409.

1.0 37

4306
Shape similarity of charge-transfer (CT) excitation energy curves in a series of donor-acceptor
complexes and its description with a transferable energy of CT orbital. Chemical Physics Letters, 2017,
682, 1-5.

1.2 1

4307
pH-Switchability and Second-Order Nonlinear Optical Properties of
Monocyclopentadienylruthenium(II)/iron(II) Tetrazoles/Tetrazolates: Synthesis, Characterization, and
Time-Dependent Density Functional Theory Calculations. Inorganic Chemistry, 2017, 56, 6849-6863.

1.9 10

4308 Solvent Effects on Optical Rotation: On the Balance between Hydrogen Bonding and Shifts in Dihedral
Angles. Journal of Physical Chemistry A, 2017, 121, 4765-4777. 1.1 10

4309 Dâ€“Aâˆ’Ï€â€“A System: Light Harvesting, Charge Transfer, and Molecular Designing. Journal of Physical
Chemistry C, 2017, 121, 12546-12561. 1.5 100

4310 Molecular â€œtopological insulatorsâ€•: a case study of electron transfer in the bis(methylene)
adamantyl carbocation. Chemical Communications, 2017, 53, 7365-7368. 2.2 10

4311 Racemic charge-transfer complexes of a helical polycyclic aromatic hydrocarbon molecule.
CrystEngComm, 2017, 19, 3626-3632. 1.3 19



228

Citation Report

# Article IF Citations

4312
Excited state intersystem crossing and the relaxation dynamics of phosphorescent Ir(III) complexes
bearing bipyridine-based C^N ligand. Journal of Photochemistry and Photobiology A: Chemistry, 2017,
346, 225-235.

2.0 3

4313 Substantial Intramolecular Charge Transfer Induces Long Emission Wavelengths and Mega Stokes
Shifts in 6-Aminocoumarins. Journal of Physical Chemistry C, 2017, 121, 13274-13279. 1.5 55

4314 Synthesis, characterization, spectroscopic properties and DFT study of a new pyridazinone family.
Journal of Molecular Structure, 2017, 1148, 162-169. 1.8 7

4315 A Quantumâ€•mechanical Study of the Binding Pocket of Proteorhodopsin: Absorption and Vibrational
Spectra Modulated by Analogue Chromophores. Photochemistry and Photobiology, 2017, 93, 1399-1406. 1.3 7

4316 Can DFT and ab initio methods adequately describe binding energies in strongly interacting C6X6â‹¯C2X
Ï€â€“Ï€ complexes?. Chemical Physics, 2017, 493, 12-19. 0.9 7

4317
Electronic delocalization, charge transfer and hypochromism in the UV absorption spectrum of
polyadenine unravelled by multiscale computations and quantitative wavefunction analysis. Chemical
Science, 2017, 8, 5682-5691.

3.7 79

4318 Silver(III)â‹…â‹…â‹…Silver(III) Interactions that Stabilize the <i>syn</i> Form in a Porphyrin Dimer Upon
Oxidation. Angewandte Chemie, 2017, 129, 8975-8980. 1.6 8

4319 The Catalytic Mechanism of the Pyridoxalâ€•5â€²â€•phosphateâ€•Dependent Enzyme, Histidine Decarboxylase: A
Computational Study. Chemistry - A European Journal, 2017, 23, 9162-9173. 1.7 28

4320 nâ€•Channel Organic Semiconductors Derived from Airâ€•Stable Fourâ€•Coordinate Boron Complexes of
Substituted Thienylthiazoles. Chemistry - A European Journal, 2017, 23, 11620-11628. 1.7 34

4321 pH-Directed Aggregation to Control Photoconductivity in Self-Assembled Perylene Bisimides. CheM,
2017, 2, 716-731. 5.8 53

4322
Hydrogen bonding interactions and supramolecular assemblies in 2-amino guanidinium 4-methyl
benzene sulphonate crystal structure: Hirshfeld surfaces and computational calculations. Journal of
Molecular Structure, 2017, 1146, 723-734.

1.8 35

4323 Flicking the Switch on Donorâ€“Acceptor Interactions in Hexaazatrinaphthalene Dyes: A Spectroscopic
and Computational Study. ChemPhotoChem, 2017, 1, 432-441. 1.5 13

4324
The influence of noncovalent interactions in metalâ€•free organic dye molecules to augment the
efficiency of dye sensitized solar cells: A computational study. International Journal of Quantum
Chemistry, 2017, 117, e25415.

1.0 7

4325 Indolylbenzothiadiazoles with varying substituents on the indole ring: a systematic study on the
self-recovering mechanochromic luminescence. RSC Advances, 2017, 7, 16953-16962. 1.7 56

4326 Electronic Properties of a New All-Inorganic Perovskite TlPbI3 Simulated by the First Principles.
Nanoscale Research Letters, 2017, 12, 232. 3.1 11

4327 Quantum chemical calculations of tryptophan â†’ heme electron and excitation energy transfer rates in
myoglobin. Journal of Computational Chemistry, 2017, 38, 1495-1502. 1.5 16

4328 Dimeric nature of N-coordinated Mg and Ca ions in metaloorganic compounds. The topological
analysis of ELF functions for Mgâ€“Mg and Caâ€“Ca bonds. Polyhedron, 2017, 129, 22-29. 1.0 6

4329
Improving the Performance of Hybrid Functional-Based Molecular Dynamics Simulation through
Screening of Hartreeâ€“Fock Exchange Forces. Journal of Chemical Theory and Computation, 2017, 13,
2178-2184.

2.3 9



229

Citation Report

# Article IF Citations

4330 Molecular recognition of cyclodecapeptides to ibuprofen and naproxen enantiomers: a theoretical
study. Structural Chemistry, 2017, 28, 1631-1644. 1.0 7

4331 Efficient Photoswitch System Combining a Dimethyldihydropyrene Pyridinium Core and Ruthenium(II)
Bis-Terpyridine Entities. Inorganic Chemistry, 2017, 56, 4357-4368. 1.9 19

4332 Electron transfer in silicon-bridged adjacent chromophores: the source for blue-green emission.
Physical Chemistry Chemical Physics, 2017, 19, 11404-11415. 1.3 6

4333 The effect of dynamical fluctuations of hydration structures on the absorption spectra of
oxyluciferin anions in an aqueous solution. Physical Chemistry Chemical Physics, 2017, 19, 10028-10035. 1.3 7

4334 Planarized and Twisted Intramolecular Charge Transfer: A Concept for Fluorophores Showing Two
Independent Rotations in Excited State. Chemistry - A European Journal, 2017, 23, 9288-9296. 1.7 57

4335
Photophysical properties of the isomorphic emissive RNA nucleobase analogues and effect of water
solution, ribose, and base pairing: A theoretical study. International Journal of Quantum Chemistry,
2017, 117, e25377.

1.0 7

4336
Theoretical investigation on the reactivity and photophysical properties of cobalt(II) and
manganese(II) complexes constructed using Schiff base ligands based on ALIE and TDDFT calculations.
Polyhedron, 2017, 129, 141-148.

1.0 7

4337 Photoactive layer based on T-shaped benzimidazole dyes used for solar cell: from photoelectric
properties to molecular design. Scientific Reports, 2017, 7, 45688. 1.6 40

4338 Modelling the matrix shift on the vibrational frequency of ThO by DFT-D3 calculations. Journal of
Chemical Physics, 2017, 146, 124301. 1.2 0

4339 An extrapolation scheme for solid-state NMR chemical shift calculations. Chemical Physics Letters,
2017, 677, 99-106. 1.2 9

4340 Optical properties of donorâ€“acceptor conjugated copolymers: A computational study. Chemical
Physics Letters, 2017, 678, 9-16. 1.2 8

4341
The influence of structural factors on the composition, spectral-luminescent properties and thermal
stability of zinc(II) bis(dipyrromethenate)s crystal solvates with aromatic hydrocarbons. Journal of
Luminescence, 2017, 187, 69-77.

1.5 5

4342 Computing sextic centrifugal distortion constants by DFT: A benchmark analysis on halogenated
compounds. Journal of Molecular Spectroscopy, 2017, 335, 117-125. 0.4 24

4343
Interface energetics of [Emim] + [X] âˆ’ and [Bmim] + [X] âˆ’ (X = BF 4 , Cl, PF 6 , TfO, Tf 2 N) based ionic
liquids on graphene, defective graphene, and graphyne surfaces. Journal of Molecular Liquids, 2017,
236, 124-134.

2.3 23

4344 Doppler-limited high-resolution spectrum and VPT2 assisted assignment of the C-H stretch of CH2Br2.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 181, 180-191. 2.0 6

4345 Predicting standard reduction potential for anticancer Au(III)-complexes: A DFT study. Computational
and Theoretical Chemistry, 2017, 1108, 86-92. 1.1 8

4346 Effects of the locality of a potential derived from hybrid density functionals on Kohnâ€“Sham orbitals
and excited states. Physical Chemistry Chemical Physics, 2017, 19, 10177-10186. 1.3 14

4347 Experimental and theoretical insight into the electronic properties of
4â€•arylâ€•5â€•arylazoâ€•3â€•cyanoâ€•6â€•hydroxyâ€•2â€•pyridone dyes. Coloration Technology, 2017, 133, 223-233. 0.7 10



230

Citation Report

# Article IF Citations

4348 Excited-State Decay Paths in Tetraphenylethene Derivatives. Journal of Physical Chemistry A, 2017, 121,
2572-2579. 1.1 93

4349 Exploring Fluorescent Dyes at Biomimetic Interfaces with Second Harmonic Generation and
Molecular Dynamics. Langmuir, 2017, 33, 3373-3383. 1.6 9

4350
Description of adenine and cytosine on Au(111) nano surface using different DFT functionals
(PW91PW91, wB97XD, M06-2X, M06-L and CAM-B3LYP) in the framework of ONIOM scheme: Non-periodic
calculations. Chemical Physics, 2017, 488-489, 1-10.

0.9 36

4351
Molecular Docking toward Panchromatic Dye Sensitizers for Solar Cells Based upon
Tetraazulenylporphyrin and Tetraanthracenylporphyrin. Journal of Physical Chemistry A, 2017, 121,
2655-2664.

1.1 17

4352
Systematic Tuning of 2,1,3-Benzothiadiazole Acceptor Strength by Monofunctionalization with
Alkylamine, Thioalkyl, or Alkoxy Groups in Carbazole Donorâ€“Acceptor Polymers. Macromolecules,
2017, 50, 2736-2746.

2.2 32

4353 Electronic Structure of a Formal Iron(0) Porphyrin Complex Relevant to CO<sub>2</sub> Reduction.
Inorganic Chemistry, 2017, 56, 4745-4750. 1.9 85

4354 Convergence of Computed Aqueous Absorption Spectra with Explicit Quantum Mechanical Solvent.
Journal of Chemical Theory and Computation, 2017, 13, 2159-2171. 2.3 52

4355
Synthesis and Photophysical Properties of 5-<i>N</i>-Arylamino-4-methylthiazoles Obtained from
Direct Câ€“H Arylations and Buchwaldâ€“Hartwig Aminations of 4-Methylthiazole. Organometallics, 2017,
36, 2552-2558.

1.1 16

4356 Loss channels in tripletâ€“triplet annihilation photon upconversion: importance of annihilator singlet
and triplet surface shapes. Physical Chemistry Chemical Physics, 2017, 19, 10931-10939. 1.3 98

4357 Polycyclic heteroaromatic hydrocarbons containing a benzoisoindole core. Organic Chemistry
Frontiers, 2017, 4, 847-852. 2.3 23

4358 Theoretical investigation on the effect of ancillary ligand modification for highly efficient
phosphorescent platinum(<scp>ii</scp>) complex design. RSC Advances, 2017, 7, 17368-17376. 1.7 25

4359 Quantum and Statistical Mechanical Simulations for Porous Catalyst Modelling. , 2017, , 253-288. 2

4360
Ground-State versus Excited-State Interchromophoric Interaction: Topology Dependent Excimer
Contribution in Metalâ€“Organic Framework Photophysics. Journal of the American Chemical Society,
2017, 139, 5973-5983.

6.6 122

4361 Dehydrogenation induced inhibition of intramolecular charge transfer in substituted pyrazoline
analogues. Physical Chemistry Chemical Physics, 2017, 19, 11937-11946. 1.3 13

4362
Unusual emission properties of the selected organosilicon compounds containing a styryl-carbazole
chromophore: inversion of the singlet excited states. Physical Chemistry Chemical Physics, 2017, 19,
11698-11705.

1.3 5

4363 Synergistic interaction of Re complex and amine functionalized multiple ligands in metal-organic
frameworks for conversion of carbon dioxide. Scientific Reports, 2017, 7, 612. 1.6 64

4364 Excitonic coupling effect on the nonradiative decay rate in molecular aggregates: Formalism and
application. Chemical Physics Letters, 2017, 683, 507-514. 1.2 24

4365 Theoretical design of three-dimensional non-fullerene acceptor materials based on an arylenediimide
unit towards high efficiency organic solar cells. New Journal of Chemistry, 2017, 41, 3857-3864. 1.4 14



231

Citation Report

# Article IF Citations

4366 Theoretical modulation of singlet/triplet chemiexcitation of chemiluminescent imidazopyrazinone
dioxetanone via C8-substitution. Photochemical and Photobiological Sciences, 2017, 16, 897-907. 1.6 21

4367 Charge transfer excitations from particle-particle random phase approximationâ€”Opportunities and
challenges arising from two-electron deficient systems. Journal of Chemical Physics, 2017, 146, 124104. 1.2 10

4368 A theoretical investigation of a series of novel two-photon zinc ion fluorescent probes based on
bipyridine. Journal of Photochemistry and Photobiology A: Chemistry, 2017, 341, 20-30. 2.0 9

4369
New, simple and efficient method for the synthesis of imidazo-azines by flash vacuum thermolysis of
tert-butylimines of pyrimidine-2-, pyrazine-2-, quinoline-2-, quinoxaline-2- and
isoquinoline-1-carbaldehydes. Journal of Analytical and Applied Pyrolysis, 2017, 125, 335-346.

2.6 7

4370 Can Coinage Metal Atoms Be Capable of Serving as an Excess Electron Source of Alkalides with
Considerable Nonlinear Optical Responses?. Inorganic Chemistry, 2017, 56, 4594-4600. 1.9 47

4371 Improved Infrared Spectra Prediction by DFT from a New Experimental Database. Chemistry - A European
Journal, 2017, 23, 8414-8423. 1.7 50

4372
A computational study on the electro-optical characteristics of C 2n (BN) 12-n ( n = 1â€“11)
hetero-nanoclusters: Toward the remarkable features by the encapsulation via alkali metals. Journal
of Molecular Liquids, 2017, 233, 236-242.

2.3 4

4373 Defect-Induced Near-Infrared Photoluminescence of Single-Walled Carbon Nanotubes Treated with
Polyunsaturated Fatty Acids. Journal of the American Chemical Society, 2017, 139, 4859-4865. 6.6 44

4374 Theoretical Studies of the Electronic Absorption Spectra of Thiamin Diphosphate in Pyruvate
Decarboxylase. Biochemistry, 2017, 56, 1854-1864. 1.2 10

4375
On the Lewis acidic character of bis(salicylaldiminato)zinc(<scp>ii</scp>) Schiff-base complexes: a
computational and experimental investigation on a series of compounds varying the bridging diimine.
Dalton Transactions, 2017, 46, 4571-4581.

1.6 33

4376 Origin of non-conservative circular dichroism of the CP29 antenna complex of photosystem II.
Physical Chemistry Chemical Physics, 2017, 19, 7524-7536. 1.3 22

4377
Linear Four-Chalcogen Interactions in Radical Cationic and Dicationic Dimers of
1,5-(Dichalcogena)canes: Nature of the Interactions Elucidated by QTAIM Dual Functional Analysis
with QC Calculations. Journal of Physical Chemistry A, 2017, 121, 2482-2496.

1.1 5

4378
Solvatochromic effect in absorption and emission spectra of star-shaped bipolar derivatives of
1,3,5-triazine and carbazole. A time-dependent density functional study. Journal of Molecular
Modeling, 2017, 23, 55.

0.8 11

4379 TD-DFT benchmark: Excited states of atoms and atomic ions. Computational and Theoretical Chemistry,
2017, 1108, 50-56. 1.1 12

4380 HLE17: An Improved Local Exchangeâ€“Correlation Functional for Computing Semiconductor Band Gaps
and Molecular Excitation Energies. Journal of Physical Chemistry C, 2017, 121, 7144-7154. 1.5 66

4381 Automatic generation of reaction energy databases from highly accurate atomization energy
benchmark sets. Physical Chemistry Chemical Physics, 2017, 19, 9798-9805. 1.3 30

4382 Role of exact exchange in thermally-assisted-occupation density functional theory: A proposal of new
hybrid schemes. Journal of Chemical Physics, 2017, 146, 044102. 1.2 38

4383 Effect of substitution on the optoelectronic properties of dyes for DSSC. A DFT approach. Journal of
Theoretical and Computational Chemistry, 2017, 16, 1750018. 1.8 16



232

Citation Report

# Article IF Citations

4384 Unexpected length dependence of excited-state charge transfer dynamics for surface-confined
perylenediimide ensembles. Materials Horizons, 2017, 4, 437-441. 6.4 5

4385 Combined computational and experimental study of carbazole dyes for iodide- and cobalt-based ZnO
DSSCs. Journal of Photochemistry and Photobiology A: Chemistry, 2017, 341, 69-77. 2.0 19

4386 Dinuclear Rhenium Complex with a Proton Responsive Ligand as a Redox Catalyst for the
Electrochemical CO<sub>2</sub> Reduction. Inorganic Chemistry, 2017, 56, 4176-4185. 1.9 50

4387 Combining the Advantages of Alkene and Azo <i>E</i>â€“<i>Z</i> Photoisomerizations: Mechanistic
Insights into Ketoimine Photoswitches. Journal of Physical Chemistry A, 2017, 121, 2588-2596. 1.1 11

4388 Density functional theory calculations on (2e)-3-(3-Bromo-4-methoxyphenyl)-1-(pyridin-2-yl)
prop-2-en-1-one. AIP Conference Proceedings, 2017, , . 0.3 0

4389 Benchmark Study of Density Functional Theory for Neutral Gold Clusters, Au<sub><i>n</i></sub>
(<i>n</i> = 2â€“8). Journal of Physical Chemistry A, 2017, 121, 2410-2419. 1.1 34

4390
Screening of Luzula species native to the Carpathian Basin for anti-inflammatory activity and
bioactivity-guided isolation of compounds from Luzula luzuloides (Lam.) Dandy &amp; Wilmott.
FÃ¬toterapÃ¬Ã¢, 2017, 116, 131-138.

1.1 8

4391
Theoretical investigation on the photoswitchable second-order nonlinear optical properties of a
series of B(C6F5)2-coordinated dithienylethene derivatives. Journal of Photochemistry and
Photobiology A: Chemistry, 2017, 335, 155-164.

2.0 6

4392

Magnetic and Optical Properties of Layered
(Me<sub>4</sub>P<sup>+</sup>)[M<sup>IV</sup>O(Pc<sup>â€¢3â€“</sup>)]<sup>â€¢â€“</sup>(TPC)<sub>0.5</sub>Â·C<sub>6</sub>H<sub>4</sub>Cl<sub>2</sub>
Salts (M = Ti and V) Composed of Ï€-Stacking Dimers of Titanyl and Vanadyl Phthalocyanine Radical
Anions. Crystal Growth and Design, 2017, 17, 753-762.

1.4 20

4393 Theoretical Calculation of Boron Isotopic Separation Factors in Ion-Exchange Chromatography.
Journal of Chemical &amp; Engineering Data, 2017, 62, 525-531. 1.0 6

4394 Optimized Long-Range Corrected Density Functionals for Electronic and Optical Properties of Bare
and Ligated CdSe Quantum Dots. Journal of Chemical Theory and Computation, 2017, 13, 110-116. 2.3 7

4395
Tuning the Electronâ€•Transport and Electronâ€•Accepting Abilities of Dyes through Introduction of
Different Ï€â€•Conjugated Bridges and Acceptors for Dyeâ€•Sensitized Solar Cells. ChemPhysChem, 2017, 18,
366-383.

1.0 33

4396 Thermochemical and Kinetics of CH<sub>3</sub>SH + H Reactions: The Sensitivity of Coupling the Low
and High-Level Methodologies. Journal of Physical Chemistry A, 2017, 121, 419-428. 1.1 10

4397 Largeâ€•Scale Quantum Manyâ€•Body Perturbation on Spin and Charge Separation in the Excited States of
the Synthesized Donorâ€“Acceptor Hybrid PBIâ€“Macrocycle Complex. ChemPhysChem, 2017, 18, 579-583. 1.0 9

4398 Stepwise â€œDark Photoswitchingâ€• of Photochromic Dimers in a Junction. Journal of Physical Chemistry
C, 2017, 121, 3163-3170. 1.5 3

4399 Directing Energy Transfer in Panchromatic Platinum Complexes for Dual Visâ€“Near-IR or Dual Visible
Emission from Ïƒ-Bonded BODIPY Dyes. Inorganic Chemistry, 2017, 56, 914-930. 1.9 13

4400 Computational study on Câ€“B homolytic bond dissociation enthalpies of organoboron compounds.
New Journal of Chemistry, 2017, 41, 1346-1362. 1.4 12

4401 DFT and TDDFT investigation of the Schiff base formed by tacrine and saccharin. Journal of Molecular
Modeling, 2017, 23, 17. 0.8 18



233

Citation Report

# Article IF Citations

4402 Bioluminescence of Firefly Squid via Mechanism of Single Electron-Transfer Oxygenation and
Charge-Transfer-Induced Luminescence. Journal of the American Chemical Society, 2017, 139, 1106-1119. 6.6 70

4403 Long Persistent Phosphorescence of Crystalline Phenylboronic Acid Derivatives: Photophysics and a
Mechanistic Study. ChemPhotoChem, 2017, 1, 102-106. 1.5 62

4404 Simulation of natural dyes adsorbed on TiO2 for photovoltaic applications. Solar Energy, 2017, 142,
215-223. 2.9 17

4405 Structure and Bonding Investigation of Plutonium Peroxocarbonate Complexes Using Cerium
Surrogates and Electronic Structure Modeling. Inorganic Chemistry, 2017, 56, 791-801. 1.9 16

4406
A structureâ€“property interplay between the width and height of cages and the static third order
nonlinear optical responses for fullerenes: applying gamma density analysis. Physical Chemistry
Chemical Physics, 2017, 19, 2322-2331.

1.3 20

4407
On the applicability of timeâ€•dependent density functional theory (TDDFT) and semiempirical methods to
the computation of excitedâ€•state potential energy surfaces of peryleneâ€•based dyeâ€•aggregates.
International Journal of Quantum Chemistry, 2017, 117, e25337.

1.0 29

4408 A theoretical study of the diastereoselective allylation of aldehydes with new chiral allylsilanes.
Journal of Molecular Modeling, 2017, 23, 5. 0.8 17

4409 The power of exact conditions in electronic structure theory. Chemical Physics Letters, 2017, 669,
54-70. 1.2 34

4410 Effects of hydrogen bonding with H2O on the resonance Raman spectra of uracil and thymine.
Computational and Theoretical Chemistry, 2017, 1100, 70-82. 1.1 6

4411 Photoacidity of the N -salicylidene-5-chloroaminopyridine. Journal of Luminescence, 2017, 184, 268-272. 1.5 3

4412
Combined Utilization of <sup>1</sup>H NMR, IR, and Theoretical Calculations To Elucidate the
Conformational Preferences of Some <scp>l</scp>-Histidine Derivatives. Journal of Physical
Chemistry A, 2017, 121, 729-740.

1.1 9

4413 Oxidative Coupling of Imino, Amide Platinum(II) Complexes Yields Highly Conjugated Blue Dimers.
Organometallics, 2017, 36, 384-390. 1.1 15

4414 Mechanism of activated chemiluminescence of cyclic peroxides: 1,2-dioxetanes and 1,2-dioxetanones.
Physical Chemistry Chemical Physics, 2017, 19, 3955-3962. 1.3 37

4415
Ligand-core NLO-phores: a combined experimental and theoretical approach to the two-photon
absorption and two-photon excited emission properties of small-ligated silver nanoclusters.
Nanoscale, 2017, 9, 1221-1228.

2.8 40

4416 Photochromic Mechanism of a Bridged Diarylethene: Combined Electronic Structure Calculations
and Nonadiabatic Dynamics Simulations. Journal of Physical Chemistry A, 2017, 121, 793-802. 1.1 7

4417
Second-Order Nonlinear Optical Properties of Multiaddressable Indolinooxazolidine Derivatives:
Joint Computational and Hyper-Rayleigh Scattering Investigations. Journal of Physical Chemistry C,
2017, 121, 1851-1860.

1.5 50

4418 Expanding the Hammett Correlations for the Vinylheptafulvene Ringâ€•Closure Reaction. European
Journal of Organic Chemistry, 2017, 2017, 1052-1062. 1.2 8

4419 Unravelling Photochemical Relationships Among Natural Products from <i>Aplysia dactylomela</i>.
ACS Central Science, 2017, 3, 39-46. 5.3 18



234

Citation Report

# Article IF Citations

4420 Ultra-fast charge migration competes with proton transfer in the early chemistry of
H<sub>2</sub>OË™<sup>+</sup>. Physical Chemistry Chemical Physics, 2017, 19, 2894-2899. 1.3 17

4421 Is energy transfer limiting multiphotochromism? answers from ab initio quantifications. Physical
Chemistry Chemical Physics, 2017, 19, 2044-2052. 1.3 11

4422
Automated Fragmentation Polarizable Embedding Density Functional Theory (PE-DFT) Calculations of
Nuclear Magnetic Resonance (NMR) Shielding Constants of Proteins with Application to Chemical
Shift Predictions. Journal of Chemical Theory and Computation, 2017, 13, 525-536.

2.3 18

4423 Characterization of the binding of six actinyls AnO<sub>2</sub><sup>2+/+</sup>(An = U/Np/Pu) with
three expanded porphyrins by density functional theory. New Journal of Chemistry, 2017, 41, 63-74. 1.4 10

4424 Multiconfiguration Pair-Density Functional Theory: A New Way To Treat Strongly Correlated Systems.
Accounts of Chemical Research, 2017, 50, 66-73. 7.6 232

4425 Transposed PaternÃ²â€“BÃ¼chi Reaction. Journal of the American Chemical Society, 2017, 139, 655-662. 6.6 47

4426 Comparison of different hybrid DFT methods on structural, spectroscopic, electronic and NLO
parameters for a potential NLO material. Computational and Theoretical Chemistry, 2017, 1100, 34-45. 1.1 46

4427 Optimization of fipronil degradation by heterogeneous photocatalysis: Identification of
transformation products and toxicity assessment. Water Research, 2017, 110, 133-140. 5.3 41

4428 An EOM-CCSD-PCM Benchmark for Electronic Excitation Energies of Solvated Molecules. Journal of
Chemical Theory and Computation, 2017, 13, 117-124. 2.3 22

4429 Theory and experiment studies of the 1,4-bis(4-methoxylstyryl)benzene as a wavelength shifter of
liquid scintillator. Journal of Luminescence, 2017, 183, 442-447. 1.5 2

4430 Modeling the Photochromism of S-Doped Sodalites Using DFT, TD-DFT, and SAC-CI Methods. Inorganic
Chemistry, 2017, 56, 414-423. 1.9 18

4431 Four- and Five-Component Syntheses and Photophysical Properties of Emission Solvatochromic
3-Aminovinylquinoxalines. Journal of Organic Chemistry, 2017, 82, 567-578. 1.7 32

4432
Heteroleptic Ru(<scp>ii</scp>) cyclometalated complexes derived from benzimidazole-phenyl carbene
ligands for dye-sensitized solar cells: an experimental and theoretical approach. Materials Chemistry
Frontiers, 2017, 1, 947-957.

3.2 12

4433 Development of a Novel Index for Analysis of Electronically Excited States. ChemPhysChem, 2017, 18,
480-487. 1.0 8

4434 Evaluation of Spin-Orbit Couplings with Linear-Response Time-Dependent Density Functional Methods.
Journal of Chemical Theory and Computation, 2017, 13, 515-524. 2.3 249

4435 Synthesis, structural characterization and computational study of a novel amino chalcone: a
potential nonlinear optical material. New Journal of Chemistry, 2017, 41, 1744-1754. 1.4 61

4436 Efficient floating diffuse functions for accurate characterization of the surface-bound excess
electrons in water cluster anions. Physical Chemistry Chemical Physics, 2017, 19, 2816-2825. 1.3 3

4437
A look at the density functional theory zoo with the advanced GMTKN55 database for general main
group thermochemistry, kinetics and noncovalent interactions. Physical Chemistry Chemical Physics,
2017, 19, 32184-32215.

1.3 1,230



235

Citation Report

# Article IF Citations

4438 Exchange-correlation energies of atoms from efficient density functionals: influence of the electron
density. Journal of Physics B: Atomic, Molecular and Optical Physics, 2017, 50, 245004. 0.6 0

4439
Molecular Mechanism of Flavin Photoprotection by Archaeal Dodecin: Photoinduced Electron
Transfer and Mg<sup>2+</sup>-Promoted Proton Transfer. Journal of Physical Chemistry B, 2017, 121,
10457-10466.

1.2 7

4440
The role of electronic donor moieties in porphyrin dye sensitizers for solar cells: Electronic
structures and excitation related properties. Journal of Renewable and Sustainable Energy, 2017, 9,
053505.

0.8 9

4441 Optical Gaps in Pristine and Heavily Doped Silicon Nanocrystals: DFT versus Quantum Monte Carlo
Benchmarks. Journal of Chemical Theory and Computation, 2017, 13, 6061-6067. 2.3 11

4442 A new size-expanded RNA alphabet: Computational design of benzo-homologated (xtz-) isothiazole RNA
and comparisons to the x-thieno RNA. Journal of Molecular Graphics and Modelling, 2017, 77, 339-349. 1.3 5

4443 Novel thienoisoindigo-based dyes for near-infrared organic photovoltaics - A combination of
theoretical and experimental study. Organic Electronics, 2017, 51, 410-421. 1.4 5

4444 Mechanistic Insight into the Cu-Catalyzed C<i>â€“</i>S Cross-Coupling of Thioacetate with Aryl Halides:
A Joint Experimentalâ€“Computational Study. Journal of Organic Chemistry, 2017, 82, 11464-11473. 1.7 33

4445 Relevance of the DFT method to study expanded porphyrins with different topologies. Journal of
Computational Chemistry, 2017, 38, 2819-2828. 1.5 64

4446 The ionic versus metallic nature of 2D electrides: a density-functional description. Physical Chemistry
Chemical Physics, 2017, 19, 27343-27352. 1.3 16

4447 Development of a TDDFT-Based Protocol with Local Hybrid Functionals for the Screening of Potential
Singlet Fission Chromophores. Journal of Chemical Theory and Computation, 2017, 13, 4984-4996. 2.3 57

4448 Way to Highly Emissive Materials: Increase of Rigidity by Introduction of a Furan Moiety in
Co-Oligomers. Journal of Physical Chemistry C, 2017, 121, 23359-23369. 1.5 32

4449 Origin of DNA-Induced Circular Dichroism in a Minor-Groove Binder. Journal of the American
Chemical Society, 2017, 139, 14947-14953. 6.6 38

4450

Large Second-Harmonic Generation Responses Achieved by the Dimeric
[Ge<sub>2</sub>Se<sub>4</sub>(Î¼-Se<sub>2</sub>)]<sup>4â€“</sup> Functional Motif in Polar
Polyselenides A<sub>4</sub>Ge<sub>4</sub>Se<sub>12</sub> (A = Rb, Cs). Chemistry of Materials, 2017,
29, 9200-9207.

3.2 47

4451 Speed-Up of the Excited-State Benchmarking: Double-Hybrid Density Functionals as Test Cases. Journal
of Chemical Theory and Computation, 2017, 13, 5539-5551. 2.3 33

4452 Dispersive Optical Activity of (<i>R</i>)-Methylene Norbornene: Intrinsic Response and Solvation
Effects. Journal of Physical Chemistry A, 2017, 121, 8251-8266. 1.1 10

4453 DFT investigation of the interaction between single-walled carbon nanotubes and fluorene-based
conjugated oligomers. Physical Chemistry Chemical Physics, 2017, 19, 28071-28082. 1.3 7

4454 HOMO inversion as a strategy for improving the light-absorption properties of Fe(<scp>ii</scp>)
chromophores. Chemical Science, 2017, 8, 8115-8126. 3.7 52

4455 DFT Modeling of Novel Donor-Acceptor (D-A) Molecules Incorporating 3-hexylthiophene (3HT) for Bulk
Heterojunction Solar Cells. ChemistrySelect, 2017, 2, 10082-10090. 0.7 15



236

Citation Report

# Article IF Citations

4456
General Approach to Coupled Reactive Smoluchowski Equations: Integration and Application of
Discrete Variable Representation and Generalized Coordinate Methods to Diffusive Problems. Journal
of Chemical Theory and Computation, 2017, 13, 5900-5910.

2.3 3

4457 Theoretical study on homolytic Bâ€“B cleavages of diboron(4) compounds. RSC Advances, 2017, 7,
49251-49272. 1.7 8

4458 Systematic Analysis of Poly(<i>o</i>-aminophenol) Humidity Sensors. ACS Omega, 2017, 2, 6380-6390. 1.6 26

4459 Bioengineering a Single-Protein Junction. Journal of the American Chemical Society, 2017, 139,
15337-15346. 6.6 84

4460 Importance of Nonclassical Ïƒ-Hole Interactions for the Reactivity of Î»<sup>3</sup>-Iodane Complexes.
Journal of Organic Chemistry, 2017, 82, 11799-11805. 1.7 45

4461 Experimental and Computational Studies of High-Valent Nickel and Palladium Complexes.
Organometallics, 2017, 36, 4382-4393. 1.1 55

4462
A detailed experimental and theoretical investigation of the role of cyano groups in the Ï€-bridged
acceptor of sensitizers for use in dye-sensitized solar cells (DSCs). Physical Chemistry Chemical
Physics, 2017, 19, 28867-28875.

1.3 5

4463 Water-stable [Ni(salen)]-type electrode material based on phenylazosubstituted salicylic aldehyde
imine ligand. New Journal of Chemistry, 2017, 41, 13918-13928. 1.4 16

4464
Evaluation of the Factors Impacting the Accuracy of <sup>13</sup>C NMR Chemical Shift Predictions
using Density Functional Theoryâ€”The Advantage of Long-Range Corrected Functionals. Journal of
Chemical Theory and Computation, 2017, 13, 5798-5819.

2.3 77

4465 Coupling Real-Time Time-Dependent Density Functional Theory with Polarizable Force Field. Journal of
Physical Chemistry Letters, 2017, 8, 5283-5289. 2.1 25

4466 Interplay of twist angle and solvents with two-photon optical channel interference in
aryl-substituted BODIPY dyes. Physical Chemistry Chemical Physics, 2017, 19, 29461-29471. 1.3 11

4467
Quantitative DFT modeling of product concentration in organometallic reactions: Cu-mediated
pentafluoroethylation of benzoic acid chlorides as a case study. Physical Chemistry Chemical Physics,
2017, 19, 29344-29353.

1.3 22

4468 BN Doping and the Photochemistry of Polyaromatic Hydrocarbons: Photocyclization of Hexaphenyl
Benzene and Hexaphenyl Borazine. Journal of Physical Chemistry A, 2017, 121, 8359-8367. 1.1 8

4469 Pteridic acids Câ€“G spirocyclic polyketides from the marine-derived Streptomyces sp. SCSGAA 0027.
Journal of Antibiotics, 2017, 70, 1047-1052. 1.0 14

4470 Rigid fused Ï€-spacers in Dâ€“Ï€â€“A type molecules for dye-sensitized solar cells: a computational
investigation. Journal of Materials Chemistry C, 2017, 5, 11454-11465. 2.7 56

4471 Structures and Stabilities of (CaO)<sub><i>n</i></sub> Nanoclusters. Journal of Physical Chemistry
C, 2017, 121, 23025-23038. 1.5 14

4472 Radical-Enhanced Acidity: Why Bicarbonate, Carboxyl, Hydroperoxyl, and Related Radicals Are So
Acidic. Journal of Physical Chemistry A, 2017, 121, 7761-7767. 1.1 15

4473 Low-Temperature Single Carbon Nanotube Spectroscopy of sp<sup>3</sup> Quantum Defects. ACS
Nano, 2017, 11, 10785-10796. 7.3 79



237

Citation Report

# Article IF Citations

4474 Excited-state absorption in tetrapyridyl porphyrins: comparing real-time and quadratic-response
time-dependent density functional theory. Physical Chemistry Chemical Physics, 2017, 19, 27452-27462. 1.3 32

4475
DFT and experimental analysis of aluminium chloride as a Lewis acid proton carrier catalyst for
dimethyl carbonate carboxymethylation of alcohols. Catalysis Science and Technology, 2017, 7,
4859-4865.

2.1 13

4476 Photophysical properties of chiral covalent organic cages. Computational and Theoretical Chemistry,
2017, 1120, 1-7. 1.1 2

4477 Binding Modes and Reactivity of Pyrido[2,1-<i>a</i>]isoindole as a Neutral Carbon Donor with
Main-Group and Transition-Metal Elements. Organometallics, 2017, 36, 4054-4060. 1.1 5

4478 Terminal Electronâ€“Proton Transfer Dynamics in the Quinone Reduction of Respiratory Complex I.
Journal of the American Chemical Society, 2017, 139, 16282-16288. 6.6 62

4479
Extraction and separation of multiple platinum group metals from hydrochloric acid solution with
sole 1-hexyl-3-methylimidazole-2-thione using microextraction method. Hydrometallurgy, 2017, 174,
167-174.

1.8 17

4480 A quantum dynamics method for excited electrons in molecular aggregate system using a group
diabatic Fock matrix. Journal of Chemical Physics, 2017, 147, 074110. 1.2 2

4481 MD/QC Simulation of the Structure and Spectroscopic Properties of Î±-NPD-BAlq Exciplexes at an
Î±-NPD/BAlq Interface in OLEDs. ChemistrySelect, 2017, 2, 9495-9500. 0.7 3

4482 Salt-induced thermochromism of a conjugated polyelectrolyte. Physical Chemistry Chemical Physics,
2017, 19, 28853-28866. 1.3 12

4483 The electron density of delocalized bonds (EDDB) applied for quantifying aromaticity. Physical
Chemistry Chemical Physics, 2017, 19, 28970-28981. 1.3 114

4484 Hidden complexities in the reaction of H2O2 and HNO revealed by ab initio quantum chemical
investigations. Physical Chemistry Chemical Physics, 2017, 19, 29549-29560. 1.3 2

4485 Resonant-convergent second-order nonlinear response functions at the levels of Hartreeâ€“Fock and
Kohnâ€“Sham density functional theory. Journal of Chemical Physics, 2017, 147, 144109. 1.2 4

4486
Jozilebomines A and B, Naphthylisoquinoline Dimers from the Congolese Liana <i>Ancistrocladus
ileboensis,</i> with Antiausterity Activities against the PANC-1 Human Pancreatic Cancer Cell Line.
Journal of Natural Products, 2017, 80, 2807-2817.

1.5 40

4487
Effect of donor to acceptor ratio on electrochemical and spectroscopic properties of
oligoalkylthiophene 1,3,4-oxadiazole derivatives. Physical Chemistry Chemical Physics, 2017, 19,
30261-30276.

1.3 20

4488
Synthesis, photophysical and biological properties of a new oxazolone fluorescent probe for
bioimaging: an experimental and theoretical study. Organic and Biomolecular Chemistry, 2017, 15,
8952-8966.

1.5 10

4489 Immunomodulatory Polyketides from a <i>Phoma</i>-like Fungus Isolated from a Soft Coral. Journal
of Natural Products, 2017, 80, 2930-2940. 1.5 26

4490 Oxidation of Trialkylamines by BrCCl<sub>3</sub>: Scope, Applications and Mechanistic Aspects.
European Journal of Organic Chemistry, 2017, 2017, 6966-6974. 1.2 21

4491 Quantum chemical and kinetic study of the CCl 2 self-recombination reaction. Computational and
Theoretical Chemistry, 2017, 1121, 1-10. 1.1 2



238

Citation Report

# Article IF Citations

4492 Detection of Hg2+ ions in aqueous medium using an indole-based fluorescent probe: Experimental and
theoretical investigations. Journal of Molecular Liquids, 2017, 248, 668-677. 2.3 17

4493 Modeling Electronic Circular Dichroism within the Polarizable Embedding Approach. Journal of
Chemical Theory and Computation, 2017, 13, 4442-4451. 2.3 12

4494 Low-lying, Rydberg states of polycyclic aromatic hydrocarbons (PAHs) and cyclic alkanes. Physical
Chemistry Chemical Physics, 2017, 19, 24090-24099. 1.3 13

4495 Photoisomers of Azobenzene Star with a Flat Core: Theoretical Insights into Multiple States from DFT
and MD Perspective. Journal of Physical Chemistry B, 2017, 121, 8854-8867. 1.2 23

4496 Dinuclear copper(II) complexes with ethylenediamine derivative and bridging oxalato ligands:
solvatochromism and density functional theory studies. Transition Metal Chemistry, 2017, 42, 643-653. 0.7 6

4497
Structure-property relationships: Influence of number of anchoring groups in
triphenylamine-carbazole motifs on light harvesting and photovoltaic performance for dye-sensitized
solar cells. Dyes and Pigments, 2017, 147, 491-504.

2.0 5

4498 Closed-shell paramagnetic porphyrinoids. Chemical Communications, 2017, 53, 9866-9869. 2.2 40

4499 Unveiling the nature of post-linear response Z-vector method for time-dependent density functional
theory. Journal of Chemical Physics, 2017, 147, 024108. 1.2 21

4500 Unexpected Rotamerism at the Origin of a Chessboard Supramolecular Assembly of Ruthenium
Phthalocyanine. Chemistry - A European Journal, 2017, 23, 16319-16327. 1.7 11

4501 The solid state structure and environmental polarization effect of a novel asymmetric azine. New
Journal of Chemistry, 2017, 41, 11361-11371. 1.4 22

4502 Effect of an external electric field on the C N cleavage reactions in nitromethane and
triaminotrinitrobenzene. Computational and Theoretical Chemistry, 2017, 1117, 215-219. 1.1 11

4503
A new pyrene cored small organic molecule with a flexible alkyl spacer: a potential solution
processable blue emitter with bright photoluminescence. New Journal of Chemistry, 2017, 41,
11383-11390.

1.4 9

4504 Magneto-structural correlations in dirhenium(iv) complexes possessing magnetic pathways with even
or odd numbers of atoms. Dalton Transactions, 2017, 46, 11890-11897. 1.6 4

4505 Origin of Stereoselectivity of the Photoinduced Asymmetric Phase-Transfer-Catalyzed
Perfluoroalkylation of Î²-Ketoesters. Journal of Organic Chemistry, 2017, 82, 9321-9327. 1.7 36

4506 Effects of Dispersion Forces on Structure and Photoinduced Charge Separation in Organic
Photovoltaics. Journal of Physical Chemistry C, 2017, 121, 20134-20140. 1.5 14

4507
Do fractionally incremented nuclear charges improve time-dependent density functional theory
excitation energies as reliably as fractional orbital populations?. Theoretical Chemistry Accounts,
2017, 136, 1.

0.5 1

4508
Molecular attochemistry in non-polar liquid environments: ultrafast charge migration dynamics
through goldâ€“thiolate and goldâ€“selenolate linkages. Physical Chemistry Chemical Physics, 2017, 19,
26679-26696.

1.3 2

4509 Triphenylamine-based fluorescent NLO phores with ICT characteristics: Solvatochromic and
theoretical study. Journal of Molecular Structure, 2017, 1150, 493-506. 1.8 11



239

Citation Report

# Article IF Citations

4510 The mechanism of excimer formation: an experimental and theoretical study on the pyrene dimer.
Physical Chemistry Chemical Physics, 2017, 19, 25002-25015. 1.3 119

4511 Circular dichroism spectroscopy and DFT calculations in determining absolute configuration and
<i>E/Z</i> isomers of conjugated oximes. Chirality, 2017, 29, 653-662. 1.3 5

4512 Physicochemical study of biomolecular interactions between lysosomotropic surfactants and bovine
serum albumin. Colloids and Surfaces B: Biointerfaces, 2017, 159, 750-758. 2.5 40

4513 The molecular structures and spectroscopic properties of the ground state and the first excited state
of pVP. Computational and Theoretical Chemistry, 2017, 1117, 266-275. 1.1 0

4514 Interpretation of the Ãƒ â†• XÌƒ transition of hydrated protons in aqueous solutions observed in the far-UV
region with quantum chemical calculations. Physical Chemistry Chemical Physics, 2017, 19, 21490-21499. 1.3 6

4515
Theoretical studying of basic photophysical processes in a thermally activated delayed fluorescence
copper(I) complex: Determination of reverse intersystem crossing and radiative rate constants.
Organic Electronics, 2017, 51, 207-219.

1.4 15

4516 Evaluation of the Intramolecular Charge-Transfer Properties in Solvatochromic and Electrochromic
Zinc Octa(carbazolyl)phthalocyanines. Inorganic Chemistry, 2017, 56, 11640-11653. 1.9 48

4517 ICTâ€“Isomerization-Induced Turn-On Fluorescence Probe with a Large Emission Shift for Mercury Ion:
Application in Combinational Molecular Logic. Inorganic Chemistry, 2017, 56, 11577-11590. 1.9 54

4518
Combining Density Functional Theory and Greenâ€™s Function Theory: Range-Separated, Nonlocal,
Dynamic, and Orbital-Dependent Hybrid Functional. Journal of Chemical Theory and Computation, 2017,
13, 5317-5331.

2.3 10

4519 Reactivity of Cyclic Silenolates Revisited. Organometallics, 2017, 36, 3765-3773. 1.1 8

4520 Double-anchoring organic dyes for dye-sensitized solar cells: the opto-electronic property and
performance. New Journal of Chemistry, 2017, 41, 12808-12829. 1.4 13

4521
Bisâ€•Acetyl Carbazole: A Photoremovable Protecting Group for Sequential Release of Two Different
Functional Groups and Its Application in Therapeutic Release. European Journal of Organic Chemistry,
2017, 2017, 6121-6130.

1.2 17

4522
Bridge-driven aggregation control in dibenzofulveneâ€“naphthalimide based donorâ€“bridgeâ€“acceptor
systems:â€‰ enabling fluorescence enhancement, blue to red emission and solvatochromism. Materials
Chemistry Frontiers, 2017, 1, 2590-2598.

3.2 19

4523 The extent of charge transfer: A qualitative computational study on electronic transitions of
unsymmetrical squarylium dyes. Computational and Theoretical Chemistry, 2017, 1118, 123-132. 1.1 1

4524 Zinc(II) bis(dipyrromethenate)s-based Â«Ðžnâ€“OffÂ» fluorescent sensors for xylenes. Journal of
Luminescence, 2017, 192, 1203-1210. 1.5 8

4525 High-Lying Triplet Excitons of Thermally Activated Delayed Fluorescence Molecules. Journal of
Physical Chemistry C, 2017, 121, 20687-20695. 1.5 8

4526 A theoretical study of complexes between fullerenes and concave receptors with interest in
photovoltaics. Physical Chemistry Chemical Physics, 2017, 19, 26787-26798. 1.3 25

4527 Tetrasubstituted cyclopentadienones as suitable enantiopure ligands with axial chirality. Organic and
Biomolecular Chemistry, 2017, 15, 8720-8728. 1.5 3



240

Citation Report

# Article IF Citations

4528 Multiâ€•Photon Absorption in Metalâ€“Organic Frameworks. Angewandte Chemie - International Edition,
2017, 56, 14743-14748. 7.2 79

4529 Ibuprofen and ketoprofen potentiate UVA-induced cell death by a photosensitization process.
Scientific Reports, 2017, 7, 8885. 1.6 19

4530
Quantum chemical investigations on hydrogen bonding interactions established in the inclusion
complex Î²-cyclodextrin/benzocaine through the DFT, AIM and NBO approaches. Journal of Inclusion
Phenomena and Macrocyclic Chemistry, 2017, 89, 353-365.

0.9 16

4531 A General Route to Include Pauli Repulsion and Quantum Dispersion Effects in QM/MM Approaches.
Journal of Chemical Theory and Computation, 2017, 13, 4854-4870. 2.3 62

4532 Multiphotonenabsorption in Metallâ€•organischen GerÃ¼stverbindungen. Angewandte Chemie, 2017, 129,
14938-14943. 1.6 18

4533 Solvatochromism and preferential solvation of Brooker's merocyanine in waterâ€“methanol mixtures.
Journal of Computational Chemistry, 2017, 38, 2411-2419. 1.5 12

4534
Construction of a 9,9â€²-bifluorenylidene-based small molecule acceptor materials by screening
conformation, steric configuration and repeating unit number: a theoretical design and
characterization. Journal of Materials Chemistry C, 2017, 5, 10343-10352.

2.7 19

4535
Self-Assembled Donorâ€“Acceptor Chromophores: Evident Layer Effect on the First Hyperpolarizability
and Two-Dimensional Charge Transfer Character. Journal of Physical Chemistry C, 2017, 121,
21616-21626.

1.5 17

4536 Comprehensive approach to simulate vibrationally resolved phosphorescence spectra of gold(III)
complexes using DFT including temperature effects. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 5

4537 Theoretical assessment of TD-DFT applied to a ferrocene-based complex. Computational and
Theoretical Chemistry, 2017, 1118, 65-74. 1.1 10

4538
Absolute configuration of an axially chiral sulfonate determined from its optical rotatory
dispersion, electronic circular dichroism, and vibrational circular dichroism spectra. Chirality, 2017,
29, 670-676.

1.3 7

4539 Real-time TD-DFT study on the dioxygen/superoxide radical charge transfer reaction. Computational
and Theoretical Chemistry, 2017, 1117, 207-214. 1.1 5

4540
Assessment of Methodology and Chemical Group Dependences in the Calculation of the
p<i>K</i><sub>a</sub> for Several Chemical Groups. Journal of Chemical Theory and Computation,
2017, 13, 4791-4803.

2.3 25

4541 Analytical nuclear excitedâ€•state gradients for the Tammâ€“Dancoff approximation using uncoupled
frozenâ€•density embedding. Journal of Computational Chemistry, 2017, 38, 2316-2325. 1.5 9

4542
Theoretical and experimental study of the ground and excited states of 1,4-dihydropyridine based
hexahydroquinoline derivatives achieved by microwave irradiation. New Journal of Chemistry, 2017, 41,
11686-11694.

1.4 11

4543 Cryogenic Photochemical Synthesis and Electronic Spectroscopy of Cyanotetracetylene. Journal of
Physical Chemistry A, 2017, 121, 7374-7384. 1.1 11

4544
Anesthetic Alterations of Collective Terahertz Oscillations in Tubulin Correlate with Clinical
Potency: Implications for Anesthetic Action and Post-Operative Cognitive Dysfunction. Scientific
Reports, 2017, 7, 9877.

1.6 43

4545
Caffeine and glucosamine mobility shifts by adduction with 2â€•butanol depended on interaction energy,
charge delocalization, and steric hindrance in ion mobility spectrometry. Journal of Mass
Spectrometry, 2017, 52, 823-829.

0.7 4



241

Citation Report

# Article IF Citations

4546 Role of dispersion corrected hybrid GGA class in accurately calculating the bond dissociation energy
of carbon halogen bond: A benchmark study. Journal of Molecular Structure, 2017, 1150, 447-458. 1.8 17

4547
Modeling Ïƒ-Bond Activations by Nickel(0) Beyond Common Approximations: How Accurately Can We
Describe Closed-Shell Oxidative Addition Reactions Mediated by Low-Valent Late 3d Transition Metal?.
Journal of Chemical Theory and Computation, 2017, 13, 4841-4853.

2.3 5

4548 Improving the Performance of Long-Range-Corrected Exchange-Correlation Functional with an
Embedded Neural Network. Journal of Physical Chemistry A, 2017, 121, 7273-7281. 1.1 37

4549 Optical determination of the electronic coupling and intercalation geometry of thiazole orange
homodimer in DNA. Journal of Chemical Physics, 2017, 147, 055101. 1.2 17

4550

Multinuclear â€œStaircaseâ€• Oligomers Based on the
(Et<sub>2</sub>C<sub>2</sub>B<sub>4</sub>H<sub>4</sub>)Fe(Î·<sup>6</sup>-C<sub>6</sub>H<sub>6</sub>)
Sandwich Unit: Quantitative Tailorable and Redox Switchable Nonlinear Optics. Journal of Physical
Chemistry C, 2017, 121, 16470-16480.

1.5 20

4551
Through-Space Communication Effects on the Electrochemical Reduction of Partially Oxidized
Pillar[5]arenes Containing Variable Numbers of Quinone Units. Journal of Organic Chemistry, 2017, 82,
8590-8597.

1.7 9

4552 How does a little difference in structure determine whether molecules have thermally activated
delayed fluorescence characteristic or not?. Organic Electronics, 2017, 50, 70-76. 1.4 18

4553 Two-photon absorption in a series of 2,6-disubstituted BODIPY dyes. Physical Chemistry Chemical
Physics, 2017, 19, 21683-21690. 1.3 17

4554 Functionalized mesoporous silica thin films as a tunable nonlinear optical material. Nanoscale, 2017,
9, 12110-12123. 2.8 22

4555 Design of Hexabenzocoronene Derivatives as Non-Fullerene Acceptors in Organic Photovoltaics by
Bridging Dimers and Modulating Structural Twists. Solar Rrl, 2017, 1, 1700060. 3.1 22

4556
Phosphorene quantum dot-fullerene nanocomposites for solar energy conversion: An unexplored
inorganic-organic nanohybrid with novel photovoltaic properties. Chemical Physics Letters, 2017, 685,
16-22.

1.2 25

4557 Theoretical study on photochemistry of Irgacure 907. Journal of Photochemistry and Photobiology A:
Chemistry, 2017, 347, 78-85. 2.0 11

4558 Regular Fluorescence of 4-Fluoro-<i>N</i>,<i>N</i>-dimethylaniline: No Charge Transfer and No
Twisting. Journal of Physical Chemistry A, 2017, 121, 5834-5841. 1.1 4

4559 Correlation functional in screenedâ€•exchange density functional theory procedures. Journal of
Computational Chemistry, 2017, 38, 2307-2315. 1.5 11

4560 Tuning the Optical Properties of Phenanthriplatin: Towards New Photoactivatable Analogues.
ChemPhotoChem, 2017, 1, 504-512. 1.5 5

4561
Synthesis and Photophysical and Anionâ€•Sensing Properties of Triarylboraneâ€•Substituted
Crossâ€•Conjugated and Conjugated Thienothiophenes. European Journal of Organic Chemistry, 2017,
2017, 4552-4561.

1.2 38

4562 Photosensitization mechanism of Cu(<scp>ii</scp>) porphyrins. Physical Chemistry Chemical Physics,
2017, 19, 20533-20540. 1.3 9

4563 Calculations of <i>n</i>â†’Ï€* Transition Energies: Comparisons Between TD-DFT, ADC, CC, CASPT2, and
BSE/<i>GW</i> Descriptions. Journal of Physical Chemistry A, 2017, 121, 6122-6134. 1.1 21



242

Citation Report

# Article IF Citations

4564
Photophysics of the Singlet Oxygen Sensor Green Chromophore: Self-Production of
<sup>1</sup>O<sub>2</sub> Explained by Molecular Modeling. Journal of Physical Chemistry B, 2017,
121, 7586-7592.

1.2 7

4565 Electronic and Optical Properties of Methylated Adamantanes. Journal of the American Chemical
Society, 2017, 139, 11132-11137. 6.6 13

4566 Theoretical study on the spectroscopic and third-order nonlinear optical properties of
two-dimensional charge-transfer pyrazine derivatives. Molecular Physics, 2017, 115, 3164-3171. 0.8 7

4567 First-principles study of nitrogen-doped nanographene as an efficient charge transport and nonlinear
optical material. RSC Advances, 2017, 7, 36632-36643. 1.7 25

4568 Facile and Rapid Visualization of Colorless Endocrine Disruptor Bisphenol A by Interfacial
Chargeâ€•Transfer Transitions with TiO<sub>2</sub> Nanoparticles. ChemistrySelect, 2017, 2, 6097-6099. 0.7 22

4569 Assessment of Density Functionals for Computing Thermodynamic Properties of Lanthanide
Complexes. ChemPhysChem, 2017, 18, 2688-2696. 1.0 25

4570 Designing Benzodithiopheneâ€•Based Donor Materials with Favorable Photovoltaic Parameters for Bulk
Heterojunction Organic Solar Cells. ChemistrySelect, 2017, 2, 5628-5639. 0.7 12

4571
Conformational preferences of protonated N-acetylated hexosamines probed by InfraRed Multiple
Photon Dissociation (IRMPD) spectroscopy and ab initio calculations. International Journal of Mass
Spectrometry, 2017, 421, 116-123.

0.7 27

4572 Assessment of Tuned Range Separated Exchange Functionals for Spectroscopies and Properties of
Uranium Complexes. Journal of Chemical Theory and Computation, 2017, 13, 3614-3625. 2.3 17

4573
A non-empirical calculation of 2p core-electron excitation in compounds with 3d transition metal
ions using ligand-field and density functional theory (LFDFT). Physical Chemistry Chemical Physics,
2017, 19, 20919-20929.

1.3 15

4574 Optical absorption and magnetic circular dichroism spectra of thiouracils: a quantum mechanical
study in solution. Photochemical and Photobiological Sciences, 2017, 16, 1415-1423. 1.6 15

4575 The effects of central metals on ammonia sensing of metallophthalocyanines covalently bonded to
graphene oxide hybrids. RSC Advances, 2017, 7, 34215-34225. 1.7 27

4576 Pyrene Molecular Orbital Shuffleâ€”Controlling Excited State and Redox Properties by Changing the
Nature of the Frontier Orbitals. Chemistry - A European Journal, 2017, 23, 13164-13180. 1.7 90

4577 On Atomsâ€•inâ€•Molecules Energies from Kohnâ€“Sham Calculations. ChemPhysChem, 2017, 18, 2675-2687. 1.0 29

4578
A new nonempirical tuning scheme with single selfâ€•consistent field calculation: Comparison with
global and IPâ€•tuned rangeâ€•separated functional. Journal of Computational Chemistry, 2017, 38,
2258-2267.

1.5 18

4579 Predicting optimal finite field strengths for calculating the first and second hyperpolarizabilities
using simple molecular descriptors. Chemical Physics Letters, 2017, 682, 160-167. 1.2 4

4580 Antifungal and Cytotoxic Î²-Resorcylic Acid Lactones from a <i>Paecilomyces</i> Species. Journal of
Natural Products, 2017, 80, 2215-2223. 1.5 29

4581 Thermal isomerization of azobenzenes: on the performance of Eyring transition state theory. Journal
of Physics Condensed Matter, 2017, 29, 314002. 0.7 19



243

Citation Report

# Article IF Citations

4582 Insights into the Hydrogenâ€•Atom Transfer of the Blue Aroxyl. ChemPhysChem, 2017, 18, 2932-2938. 1.0 0

4583 4Ï€â€•Electron Bâ€“N Monocycles: Stability and (Anti)aromaticity. European Journal of Organic Chemistry,
2017, 2017, 5163-5169. 1.2 10

4584 Neoabyssomicins Aâ€“C, polycyclic macrolactones from the deep-sea derived Streptomyces koyangensis
SCSIO 5802. Tetrahedron, 2017, 73, 5366-5372. 1.0 38

4585 Using non-empirically tuned range-separated functionals with simulated emission bands to model
fluorescence lifetimes. Physical Chemistry Chemical Physics, 2017, 19, 21046-21057. 1.3 12

4586 Stimuli-responsive NLO properties of tetrathiafulvalene-fused donorâ€“acceptor chromophores.
Physical Chemistry Chemical Physics, 2017, 19, 22573-22579. 1.3 14

4587 The phosphorescence properties of a series of diarylethene-containing platinum complexes: the effect
of ligand photoisomerization. Organic Chemistry Frontiers, 2017, 4, 2191-2201. 2.3 11

4588 Interaction between anti-cancer drug hydroxycarbamide and boron nitride nanotube: A long-range
corrected DFT study. Computational and Theoretical Chemistry, 2017, 1117, 61-80. 1.1 19

4589 Photochemical Rearrangement of Diarylethenes: Reaction Efficiency and Substituent Effects. Journal
of Organic Chemistry, 2017, 82, 8651-8661. 1.7 23

4590
Visible-to-Near-IR Wide-Range Light Harvesting by Interfacial Charge-Transfer Transitions between
TiO<sub>2</sub> and <i>p</i>-Aminophenol and Evidence of Direct Electron Injection to the
Conduction Band of TiO<sub>2</sub>. Journal of Physical Chemistry C, 2017, 121, 18710-18716.

1.5 20

4591 An aromatic noble-gas hydride: C6H5CCXeH. Scientific Reports, 2017, 7, 3130. 1.6 14

4592
Behavior and mechanism investigation of separating Pt and Ir by liquidâ€“liquid extraction using a mixed
[C<sub>6</sub>bet]Br/[C<sub>6</sub>mim][NTF<sub>2</sub>] system. New Journal of Chemistry, 2017,
41, 8985-8992.

1.4 17

4593 Assessment of two hybrid van der Waals density functionals for covalent and non-covalent binding
of molecules. Journal of Chemical Physics, 2017, 146, 234106. 1.2 33

4594 Theoretical study on the antitumor properties of Ru(II) complexes containing 2-pyridyl,
2-pyridine-4-carboxylic acid ligands. Journal of Molecular Structure, 2017, 1149, 473-486. 1.8 16

4595 A comparative study of DFT calculated and experimental UV/Visible spectra for thirty carboline and
carbazole based compounds. Journal of Molecular Structure, 2017, 1149, 282-298. 1.8 51

4596 Carbazole-bridged triphenylamine-bipyridine bipolar hosts for high-efficiency low roll-off
multi-color PhOLEDs. Organic Electronics, 2017, 50, 204-212. 1.4 16

4597 Strategic Construction of Directly Linked Porphyrinâ€“BODIPY Hybrids. Angewandte Chemie -
International Edition, 2017, 56, 12322-12326. 7.2 20

4598 Chemistry of the 5g Elements: Relativistic Calculations on Hexafluorides. Angewandte Chemie, 2017,
129, 10266-10268. 1.6 4

4599 Probing Conformational Variation in Luminescent Dinuclear Gold(I) Nâ€•Heterocyclic Carbene
Complexes. European Journal of Inorganic Chemistry, 2017, 2017, 3661-3674. 1.0 16



244

Citation Report

# Article IF Citations

4600
Quantifying the Performances of DFT for Predicting Vibrationally Resolved Optical Spectra:
Asymmetric Fluoroborate Dyes as Working Examples. Journal of Chemical Theory and Computation,
2017, 13, 4347-4356.

2.3 18

4601
Theoretical Study and Design of Phosphorescent Cyclometalated
(C<sup>âˆ§</sup>C*)Pt<sup>II</sup>(acac) Complexes: The Substituent Effect Controls the Radiative and
Nonradiative Decay Processes. Journal of Physical Chemistry A, 2017, 121, 6231-6242.

1.1 2

4602 A TDDFT study on the excited-state double proton transfer reaction of 8-hydroxyquinoline along a
hydrogen-bonded bridge. New Journal of Chemistry, 2017, 41, 8437-8442. 1.4 47

4603 Behavior, mechanism, and equilibrium studies of rhodium(<scp>i</scp>) extraction from
hydrochloric acid with HMImT. New Journal of Chemistry, 2017, 41, 10054-10061. 1.4 6

4604
The CO release properties of Îº<sup>2</sup>N<sup>1</sup>,N<sup>2</sup>Mn(<scp>i</scp>) tricarbonyl
photoCORMs with tridentate benzimidazole coligands. Inorganic Chemistry Frontiers, 2017, 4,
1517-1524.

3.0 25

4605 Strategic Construction of Directly Linked Porphyrinâ€“BODIPY Hybrids. Angewandte Chemie, 2017, 129,
12490-12494. 1.6 5

4606
Remarkable nonlinear optical response of excess electron compounds: theoretically designed
alkali-doped aziridine Mâ€“(C<sub>2</sub>NH<sub>5</sub>)<sub>n</sub>. Physical Chemistry Chemical
Physics, 2017, 19, 23951-23959.

1.3 25

4607 Validation of density functionals for pancake-bonded Ï€-dimers; dispersion is not enough. Physical
Chemistry Chemical Physics, 2017, 19, 24761-24768. 1.3 32

4608 Assessing accuracy of exchange-correlation functionals for electron affinities. Journal of
Theoretical and Computational Chemistry, 2017, 16, 1750052. 1.8 1

4609 Chlorophyllâ€•Based Organicâ€“Inorganic Heterojunction Solar Cells. Chemistry - A European Journal,
2017, 23, 10886-10892. 1.7 17

4610 Resolving Discrepancy between Theory and Experiment in 4-Nitrotoluene Oxidation. Journal of
Physical Chemistry A, 2017, 121, 6638-6645. 1.1 5

4611 Even and odd oligothiophene-bridged bis-naphthalimides for n-type and ambipolar organic field effect
transistors. Journal of Materials Chemistry C, 2017, 5, 9439-9450. 2.7 8

4612 Charge transfer in time-dependent density functional theory. Journal of Physics Condensed Matter,
2017, 29, 423001. 0.7 89

4613
Estimation of optical rotation of Î³â€•alkylidenebutenolide, cyclopropylamine, cyclopropylâ€•methanol and
cyclopropenone based compounds by a Density Functional Theory (DFT) approach. Chirality, 2017, 29,
634-647.

1.3 1

4614 Photodegradation of sulfadiazine catalyzed by p-benzoquinones and picric acid: application to charge
transfer complexes. RSC Advances, 2017, 7, 39989-39996. 1.7 4

4615
Photophysical characterization and time-resolved spectroscopy of a anthradithiophene dimer:
exploring the role of conformation in singlet fission. Physical Chemistry Chemical Physics, 2017, 19,
23162-23175.

1.3 31

4616 Intramolecular hydrogen bonding in conformationally semi-rigid Î±-acylmethane derivatives: a
theoretical NMR study. Organic and Biomolecular Chemistry, 2017, 15, 7572-7579. 1.5 2

4617 Unveiling photophysical properties of phenanthro[9,10-d]imidazole derivatives for organic
light-emitting diodes. Organic Electronics, 2017, 50, 220-227. 1.4 7



245

Citation Report

# Article IF Citations

4618
Effects of introduction of Î±â€•carboxylate, <i>N</i>â€•methyl, and <i>N</i>â€•formyl groups on intramolecular
cyclization of <i>o</i>â€•quinone amines: Density functional theoryâ€•based study. International Journal of
Quantum Chemistry, 2017, 117, e25445.

1.0 7

4619 Theoretical study of the substituent effect controlling the radiative and non-radiative decay
processes of platinum(ii) complexes. Physical Chemistry Chemical Physics, 2017, 19, 23532-23540. 1.3 16

4620
DFT Molecular Simulation for Design and Effect of Core Bridging Acceptors (BA) on NLO Response:
First Theoretical Framework to Enhance Nonlinearity Through BA. Journal of Cluster Science, 2017,
28, 3175-3183.

1.7 24

4621 Understanding Nonradiative Recombination through Defect-Induced Conical Intersections. Journal of
Physical Chemistry Letters, 2017, 8, 4091-4099. 2.1 27

4622
PCM/DFT investigation of the hydrogen-bonds capability of
4-[4-(dimethylamino)phenyl]-2-oxo-1,2,5,6-tetrahydrobenzo[h]quinoline-3-carbonitrile (MAPC). Journal
of Molecular Liquids, 2017, 243, 157-168.

2.3 2

4623 Design of HÃ¼ckelâ€“MÃ¶bius Topological Switches with High Nonlinear Optical Properties. Journal of
Physical Chemistry C, 2017, 121, 19348-19357. 1.5 34

4624 Photoinduced Ultrafast Charge Transfer and Charge Migration in Small Gold Clusters Passivated by a
Chromophoric Ligand. Nano Letters, 2017, 17, 5672-5681. 4.5 6

4625 Deciphering the photosensitization mechanisms of hypericin towards biological membranes. Physical
Chemistry Chemical Physics, 2017, 19, 23187-23193. 1.3 18

4626 Photoisomerization of Protonated Azobenzenes in the Gas Phase. Journal of Physical Chemistry A,
2017, 121, 6413-6419. 1.1 23

4627
Solvent effects on the excited-state double proton transfer mechanism in the 7-azaindole dimer: a
TDDFT study with the polarizable continuum model. Physical Chemistry Chemical Physics, 2017, 19,
23289-23301.

1.3 15

4628 Valence electronic structure of cobalt phthalocyanine from an optimally tuned range-separated
hybrid functional. Journal of Chemical Physics, 2017, 147, 044301. 1.2 48

4629 RT-TDDFT study of hole oscillations in B-DNA monomers and dimers. Cogent Physics, 2017, 4, 1361077. 0.7 16

4630
Theoretical design of new class of optical materials based on small noble metal
nanocluster-biomolecule hybrids and its potential for medical applications. Advances in Physics: X,
2017, 2, 695-716.

1.5 6

4631 Assessing Excited State Energy Gaps with Time-Dependent Density Functional Theory on Ru(II)
Complexes. Journal of Chemical Theory and Computation, 2017, 13, 4123-4145. 2.3 39

4632 Proton Transfer in Molten Lithium Carbonate: Mechanism and Kinetics by Density Functional Theory
Calculations. Scientific Reports, 2017, 7, 7381. 1.6 7

4633 Deciphering environment effects in peptide bond solvation dynamics by experiment and theory.
Physical Chemistry Chemical Physics, 2017, 19, 22564-22572. 1.3 11

4634 Spectroscopic and theoretical studies on the structural, electronic, and optical properties of zinc
octaethylporphyrin/C60 co-deposited films. Journal of Chemical Physics, 2017, 147, 214701. 1.2 9

4635 OFFâ€“ON Fluorescence Sensing of Fluoride by Donorâ€“Antimony(V) Lewis Acids. Organometallics, 2017,
36, 4901-4907. 1.1 18



246

Citation Report

# Article IF Citations

4636 Theoretical study on the photophysical properties of boron-fused double helicenes. RSC Advances,
2017, 7, 56543-56549. 1.7 5

4637 Spectroscopy of N,N-dimethylformamide in the VUV and IR regions: Experimental and computational
studies. Journal of Chemical Physics, 2017, 147, 224305. 1.2 42

4638 From 2- to 3-Substituted Ferrocene Carboxamides or How to Apply Halogen â€œDanceâ€• to the Ferrocene
Series. Organometallics, 2017, 36, 4770-4778. 1.1 36

4639

Planar Octagonal Tetranuclear Cobaltacarborane Macrocycle
[(Î·<sup>5</sup>-C<sub>5</sub>Me<sub>5</sub>)Co(2,3-Et<sub>2</sub>C<sub>2</sub>B<sub>4</sub>H<sub>3</sub>-5-Câ‰¡C-7-Câ‰¡C)]<sub>4</sub>
for 2D Nonlinear Optics: Ultra-High-Response and Multistate Controlled Cubic NLO Switch. Journal
of Physical Chemistry C, 2017, 121, 28462-28474.

1.5 19

4640 Attosecond-resolved photoionization of chiral molecules. Science, 2017, 358, 1288-1294. 6.0 150

4641 Electronic Structure Rearrangements in Hybrid Ribozyme/Protein Catalysis. Journal of the Physical
Society of Japan, 2017, 86, 044801. 0.7 3

4642 Electronic structure and dynamics of torsion-locked photoactive yellow protein chromophores.
Physical Chemistry Chemical Physics, 2017, 19, 31572-31580. 1.3 12

4643
Understanding the interplay between the solvent and nuclear rearrangements in the negative
solvatochromism of a pushâ€“pull flexible quinolinium cation. Physical Chemistry Chemical Physics,
2017, 19, 32544-32555.

1.3 7

4644 Copper(I) Chelators for Alzheimerâ€™s Disease. Journal of Physical Chemistry B, 2017, 121, 11304-11310. 1.2 10

4645 A note on the accuracy of KS-DFT densities. Journal of Chemical Physics, 2017, 147, 204103. 1.2 23

4646 Electrostatic Catalysis Induced by Luciferases in the Decomposition of the Firefly Dioxetanone and Its
Analogue. Journal of Physical Chemistry B, 2017, 121, 11053-11061. 1.2 13

4647 Ground-State Gas-Phase Structures of Inorganic Molecules Predicted by Density Functional Theory
Methods. ACS Omega, 2017, 2, 8373-8387. 1.6 14

4648 Spiro-BODIPYs with a Diaryl Chelate: Impact on Aggregation and Luminescence. Journal of Organic
Chemistry, 2017, 82, 13481-13487. 1.7 64

4649

On the calculation of multiplet energies of three-open-shell
4f<sup>13</sup>5f<sup>n</sup>6d<sup>1</sup>electron configuration by LFDFT: modeling the optical
spectra of 4f core-electron excitation in actinide compounds. Physical Chemistry Chemical Physics,
2017, 19, 32481-32491.

1.3 8

4650
Spectral properties of ionic benzotristhiazole based donor-acceptor NLO-phores in polymer matrices
and their one- and two-photon cellular imaging ability. Photochemical and Photobiological Sciences,
2017, 16, 1832-1844.

1.6 3

4651
Exploring what prompts ITIC to become a superior acceptor in organic solar cell by combining
molecular dynamics simulation with quantum chemistry calculation. Physical Chemistry Chemical
Physics, 2017, 19, 31227-31235.

1.3 39

4652 A DFT study of a set of natural dyes for organic electronics. Journal of Molecular Modeling, 2017, 23,
343. 0.8 14

4653
Accurate Isomerization Enthalpy and Investigation of the Errors in Density Functional Theory for
Dihydroazulene/Vinylheptafulvene Photochromism Using Diffusion Monte Carlo. Journal of Physical
Chemistry C, 2017, 121, 26677-26685.

1.5 10



247

Citation Report

# Article IF Citations

4654
Vanadium NMR Chemical Shifts of (Imido)vanadium(V) Dichloride Complexes with Imidazolin-2-iminato
and Imidazolidin-2-iminato Ligands: Cooperation with Quantum-Chemical Calculations and Multiple
Linear Regression Analyses. Journal of Physical Chemistry A, 2017, 121, 9099-9105.

1.1 4

4655 Structure and electronic states of a graphene double vacancy with an embedded Si dopant. Journal of
Chemical Physics, 2017, 147, 194702. 1.2 9

4656 Density functional theoretical studies on electronic structural, optical and oxidation properties of
thioxylated peptides. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 2

4657 Efficient Singlet Fission and Triplet-Pair Emission in a Family of Zethrene Diradicaloids. Journal of the
American Chemical Society, 2017, 139, 18376-18385. 6.6 107

4658 Hydroxymethylaniline Photocages for Carboxylic Acids and Alcohols. Journal of Organic Chemistry,
2017, 82, 12554-12568. 1.7 8

4659
Chiral ethylene-bridged flavinium salts: the stereoselectivity of flavin-10a-hydroperoxide formation
and the effect of substitution on the photochemical properties. Tetrahedron: Asymmetry, 2017, 28,
1780-1791.

1.8 10

4660 Insight into the excited-state double proton transfer mechanisms of doxorubicin in acetonitrile
solvent. RSC Advances, 2017, 7, 51318-51323. 1.7 18

4661 Impact of substitution and self-aggregation on photoelectric and charge transfer characteristics in
JD21 analogues. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 1

4662 A Systematic Theoretical Study of UC<sub>6</sub>: Structure, Bonding Nature, and Spectroscopy.
Inorganic Chemistry, 2017, 56, 13794-13800. 1.9 14

4663 Nonadiabatic Dynamics of Cycloparaphenylenes with TD-DFTB Surface Hopping. Journal of Chemical
Theory and Computation, 2017, 13, 5846-5860. 2.3 46

4664 Computational modelling of the redistribution of copper isotopes by proteins in the liver.
Metallomics, 2017, 9, 1809-1819. 1.0 20

4665 Theoretical design of conjugated diradicaloids as singlet fission sensitizers: quinones and methylene
derivatives. Physical Chemistry Chemical Physics, 2017, 19, 30227-30238. 1.3 29

4666 Design Principles and Top Non-Fullerene Acceptor Candidates for Organic Photovoltaics. Joule, 2017, 1,
857-870. 11.7 157

4667
The Quality of the Embedding Potential Is Decisive for Minimal Quantum Region Size in Embedding
Calculations: The Case of the Green Fluorescent Protein. Journal of Chemical Theory and
Computation, 2017, 13, 6230-6236.

2.3 32

4668 Lighting up long-range charge-transfer states by a localized plasmonic field. Nanoscale, 2017, 9,
18189-18193. 2.8 14

4669 Theoretical investigations on the structureâ€“property relationships of Au<sub>13</sub>and
Au<sub>x</sub>M<sub>13âˆ’x</sub>nanoclusters. RSC Advances, 2017, 7, 51538-51545. 1.7 5

4670
Aggregates of Defined Stereochemical Scaffolds: A Study in Solution of a Zinc(II) Schiff Base Complex
Derived from the Enantiopure <i>trans</i>-1,2-Cyclopentanediamine. Inorganic Chemistry, 2017, 56,
14206-14213.

1.9 16

4671 How Well Can the M06 Suite of Functionals Describe the Electron Densities of Ne, Ne<sup>6+</sup>,
and Ne<sup>8+</sup>?. Journal of Chemical Theory and Computation, 2017, 13, 6068-6077. 2.3 25



248

Citation Report

# Article IF Citations

4672 Electronic structure of BN-aromatics: Choice of reliable computational tools. Journal of Chemical
Physics, 2017, 147, 164306. 1.2 9

4673
Conserving Coherence and Storing Energy during Internal Conversion: Photoinduced Dynamics of
<i>cis</i>- and <i>trans-</i>Azobenzene Radical Cations. Journal of Physical Chemistry A, 2017, 121,
8642-8651.

1.1 18

4674 The Hydrogen Abstraction Reaction H<sub>2</sub>S + OH â†’ H<sub>2</sub>O + SH: Convergent Quantum
Mechanical Predictions. Journal of Physical Chemistry A, 2017, 121, 9136-9145. 1.1 11

4675 Floppy molecules as candidates for achieving optoelectronic molecular devices without skeletal
rearrangement or bond breaking. Physical Chemistry Chemical Physics, 2017, 19, 30842-30851. 1.3 13

4676
Ultrafast 25-fs relaxation in highly excited states of methyl azide mediated by strong nonadiabatic
coupling. Proceedings of the National Academy of Sciences of the United States of America, 2017, 114,
E11072-E11081.

3.3 13

4677 Modeling the Modulation of Emission Behavior in E/Z Isomers of Dipyrrolyldiphenylethene: From
Molecules to Nanoaggregates. Journal of Physical Chemistry C, 2017, 121, 25603-25616. 1.5 17

4678 Synthesis of 5â€•Acylâ€•2â€•Aminoâ€•3â€•Cyanothiophenes: Chemistry and Fluorescent Properties. Chemistry - an
Asian Journal, 2017, 12, 2410-2425. 1.7 10

4679
Dichlorosilylene Transfer to aP-Fluorophosphaalkene: The Route to
aC-Dichlorofluorosilyl-Functionalized Dialkyldiphosphene. European Journal of Inorganic Chemistry,
2017, 2017, 1526-1536.

1.0 4

4680
Novel synthetic approach, spectroscopic characterization and theoretical studies on global and
local reactive properties of a bibenzimidazolyl derivative. Journal of Molecular Structure, 2017, 1147,
121-128.

1.8 3

4681 The chemical bonding and spectral assignments of rhodium(III)-catalyzed<i>closo</i>-dodecaborate
complexes: Ab initio study. International Journal of Quantum Chemistry, 2017, 117, e25422. 1.0 2

4682 Solvatochromic benzo[h] coumarins: Synthesis, solvatochromism, NLO and DFT study. Optical
Materials, 2017, 72, 346-358. 1.7 20

4683 Structural defects influence on the conductance of strained zigzag graphene nanoribbon. Physica E:
Low-Dimensional Systems and Nanostructures, 2017, 93, 216-223. 1.3 2

4684 Diastereoselective Selfâ€•Assembly of a Neutral Dinuclear Doubleâ€•Stranded Zinc(II) Helicate via
Narcissistic Selfâ€•Sorting. Chemistry - A European Journal, 2017, 23, 12380-12386. 1.7 18

4685
Dynamic Kinetic Resolution of Ethyl 1,2,3,4â€•Tetrahydroâ€•Î²â€•carbolineâ€•1â€•carboxylate: Use of Different
Hydrolases for Stereocomplementary Processes. European Journal of Organic Chemistry, 2017, 2017,
4713-4718.

1.2 11

4686 TD-DFT calculations, NBO analysis and electronic absorption spectra of some thiazolo[3,2-a]pyridine
derivatives. Journal of Molecular Structure, 2017, 1147, 651-667. 1.8 31

4687 Ethyne-Linked Pushâ€“Pull Chromophores: Implications of Crystal Structure and Molecular Electronics
on the Quadric Nonlinear Activity. Crystal Growth and Design, 2017, 17, 4124-4136. 1.4 5

4688
DFT/TDDFT Study on the Sensing Mechanism of a Fluorescent Probe for Hydrogen Sulfide: Excited
State Intramolecular Proton Transfer Coupled Twisted Intramolecular Charge Transfer. Journal of
Physical Chemistry A, 2017, 121, 5245-5256.

1.1 57

4689 Computational Study on Non-linear Optical and Absorption Properties of Benzothiazole based Dyes:
Tunable Electron-Withdrawing Strength and Reverse Polarity. Open Chemistry, 2017, 15, 139-146. 1.0 18



249

Citation Report

# Article IF Citations

4690 A joint theoretical and experimental characterization of two acene-thiophene derivatives. Journal of
Molecular Modeling, 2017, 23, 52. 0.8 2

4691 A new energy transfer channel from carotenoids to chlorophylls in purple bacteria. Nature
Communications, 2017, 8, 71. 5.8 32

4692 Spectroscopic and computational studies of reversible O<sub>2</sub> binding by a cobalt complex of
relevance to cysteine dioxygenase. Dalton Transactions, 2017, 46, 13229-13241. 1.6 21

4693
Dual emission and multi-stimuli-response in iridium(<scp>iii</scp>) complexes with
aggregation-induced enhanced emission: applications for quantitative CO<sub>2</sub> detection.
Journal of Materials Chemistry C, 2017, 5, 7784-7798.

2.7 31

4694 The effect of Dâ€“[D<sub>e</sub>â€“Ï€â€“A]<sub>n</sub> (n = 1, 2, 3) type dyes on the overall performance
of DSSCs: a theoretical investigation. Journal of Materials Chemistry C, 2017, 5, 7510-7520. 2.7 22

4695 Ultrafast dynamics and solvent-dependent deactivation kinetics of BODIPY molecular rotors. Physical
Chemistry Chemical Physics, 2017, 19, 19998-20007. 1.3 34

4696 Tunable Chiral Second-Order Nonlinear Optical Chromophores Based on Helquat Dications. Journal
of Physical Chemistry A, 2017, 121, 5842-5855. 1.1 11

4697 Halo-substituted azobenzenes adsorbed at Ag(111) and Au(111) interfaces: Structures and optical
properties. Physical Review B, 2017, 95, . 1.1 2

4698 No single DFT method can predict Raman cross-sections, frequencies and electronic absorption
maxima of oligothiophenes. Synthetic Metals, 2017, 231, 1-6. 2.1 14

4699 Effect of Rigid Bridge-Protection Units, Quadrupolar Interactions, and Blending in Organic
Electro-Optic Chromophores. Chemistry of Materials, 2017, 29, 6457-6471. 3.2 76

4700 Tuning Light Absorption in Platinum(II) Terpyridyl Ï€-Conjugated Complexes: A First-Principle Study.
Journal of Physical Chemistry A, 2017, 121, 5533-5539. 1.1 0

4701 In silico designing of power conversion efficient organic lead dyes for solar cells using todays
innovative approaches to assure renewable energy for future. Npj Computational Materials, 2017, 3, . 3.5 43

4702 Ultrafast structural dynamics of photoexcited adenine. Physical Chemistry Chemical Physics, 2017, 19,
20224-20240. 1.3 6

4703 Coulomb couplings in solubilised light harvesting complex II (LHCII): challenging the ideal dipole
approximation from TDDFT calculations. Physical Chemistry Chemical Physics, 2017, 19, 18311-18320. 1.3 22

4704 Understanding the polymorphism-dependent emission properties of molecular crystals using a refined
QM/MM approach. Physical Chemistry Chemical Physics, 2017, 19, 17516-17520. 1.3 8

4705
Anionic ancillary ligands in cyclometalated Ru(<scp>ii</scp>) complex sensitizers improve
photovoltaic efficiency of dye-sensitized solar cells: insights from theoretical investigations. Journal
of Materials Chemistry A, 2017, 5, 15567-15577.

5.2 33

4706
Full-valence density matrix renormalisation group calculations on meta-benzyne based on
unrestricted natural orbitals. Revisit of seamless continuation from broken-symmetry to
symmetry-adapted models for diradicals. Molecular Physics, 2017, 115, 2267-2284.

0.8 14

4707
First theoretical framework of di-substituted donor moieties of triphenylamine and carbazole for
NLO properties: quantum paradigms of interactive molecular computation. Molecular Simulation,
2017, 43, 1539-1545.

0.9 26



250

Citation Report

# Article IF Citations

4708 The application of TD-DFT to excited states of a family of TPD molecules interesting for
optoelectronic use. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 2

4709 Mechanism of K + , Cs + ion exchange in nickel ferrocyanide: A density functional theory study.
Computational and Theoretical Chemistry, 2017, 1115, 175-178. 1.1 17

4710 Time-evolution study of photoinduced charge-transfer in tertiary amine-fluorophore systems.
Computational and Theoretical Chemistry, 2017, 1115, 197-207. 1.1 5

4711 NLOphoric donor-rigidified ESIPT dyes â€“ Synthesis, pH study, solvatochromism and DFT insights.
Journal of Luminescence, 2017, 192, 343-358. 1.5 9

4712
Key functions analysis of a novel nonlinear optical D-Ï€-A bridge type
(2E)-3-(4-Methylphenyl)-1-(3-nitrophenyl) prop-2-en-1-one chalcone: An experimental and theoretical
approach. Optical Materials, 2017, 72, 427-435.

1.7 44

4713 Design new hole transport materials for efficient perovskite solar cells by suitable combination of
donor and core groups. Organic Electronics, 2017, 49, 255-261. 1.4 45

4714 Photoswitchable calcium sensor: â€˜Onâ€™â€“â€˜Offâ€™ sensing in cells or with microstructured optical fibers.
Sensors and Actuators B: Chemical, 2017, 252, 965-972. 4.0 19

4715

Partially Shielded Fe(CO)<sub>3</sub> Rotors: Syntheses, Structures, and Dynamic Properties of
Complexes with Doubly <i>trans</i> Spanning Diphosphines,
<i>trans</i>-Fe(CO)<sub>3</sub>(PhP((CH<sub>2</sub>)<sub><i>n</i></sub>)<sub>2</sub>PPh).
Organometallics, 2017, 36, 2891-2901.

1.1 9

4716
Comparison of DFT functionals for prediction of band gap of conjugated polymers and effect of HF
exchange term percentage and basis set on the performance. Computational Materials Science, 2017,
138, 70-76.

1.4 48

4717
Effect of Solid-State Polarization on Charge-Transfer Excitations and Transport Levels at Organic
Interfaces from a Screened Range-Separated Hybrid Functional. Journal of Physical Chemistry Letters,
2017, 8, 3277-3283.

2.1 84

4718 A theoretical study of the low-lying excited states and the photophysics of dimethoxy curcumin in
cyclohexane and acetonitrile. Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 0

4719
Benchmarking of density functionals for a soft but accurate prediction and assignment of
<sup>1</sup>H and <sup>13</sup>C NMR chemical shifts in organic and biological molecules. Journal
of Computational Chemistry, 2017, 38, 87-92.

1.5 28

4720
Synthesis, photophysical properties and systematic evaluations of new phenanthroimidazole
fluorescent probe for bioimaging: Experimental and theoretical study. Journal of Photochemistry and
Photobiology B: Biology, 2017, 166, 74-85.

1.7 21

4721 Benchmark study of UV/Visible spectra of coumarin derivatives by computational approach. Journal of
Molecular Structure, 2017, 1130, 603-616. 1.8 20

4722 Theoretical description of protein field effects on electronic excitations of biological
chromophores. Journal of Physics Condensed Matter, 2017, 29, 013002. 0.7 10

4723
Modulation of Ï€-spacer of carbazole-carbazole based organic dyes toward high efficient
dye-sensitized solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2017, 174, 7-16.

2.0 26

4724
Theoretical investigation on the spectroscopic properties of furylfulgide with different substituents
and design of novel <i>bis</i>â€•furylfulgimide photochromes. International Journal of Quantum
Chemistry, 2017, 117, e25327.

1.0 1

4725
How reliable is DFT in predicting relative energies of polycyclic aromatic hydrocarbon isomers?
comparison of functionals from different rungs of jacob's ladder. Journal of Computational
Chemistry, 2017, 38, 370-382.

1.5 43



251

Citation Report

# Article IF Citations

4726
Stability of the chlorinated derivatives of the DNA/RNA nucleobases, purine and pyrimidine toward
radical formation via homolytic Cï£¿Cl bond dissociation. International Journal of Quantum
Chemistry, 2017, 117, e25319.

1.0 8

4727
Theoretical mechanistic study of self-sensitized photo-oxygenation and singlet oxygen thermal
release in a dimethyldihydropyrene derivative. Journal of Photochemistry and Photobiology A:
Chemistry, 2017, 333, 156-164.

2.0 17

4728
The role of hydrogen bonding in the fluorescence quenching of
2,6-bis((E)-2-(benzoxazol-2-yl)vinyl)naphthalene (BBVN) in methanol. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2017, 173, 681-686.

2.0 8

4729 Open-ended formulation of self-consistent field response theory with the polarizable continuum
model for solvation. Physical Chemistry Chemical Physics, 2017, 19, 366-379. 1.3 5

4730
Computational studies on optoelectronic and charge transfer properties of some perylene-based
donor-Ï€-acceptor systems for dye sensitized solar cell applications. International Journal of Quantum
Chemistry, 2017, 117, e25332.

1.0 21

4731 Influence of structure of poly(o-phenylenediamine) on the doping ability and conducting property.
Ionics, 2017, 23, 937-947. 1.2 18

4732
A computational investigation on the influence of different Ï€ spacer groups in the bithiazole-based
organic dye sensitizers on the short-circuit photocurrent densities of dye-sensitized solar cells.
Journal of Photochemistry and Photobiology A: Chemistry, 2017, 333, 70-78.

2.0 23

4733 Triggering Emission with the Helical Turn in Thiadiazoleâ€•Helicenes. Chemistry - A European Journal,
2017, 23, 437-446. 1.7 42

4734 The electronic structure of alloxan monohydrate. Spectroscopic and density functional synergic
approach. Journal of Molecular Structure, 2017, 1130, 487-496. 1.8 1

4735 Theoretical study of zinc porphyrin-based dyes for dye-sensitized solar cells. Journal of
Photochemistry and Photobiology A: Chemistry, 2017, 333, 200-207. 2.0 12

4736 Modulation of the structures and properties of bidipyrrin zinc complexes by introducing terminal
Î±-methoxy groups. Dyes and Pigments, 2017, 137, 430-436. 2.0 10

4737 First principles calculations of a H 2 molecule inside boron-nitrogen nanotubes. Superlattices and
Microstructures, 2017, 101, 547-558. 1.4 8

4738 Theoretical Study of Dinoflagellate Bioluminescence. Photochemistry and Photobiology, 2017, 93,
511-518. 1.3 16

4739
Theoretical design and study on hexamolybdate-based organic-inorganic hybrids with double D-Ï€-A
chains for high performance p-type dye-sensitized solar cells (DSSCs). Dyes and Pigments, 2017, 137,
372-377.

2.0 9

4740 Molecular structure and vibrational properties of pyramidal MPc+ phthalocyanine cation in InPcI and
LuPc(OAc) complexes. Journal of Molecular Structure, 2017, 1130, 699-710. 1.8 2

4741 ortho and para chromophores of green fluorescent protein: controlling electron emission and
internal conversion. Chemical Science, 2017, 8, 1621-1630. 3.7 24

4742 Experimental (X-ray, IR and UVâ€“vis.) and DFT studies on cocrystallization of two tautomers of a novel
Schiff base compound. Journal of Molecular Structure, 2017, 1128, 5-12. 1.8 22

4744 2-Aryl-5-amino-1,2,3-triazoles: New effective blue-emitting fluorophores. Dyes and Pigments, 2017, 136,
229-242. 2.0 27



252

Citation Report

# Article IF Citations

4745 Fractional-charge and fractional-spin errors in range-separated density-functional theory. Molecular
Physics, 2017, 115, 161-173. 0.8 21

4746
Benchmarking singlet and triplet excitation energies of molecular semiconductors for singlet
fission: Tuning the amount of HF exchange and adjusting local correlation to obtain accurate
functionals for singletâ€“triplet gaps. Chemical Physics, 2017, 482, 319-338.

0.9 44

4747 Reactivity, vibrational spectroscopy, internal rotation and thermochemical aspects of methylarsine.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 171, 383-394. 2.0 9

4748 Theoretical insight into the substituent effects on linear and nonlinear optical properties of
azobenzeneâ€•based chromophores. Journal of Physical Organic Chemistry, 2017, 30, e3631. 0.9 6

4749 Insight into opto-electronic property by modifying optical layers with multi-polar and multi-branched
structures. Journal of Materials Science: Materials in Electronics, 2017, 28, 1489-1500. 1.1 4

4750 Real-time observation of intersystem crossing induced by charge recombination during bimolecular
electron transfer reactions. Dyes and Pigments, 2017, 136, 881-886. 2.0 2

4751
DFT calculations on molecular structure, spectral analysis, multiple interactions, reactivity, NLO
property and molecular docking study of flavanol-2,4-dinitrophenylhydrazone. Journal of Molecular
Structure, 2017, 1129, 128-141.

1.8 22

4752 Mainâ€•chain alternating fullerene and dye oligomers for organic photovoltaics. Polymer International,
2017, 66, 388-398. 1.6 11

4753 Triazole appended mono and 1,1â€² di-substituted ferrocene-naphthalene conjugates: Highly selective and
sensitive multi-responsive probes for Hg(II). Sensors and Actuators B: Chemical, 2017, 240, 640-650. 4.0 22

4754 A systematic study of phenoxazine-based organic sensitizers for solar cells. Dyes and Pigments, 2017,
137, 12-23. 2.0 61

4755 Experimental and theoretical study on the structure-property relationship of novel
1-aryl-3-methylsuccinimides. Journal of Molecular Structure, 2017, 1129, 271-282. 1.8 7

4756 Charge delocalization characteristics of regioregular high mobility polymers. Chemical Science, 2017,
8, 1146-1151. 3.7 17

4757 Slow-electron velocity-map imaging study of aniline via resonance-enhanced two-photon ionization
method. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 173, 432-438. 2.0 8

4758 Reaction between the Pt(II)-complexes and the amino acids of the Î²-amyloid peptide. Chemical Physics
Letters, 2017, 667, 4-8. 1.2 2

4759
Spectroscopic and TD-DFT studies on the dual mode fluorescent chemosensors based on pyrene
thiosemicarbazones, and its application as molecular-scale logic devices. Journal of Luminescence,
2017, 183, 266-280.

1.5 20

4760
Synthesis, spectroscopy, crystal structure and DFT studies of cobalt(III) complexes featuring
dimethylglyoximate and aniline or p-bromoaniline ligands. Journal of Molecular Structure, 2017, 1131,
266-274.

1.8 8

4761 Hydrogen atom addition to the surface of graphene nanoflakes: A density functional theory study.
Applied Surface Science, 2017, 396, 1335-1342. 3.1 27

4762 Structural flexibility of DABCO. Ab initio and DFT benchmark study. Chemical Physics Letters, 2017, 667,
87-90. 1.2 13



253

Citation Report

# Article IF Citations

4763 Selagintriflavonoids with BACE1 inhibitory activity from the fern Selaginella doederleinii.
Phytochemistry, 2017, 134, 114-121. 1.4 25

4764
Water-tunable solvatochromic and nanoaggregate fluorescence: dual colour visualisation and
quantification of trace water in tetrahydrofuran. Physical Chemistry Chemical Physics, 2017, 19,
1209-1216.

1.3 38

4765 Exploration of photophysics of 2,2â€™-pyridil at room temperature and 77 K: a combined spectroscopic
and quantum chemical approach. Photochemical and Photobiological Sciences, 2017, 16, 159-169. 1.6 5

4766 Effect of carbon-layer rearrangement on one- and two-photon absorption properties in the
alternative graphene-like hybrids â€“ A theoretical investigation. Dyes and Pigments, 2017, 138, 213-222. 2.0 0

4767 Full color emissions based on intramolecular charge transfer effect modulated by formyl and
boron-dipyrromethene moieties. Dyes and Pigments, 2017, 136, 480-487. 2.0 14

4768 Rational design of near-infrared Zn-porphyrin dye utilized in co-sensitizedÂ solar cell toward high
efficiency. Dyes and Pigments, 2017, 136, 450-457. 2.0 16

4769 NLO response of derivatives of benzene, stilbene and diphenylacetylene: MP2 and DFT calculations.
Chinese Journal of Chemical Engineering, 2017, 25, 800-808. 1.7 11

4770
An experimental and theoretical study on a novel donor-Ï€-acceptor bridge type 2, 4,
5-trimethoxy-4â€²-chlorochalcone for optoelectronic applications: A dual approach. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2017, 173, 445-456.

2.0 70

4771 Optical and Photovoltaic Properties of Thieno[3,2-<i>b</i>]thiophene-Based Pushâ€“Pull Organic Dyes
with Different Anchoring Groups for Dye-Sensitized Solar Cells. ACS Omega, 2017, 2, 9268-9279. 1.6 32

4772 Aggregation-Induced Enhanced Emission (AIEE) from <i>N</i>,<i>N</i>-Octyl-7,7â€²-diazaisoindigo-Based
Organogel. Journal of Physical Chemistry C, 2017, 121, 27071-27081. 1.5 17

4773 Vibrationally resolved electronic spectra including vibrational pre-excitation: Theory and application
to VIPER spectroscopy. Journal of Chemical Physics, 2017, 147, 164116. 1.2 29

4774
When combined X-ray and polarized neutron diffraction data challenge high-level calculations:
spin-resolved electron density of an organic radical. Acta Crystallographica Section B: Structural
Science, Crystal Engineering and Materials, 2017, 73, 544-549.

0.5 13

4775
Influence of donor substitution at $$mathrm{D}{-}uppi {-}mathrm{A}$$ D - Ï€ - A architecture in
efficient sensitizers for dye-sensitized solar cells: first-principle study. Bulletin of Materials Science,
2017, 40, 1389-1396.

0.8 30

4776 Surface-modified TiO2 powders with phenol derivatives: A comparative DFT and experimental study.
Chemical Physics Letters, 2017, 686, 167-172. 1.2 29

4777 Electronic and optical properties of metalloporphyrins of zinc on TiO<sub>2</sub> cluster in
dye-sensitized solar-cells (DSSC). A quantum chemistry study. RSC Advances, 2017, 7, 42677-42684. 1.7 29

4778 Modeling Photovoltaic Performances of BTBPD-PC61BM System via Density Functional Theory
Calculations. Chinese Journal of Chemical Physics, 2017, 30, 268-276. 0.6 2

4779 Theoretical analysis of the time-resolved binary (e, 2e) binding energy spectra on three-body
photodissociation of acetone at 195 nm. Journal of Physics: Conference Series, 2017, 875, 012004. 0.3 1

4780
Nonempirical Simulations of Inhomogeneous Broadening of Electronic Transitions in Solution:
Predicting Band Shapes in One- and Two-Photon Absorption Spectra of Chalcones. Molecules, 2017, 22,
1643.

1.7 15



254

Citation Report

# Article IF Citations

4781 Level of Theory and Solvent Effects on DASA Absorption Properties Prediction: Comparing TD-DFT,
CASPT2 and NEVPT2. Materials, 2017, 10, 1025. 1.3 22

4782
Conformational study of L-methionine and L-cysteine derivatives through quantum chemical
calculations and 3 J HH coupling constant analyses. Beilstein Journal of Organic Chemistry, 2017, 13,
925-937.

1.3 5

4783 Double Hydrogen Bonding between Side Chain Carboxyl Groups in Aqueous Solutions of Poly (Î²-L-Malic) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 662 Td (Acid): Implication for the Evolutionary Origin of Nucleic Acids. Life, 2017, 7, 35.1.1 15

4784 Toward Exploring Novel Organic Materials: MP4-DFT Properties of 4-Amino-3-Iminoindene. Molecules,
2017, 22, 720. 1.7 3

4785 Tuning the Geometrical Structures and Optical Properties of Blue-Emitting Iridium(III) Complexes
through Dimethylamine Substitutions: A Theoretical Study. Molecules, 2017, 22, 758. 1.7 4

4786 Synthesis, Crystal Structure, and Photoluminescent Properties of
3,3â€²,4,4â€²-Tetraethyl-5,5â€²-divinyl-2,2â€²-bipyrrole Derivatives. Molecules, 2017, 22, 1816. 1.7 4

4787 Effect of Alkali Metal Atoms Doping on Structural and Nonlinear Optical Properties of the
Gold-Germanium Bimetallic Clusters. Nanomaterials, 2017, 7, 184. 1.9 13

4788 Non-Fullerene Acceptor-Based Solar Cells: From Structural Design to Interface Charge Separation
and Charge Transport. Polymers, 2017, 9, 692. 2.0 29

4789 Computational Studies on Optoelectronic and Nonlinear Properties of Octaphyrin Derivatives.
Frontiers in Chemistry, 2017, 5, 11. 1.8 12

4790
Power Conversion Efficiency of Arylamine Organic Dyes for Dye-Sensitized Solar Cells (DSSCs)
Explicit to Cobalt Electrolyte: Understanding the Structural Attributes Using a Direct QSPR
Approach. Computation, 2017, 5, 2.

1.0 17

4791 First Principle Modelling of Materials and Processes in Dye-Sensitized Photoanodes for Solar Energy
and Solar Fuels. Computation, 2017, 5, 5. 1.0 15

4792 DFT Study of the Structure, Reactivity, Natural Bond Orbital and Hyperpolarizability of Thiazole Azo
Dyes. International Journal of Molecular Sciences, 2017, 18, 239. 1.8 29

4793 Characterization of the Photochemical Properties of 5-Benzyluracil via Time-Dependent Density
Functional Theory. Journal of Physical Chemistry A, 2017, 121, 3909-3917. 1.1 15

4794 Gold(I) Alkynyls Supported by Mono- and Bidentate NHC Ligands: Luminescence and Isolation of
Unprecedented Ionic Complexes. Inorganic Chemistry, 2017, 56, 14771-14787. 1.9 27

4795 Organic Dyes Containing Coplanar Dihexyl-Substituted Dithienosilole Groups for Efficient
Dye-Sensitised Solar Cells. International Journal of Photoenergy, 2017, 2017, 1-14. 1.4 8

4796 Theoretical Analysis of the Effect Provoked by Bromine-Addition on the Thermolysis and
Chemiexcitation of a Model Dioxetanone. Journal of Chemistry, 2017, 2017, 1-8. 0.9 0

4797 On the Interactions of Fused Pyrazole Derivative with Selected Amino Acids: DFT Calculations. Journal
of Chemistry, 2017, 2017, 1-9. 0.9 2

4798 Dysivillosins Aâ€“D, Unusual Anti-allergic Meroterpenoids from the Marine Sponge Dysidea villosa.
Scientific Reports, 2017, 7, 8947. 1.6 20



255

Citation Report

# Article IF Citations

4799 Binding energies of hydrated cobalt hydroxide ion complexes: A guided ion beam and theoretical
investigation. Journal of Chemical Physics, 2017, 147, 064305. 1.2 5

4800
Assessment of various density functionals and solvation models to describe acid-base, spectral and
complexing properties of thiobarbituric and barbituric acids in aqueous solution. Journal of
Computational Methods in Sciences and Engineering, 2017, 17, 851-863.

0.1 17

4801
Action Mechanism of Molecular Iodine Complex with Bioorganic Ligands, Magnesium and Lithium
Halogenides on Human Tuberculosis Strain With Multiple Drug Resistance. Journal of Microbial &
Biochemical Technology, 2017, 09, .

0.2 1

4802 DFT Study on the Interaction of the Smallest Fullerene C20 with Lithium Ions and Atoms. Journal of
Carbon Research, 2017, 3, 15. 1.4 10

4803 Lactones from the Sponge-Derived Fungus Talaromyces rugulosus. Marine Drugs, 2017, 15, 359. 2.2 32

4804 Experimental and computational studies on the absorption properties of novel formazan derivatives.
Turkish Journal of Chemistry, 2017, 41, 710-727. 0.5 11

4805 Unusual photophysics of anticancer azapodophyllotoxin: The collective effect of discrete H-bond
motif spills the beans. Journal of Photochemistry and Photobiology A: Chemistry, 2017, 349, 49-62. 2.0 6

4806
DFT study of electron absorption and emission spectra of pyramidal LnPc(OAc) complexes of some
lanthanide ions in the solid state. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2018, 196, 202-208.

2.0 8

4807 Adsorption of rare gases on the C<sub>20</sub>nanocage: a theoretical investigation. Materials
Research Express, 2018, 5, 035006. 0.8 12

4808
Synthesis and properties of <i>N</i>-methylimidazole solvates of vanadium(<scp>ii</scp>),
chromium(<scp>ii</scp>) and iron(<scp>ii</scp>) phthalocyanines. Strong NIR absorption in
V<sup>II</sup>(MeIm)<sub>2</sub>(Pc<sup>2âˆ’</sup>). Dalton Transactions, 2018, 47, 4661-4671.

1.6 11

4809 Synthesis and Combined Experimental and Theoretical Characterization of Dihydro-tetraaza-acenes.
Journal of Physical Chemistry C, 2018, 122, 6475-6482. 1.5 15

4810 Structural, stability, and vibrational properties of BinPm clusters. International Journal of Modern
Physics B, 2018, 32, 1850117. 1.0 2

4811
Accurate description of excited state intramolecular proton transfer that involves zwitterionic
state using optimally tuned rangeâ€•separated timeâ€•dependent density functional theory. International
Journal of Quantum Chemistry, 2018, 118, e25618.

1.0 17

4812 Insight into the Electrochemical Reduction Mechanism of Pt(IV) Anticancer Complexes. Inorganic
Chemistry, 2018, 57, 3411-3419. 1.9 33

4813 Post-B3LYP Functionals Do Not Improve the Description of Magnetic Coupling in Cu(II) Dinuclear
Complexes. Journal of Physical Chemistry A, 2018, 122, 3423-3432. 1.1 12

4814 Spontaneous disproportionation of lithium biphenyl in solution: a combined experimental and
theoretical study. New Journal of Chemistry, 2018, 42, 5168-5177. 1.4 9

4815 A meta-GGA level screened range-separated hybrid functional by employing short range Hartreeâ€“Fock
with a long range semilocal functional. Physical Chemistry Chemical Physics, 2018, 20, 8999-9005. 1.3 21

4816
New triorganotin(IV) complexes of quinolone antibacterial drug sparfloxacin: Synthesis, structural
characterization, DFT studies and biological activity. Applied Organometallic Chemistry, 2018, 32,
e4324.

1.7 25



256

Citation Report

# Article IF Citations

4817 Modeling magnetic circular dichroism within the polarizable embedding approach. Theoretical
Chemistry Accounts, 2018, 137, 1. 0.5 8

4818 Photonic, spectroscopic properties and electronic structure of PTCDI-C8 organic nanostructure.
Vibrational Spectroscopy, 2018, 96, 46-51. 1.2 31

4819 A cation-selective and anion-controlled benzothiazolyl-attached macrocycle for NLO-based cation
detection: variational first hyperpolarizabilities. New Journal of Chemistry, 2018, 42, 6091-6100. 1.4 12

4820
Electronic structure and luminescence properties of unique complexes: cyclometalated
iridium(<scp>iii</scp>) chelated by <i>o</i>-carboranyl-pyridine ligands. New Journal of Chemistry,
2018, 42, 5955-5966.

1.4 5

4821 Liveâ€•cell imaging of new polyene sterols for improved analysis of intracellular cholesterol transport.
Journal of Microscopy, 2018, 271, 36-48. 0.8 7

4822 Exploring the Effect of Introducing a Ï€â€•Bridge on The Efficiency of a Peryleneâ€•Brazilein Based Dâ€•Dâ€•Ï€â€•A
System: A Theoretical Perspective. ChemistrySelect, 2018, 3, 2059-2069. 0.7 6

4823
Charge-transfer complexes of cefpodoxime proxetil with chloranilic acid and
2,3-dichloro-5,6-dicyano-1,4-benzoquinone: Experimental and theoretical studies. Journal of Molecular
Liquids, 2018, 257, 42-51.

2.3 40

4824 Hyper Open-Shell Excited Spin States of Transition-Metal Compounds: FeF2, FeF2Â·Â·Â·Ethane, and
FeF2Â·Â·Â·Ethylene. Journal of Physical Chemistry A, 2018, 122, 2563-2579. 1.1 12

4825
Theoretical Studies on the Photophysics and Photochemistry of 5-Formylcytosine and
5-Carboxylcytosine: The Oxidative Products of Epigenetic Modification of Cytosine in DNA. Journal of
Physical Chemistry B, 2018, 122, 2704-2714.

1.2 9

4826 Photophysical Properties of Chiral Tetraphenylethylene Derivatives with the Fixed Propeller-Like
Conformation. Journal of Physical Chemistry C, 2018, 122, 5032-5039. 1.5 12

4827 Atomic Detail of Protein Folding Revealed by an Ab Initio Reappraisal of Circular Dichroism. Journal of
the American Chemical Society, 2018, 140, 3674-3682. 6.6 36

4828 Time-dependent broken-symmetry density functional theory simulation of the optical response of
entangled paramagnetic defects: Color centers in lithium fluoride. Physical Review B, 2018, 97, . 1.1 3

4829 TDDFT and MSâ€•CASPT2 Study of the Excited States of <i>Para</i>â€•Methoxymethylcinnamate. Bulletin of
the Korean Chemical Society, 2018, 39, 427-434. 1.0 5

4830 Awkwardlyâ€•Shaped Dimers, Capsules and Tetramers: Molecular and Supramolecular Motifs in
C5â€•Arylated Chiral Calixsalens. European Journal of Organic Chemistry, 2018, 2018, 1916-1923. 1.2 3

4831 Theoretical study on p-type D-Ï€-A sensitizers with modified Ï€-spacers for dye-sensitized solar cells.
Journal of Molecular Modeling, 2018, 24, 68. 0.8 5

4832 Synthesis and luminescence properties of cyclometalated iridium(III) complexes incorporating
conjugated benzotriazole units. Journal of Organometallic Chemistry, 2018, 861, 234-243. 0.8 3

4833
Cobalt(II) complexes based on (1-methyl-1<i>H</i>-benzo[<i>d</i>]imidazol-2-yl) methanol derivative:
synthesis, crystal structure, spectroscopy, DFT calculations, and antioxidant activity. Journal of
Coordination Chemistry, 2018, 71, 311-328.

0.8 9

4834 The optical properties of adenine cation in different oligonucleotides: a PCM/TD-DFT study.
Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 3



257

Citation Report

# Article IF Citations

4835
Excitation Energy Transfer Supported Amplified Charge-Transfer Emission in an
Anthracenedicarboxylate- and Bipyridophenazine-Based Coordination Complex. Inorganic Chemistry,
2018, 57, 2953-2956.

1.9 10

4836 The quest for determining one-electron redox potentials of azulene-1-carbonitriles by calculation.
Physical Chemistry Chemical Physics, 2018, 20, 7438-7446. 1.3 12

4837 On the contribution of f electrons to the quadratic hyperpolarizability: the case of lanthanide
terpyridyl complexes. Physical Chemistry Chemical Physics, 2018, 20, 7401-7406. 1.3 2

4838 Hydrogen bonding interactions on 1H-1,2,3-triazole based crystals: Featuring experimental and
theoretical analysis. Current Applied Physics, 2018, 18, 774-784. 1.1 15

4839 Neutral derivatives of Thioflavin T do not exhibit viscosity-dependent fluorescence. Journal of
Photochemistry and Photobiology A: Chemistry, 2018, 358, 76-91. 2.0 8

4840
Analyzing the Effect of Substituents on the Photophysical Properties of Carbazole-Based Two-Photon
Fluorescent Probes for Hypochlorite in Mitochondria. Journal of Physical Chemistry C, 2018, 122,
6273-6287.

1.5 24

4841

Third-Order Nonlinear Optical Properties of Endohedral Fullerene
(H<sub>2</sub>)<sub>2</sub>@C<sub>70</sub> and (H<sub>2</sub>O)<sub>2</sub>@C<sub>70</sub>
Accompanied by the Prospective of Novel (HF)<sub>2</sub>@C<sub>70</sub>. Journal of Physical
Chemistry C, 2018, 122, 6835-6845.

1.5 24

4842 Solvent Effects on Electronically Excited States: QM/Continuum Versus QM/Explicit Models. Journal
of Physical Chemistry B, 2018, 122, 2975-2984. 1.2 21

4843 Chemi- and Bioluminescence of Cyclic Peroxides. Chemical Reviews, 2018, 118, 6927-6974. 23.0 265

4844 Exploring the Binding of Barbital to a Synthetic Macrocyclic Receptor. A Charge Density Study.
Journal of Physical Chemistry A, 2018, 122, 3031-3044. 1.1 3

4845 Isoselenocyanates versus Isothiocyanates and Isocyanates. Journal of Physical Chemistry A, 2018, 122,
2894-2905. 1.1 6

4846
Benzothiadiazole Substituted Semiconductor Molecules for Organic Solar Cells: The Effect of the
Solvent Annealing Over the Thin Film Hole Mobility Values. Journal of Physical Chemistry C, 2018, 122,
13782-13789.

1.5 14

4847 Binding sites for luminescent amyloid biomarkers from non-biased molecular dynamics simulations.
Chemical Communications, 2018, 54, 3030-3033. 2.2 25

4848 In Depth Analysis of Chiroptical Properties of Enones Derived from Abietic Acid. Journal of Organic
Chemistry, 2018, 83, 3547-3561. 1.7 8

4849 Computational Study on Nâ€“N Homolytic Bond Dissociation Enthalpies of Hydrazine Derivatives.
Journal of Physical Chemistry A, 2018, 122, 2764-2780. 1.1 10

4850 Put Your Backbone into It: Excited-State Structural Relaxation of PffBT4T-2DT Conducting Polymer in
Solution. Journal of Physical Chemistry C, 2018, 122, 7020-7026. 1.5 7

4851 Photoconductivity enhancement and charge transport properties in ruthenium-containing block
copolymer/carbon nanotube hybrids. Nanoscale, 2018, 10, 6474-6486. 2.8 4

4852 Separation of Pt(IV), Pd(II), Ru(III), and Rh(III) from chloride medium using liquidâ€“liquid extraction with
mixed imidazolium-based ionic liquids. Separation Science and Technology, 2018, 53, 2064-2073. 1.3 37



258

Citation Report

# Article IF Citations

4853 Computational Photophysics in the Presence of an Environment. Annual Review of Physical Chemistry,
2018, 69, 473-497. 4.8 47

4854 Quantumâ€•mechanical condensed matter simulations with CRYSTAL. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2018, 8, e1360. 6.2 1,277

4855 New covalently bonded dye/hole transporting material for better charge transfer in solid-state
dye-sensitized solar cells. Electrochimica Acta, 2018, 269, 163-171. 2.6 7

4856 Structural, stereochemical, and bioactive studies of cembranoids from Chinese soft coral
Sarcophyton trocheliophorum. Tetrahedron, 2018, 74, 1933-1941. 1.0 31

4857 Theoretical Investigation of the Gas-Phase S<sub>N</sub>2 Reactions of Anionic and Neutral
Nucleophiles with Chloramines. Journal of Physical Chemistry A, 2018, 122, 3045-3056. 1.1 4

4858 DFT studies on interaction between bimetallic [Au 2 M] clusters and cellobiose. Computational and
Theoretical Chemistry, 2018, 1129, 26-36. 1.1 6

4859
Theoretical exploration on switchable NLO response induced by redox properties of polyoxometalates
[XNbW11O40]nâˆ’/(n+1)- (XÂ = Al, Si, P, S, Ga, Ge, As, Se). Journal of Molecular Graphics and Modelling,
2018, 81, 155-161.

1.3 1

4860 Computational modelling on donor configuration for wide solar energy capture. Materials Letters,
2018, 219, 216-219. 1.3 2

4861
Experimental and theoretical elucidation of structural and antioxidant properties of
vanillylmandelic acid and its carboxylate anion. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2018, 198, 61-70.

2.0 28

4862 Detecting order and lateral pressure at biomimetic interfaces using a mechanosensitive
second-harmonic-generation probe. Physical Chemistry Chemical Physics, 2018, 20, 9328-9336. 1.3 9

4863
Ground-State Charge-Density Distribution in a Crystal of the Luminescent
<i>ortho</i>-Phenylenediboronic Acid Complex with 8-Hydroxyquinoline. Journal of Physical
Chemistry A, 2018, 122, 4508-4520.

1.1 4

4864 Computational and Spectroscopic Analysis of Î²-Indandione Modified Zinc Porphyrins. Journal of
Physical Chemistry A, 2018, 122, 4448-4456. 1.1 6

4865 Ultrafast photochemistry of free-base porphyrin: a theoretical investigation of B â†’ Q internal
conversion mediated by dark states. Physical Chemistry Chemical Physics, 2018, 20, 12483-12492. 1.3 14

4866 Ultrafast Adiabatic Photodehydration of 2â€•Hydroxymethylphenol and the Formation of Quinone
Methide. Chemistry - A European Journal, 2018, 24, 9426-9435. 1.7 10

4867 Molecules under external electric field: On the changes in the electronic structure and validity
limits of the theoretical predictions. Journal of Computational Chemistry, 2018, 39, 1561-1567. 1.5 14

4868 The Structure of the Necrosome RIPK1-RIPK3 Core, a Human Hetero-Amyloid Signaling Complex. Cell,
2018, 173, 1244-1253.e10. 13.5 216

4869
Correction Scheme for Comparison of Computed and Experimental Optical Transition Energies in
Functionalized Single-Walled Carbon Nanotubes. Journal of Physical Chemistry Letters, 2018, 9,
2460-2468.

2.1 21

4870 Simplified DFT methods for consistent structures and energies of large systems. Journal of Physics
Condensed Matter, 2018, 30, 213001. 0.7 42



259

Citation Report

# Article IF Citations

4871 Long-range-corrected Rung 3.5 density functional approximations. Journal of Chemical Physics, 2018,
148, 104112. 1.2 18

4872 Spectroscopic and Electronic Analysis of Chelation Reactions of Galangin and Related Flavonoids
with Nickel(II). Journal of Chemical &amp; Engineering Data, 2018, 63, 1488-1497. 1.0 9

4873 The Use of Switchable Polarity Solvents for the Synthesis of 16â€•Arylidene Steroids via Claisenâ€“Schmidt
Condensation. European Journal of Organic Chemistry, 2018, 2018, 3236-3244. 1.2 9

4874 Theoretical Determination of Energy Transfer Processes and Influence of Symmetry in Lanthanide(III)
Complexes: Methodological Considerations. Inorganic Chemistry, 2018, 57, 5120-5132. 1.9 27

4875 The effects of bromine atoms on the photophysical and photochemical properties of
3-cinnamoylcoumarin derivatives. New Journal of Chemistry, 2018, 42, 7377-7382. 1.4 8

4876 Conceptual DFT study of the local chemical reactivity of the dilysyldipyrrolones A and B intermediate
melanoidins. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 44

4877 A two-channel mechanism for the asymmetric excited-state intramolecular double proton transfer in
a hydroxyflavone derivative. Journal of Luminescence, 2018, 200, 14-18. 1.5 8

4878 Spectroscopy of diethyl carbonate, a green solvent: An experimental and theoretical study. Journal of
Quantitative Spectroscopy and Radiative Transfer, 2018, 217, 53-62. 1.1 7

4879
Plane-Wave Implementation and Performance of <i>Ã -la-Carte</i> Coulomb-Attenuated
Exchange-Correlation Functionals for Predicting Optical Excitation Energies in Some Notorious
Cases. Journal of Chemical Theory and Computation, 2018, 14, 3184-3195.

2.3 9

4880
Effect of sulfonamidoethylenediamine substituents in Ru<sup>II</sup> arene anticancer catalysts on
transfer hydrogenation of coenzyme NAD<sup>+</sup> by formate. Dalton Transactions, 2018, 47,
7178-7189.

1.6 28

4881 Theoretical Analysis of Optical Absorption and Emission in Mixed Noble Metal Nanoclusters. Journal
of Physical Chemistry A, 2018, 122, 4058-4066. 1.1 5

4882 Relationship between x-ray emission and absorption spectroscopy and the local H-bond environment
in water. Journal of Chemical Physics, 2018, 148, 144507. 1.2 37

4883 Dielectric Screening Meets Optimally Tuned Density Functionals. Advanced Materials, 2018, 30,
e1706560. 11.1 108

4884
Individual and simultaneous degradation of the antibiotics sulfamethoxazole and trimethoprim in
aqueous solutions by Fenton, Fenton-like and photo-Fenton processes using solar and UV radiations.
Journal of Photochemistry and Photobiology A: Chemistry, 2018, 360, 95-108.

2.0 53

4885 Vibrational Spectroscopy of Fluoroformate, FCO<sub>2</sub><sup>â€“</sup>, Trapped in Helium
Nanodroplets. Journal of Physical Chemistry Letters, 2018, 9, 2305-2310. 2.1 21

4886 Density-functional theoretical study of fluorination effect on the electronic structure and electron
drift mobilities of symmetric pentacene derivatives. Synthetic Metals, 2018, 240, 67-76. 2.1 10

4887 Exciton Dynamics from Strong to Weak Coupling Limit Illustrated on a Series of Squaraine Dimers.
Journal of Physical Chemistry C, 2018, 122, 8082-8093. 1.5 49

4888 Linear Optical, Quadratic and Cubic Nonlinear Optical, Electrochemical, and Theoretical Studies of
â€œRigidâ€•Rodâ€• Bisâ€•Alkynyl Ruthenium Complexes. ChemPlusChem, 2018, 83, 630-642. 1.3 11



260

Citation Report

# Article IF Citations

4889 Syntheses and Excitedâ€•State Intramolecular Proton Transfer of 3â€•Hydroxythioflavone and Its Sulfone
Analogue. ChemPhotoChem, 2018, 2, 475-480. 1.5 16

4890 Resolving the Singlet Excited State Manifold of Benzophenone by First-Principles Simulations and
Ultrafast Spectroscopy. Journal of Chemical Theory and Computation, 2018, 14, 2570-2585. 2.3 16

4891 The Betheâ€“Salpeter formalism with polarisable continuum embedding: reconciling linear-response
and state-specific features. Chemical Science, 2018, 9, 4430-4443. 3.7 55

4892 Longâ€•Range Corrected DFT Calculations of First Hyperpolarizabilities and Excitation Energies of Metal
Alkynyl Complexes. ChemPhysChem, 2018, 19, 1537-1546. 1.0 17

4893 Allâ€•Optical Switching and Twoâ€•States Lightâ€•Controlled Coherentâ€•Incoherent Random Lasing in a
Thiopheneâ€•Based Donorâ€•Acceptor System. ChemPhysChem, 2018, 19, 1605-1616. 1.0 16

4894
Computational Investigation of the Influence of Ï€â€•Bridge Conjugation Order of Thiophene and
Thiazole Units in Triphenylamine Based Dyes in Dyeâ€•Sensitized Solar Cells. ChemistrySelect, 2018, 3,
3582-3590.

0.7 8

4895 Doping of the first row transition metals onto B 12 N 12 nanocage: A DFT study. Computational and
Theoretical Chemistry, 2018, 1132, 1-11. 1.1 52

4896 Self-Interaction Error in Density Functional Theory: An Appraisal. Journal of Physical Chemistry
Letters, 2018, 9, 2353-2358. 2.1 131

4897 Double-helix P<sub>n</sub>Li<sub>n</sub> chains: novel potential nonlinear optical materials.
Physical Chemistry Chemical Physics, 2018, 20, 12618-12623. 1.3 8

4898
Rationalisation of the optical signatures of <i>nor</i>-dihydroxanthene-hemicyanine fused
near-infrared fluorophores by first-principle tools. Physical Chemistry Chemical Physics, 2018, 20,
12120-12128.

1.3 3

4899
Ultrafast action chemistry in slow motion: atomistic description of the excitation and fluorescence
processes in an archetypal fluorescent protein. Physical Chemistry Chemical Physics, 2018, 20,
11067-11080.

1.3 4

4900 Different photoisomerization routes found in the structural isomers of hydroxy methylcinnamate.
Physical Chemistry Chemical Physics, 2018, 20, 17583-17598. 1.3 20

4902 Naphthalene-glycine conjugate: An extremely selective colorimetric chemosensor for iodide ion in
aqueous solution. Sensors and Actuators B: Chemical, 2018, 267, 617-626. 4.0 16

4903 Iron(II) and Iron(III) Spin Crossover: Toward an Optimal Density Functional. Journal of Physical
Chemistry A, 2018, 122, 4208-4217. 1.1 79

4904 Strength of Ï€-Stacking, from Neutral to Cation: Precision Measurement of Binding Energies in an
Isolated Ï€-Stacked Dimer. Journal of Physical Chemistry Letters, 2018, 9, 2058-2061. 2.1 15

4905 Benchmarking tripletâ€“triplet annihilation photon upconversion schemes. Physical Chemistry
Chemical Physics, 2018, 20, 12182-12192. 1.3 19

4906
Photodissociation of CF<sub>2</sub>ICF<sub>2</sub>I in solid <i>para</i>-hydrogen: infrared spectra
of <i>anti</i>- and <i>gauche</i>-Ë™C<sub>2</sub>F<sub>4</sub>I radicals. Physical Chemistry Chemical
Physics, 2018, 20, 12650-12658.

1.3 8

4907 The surprisingly high ligation energy of CO to ruthenium porphyrins. Physical Chemistry Chemical
Physics, 2018, 20, 11730-11739. 1.3 7



261

Citation Report

# Article IF Citations

4908 Molecular excited states from the SCAN functional. Molecular Physics, 2018, 116, 1504-1511. 0.8 8

4909 Dipole moments of molecules with multiâ€•reference character from optimally tuned rangeâ€•separated
density functional theory. Journal of Computational Chemistry, 2018, 39, 1508-1516. 1.5 13

4910 Protein binding, DFT/TDDFT calculation and catecholase activity of five coordinated distorted square
pyramidal/trigonal bipyramidal Cu(II) complexes. Polyhedron, 2018, 149, 7-16. 1.0 16

4911
Role of Electron-Donating and Electron-Withdrawing Groups in Tuning the Optoelectronic
Properties of Difluoroboronâ€“Napthyridine Analogues. Journal of Physical Chemistry A, 2018, 122,
4111-4120.

1.1 67

4912
Investigations on the charge transfer mechanism at donor/acceptor interfaces in the quest for
descriptors of organic solar cell performance. Physical Chemistry Chemical Physics, 2018, 20,
12193-12199.

1.3 6

4913 Anodic electrochemistry of mono- and dinuclear aminophenylferrocene and diphenylaminoferrocene
complexes. Dalton Transactions, 2018, 47, 6112-6123. 1.6 10

4914 Theoretical Exploration of the Layered Sandwich Cobaltacarborane as a Multi-State NLO Molecular
Switch Triggered by Redox. Journal of Physical Chemistry C, 2018, 122, 6818-6825. 1.5 15

4915
Site-Selective Benzannulation of <i>N</i>-Heterocycles in Bidentate Ligands Leads to Blue-Shifted
Emission from [(<i>P^N</i>)Cu]<sub>2</sub>(Î¼-X)<sub>2</sub> Dimers. Inorganic Chemistry, 2018, 57,
4966-4978.

1.9 41

4916 Local resonances in STM manipulation of chlorobenzene on Si(111)-7Ã—7: performance of different
cluster models and density functionals. Molecular Physics, 2018, 116, 1687-1696. 0.8 3

4917 Oxazole Dyes with Potential for Photoluminescence Bioprobes: A Two-Photon Absorption Study.
Journal of Physical Chemistry C, 2018, 122, 10526-10534. 1.5 16

4918 Probing Charge Delocalization in Solid State Polychromophoric Cation Radicals Using X-ray
Crystallography and DFT Calculations. Journal of Physical Chemistry C, 2018, 122, 9339-9345. 1.5 6

4919 Accurate Thermochemistry for Organic Cations via Error Cancellation using Connectivity-Based
Hierarchy. Journal of Physical Chemistry A, 2018, 122, 1807-1812. 1.1 12

4920 Reaction mechanism of hydrogen-tritium exchange reactions between several organic and HTO
molecules: a role of the second HTO. RSC Advances, 2018, 8, 3878-3888. 1.7 2

4921 Frenkelâ€•exciton decomposition analysis of circular dichroism and circularly polarized luminescence
for multichromophoric systems. Journal of Computational Chemistry, 2018, 39, 931-935. 1.5 9

4922
Silicon buckyballs versus prismanes: Influence of spatial confinement on the structural properties
and optical spectra of the Si<sub>18</sub>H<sub>12</sub> and Si<sub>19</sub>H<sub>12</sub>
clusters. International Journal of Quantum Chemistry, 2018, 118, e25609.

1.0 9

4923 Carbon dioxide capture by nitrogen containing organic materials â€“ A density functional theory
investigation. Computational and Theoretical Chemistry, 2018, 1128, 1-14. 1.1 6

4924 Two-Dimensional Electronic Spectroscopy Reveals Dynamics and Mechanisms of Solvent-Driven
Inertial Relaxation in Polar BODIPY Dyes. Journal of Physical Chemistry Letters, 2018, 9, 1079-1085. 2.1 33

4925 Enriched optimization of molecular properties under constraints: an electrochromic example.
Molecular Systems Design and Engineering, 2018, 3, 485-495. 1.7 4



262

Citation Report

# Article IF Citations

4926
Synthesis, thermodynamic, photophysical and DFT studies of some trivalent metal chelates of a
hexadentate tripodal hydroxyquinolinate-based ligand. Journal of Coordination Chemistry, 2018, 71,
135-154.

0.8 2

4927 Hydrides, alkalides, and halides of calcium metal chain: electronic structure and NLO property.
Structural Chemistry, 2018, 29, 859-870. 1.0 6

4928 Synthesis and spectral properties of halogen methyl-phenyl-pyrazoloquinoxaline fluorescence dyes:
Experiment and DFT/TDDFT calculations. Journal of Luminescence, 2018, 198, 370-377. 1.5 8

4929 Highly efficient organic indolocarbazole dye in different acceptor units for optoelectronic
applicationsâ€”a first principle study. Structural Chemistry, 2018, 29, 967-976. 1.0 22

4930 Phenothiazine derivatives as an easily accessible emitter for green light-emitting electrochemical
cells. Journal of Luminescence, 2018, 197, 383-388. 1.5 18

4931 The turn-off fluorescent sensors based on thioether-linked bisbenzamide for Fe 3+ and Hg 2+.
Tetrahedron, 2018, 74, 1668-1680. 1.0 17

4932 New Insights on Hydrogen-Bond-Induced Fluorescence Quenching Mechanism of C102â€“Phenol
Complex via Proton Coupled Electron Transfer. Journal of Physical Chemistry A, 2018, 122, 2394-2400. 1.1 13

4933 Multiple dynamics of aroylhydrazone induced by mutual effect of solvent and light - spectroscopic
and computational study. Journal of Molecular Liquids, 2018, 255, 18-25. 2.3 10

4934

Molecular structure, chemical reactivity, nonlinear optical activity and vibrational spectroscopic

density functional theory and experimental approach. Journal of Molecular Structure, 2018, 1160,
167-176.

1.8 19

4935
Elucidation of the electronic states in polyethylene glycol by attenuated Total reflectance
spectroscopy in the far-ultraviolet region. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2018, 197, 170-175.

2.0 9

4936 Self-Adaptive Switch Enabling Complete Charge Separation in Molecular-Based Optoelectronic
Conversion. Journal of Physical Chemistry Letters, 2018, 9, 837-843. 2.1 11

4937 A Cu(<scp>ii</scp>) mediated approach for colorimetric detection of aqueous fluoride in ppm level
with a Schiff base receptor. New Journal of Chemistry, 2018, 42, 3758-3764. 1.4 16

4938 Structural, spectroscopic and passivation properties of a novel binuclear clamshell-type zinc(II)
phthalocyanine as gate dielectric for OFET. Journal of Porphyrins and Phthalocyanines, 2018, 22, 64-76. 0.4 4

4939 Protonâ€•Dependent Switching of a Novel Amino Chlorin Derivative as a Fluorescent Probe and
Photosensitizer for Acidic Media. Chemistry - A European Journal, 2018, 24, 5950-5961. 1.7 13

4940
Three different kinds of weak C-Hâ‹¯O=C inter- and intramolecular interactions in poly(Îµ-caprolactone)
studied by using terahertz spectroscopy, infrared spectroscopy and quantum chemical calculations.
Polymer, 2018, 137, 245-254.

1.8 44

4941 Detailed solvent, structural, quantum chemical study and antimicrobial activity of isatin Schiff base.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 196, 16-30. 2.0 12

4942 Determinants of Photolyaseâ€™s DNA Repair Mechanism in Mesophiles and Extremophiles. Journal of the
American Chemical Society, 2018, 140, 2853-2861. 6.6 19

4943 Design of butterfly type organic dye sensitizers with double electron donors: The first principle
study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 196, 385-391. 2.0 9



263

Citation Report

# Article IF Citations

4944 Time-Dependent Density Functional Theory Study on Higher Low-Lying Excited States of Au25(SR)18â€“.
Journal of Physical Chemistry C, 2018, 122, 4097-4104. 1.5 17

4945 Revisiting absorption and electronic circular dichroism spectra of cholesterol in solution: a joint
experimental and theoretical study. Physical Chemistry Chemical Physics, 2018, 20, 5274-5284. 1.3 3

4946 Comparison of experimental photonic and refractive index characteristics of the TBADN films with
their theoretical counterparts. Chemical Physics Letters, 2018, 696, 12-18. 1.2 4

4947 Simple Models for Difficult Electronic Excitations. Journal of Chemical Theory and Computation,
2018, 14, 1501-1509. 2.3 133

4948 Origins of Photodamage in Pheomelanin Constituents: Photochemistry of 4-Hydroxybenzothiazole.
Journal of Physical Chemistry A, 2018, 122, 1986-1993. 1.1 5

4949 Photoinduced relaxation dynamics of nitrogen-capped silicon nanoclusters: a TD-DFT study.
Molecular Physics, 2018, 116, 869-884. 0.8 19

4950 Computational study of the electronic spectra of the rare gas fluorohydrides HRgF (Rg = Ar, Kr, Xe,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 502 Td (Rn). Journal of Physics B: Atomic, Molecular and Optical Physics, 2018, 51, 055103.0.6 1

4951 Influence of the hydrogen-bond interactions on the excited-state dynamics of a pushâ€“pull azobenzene
dye: the case of Methyl Orange. Physical Chemistry Chemical Physics, 2018, 20, 7254-7264. 1.3 27

4952 Theoretical study on electronic and absorption characters of <i>p</i>-type D-A-<i>Ï€</i>-A triaryamine
sensitizer. Canadian Journal of Chemistry, 2018, 96, 425-429. 0.6 4

4953 Proton-coupled electron transfer in dye-sensitized solar cells: a theoretical perspective. Structural
Chemistry, 2018, 29, 983-997. 1.0 12

4954 Thermal Ringâ€•Opening of Pyrazolo[3,4â€•<i>d</i>][1,2,3]triazinâ€•4â€•ones: An Experimental and Theoretical
Study. European Journal of Organic Chemistry, 2018, 2018, 1514-1524. 1.2 10

4955 A rigid planar low band gap polymer PTTDPP-DT-DTT for heterojunction solar cell: a study of density
functional theory. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 3

4956
Linear and Nonlinear Optical Properties of Triphenylamineâ€“Indandione Chromophores: Theoretical
Study of the Structureâ€“Function Relationship under the Combined Action of Substituent and
Symmetry Change. Journal of Physical Chemistry A, 2018, 122, 2344-2352.

1.1 14

4957
Deviation from the <i>trans</i>-Effect in Ligand-Exchange Reactions of Zeiseâ€™s Ions
PtCl<sub>3</sub>(C<sub>2</sub>H<sub>4</sub>)<sup>âˆ’</sup> with Heavier Halides (Br<sup>â€“</sup>,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 217 Td (I<sup>â€“</sup>). Journal of Physical Chemistry A, 2018, 122, 1209-1214.1.1 4

4958 Mechanism of Fluorescence Quenching by Acylamino Twist in the Excited State for
1-(Acylamino)anthraquinones. Journal of Physical Chemistry A, 2018, 122, 2864-2870. 1.1 27

4959 First Theoretical Framework of Triphenylamineâ€“Dicyanovinylene-Based Nonlinear Optical Dyes:
Structural Modification of Ï€-Linkers. Journal of Physical Chemistry C, 2018, 122, 4009-4018. 1.5 193

4960
TDDFT Study of Charge-Transfer Raman Spectra of 4-Mercaptopyridine on Various ZnSe Nanoclusters
as a Model for the SERS of 4-Mpy on Semiconductors. Journal of Physical Chemistry C, 2018, 122,
4908-4927.

1.5 13

4961 A combined experimental and computational investigation on pyrene based Dâ€“Ï€â€“A dyes. Physical
Chemistry Chemical Physics, 2018, 20, 6264-6273. 1.3 11



264

Citation Report

# Article IF Citations

4962 Adsorption and decomposition of dimethyl methylphosphonate on size-selected
(MoO<sub>3</sub>)<sub>3</sub> clusters. Physical Chemistry Chemical Physics, 2018, 20, 4840-4850. 1.3 21

4963 Computational studies on ground and excited state charge transfer properties of peptidomimetics.
Faraday Discussions, 2018, 207, 77-90. 1.6 3

4964 Sydnone Reporters for Highly Fluorogenic Copper-Free Click Ligations. Journal of Organic Chemistry,
2018, 83, 2058-2066. 1.7 38

4965
Basic photophysical analysis of a thermally activated delayed fluorescence copper(i) complex in the
solid state: theoretical estimations from a polarizable continuum model (PCM)-tuned range-separated
density functional approach. Physical Chemistry Chemical Physics, 2018, 20, 6548-6561.

1.3 11

4966 Multiscale modeling of enzymes: QMâ€•cluster, QM/MM, and QM/MM/MD: A tutorial review. International
Journal of Quantum Chemistry, 2018, 118, e25558. 1.0 106

4967 Reconsideration of the Detection and Fluorescence Mechanism of a Pyrene-Based Chemosensor for
TNT. Journal of Physical Chemistry A, 2018, 122, 1400-1405. 1.1 32

4968 Pathways of Growth of CdSe Nanocrystals from Nucleant (CdSe)<sub>34</sub> Clusters. Journal of
Physical Chemistry C, 2018, 122, 3168-3175. 1.5 8

4969 Molecular electrostatic potential on the proton-donating atom as a theoretical descriptor of excited
state acidity. Physical Chemistry Chemical Physics, 2018, 20, 4351-4359. 1.3 10

4970 The effect of solvent relaxation in the ultrafast time-resolved spectroscopy of solvated
benzophenone. Photochemical and Photobiological Sciences, 2018, 17, 323-331. 1.6 10

4971 Assessment of ten density functionals through the use of local hyperâ€“softness to get insights about
the catalytic activity. Journal of Molecular Modeling, 2018, 24, 42. 0.8 5

4972
Computational, Monte Carlo simulation and experimental studies of some arylazotriazoles (AATR) and
their copper complexes in corrosion inhibition process. Journal of Molecular Liquids, 2018, 260,
351-374.

2.3 128

4973 Effects of Internal Electron-Withdrawing Moieties in Dâ€“Aâˆ’Ï€â€“A Organic Sensitizers on Photophysical
Properties for DSSCs: A Computational Study. ACS Omega, 2018, 3, 433-445. 1.6 35

4974 Chiromagnetic nanoparticles and gels. Science, 2018, 359, 309-314. 6.0 201

4975
Negative influence of p<i>K</i><sub>a</sub> on activation energy barrier: A case study for double
proton transfer reaction in inorganic acid dimers. Journal of Computational Chemistry, 2018, 39,
993-998.

1.5 4

4976 Design and Synthesis of Novel Indole and Carbazole Based Organic Dyes for Dye Sensitized Solar Cells:
Theoretical Studies by DFT/TDDFT. ChemistrySelect, 2018, 3, 1623-1628. 0.7 5

4977
Understanding and Calibrating Density-Functional-Theory Calculations Describing the Energy and
Spectroscopy of Defect Sites in Hexagonal Boron Nitride. Journal of Chemical Theory and
Computation, 2018, 14, 1602-1613.

2.3 69

4978 Excitation spectra of retinal by multiconfiguration pair-density functional theory. Physical Chemistry
Chemical Physics, 2018, 20, 7265-7276. 1.3 13

4979 Electronic structure calculations and nonadiabatic dynamics simulations of excited-state relaxation
of Pigment Yellow 101. Physical Chemistry Chemical Physics, 2018, 20, 6524-6532. 1.3 9



265

Citation Report

# Article IF Citations

4980 Calculation of linear and nonlinear optical properties of azobenzene derivatives with Kohnâ€“Sham
and coupled-cluster methods. Physical Chemistry Chemical Physics, 2018, 20, 7303-7316. 1.3 23

4981 An experimental and theoretical investigation of XPS and NEXAFS of 5-halouracils. Physical Chemistry
Chemical Physics, 2018, 20, 6657-6667. 1.3 8

4982 Near-UV Water Splitting by Cu, Ni, and Co Complexes in the Gas Phase. Journal of Physical Chemistry A,
2018, 122, 2069-2078. 1.1 3

4983 A Zn(II) luminescent complex with a Schiff base ligand: solution, computational and solid state
studies. Journal of Coordination Chemistry, 2018, 71, 874-889. 0.8 7

4984 UV absorption spectrum of allene radical cations in solid argon. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2018, 196, 233-237. 2.0 5

4985
Role of Solvent Polarity and Hydrogen-Bonding on Excited-State Fluorescence of
3-[(E)-{4-[Dimethylamino]benzylidene}amino]-2-naphthoic Acid (DMAMN): Isomerization vs
Rotomerization. Journal of Physical Chemistry A, 2018, 122, 1838-1854.

1.1 6

4986 Predicting the Helical Sense of Poly(phenylacetylene)s from their Electron Circular Dichroism
Spectra. Angewandte Chemie, 2018, 130, 3728-3732. 1.6 16

4987
DFT and TD-DFT calculations of metallotetraphenylporphyrin and metallotetraphenylporphyrin
fullerene complexes as potential dye sensitizers for solar cells. Journal of Molecular Structure, 2018,
1160, 415-427.

1.8 23

4988 Self-assembly of singlet-emitting double-helical silver dimers: the curious coordination chemistry and
fluorescence of bisquinolylpyridone. Dalton Transactions, 2018, 47, 3906-3912. 1.6 3

4989 Tetrabenzo-Chichibabin's hydrocarbons: substituent effects and unusual thermochromic and
thermomagnetic behaviours. Chemical Communications, 2018, 54, 2389-2392. 2.2 17

4990 Predicting the Helical Sense of Poly(phenylacetylene)s from their Electron Circular Dichroism
Spectra. Angewandte Chemie - International Edition, 2018, 57, 3666-3670. 7.2 44

4991 Comparison of measured and predicted specific optical rotation in gas and solution phases: A test for
the polarizable continuum model of solvation. Chirality, 2018, 30, 383-395. 1.3 17

4992
Effects of Ta<sub>2</sub>O<sub>5</sub> Surface Modification by NH<sub>3</sub> on the Electronic
Structure of a Ru-Complex/Nâ€“Ta<sub>2</sub>O<sub>5</sub> Hybrid Photocatalyst for Selective
CO<sub>2</sub> Reduction. Journal of Physical Chemistry C, 2018, 122, 1921-1929.

1.5 12

4993
A combined theoretical and experimental investigation on the influence of the bromine substitution
pattern on the photophysics of conjugated organic chromophores. Physical Chemistry Chemical
Physics, 2018, 20, 3768-3783.

1.3 17

4994 Designing of Efficient Acceptors for Organic Solar Cells: Molecular Modelling at DFT Level. Journal
of Cluster Science, 2018, 29, 359-365. 1.7 46

4995 How Does Lithiation Affect Electro-Optical Features of Corannulene (C20H10) and Quadrannulene
(C16H8) Buckybowls?. Journal of Electronic Materials, 2018, 47, 2348-2358. 1.0 22

4996 Exploring the role of the spacers and acceptors on the triphenylamine-based dyes for dye-sensitized
solar cells. International Journal of Hydrogen Energy, 2018, 43, 4691-4705. 3.8 24

4997 Enhanced Proton Loss from Neutral Free Radicals: Toward Carbon-Centered Superacids. Journal of
Physical Chemistry A, 2018, 122, 1422-1431. 1.1 12



266

Citation Report

# Article IF Citations

4998 Establishment of Molecular Design Strategy To Obtain Activatable Fluorescent Probes for
Carboxypeptidases. Journal of the American Chemical Society, 2018, 140, 1767-1773. 6.6 55

4999 The influence of anchoring group position in ruthenium dye molecule on performance of
dye-sensitized solar cells. Dyes and Pigments, 2018, 150, 335-346. 2.0 12

5000
Promising heterocyclic anchoring groups with superior adsorption stability and improved IPCE for
high-efficiency noncarboxyl dye sensitized solar cells: A theoretical study. Organic Electronics, 2018,
54, 104-113.

1.4 59

5001 Theoretical Insight into the Emission Properties of the Luciferin and Oxyluciferin of <i>Latia</i>.
Photochemistry and Photobiology, 2018, 94, 540-544. 1.3 10

5002 Design and synthesis of organic sensitizers with enhanced anchoring stability in dye-sensitized solar
cells. Pure and Applied Chemistry, 2018, 90, 363-376. 0.9 15

5003 Molecular structure of hybrid imino-chalcone in the solid state: X-ray diffraction, spectroscopy
study and third-order nonlinear optical properties. Journal of Molecular Structure, 2018, 1157, 210-221. 1.8 19

5004 Polycyclic polyprenylated acylphloroglucinols and biphenyl derivatives from the roots of Garcinia
nuntasaenii Ngerns. &amp; Suddee. Phytochemistry, 2018, 146, 63-74. 1.4 15

5005 Inheritance of Photochromic Properties of Nitro-Substituted and Halogenated Spiropyrans
Containing the Pyrrolidino[60]fullerene. Journal of Physical Chemistry A, 2018, 122, 505-515. 1.1 13

5006
Characterization of the one-electron oxidized Cu(II)-salen complexes with a side chain aromatic ring:
the effect of the indole ring on the Cu(II)-phenoxyl radical species. Journal of Biological Inorganic
Chemistry, 2018, 23, 51-59.

1.1 16

5007
Performance of rangeâ€•separated hybrid exchangeâ€“correlation functionals for the calculation of
magnetic exchange coupling constants of organic diradicals. Journal of Computational Chemistry,
2018, 39, 780-787.

1.5 17

5008 The GW approximation: content, successes and limitations. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2018, 8, e1344. 6.2 138

5009 Analysis of molecular interaction using a pulse-induced ring-down compression ATR-DIRLD step-scan
time resolved spectroscopy/2D-IR. Journal of Molecular Structure, 2018, 1156, 612-620. 1.8 6

5010 What Happens Without Nickel? Cyclization Reactions of Ethylene with Ethanedithial and Related
Molecules. Journal of Computational Chemistry, 2018, 39, 1158-1167. 1.5 0

5011 Hydration of copper(II) amino acids complexes. Journal of Computational Chemistry, 2018, 39, 821-826. 1.5 9

5012 Adsorption properties of graphene towards the ephedrine â€“ A frequently used molecule in sport.
Computational and Theoretical Chemistry, 2018, 1124, 39-50. 1.1 12

5013
X-ray Generated Recombination Exciplexes of Substituted Diphenylacetylenes with Tertiary Amines: A
Versatile Experimental Vehicle for Targeted Creation of Deep-Blue Electroluminescent Systems.
Journal of Physical Chemistry A, 2018, 122, 1235-1252.

1.1 6

5014 Synthesis and Photochemical Properties of 2,3;5,6-bis(cyclohexano)-BODIPY. Journal of Fluorescence,
2018, 28, 393-407. 1.3 6

5015 New electron delocalization tools to describe the aromaticity in porphyrinoids. Physical Chemistry
Chemical Physics, 2018, 20, 2787-2796. 1.3 86



267

Citation Report

# Article IF Citations

5016 Charge transfer in trans-combretastatins. Chemical Physics Letters, 2018, 692, 146-151. 1.2 5

5017 Experimental and DFT evaluation of the 1H and 13C NMR chemical shifts for calix[4]arenes. Journal of
Molecular Structure, 2018, 1157, 97-105. 1.8 9

5018 The Betheâ€“Salpeter equation in chemistry: relations with TD-DFT, applications and challenges.
Chemical Society Reviews, 2018, 47, 1022-1043. 18.7 158

5019
Improvement of the photocatalytic activity of TiO2 using Colombian Caribbean species (Syzygium) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 627 Td (cumini) as natural sensitizers: Experimental and theoretical studies. Dyes and Pigments, 2018, 150,

370-376.
2.0 31

5020
Synthesis and characterization of a novel aminopolycarboxylate complexant for efficient trivalent
f-element differentiation: N-butyl-2-acetamide-diethylenetriamine-N,Nâ€²,Nâ€²â€²,Nâ€²â€²-tetraacetic acid. Dalton
Transactions, 2018, 47, 1092-1105.

1.6 10

5021 Effect of linear and non-linear pseudohalides on the structural and magnetic properties of
Co(<scp>ii</scp>) hexacoordinate single-molecule magnets. Dalton Transactions, 2018, 47, 1498-1512. 1.6 28

5022 Rational Density Functional Selection Using Game Theory. Journal of Chemical Information and
Modeling, 2018, 58, 61-67. 2.5 20

5023 Isomerization patterns and proton transfer in ionic liquids constituents as probed by ab-initio
computation. Journal of Molecular Liquids, 2018, 249, 1075-1082. 2.3 9

5024 Strategical Designing of Donorâ€“Acceptorâ€“Donor Based Organic Molecules for Tuning Their Linear
Optical Properties. Journal of Physical Chemistry A, 2018, 122, 492-504. 1.1 17

5025 Approximate DFT-based methods for generating diabatic states and calculating electronic couplings:
models of two and more states. Physical Chemistry Chemical Physics, 2018, 20, 2571-2584. 1.3 6

5026 Silicon-bridged triphenylamine-based organic dyes for efficient dye-sensitised solar cells. Solar
Energy, 2018, 160, 64-75. 2.9 18

5027 Ïƒ-Holes and Ïƒ-lumps direct the Lewis basic and acidic interactions of noble metal nanoparticles:
introducing regium bonds. Physical Chemistry Chemical Physics, 2018, 20, 2676-2692. 1.3 99

5028 Microhydration of 2-Naphthol at Ground, First Excited Triplet, and First Excited Singlet States: A Case
Study on Photo Acids. Journal of Physical Chemistry A, 2018, 122, 929-936. 1.1 7

5029 Computational insight into magnetic behavior and properties of the transition metal complexes with
redox-active ligands: a DFT approach. Pure and Applied Chemistry, 2018, 90, 811-824. 0.9 41

5030 Assessing Intermolecular Interactions in Guest-Free Clathrate Hydrate Systems. Journal of Physical
Chemistry A, 2018, 122, 1479-1487. 1.1 15

5031 Combining the ensemble and Franck-Condon approaches for calculating spectral shapes of molecules
in solution. Journal of Chemical Physics, 2018, 148, 024110. 1.2 65

5032 Benchmarking Excited-State Calculations Using Exciton Properties. Journal of Chemical Theory and
Computation, 2018, 14, 710-725. 2.3 128

5033 rPM6 parameters for phosphorous and sulphur-containing open-shell molecules. Molecular Physics,
2018, 116, 602-610. 0.8 2



268

Citation Report

# Article IF Citations

5034 Localized orbital scaling correction for systematic elimination of delocalization error in density
functional approximations. National Science Review, 2018, 5, 203-215. 4.6 110

5035 Theoretical Insights into the Switching Off/On of <sup>1</sup>O<sub>2</sub> Photosensitization in
Chemicontrolled Photodynamic Therapy. Chemistry - A European Journal, 2018, 24, 3512-3519. 1.7 14

5036 Luminescent solar concentrators based on PMMA films obtained from a red-emitting ATRP initiator.
Polymer Chemistry, 2018, 9, 1168-1177. 1.9 43

5037 Vacuum UV Polarization Spectroscopy of p-Terphenyl. Journal of Physical Chemistry A, 2018, 122,
184-191. 1.1 6

5038 The importance of nuclear quantum effects in spectral line broadening of optical spectra and
electrostatic properties in aromatic chromophores. Journal of Chemical Physics, 2018, 148, 102331. 1.2 29

5039 Static polarizabilities and optical absorption spectra of boron clusters (nâ€¯=â€¯2â€“20, 38 and 40) using first
principles. Computational and Theoretical Chemistry, 2018, 1125, 54-62. 1.1 8

5040 Circular Dichroisms of Mono- and Dibromo[2.2]paracyclophanes: A Combined Experimental and
Theoretical Study. ACS Omega, 2018, 3, 22-29. 1.6 8

5041 Ultrafast dynamics of low-energy electron attachment via a non-valence correlation-bound state.
Nature Chemistry, 2018, 10, 341-346. 6.6 49

5042 Concerted-asynchronous reaction path of the excited-state double proton transfer in the 7-azaindole
homodimer and 6H-indolo[2,3-b]quinoline/7-azaindole heterodimer. Chemical Physics, 2018, 515, 768-778. 0.9 5

5043 Zinc and copper complexes of stilbene iminopyridine ligands with Î·2-Olefin binding mode. Journal of
Organometallic Chemistry, 2018, 858, 14-22. 0.8 4

5044 Supramolecular Organization of Solid Azobenzene Chromophore Disperse Orange 3, Its Chloroform
Solutions, and PMMA-Based Films. Journal of Physical Chemistry C, 2018, 122, 1779-1785. 1.5 13

5045 Photoinduced ICT <i>vs.</i> excited rotamer intercoversion in two quadrupolar polyaromatic
<i>N</i>-methylpyridinium cations. Physical Chemistry Chemical Physics, 2018, 20, 2851-2864. 1.3 18

5046 A QM/MM and QM/QM/MM study of Kerr, Cottonâ€“Mouton and Jones linear birefringences in liquid
acetonitrile. Physical Chemistry Chemical Physics, 2018, 20, 3831-3840. 1.3 3

5047 Photochromism in oxalatoniobates. Dalton Transactions, 2018, 47, 2247-2255. 1.6 12

5048 Evaluation of Hyperpolarizability from the Solvatochromic Method: Thiophene Containing Pushâ€“Pull
Cationic Dyes as a Case Study. Journal of Physical Chemistry C, 2018, 122, 2285-2296. 1.5 32

5049 How do London Dispersion Interactions Impact the Photochemical Processes of Molecular Switches?.
Journal of Physical Chemistry Letters, 2018, 9, 464-470. 2.1 22

5050 Theoretical insight into the photodeactivation pathway of the tetradentate Pt(II) complex: The
Ï€â€•conjugation effect. Applied Organometallic Chemistry, 2018, 32, e4220. 1.7 7

5051 S<scp>erenity</scp>: A subsystem quantum chemistry program. Journal of Computational Chemistry,
2018, 39, 788-798. 1.5 57



269

Citation Report

# Article IF Citations

5052 Ab initio calculation of nonlinear optical properties for chiral carbon nanotubes. Second harmonic
generation and dc-Pockels effect. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 4

5053 Electronically excited states of carbazole-modified ortho-phenylenes. Chemical Physics Letters, 2018,
693, 95-100. 1.2 1

5054 Theoretical and experimental study on the electronic structure of distyrylnaphthalene-based
conjugated oligoelectrolytes. Journal of Luminescence, 2018, 196, 81-89. 1.5 5

5055 The mechanism of a green fluorescent protein proton shuttle unveiled in the time-resolved frequency
domain by excited state <i>ab initio</i> dynamics. Chemical Science, 2018, 9, 1126-1135. 3.7 43

5056 Structural design of intrinsically fluorescent oxysterols. Chemistry and Physics of Lipids, 2018, 212,
26-34. 1.5 11

5057
Ground state geometries, UV/vis absorption spectra and charge transfer properties of
triphenylamine-thiophenes based dyes for DSSCs: A TD-DFT benchmark study. Computational and
Theoretical Chemistry, 2018, 1125, 39-48.

1.1 56

5058 Complexes of Zn(II) and Cd(II) with 2-acetylpyridine -aminoguanidine â€“ Syntheses, structures and DFT
calculations. Inorganica Chimica Acta, 2018, 473, 160-168. 1.2 8

5059 Dioxomolybdenum(VI) compounds with Î±-amino acid donor ligands as catalytic precursors for the
selective oxyfunctionalization of olefins. Molecular Catalysis, 2018, 446, 39-48. 1.0 5

5060 A simple multi-responsive system based on aldehyde functionalized amino-boranes. Chemical Science,
2018, 9, 1902-1911. 3.7 99

5061 Can TDDFT Describe Excited Electronic States of Naphthol Photoacids? A Closer Look with EOM-CCSD.
Journal of Chemical Theory and Computation, 2018, 14, 867-876. 2.3 27

5062 The effect of twisted Dâ€“Dâ€“Ï€â€“A configuration on electron transfer and photo-physics
characteristics. Molecular Physics, 2018, 116, 1179-1191. 0.8 2

5063 Theoretical investigation on the oxidation mechanism of dibutyl phthalate by hydroxyl and sulfate
radicals in the gas and aqueous phase. Chemical Engineering Journal, 2018, 339, 381-392. 6.6 18

5064
Photophysics and peripheral ring size dependent aggregate emission of cross-conjugated enediynes:
applications to white light emission and vapor sensing. Physical Chemistry Chemical Physics, 2018, 20,
4167-4180.

1.3 7

5065 Structuring Conjugated Polymers and Polyelectrolytes Through Self-Assembly. Materials and Energy,
2018, , 67-114. 2.5 0

5066 Computational simulation of vibrationally resolved spectra for spinâ€•forbidden transitions. Chirality,
2018, 30, 850-865. 1.3 15

5067 Computational study of the chemical reactivity of the Blue-M1 intermediate melanoidin.
Computational and Theoretical Chemistry, 2018, 1134, 22-29. 1.1 39

5068 The consequences of two distinct reaction coordinates in the decomposition of the ethylamine
cation conformers. Chemical Physics Letters, 2018, 701, 165-170. 1.2 0

5069
Unconventional Synthesis of a Cu<sup>I</sup> Rotaxane with a Superacceptor Stopper: Ultrafast
Excitedâ€•State Dynamics and Nearâ€•Infrared Luminescence. Chemistry - A European Journal, 2018, 24,
10422-10433.

1.7 9



270

Citation Report

# Article IF Citations

5070 In-silico analysis of substituent effect on the static first order hyperpolarizability of electron
donating mono substituted Chalcone derivatives. Journal of Molecular Modeling, 2018, 24, 126. 0.8 2

5071 Solar collectors based on luminescent 2,5-diarylimidazoles. Dyes and Pigments, 2018, 157, 334-341. 2.0 8

5072 Substituent Effect in the First Excited Singlet State of Monosubstituted Benzenes. Journal of Physical
Chemistry A, 2018, 122, 4609-4621. 1.1 21

5073 Isomerism, Diradical Signature, and Raman Spectroscopy: Underlying Connections in Diamino
Oligophenyl Dications. ChemPhysChem, 2018, 19, 1465-1470. 1.0 5

5074
Shortâ€•Lived Orthobenzyne Complexes with Early Transition Metals of Group IV. First Direct
Characterization and Electronic Cartography by Coupling FVT/UVâ€•PES with Calculations. European
Journal of Inorganic Chemistry, 2018, 2018, 2717-2729.

1.0 4

5075
Bismuth as a versatile cation for luminescence in coordination polymers from
BiX<sub>3</sub>/4,4â€²-bipy: understanding of photophysics by quantum chemical calculations and
structural parallels to lanthanides. Dalton Transactions, 2018, 47, 7669-7681.

1.6 43

5076 Novel 18-crown-6-ether containing mono- and bisstyryl dyes derived from pyridine moiety as
fluorescent dyes for non-covalent interaction with DNA. Dyes and Pigments, 2018, 157, 80-92. 2.0 13

5077 Improvement of photovoltaic performances by optimizing Ï€-conjugated bridge for the C217-based dyes:
A theoretical perspective. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 360, 137-144. 2.0 2

5078 A general range-separated double-hybrid density-functional theory. Journal of Chemical Physics, 2018,
148, 164105. 1.2 33

5079 Polydiacetylene functionalized with charged termini for device-free colorimetric detection of
malathion. Journal of Colloid and Interface Science, 2018, 528, 27-35. 5.0 16

5080 A combined theoretical and experimental study of the ultrafast photophysics of Rhodamine B.
Molecular Physics, 2018, 116, 2162-2171. 0.8 7

5081 Theoretical Development of Nearâ€•Infrared Bioluminescent Systems. Chemistry - A European Journal,
2018, 24, 9340-9352. 1.7 9

5082
An experimental and DFT study of the packing and structure of dithenoylmethane
monocarbonylphosphine Rhodium(I) complex [Rh((C 4 H 3 S)COCHCO(C 4 H 3 S))(CO)(PPh 3 )]. Journal of
Molecular Graphics and Modelling, 2018, 83, 33-41.

1.3 0

5083 Why Do Silver Trimers Intercalated in DNA Exhibit Unique Nonlinear Properties That Are Promising for
Applications?. Journal of Physical Chemistry Letters, 2018, 9, 2584-2589. 2.1 8

5084 <sup>35</sup>Cl Nuclear Magnetic Resonance Analysis of Pentacoordinate Titanium <i>n</i>-Butoxide
Derivatives. Chemistry Letters, 2018, 47, 183-185. 0.7 1

5085
Synthesis and properties of new heterocyclic betaines:
4-Aryl-5-(methoxycarbonyl)-2-oxo-3-(pyridin-1-ium-1-yl)-2,3-dihydro-1 H -pyrrol-3-ides. Tetrahedron, 2018,
74, 2466-2474.

1.0 11

5086 Theoretical study on the effect of different Ï€-linker on the performance of sensitizer in
carbazole-based dyes. Journal of Theoretical and Computational Chemistry, 2018, 17, 1850019. 1.8 3

5087 Theoretical design of new small molecules with a low band-gap for organic solar cell applications:
DFT and TD-DFT study. Computational Materials Science, 2018, 150, 54-61. 1.4 41



271

Citation Report

# Article IF Citations

5088 First hyperpolarizability of isomers of pyridinium N-phenoxide betaine dye in solution using the
ASEC-FEG method. Chemical Physics Letters, 2018, 699, 261-266. 1.2 10

5089 Enantiopure Schiff bases of amino acid phenylhydrazides: impact of the hydrazide function on their
structures and properties. New Journal of Chemistry, 2018, 42, 6389-6398. 1.4 11

5090 1,2,3- versus 1,2-Indeno Ring Fusions Influence Structure Property and Chirality of Corannulene
Bowls. Journal of Organic Chemistry, 2018, 83, 3979-3986. 1.7 12

5091 Theoretical screening and design of SM315-based porphyrin dyes for highly efficient dye-sensitized
solar cells with near-IR light harvesting. Dyes and Pigments, 2018, 155, 292-299. 2.0 41

5092 Electron transfer and charge transport of photoelectric material in external electric field. Journal
of Luminescence, 2018, 199, 278-284. 1.5 7

5093 An Additionâ€“Isomerization Mechanism for the Anionic Polymerization of MesPâ••CPh<sub>2</sub> and
<i>m</i>-XylPâ••CPh<sub>2</sub>. Macromolecules, 2018, 51, 2621-2629. 2.2 17

5094 Nonempirical hybrid functionals for band gaps and polaronic distortions in solids. Physical Review B,
2018, 97, . 1.1 75

5095 Phenothiazine Radical Cation Excited States as Super-oxidants for Energy-Demanding Reactions.
Journal of the American Chemical Society, 2018, 140, 5290-5299. 6.6 89

5096 Electric field effect on multi-anchoring molecular architectures: Electron transfer process and
opto-electronic property. Journal of Molecular Liquids, 2018, 261, 123-136. 2.3 11

5097
Synthesis, crystal structure and DNA interaction of a new water-soluble derivative of
pyrazino[2,3-f][1,10] phenanthroline; theoretical calculations, experimental and molecular docking
studies. Journal of Molecular Structure, 2018, 1165, 267-275.

1.8 4

5098 Theoretical study of the azo dyes dissociation by advanced oxidation using Fukui indices. DFT
calculations. Computational and Theoretical Chemistry, 2018, 1130, 98-106. 1.1 16

5099
Theoretical investigation of the photophysical properties of donor-acceptor dyes containing
coumarin and naphthoquinone moieties linked by an aminomethylene bridge. Journal of Molecular
Structure, 2018, 1164, 260-270.

1.8 6

5100
The oxidation of borohydrides by photoexcited
[UO<sub>2</sub>(CO<sub>3</sub>)<sub>3</sub>]<sup>4âˆ’</sup>. Dalton Transactions, 2018, 47,
5149-5152.

1.6 5

5101 Highly refractive thiazole-containing polyimides: a structural property comparison. Journal of
Polymer Research, 2018, 25, 1. 1.2 5

5102 Stability, lability, spectral parameters and structure of complexes and stereoselective effects in the
nickel(II) â€“ l/d/dl-histidine â€“ l/d/dl-methionine systems. Inorganica Chimica Acta, 2018, 477, 135-147. 1.2 11

5103
Local structure and hydrogen bond characteristics of imidazole molecules for proton conduction in
acid and base proton-conducting composite materials. Physical Chemistry Chemical Physics, 2018, 20,
10311-10318.

1.3 23

5104 How Accurate Is Density Functional Theory at Predicting Dipole Moments? An Assessment Using a New
Database of 200 Benchmark Values. Journal of Chemical Theory and Computation, 2018, 14, 1969-1981. 2.3 180

5105 Radical Ions of 3-Styryl-quinoxalin-2-one Derivatives Studied by Pulse Radiolysis in Organic Solvents.
Journal of Physical Chemistry B, 2018, 122, 4051-4066. 1.2 6



272

Citation Report

# Article IF Citations

5106 Incorporation of a ferrocene unit in the Ï€-conjugated structure of donor-linker-acceptor (D-Ï€-A)
chromophores for nonlinear optics (NLO). Dyes and Pigments, 2018, 155, 68-74. 2.0 47

5107

Investigation on the performance of PCM/TD-DFT functionals (standard pure, hybrid and long-range) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 712 Td (corrected) in simulating the absorption and emission spectra of

1-(2,5-dimethylfuran-3-yl)-3-(2,4,5-trimethoxyphenyl)prop-2-en-1-one dye in different solvents. Journal of
Molecular Structure, 2018, 1164, 289-296.

1.8 6

5108 Theoretical spectroscopy of a NIR-absorbing benziphthalocyanine dye. Theoretical Chemistry
Accounts, 2018, 137, 1. 0.5 6

5109 Comprehensive Thermochemical Benchmark Set of Realistic Closed-Shell Metal Organic Reactions.
Journal of Chemical Theory and Computation, 2018, 14, 2596-2608. 2.3 202

5110 Structural, electrical and optical properties of Lin@C20 (nÂ =Â 1â€“6) nanoclusters. Comptes Rendus
Chimie, 2018, 21, 541-546. 0.2 16

5111 Intermediate-Spin Iron(III) Complexes Having a Redox-Noninnocent Macrocyclic Tetraamido Ligand.
Inorganic Chemistry, 2018, 57, 9683-9695. 1.9 13

5112
One-Photon Absorption Properties from a Hybrid Polarizable Density Embedding/Complex Polarization
Propagator Approach for Polarizable Solutions. Journal of Chemical Theory and Computation, 2018,
14, 2145-2154.

2.3 4

5113 An acylationâ€•Finkelstein approach to radioiodination of bioactives: The role of amide group anchimeric
assistance. Journal of Physical Organic Chemistry, 2018, 31, e3835. 0.9 5

5114 Two-Photon Absorption and Two-Photon Circular Dichroism of a Hexahelicene Derivative with a
Terminal Donorâ€“Phenylâ€“Acceptor Motif. Journal of Physical Chemistry A, 2018, 122, 3365-3373. 1.1 16

5115
Rydberg transitions as a probe for structural changes and phase transition at polymer surfaces: an
ATR-FUV-DUV and quantum chemical study of poly(3-hydroxybutyrate) and its nanocomposite with
graphene. Physical Chemistry Chemical Physics, 2018, 20, 8859-8873.

1.3 20

5116 A rational design of hole-transport small molecules based on fluorene with different modified
groups for organic lead-halide perovskite solar cells. Dyes and Pigments, 2018, 154, 275-281. 2.0 25

5117 Transition metal doping: a new and effective approach for remarkably high nonlinear optical response
in aluminum nitride nanocages. New Journal of Chemistry, 2018, 42, 6976-6989. 1.4 61

5118 Effect of phosphorus on the electronic and optical properties of naphthoxaphospholes: theoretical
investigation. Molecular Physics, 2018, 116, 1581-1588. 0.8 4

5119
<i>para</i>-Aminosalicylic acid in the treatment of manganese toxicity. Complexation of
Mn<sup>2+</sup> with 4-amino-2-hydroxybenzoic acid and its <i>N</i>-acetylated metabolite. New
Journal of Chemistry, 2018, 42, 8035-8049.

1.4 14

5120 Energy conversion process of substituted phthalocyanines with potential application to DSSC: a
theoretical study. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 11

5121 Theoretical Study of Electron Transfer Properties of Squaraine Dyes for Dye Sensitized Solar Cell. IOP
Conference Series: Materials Science and Engineering, 2018, 299, 012058. 0.3 2

5122 Computational studies of the nonlinear optical properties of organometallic complexes.
Coordination Chemistry Reviews, 2018, 375, 389-409. 9.5 40

5123
Theoretical study on the interactions between chlordecone hydrate and acidic surface groups of
activated carbon under basic pH conditions. Journal of Molecular Graphics and Modelling, 2018, 81,
146-154.

1.3 6



273

Citation Report

# Article IF Citations

5124
Quantum chemical calculations, molecular dynamic (MD) simulations and experimental studies of
using some azo dyes as corrosion inhibitors for iron. Part 2: Bisâ€“azo dye derivatives. Journal of
Molecular Structure, 2018, 1163, 397-417.

1.8 101

5125 A Benchmark Study of Electronic Couplings in Donorâ€“Bridgeâ€“Acceptor Systems with the FMR-B
Method. Journal of Chemical Theory and Computation, 2018, 14, 2007-2016. 2.3 6

5126
Computational Modeling of Exciton-Bath Hamiltonians for Light Harvesting 2 and Light Harvesting 3
Complexes of Purple Photosynthetic Bacteria at Room Temperature. Journal of Physical Chemistry B,
2018, 122, 3815-3825.

1.2 21

5127 Long-range corrected density functional through the density matrix expansion based semilocal
exchange hole. Physical Chemistry Chemical Physics, 2018, 20, 8991-8998. 1.3 21

5128 Excited states study reveals the twisted geometry induced large stokes shift in DCM fluorescent dye.
Journal of Photochemistry and Photobiology A: Chemistry, 2018, 354, 127-138. 2.0 14

5129 Structure and hydrogen bonds of cyclohexapeptide RA-VII by molecular dynamics simulations and
quantum chemical calculations. Molecular Simulation, 2018, 44, 73-84. 0.9 4

5130 Electronic structures and photophysical properties of phosphorescent platinum (II) complexes with
tridentate C^N*N cyclometalated ligands. Applied Organometallic Chemistry, 2018, 32, e3929. 1.7 8

5131 Dispersion interactions in oligomerization of metal diketonates: a DFT evaluation. Chemical Papers,
2018, 72, 829-839. 1.0 9

5132 Correlating cluster size and NLO response of complexes aggregated with bifurcated metal bonds: a
DFT study. Structural Chemistry, 2018, 29, 119-127. 1.0 1

5133 UV absorbers for cellulosic apparels: A computational and experimental study. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2018, 188, 355-361. 2.0 9

5134 Development of 4-hydrazinyl-7-nitrobenzofurazan as a fluorogenic probe for detecting
malondialdehyde in biological samples. Sensors and Actuators B: Chemical, 2018, 254, 248-254. 4.0 13

5135 Photochemical Reaction Between 1,2â€•Naphthoquinone and Adenine in Binary Waterâ€•Acetonitrile
Solutions. Photochemistry and Photobiology, 2018, 94, 61-68. 1.3 4

5136 A theoretical study of structural, opto-electronic and nonlinear properties of arylboroxine
derivatives. Indian Journal of Physics, 2018, 92, 57-68. 0.9 2

5137 Modulating a D-Ï€-A type diarylethene for on-demand Cu2+ check via photo-switchable detection range
and sensitivity. Sensors and Actuators B: Chemical, 2018, 257, 77-86. 4.0 9

5138 Absorption-energy calculations of chlorophyll a and b with an explicit solvent model. Journal of
Photochemistry and Photobiology A: Chemistry, 2018, 358, 422-431. 2.0 30

5139 MÂ·Â·Â·Ï€-conjugated complexes: simple materials with dramatic NLO features (M = Li, Na, K, and Ï€ =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 142 Td (butadiene, cyclobutadiene, hexatriene, benzene). Structural Chemistry, 2018, 29, 415-422.1.0 3

5140 Quantum modeling of ultrafast photoinduced charge separation. Journal of Physics Condensed
Matter, 2018, 30, 013002. 0.7 29

5141 Experimental and theoretical investigation of fluorescence solvatochromism of
dialkoxyphenyl-pyrene molecules. Physical Chemistry Chemical Physics, 2018, 20, 3258-3264. 1.3 13



274

Citation Report

# Article IF Citations

5142 Optical backbone-sidechain charge transfer transitions in proteins sensitive to secondary structure
and modifications. Faraday Discussions, 2018, 207, 115-135. 1.6 17

5143 Adsorption modes of molecular iodine on defected boron nitrides: A DFT study. Applied Surface
Science, 2018, 434, 604-612. 3.1 16

5144 Combined spectroscopic, DFT, TD-DFT and MD study of newly synthesized thiourea derivative. Journal
of Molecular Structure, 2018, 1155, 184-195. 1.8 16

5145
Dissecting the concaveâ€“convex Ï€â€•Ï€ interaction in corannulene and sumanene dimers: SAPT(DFT)
analysis and performance of DFT dispersionâ€•corrected methods. Journal of Computational Chemistry,
2018, 39, 93-104.

1.5 12

5146 Tracking the picosecond deactivation dynamics of a photoexcited iron carbene complex by
time-resolved X-ray scattering. Chemical Science, 2018, 9, 405-414. 3.7 49

5147 Theoretical study of substituent and charge effects on the thermal cis â†’ trans isomerization of
ortho-fluoroazobenzenes photoswitches. Organic Electronics, 2018, 52, 61-70. 1.4 10

5148
Intramolecular hydrogenation of triethylsilylethylene catalyzed by Ru(II) complex: Agostic bond
formation and trizonal transition states with ten acting atoms. Inorganica Chimica Acta, 2018, 469,
536-544.

1.2 4

5149 Xylaropyrones B and C, new Î³-pyrones from the endophytic fungus <i>Xylaria</i> sp. SC1440. Natural
Product Research, 2018, 32, 1525-1531. 1.0 11

5150 The electronic structures and optical properties of fullerene derivatives for organic solar cells: The
number and size effects of fullerene-cage. Materials Chemistry and Physics, 2018, 204, 95-104. 2.0 14

5151
Adsorption orientation effects of porphyrin dyes on the performance of DSSC: Comparison of benzoic
acid and tropolone anchoring groups binding onto the TiO 2 anatase (101) surface. Applied Surface
Science, 2018, 433, 1137-1147.

3.1 20

5152
Intersystem crossing mechanism of thermally activated delayed fluorescence copper(I) thiolate
complex: The roles of exchange coupling and magnetic spin interactions. Organic Electronics, 2018, 52,
110-122.

1.4 9

5153 Densityâ€•functional theory study of the interaction mechanism and optical properties of flavonols on
the boron nitride nanotubes. International Journal of Quantum Chemistry, 2018, 118, e25514. 1.0 12

5154 Synthesis and Photophysical Characterization of 2,3â€•Dihydroquinolinâ€•4â€•imines: New Fluorophores with
Colorâ€•Tailored Emission. Chemistry - A European Journal, 2018, 24, 1112-1120. 1.7 7

5155
Quantum dynamical studies of ultrafast charge separation in nanostructured organic polymer
materials: Effects of vibronic interactions and molecular packing. International Journal of Quantum
Chemistry, 2018, 118, e25502.

1.0 30

5156
Sensitizing with short conjugated molecules: Multimodal anchoring on ZnO nanoparticles for
enhanced electron transfer characteristics, stability and H 2 evolution. Catalysis Today, 2018, 309,
89-97.

2.2 7

5157 Green fluorescence pyrene-based dye as a new Ï€-extended system: Synthesis, photophysical and
theoretical studies. Dyes and Pigments, 2018, 148, 444-451. 2.0 21

5158 Visible to <scp>NIR</scp> absorbing <scp>C</scp>â€“<scp>N</scp> and <scp>C</scp>â€“<scp>C</scp>
bonding squaraines: A computational study. Journal of Physical Organic Chemistry, 2018, 31, e3758. 0.9 2

5159 Investigations into the Photophysical and Electronic Properties of Pnictoles and Their Pnictenium
Counterparts. Organometallics, 2018, 37, 712-719. 1.1 28



275

Citation Report

# Article IF Citations

5160 Insight into the fluorescence quenching of Trp214 at HSA by the Dimetridazole ligand from
simulation. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 354, 86-100. 2.0 7

5161 Effect of hydrogenâ€•bonded interactions on the energetics and spectral properties of the
astromolecule aminoacetonitrile. International Journal of Quantum Chemistry, 2018, 118, e25459. 1.0 1

5162
The performance of density functional theory for the description of ground and excited state
properties of inorganic and organometallic uranium compounds. Journal of Organometallic
Chemistry, 2018, 857, 58-74.

0.8 30

5163
Effect of methyl substituents on the electronic transitions in simple meso-aniline-BODIPY based dyes:
RI-CC2 and TD-CAM-B3LYP computational investigation. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2018, 190, 239-245.

2.0 18

5164
The molecular structure and absorption spectrum of hydroxy substituted dibenzoylmethanatoboron
difluoride in solution: A theoretical and experimental study. Journal of Molecular Structure, 2018,
1151, 177-185.

1.8 8

5165
A series of bowl-shaped PDI dimers designed for organic photovoltaic cells through engineering
N-annulated bridge towards potential alternatives of PDI bridged dimer acceptors. Dyes and Pigments,
2018, 148, 394-404.

2.0 17

5166
Solvatochromic isocyanonaphthalene dyes as ligands for silver(I) complexes, their applicability in
silver(I) detection and background reduction in biolabelling. Sensors and Actuators B: Chemical, 2018,
255, 2555-2567.

4.0 12

5167 On the properties and structure of 2-hydroxyethylammonium formate ionic liquid. Journal of
Molecular Liquids, 2018, 249, 233-244. 2.3 28

5168 Excited State and Non-linear Optical Properties of NIR Absorbing Î²-Thiophene-Fused
BF2-Azadipyrromethene Dyesâ€”Computational Investigation. Journal of Fluorescence, 2018, 28, 243-250. 1.3 6

5169
<scp>TICT</scp> excited states of <i>o</i>â€• and
<i>p</i>â€•<scp><i>N</i></scp>,<scp><i>N</i></scp>â€•dimethylamino analogues of <scp>GFP</scp>
chromophore. Journal of Physical Organic Chemistry, 2018, 31, e3791.

0.9 9

5170 Simulation study of hole mobility in the amorphous phase of organic molecules. Organic Electronics,
2018, 53, 141-150. 1.4 8

5171 Electron and excitation energy transfers in covalently linked donorâ€“acceptor dyads: mechanisms and
dynamics revealed using quantum chemistry. Physical Chemistry Chemical Physics, 2018, 20, 395-403. 1.3 10

5172 A computational study of photonic materials based on Ni bis(dithiolene) fused with benzene,
possessing gigantic second hyperpolarizabilities. Journal of Materials Chemistry C, 2018, 6, 91-110. 2.7 14

5173
Novel water soluble cationic Au(I) complexes with cyclic PNNP ligand as building blocks for
heterometallic supramolecular assemblies with anionic hexarhenium cluster units. Journal of
Luminescence, 2018, 196, 485-491.

1.5 16

5174
Shortfall of B3LYP in Reproducing NMR <i>J</i><sub>CH</sub> Couplings in Some Isomeric Epoxy
Structures with Strong Stereoelectronic Effects: A Benchmark Study on DFT Functionals.
ChemPhysChem, 2018, 19, 631-642.

1.0 12

5175 Photophysical properties and excited state proton transfer in 1,8-Dihydroxydibenzo[a,h]phenazine: A
theoretical study. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 353, 185-190. 2.0 5

5176 Revealing the Unique Properties of Platinum(II) Complexes with Bidentate Bis(o -carborane) Ligands.
European Journal of Inorganic Chemistry, 2018, 2018, 99-108. 1.0 6

5177 Theoretical study of charge-remote fragmentation along the reaction coordinate of 1,4-hydrogen
elimination in the gas-phase: Energy barrier and mechanism. Chemical Physics Letters, 2018, 691, 336-340. 1.2 0



276

Citation Report

# Article IF Citations

5178 A QM/MM study of the initial excited state dynamics of green-absorbing proteorhodopsin. Faraday
Discussions, 2018, 207, 137-152. 1.6 12

5179
Unusual response to environmental polarity in a nonlinear-optical benzylidene-type chromophore
containing a 1,3-bis(dicyanomethylidene)indane acceptor fragment. Physical Chemistry Chemical
Physics, 2018, 20, 404-413.

1.3 5

5180 Linear and Nonlinear Optical Properties of Tricyanopropylideneâ€•Based Merocyanine Dyes: Synergistic
Experimental and Theoretical Investigations. ChemPhysChem, 2018, 19, 187-197. 1.0 28

5181 Computational design of quadrupolar donor-acceptor-donor molecules with near-infrared
light-harvesting capabilities. Dyes and Pigments, 2018, 149, 882-892. 2.0 11

5182 Emission properties of Si-based styryl-carbazole derivatives: Role of meta- and para-vinyl substituents
and silicon atom. Journal of Luminescence, 2018, 196, 57-63. 1.5 4

5183
The effect of different Ï€-bridge configuration on bi-anchored triphenylamine and phenyl modified
triphenylamine based dyes for dye sensitized solar cell (DSSC) application: A theoretical approach.
Journal of Molecular Graphics and Modelling, 2018, 79, 235-253.

1.3 24

5184
Investigating the excited state optical properties and origin of large stokes shift in Benz[c,d]indole
N-Heteroarene BF2 dyes with ab initio tools. Journal of Photochemistry and Photobiology B: Biology,
2018, 178, 472-480.

1.7 22

5185 Unveiling excited state energy transfer and charge transfer in a host/guest coordination cage.
Physical Chemistry Chemical Physics, 2018, 20, 2205-2210. 1.3 13

5186 Polarizable QM/Classical Approaches for the Modeling of Solvation Effects on UVâ€“Vis and
Fluorescence Spectra: An Integrated Strategy. Journal of Physical Chemistry A, 2018, 122, 390-397. 1.1 20

5187
Diffuse electron of alkali metals (Li, Na, K) or diffuse electron pair of alkaline earth metals (Be, Mg,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 387 Td (Ca) which predict larger second hyperpolarizability? A comprehensive study of Mâ‹¯NH3 model

compounds. Chemical Physics Letters, 2018, 692, 160-165.
1.2 8

5188
RuII -Carbonyl photoCORMs with N,N -Benzimidazole Bidentate Ligands: Spectroscopic, Lysozyme
Binding Affinity, and Biological Activity Evaluation. European Journal of Inorganic Chemistry, 2018,
2018, 852-860.

1.0 25

5189 An Anthracene-Incorporated [8]Cycloparaphenylene Derivative as an Emitter in Photon Upconversion.
Journal of Organic Chemistry, 2018, 83, 220-227. 1.7 22

5190 Photophysical properties of acetylene-linked <i>syn</i> bimane oligomers: a molecular photonic wire.
Physical Chemistry Chemical Physics, 2018, 20, 1150-1163. 1.3 1

5191 Accurate Ionization Energies for Mononuclear Copper Complexes Remain a Challenge for Density
Functional Theory. ChemPhysChem, 2018, 19, 959-966. 1.0 14

5192 Investigation of the Electronic Excited-State Equilibrium Geometries of Three Molecules Undergoing
ESIPT: A RI-CC2 and TDDFT Study. Journal of Physical Chemistry A, 2018, 122, 972-984. 1.1 20

5193 Modelling excitation energy transfer in covalently linked molecular dyads containing a BODIPY unit
and a macrocycle. Physical Chemistry Chemical Physics, 2018, 20, 1993-2008. 1.3 12

5194
Solvent effect on the intermolecular proton transfer of the Watson and Crick guanineâ€“cytosine and
adenineâ€“thymine base pairs: a polarizable continuum model study. Physical Chemistry Chemical
Physics, 2018, 20, 1198-1209.

1.3 23

5195 Exciton states and optical properties of the CP26 photosynthetic protein. Computational Biology and
Chemistry, 2018, 72, 105-112. 1.1 1



277

Citation Report

# Article IF Citations

5196 Interaction of Elemental Mercury with a Diverse Series of Ï€-Organic Substrates Probed by
Computational Methods: Is Mercury Fixation Possible?. ACS Earth and Space Chemistry, 2018, 2, 451-461. 1.2 5

5197 Conformational switching <i>via</i> an intramolecular H-bond modulates the fluorescence lifetime
in a novel coumarinâ€“imidazole conjugate. Physical Chemistry Chemical Physics, 2018, 20, 6060-6072. 1.3 10

5198 First principles study on interface between dual-channel anchorable organic dyes and TiO2 for
dye-sensitized solar cells. Dyes and Pigments, 2018, 149, 908-914. 2.0 22

5199 Copper-doped Al12N12 nano-cages: potential candidates for nonlinear optical materials. Applied
Physics A: Materials Science and Processing, 2018, 124, 1. 1.1 38

5200 Microscopic insight into precipitation and adsorption of As(V) species by Fe-based materials in
aqueous phase. Chemosphere, 2018, 194, 117-124. 4.2 13

5201 Accuracy of Td-DFT in the Ultraviolet and Circular Dichroism Spectra of Deoxyguanosine and Uridine.
Journal of Physical Chemistry A, 2018, 122, 100-118. 1.1 9

5202
Ultrafast Relaxation Dynamics of Luminescent Copper Nanoclusters (Cu<sub>7</sub>L<sub>3</sub>)
and Efficient Electron Transfer to Functionalized Reduced Graphene Oxide. Journal of Physical
Chemistry C, 2018, 122, 13354-13362.

1.5 44

5203 A joint experimental and theoretical study on the electro-optical properties of 1,6- and 1,7-fluorenyl
disubstituted perylene diimide isomers. New Journal of Chemistry, 2018, 42, 1061-1066. 1.4 7

5204 The crucial role of a spacer material on the efficiency of charge transfer processes in organic
donorâ€“acceptor junction solar cells. Nanoscale, 2018, 10, 451-459. 2.8 5

5205 Analysis of the conformational properties of amine ligands at the gold/water interface with QM, MM
and QM/MM simulations. Physical Chemistry Chemical Physics, 2018, 20, 3349-3362. 1.3 15

5206 Modification on C217 by auxiliary acceptor toward efficient sensitiser for dye-sensitised solar cells: a
theoretical study. Molecular Physics, 2018, 116, 536-545. 0.8 6

5207
Effect of auxiliary group for p-type organic dyes in NiO-based dye-sensitized solar cells: The first
principal study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 193,
192-196.

2.0 6

5208 Exploring more effective polymer donors for the famous non-fullerene acceptor ITIC in organic solar
cells by increasing electron-withdrawing ability. Organic Electronics, 2018, 53, 308-314. 1.4 27

5209
Influence of intramolecular hydrogen bonding interaction on the molecular properties of
N-p-tolyl-5-oxo pyrrolidine-3-carboxylic acid: A theoretical and experimental study. Chemical Physics
Letters, 2018, 691, 114-121.

1.2 22

5210
Benchmarking of DFT functionals for the kinetics and mechanisms of atmospheric addition reactions
of OH radicals with phenyl and substituted phenylâ€•based organic pollutants. International Journal of
Quantum Chemistry, 2018, 118, e25533.

1.0 14

5211 Electronic and vibrational exciton coupling in oxidized trianglimines. Chirality, 2018, 30, 117-130. 1.3 10

5212 Rigorous and Empirical Approaches to Correlated Single-Particle Theories. , 2018, , 1-20. 1

5213 Dicationic and monocationic benzobisthiazolium salts as potential NLO chromophores. Dyes and
Pigments, 2018, 149, 597-611. 2.0 12



278

Citation Report

# Article IF Citations

5214 Highly fluorescent single crystals of a 4-ethoxy-1,3-thiazole. Dyes and Pigments, 2018, 149, 644-651. 2.0 9

5215 Exciton Localization and Optical Emission in Aryl-Functionalized Carbon Nanotubes. Journal of
Physical Chemistry C, 2018, 122, 1828-1838. 1.5 58

5216
Design of zinc porphyrinâ€•perylene diimide donorâ€•bridgeâ€•acceptor chromophores for large secondâ€•order
nonlinear optical response: A theoretical exploration. International Journal of Quantum Chemistry,
2018, 118, e25536.

1.0 10

5217 Noncovalent interactions and photophysical properties of new Ag(I) complexes with
4-amino-2,1,3-benzothiadiazole. Polyhedron, 2018, 141, 77-86. 1.0 13

5218 Fluorescent Benzocoumarin-Ï€-Extended Styryl Hybrids: Solvatochromism, Excess Dipole Moment, NLO
Properties and DFT Study. Journal of Fluorescence, 2018, 28, 293-309. 1.3 12

5219
Single Crystal Microwires of <i>p</i>â€•DTS(FBTTh<sub>2</sub>)<sub>2</sub> and Their Use in the
Fabrication of Fieldâ€•Effect Transistors and Photodetectors. Advanced Functional Materials, 2018, 28,
1702073.

7.8 22

5220 Additional donor bridge as a design approach for multi-anchoring dyes for highly efficient
dye-sensitized solar cells. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 352, 86-97. 2.0 19

5221 Relativistic Time-Dependent Density Functional Theory for Molecular Properties. , 2018, , 223-247. 0

5222
Tris(perfluoroalkyl)germylethynyl derivatives of biphenyl containing ferrocenyl donor group:
Structure, spectra, and photoinduced intramolecular electron transfer. Computational and
Theoretical Chemistry, 2018, 1123, 50-60.

1.1 7

5223 Theoretical molecular design of hexasilabenzene analogues aiming for the thermodynamic and kinetic
stabilization. Computational and Theoretical Chemistry, 2018, 1123, 61-72. 1.1 7

5224 Cyclopentadithiophene derivatives: a step towards an understanding of thiophene copolymer excited
state deactivation pathways. Materials Chemistry Frontiers, 2018, 2, 149-156. 3.2 9

5225 Dissociative ionization of ethane with femtosecond pulses of radiation. Journal of Physics B: Atomic,
Molecular and Optical Physics, 2018, 51, 035003. 0.6 11

5226 A comparative computational study of C N and C C bonding visible to NIR absorbing croconines.
Journal of Molecular Structure, 2018, 1155, 561-567. 1.8 3

5227
On the Performance of Hybrid Functionals for Nonâ€•linear Optical Properties and Electronic
Excitations in Chiral Molecular Crystals: The Case of Butterflyâ€•Shaped Dicinnamalacetone.
ChemPhysChem, 2018, 19, 82-92.

1.0 9

5228 Study of the Airâ€•Tolerant 1,3â€•Diphosphacyclobutaneâ€•2,4â€•diyl through the Direct Arylation. Chemical
Record, 2018, 18, 445-458. 2.9 10

5229
A first principles study of key electronic, optical, second and third order nonlinear optical properties
of 3-(4-chlorophenyl)-1-(pyridin-3-yl) prop-2-en-1-one: a novel D- $$pi $$ Ï€ -A type chalcone derivative.
Journal of Computational Electronics, 2018, 17, 9-20.

1.3 34

5230 Investigation of carboxylation of carbon nanotube in the adsorption of anti-cancer drug: A
theoretical approach. Applied Surface Science, 2018, 427, 112-125. 3.1 21

5231 Benzene expansion Janus GC base analogues: A detailed theoretical study. Journal of Photochemistry
and Photobiology A: Chemistry, 2018, 354, 119-126. 2.0 2



279

Citation Report

# Article IF Citations

5232
Recent Advances for Reaction Mechanisms of Metal-Catalyzed Activations of Carbon-Containing
Bonds with the Aid of Density Functional Calculations. Bulletin of Japan Society of Coordination
Chemistry, 2018, 72, 15-29.

0.1 0

5233
Computational study to determine redox potential of nitroxide radical and their derivatives
compounds along with their analysis as redox-coupe in dye sensitized solar cellâ€™s (DSSC). AIP
Conference Proceedings, 2018, , .

0.3 1

5234 Synthesis, Reactivity Studies, and Cytotoxicity of Two trans-Iodidoplatinum(II) Complexes. Does
Photoactivation Work?. Inorganics, 2018, 6, 127. 1.2 4

5235 Assessment of DFT for endohedral complexes' dipole moment: PNO-LCCSD-F12 as a reference method.
Physical Chemistry Chemical Physics, 2018, 20, 29374-29388. 1.3 3

5236
Vertical vs. adiabatic ionization energies in solution and gas-phase: probing ionization-induced
reorganization in conformationally-mobile bichromophoric actuators using photoelectron
spectroscopy, electrochemistry and theory. Physical Chemistry Chemical Physics, 2018, 20, 25615-25622.

1.3 9

5237 Towards the SMART workflow system for computational spectroscopy. Physical Chemistry Chemical
Physics, 2018, 20, 26034-26052. 1.3 16

5238
Assessment of electronic transitions involving intermolecular charge transfer in complexes formed
by fullerenes and donorâ€“acceptor nanohoops. Physical Chemistry Chemical Physics, 2018, 20,
27791-27803.

1.3 5

5239 Excited state dynamics study of the self-trapped exciton formation in silicon nanosheets. Physical
Chemistry Chemical Physics, 2018, 20, 29299-29305. 1.3 3

5240
Theoretical rationalisation of the photophysics of a TICT excited state of cinnamoylâ€“coumarin
derivatives in homogeneous and biological membrane models. Physical Chemistry Chemical Physics,
2018, 20, 27621-27629.

1.3 10

5241 Accurate calculation of optically induced birefringences in chiral systems using efficient polarized
basis sets. Physical Chemistry Chemical Physics, 2018, 20, 29717-29723. 1.3 2

5242 Ultrafast fluorescence dynamics of DNA-based silver clusters. Physical Chemistry Chemical Physics,
2018, 20, 28205-28210. 1.3 9

5243 Cyanine platelet single crystals: growth, crystal structure and optical spectra. Physical Chemistry
Chemical Physics, 2018, 20, 29166-29173. 1.3 5

5244 Intrinsic photophysics of nitrophenolate ions studied by cryogenic ion spectroscopy. Physical
Chemistry Chemical Physics, 2018, 20, 28535-28543. 1.3 7

5245 Long-lived triplet excited state in a platinum(ii) perylene monoimide complex. Dalton Transactions,
2018, 47, 15071-15081. 1.6 16

5246
Spectroscopic properties and soluteâ€“solvent structural analyses for A<sub>N</sub>R polypeptides in
water solution: a sequential Monte Carlo/quantum mechanics (S-MC/QM) theoretical study. New
Journal of Chemistry, 2018, 42, 19692-19700.

1.4 6

5247 Base-free glucose dehydration catalysed by NHC-stabilised heterohalo cyclopentadienyl
Cr(<scp>iii</scp>) complexes. New Journal of Chemistry, 2018, 42, 19193-19204. 1.4 13

5248 Rational design of near-infrared dyes based on boron dipyrromethene derivatives for application in
organic solar cells. RSC Advances, 2018, 8, 33659-33665. 1.7 7

5249 Wavepacket insights into the photoprotection mechanism of the UV filter methyl anthranilate. Nature
Communications, 2018, 9, 5188. 5.8 9



280

Citation Report

# Article IF Citations

5250 Excited-state dynamics of a molecular dyad with two orthogonally-oriented fluorophores. Physical
Chemistry Chemical Physics, 2018, 20, 30219-30230. 1.3 10

5251 IClick cycloaddition reaction of light-triggered manganese(<scp>i</scp>) carbonyl complexes. New
Journal of Chemistry, 2018, 42, 18418-18425. 1.4 9

5252 Tunable ESIPT reaction and antioxidant activities of 3-hydroxyflavone and its derivatives by altering
atomic electronegativity. Organic Chemistry Frontiers, 2018, 5, 3435-3442. 2.3 76

5253 The effects of amino substituents on the enhanced ammonia sensing performance of PcCo/rGO
hybrids. RSC Advances, 2018, 8, 41280-41287. 1.7 17

5254 Benzothiadiazoleâ€“ethynylthiophenezoic acid as an acceptor of photosensitizer for efficient organic
dye-sensitized solar cells. Journal of Materials Chemistry A, 2018, 6, 21493-21500. 5.2 17

5255 Constricted Variational Density Functional Theory Approach to the Description of Excited States. ,
2018, , . 0

5256 9. Complexes between core-modified porphyrins ZnP(X)<sub>4</sub> (X = P and S) and small
semiconductor nanoparticle Zn<sub>6</sub>S<sub>6</sub>: are they possible?. , 2018, , 135-146. 3

5257
Modeling of Magnetic Circular Dichroism and UV/Vis Absorption Spectra Using Fluctuating Charges
or Polarizable Embedding within a Resonant-Convergent Response Theory Formalism. Journal of
Chemical Theory and Computation, 2018, 14, 6391-6404.

2.3 12

5258 A Chiron approach towards the stereoselective synthesis of polyfluorinated carbohydrates. Nature
Communications, 2018, 9, 4721. 5.8 36

5259 Design, Synthesis, Experimental and Theoretical Characterization of a New Multitarget
2-Thienyl-N-Acylhydrazone Derivative. Pharmaceuticals, 2018, 11, 119. 1.7 7

5260 Why does 4-biphenyl carbonyl azide have ultra-short lived excited states? An ultrafast UV-vis
spectroscopic and computational study. Physical Chemistry Chemical Physics, 2018, 20, 29091-29104. 1.3 0

5261 Spin-state energetics of iron(II) porphyrin from the particle-particle random phase approximation.
European Physical Journal B, 2018, 91, 1. 0.6 5

5262 Theoretical Elucidation of Am(III)/Cm(III) Separation Mechanism with Diamide-type Ligands Using
Relativistic Density Functional Theory Calculation. Inorganic Chemistry, 2018, 57, 14513-14523. 1.9 22

5263 Revealing the field-counteracting term in the exact Kohn-Sham correlation potential. Physical Review
A, 2018, 98, . 1.0 7

5264
1,7-Dipyrene-Containing Aza-BODIPYs: Are Pyrene Groups Effective as Ligands To Promote and Direct
Complex Formation with Common Nanocarbon Materials?. Journal of Physical Chemistry C, 2018, 122,
27893-27916.

1.5 20

5265
Electronic structure theory gives insights into the higher efficiency of the PTB electron-donor
polymers for organic photovoltaics in comparison with prototypical P3HT. Journal of Chemical
Physics, 2018, 149, 184905.

1.2 2

5266
Fundamental Gaps of Condensed-Phase Organic Semiconductors from Single-Molecule Calculations
using Polarization-Consistent Optimally Tuned Screened Range-Separated Hybrid Functionals. Journal
of Chemical Theory and Computation, 2018, 14, 6287-6294.

2.3 76

5267 Electronic structures and spectroscopic signatures of silicon-vacancy containing nanodiamonds.
Physical Review B, 2018, 98, . 1.1 16



281

Citation Report

# Article IF Citations

5268 Can Adsorption on Graphene be Used for Isotopic Enrichment? A DFT Perspective. Molecules, 2018, 23,
2981. 1.7 7

5269 Proton-Transfer-Based Azides with Fluorescence Offâ€“On Response for Detection of Hydrogen Sulfide:
An Experimental, Theoretical, and Bioimaging Study. Journal of Organic Chemistry, 2018, 83, 15210-15224. 1.7 35

5270 TDDFT and Quantum-Classical Dynamics: A Universal Tool Describing the Dynamics of Matter. , 2018, ,
1-47. 3

5271 A Pair of Enantiomeric Bis-seco-abietane Diterpenoids from Cryptomeria fortunei. Journal of Natural
Products, 2018, 81, 2667-2672. 1.5 4

5272 Structure, electrical and nonlinear optical properties of $$hbox {M@C}_{20}$$ M@C 20 (MÂ =Â Li, Na, K,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 582 Td (Be, Mg and Ca) nanoclusters. Bulletin of Materials Science, 2018, 41, 1.0.8 5

5273 Donor functionalized quinoline based organic sensitizers for dye sensitized solar cell (DSSC)
applications: DFT and TD-DFT investigations. Journal of Molecular Modeling, 2018, 24, 343. 0.8 25

5274
Structural, optical and nonlinear optical properties and TD-DFT analysis of heteroleptic
bis-cyclometalated iridium(III) complex containing 2-phenylpyridine and picolinate ligands. Theoretical
Chemistry Accounts, 2018, 137, 1.

0.5 38

5275 Green-Light-Induced PhotoCORM: Lysozyme Binding Affinity towards MnI and ReI Carbonyl Complexes
and Biological Activity Evaluation. European Journal of Inorganic Chemistry, 2018, 2018, 4805-4811. 1.0 12

5276 Reduced bond length alternation and helical molecular orbitals in donor and acceptor substituted
linear carbon chains. Journal of Theoretical and Computational Chemistry, 2018, 17, 1850049. 1.8 9

5277
Spinâ€“Orbit Charge Recombination Intersystem Crossing in Phenothiazineâ€“Anthracene Compact Dyads:
Effect of Molecular Conformation on Electronic Coupling, Electronic Transitions, and Electron Spin
Polarizations of the Triplet States. Journal of Physical Chemistry C, 2018, 122, 27850-27865.

1.5 76

5278 Theoretical investigation of auxiliary electronic acceptors in modifying D-D-Ï€-A sensitizers for
dye-sensitized solar cells. Journal of Molecular Modeling, 2018, 24, 339. 0.8 1

5279 Impact of Stokes Shift on the Performance of Near-Infrared Harvesting Transparent Luminescent Solar
Concentrators. Scientific Reports, 2018, 8, 16359. 1.6 40

5280 Harnessing sun for catalyst and sensitizer free regio- and stereo-selective [2+2] cycloaddition.
Tetrahedron, 2018, 74, 7326-7334. 1.0 4

5281 Environmentally Benign Metal-Free Reduction of GO Using Molecular Hydrogen: A Mechanistic
Insight. ACS Omega, 2018, 3, 15112-15118. 1.6 4

5282 Exploring the Solubility of the Carbamazepineâ€“Saccharin Cocrystal: A Charge Density Study. Crystal
Growth and Design, 2021, 21, 4259-4275. 1.4 8

5283
A theoretical investigation on the structures of
(NH<sub>3</sub>)Â·(H<sub>2</sub>SO<sub>4</sub>)Â·(H<sub>2</sub>O)<sub>0â€•14</sub> clusters.
International Journal of Quantum Chemistry, 2019, 119, e25850.

1.0 2

5284 <i>Ab initio</i> investigation of magnetic anisotropy in intermediate spin iron(<scp>iii</scp>)
complexes. Journal of Chemical Physics, 2018, 149, 234302. 1.2 10

5285 Computational study of electronic properties of carbazole derivatives compounds as sensitizer on
dye-sensitized solar cells (DSSC). AIP Conference Proceedings, 2018, , . 0.3 2



282

Citation Report

# Article IF Citations

5286 A theoretical study of fused thiophene modified anthracene-based organic dyes for dye-sensitized
solar cell applications. New Journal of Chemistry, 2018, 42, 20163-20170. 1.4 21

5287 Influence of charge transfer on the isomerisation of stilbene derivatives for application in cancer
therapy. Physical Chemistry Chemical Physics, 2018, 20, 27778-27790. 1.3 6

5288 Computational Prediction of Electronic and Photovoltaic Properties of Anthracene-Based Organic
Dyes for Dye-Sensitized Solar Cells. International Journal of Photoenergy, 2018, 2018, 1-17. 1.4 2

5289 Substituent Effects on the Electrochemistry and Electronic Coupling of Terphenyl-Bridged
Cyclometalated Rutheniumâ€“Amine Conjugated Complexes. ACS Omega, 2018, 3, 16744-16752. 1.6 4

5290
Electronic Spectra of Graphene in Far- and Deep-Ultraviolet Region: Attenuated Total Reflection
Spectroscopy and Quantum Chemical Calculation Study. Journal of Physical Chemistry C, 2018, 122,
28998-29008.

1.5 9

5291 Structural, Optical, and Magnetic Properties of Ultramarine Pigments: A DFT Insight. Journal of
Physical Chemistry C, 2018, 122, 29338-29349. 1.5 8

5292 DFT Protocol for EPR Prediction of Paramagnetic Cu(II) Complexes and Application to Protein Binding
Sites. Magnetochemistry, 2018, 4, 55. 1.0 30

5293 Effect of excess electron on structure, bonding, and spectral properties of sulfur/selenium based
dichalcogen systems. International Journal of Quantum Chemistry, 2018, 119, e25855. 1.0 0

5294 Practical approach for beryllium atomic clusters: TD-DFT potential energy surfaces from equilibrium
to dissociation for excited states of 2sÂ â†’Â 2p. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 2

5295 Cross-linked PMMA-based bifunctional amino derivatives. Journal of Thermal Analysis and
Calorimetry, 2018, 134, 1715-1728. 2.0 8

5296 On the many-electron self-interaction error of the semilocal exchange hole based meta-GGA level
range-separated hybrid with the B88 hybrids. Chemical Physics Letters, 2018, 713, 1-9. 1.2 17

5297 Auranthine, a Benzodiazepinone from <i>Penicillium aurantiogriseum</i>: Refined Structure, Absolute
Configuration, and Cytotoxicity. Journal of Natural Products, 2018, 81, 2177-2186. 1.5 15

5298 Propensity for Proton Relay and Electrostatic Impact of Protein Reorganization in Slr1694 BLUF
Photoreceptor. Journal of the American Chemical Society, 2018, 140, 15241-15251. 6.6 25

5299 Communication: Can excitation energies be obtained from orbital energies in a correlated orbital
theory?. Journal of Chemical Physics, 2018, 149, 131101. 1.2 33

5300 Mechanism of Excited State Double Proton Transfer in 2-Amino-3-Methoxypyridine and Acetic Acid
Complex. Chinese Physics Letters, 2018, 35, 098201. 1.3 4

5301 Structure and Photoelectrical Properties of Natural Photoactive Dyes for Solar Cells. Applied
Sciences (Switzerland), 2018, 8, 1697. 1.3 10

5302 Efficient lattice constants and energy bandgaps for condensed systems from a meta-GGA level
screened range-separated hybrid functional. Journal of Chemical Physics, 2018, 149, 094105. 1.2 14

5303 Nuclear anapole moment interaction in BaF from relativistic coupled-cluster theory. Physical Review
A, 2018, 98, . 1.0 16



283

Citation Report

# Article IF Citations

5304 The role of the charge-transfer states in the ultrafast excitonic dynamics of the DTDCTB dimers
embedded in a crystal environment. Chemical Physics, 2018, 515, 603-613. 0.9 3

5305 DFT studies of camptothecin aggregation in solutions. Computational and Theoretical Chemistry,
2018, 1143, 1-8. 1.1 6

5306 Benzodithiazoleâ€•Based Holeâ€•Transporting Material for Efficient Perovskite Solar Cells. Asian Journal
of Organic Chemistry, 2018, 7, 2497-2503. 1.3 8

5307 Computational Design of Thermally Activated Delayed Fluorescence Materials: The Challenges Ahead.
Journal of Physical Chemistry Letters, 2018, 9, 6149-6163. 2.1 121

5308 Theoretical study of triphenylamine-based organic dyes with mono-, di-, and tri-anchoring groups for
dye-sensitized solar cells. Organic Electronics, 2018, 63, 328-342. 1.4 48

5309 Tuning optical and electronic properties in novel carbazole photosensitizers for p-type dye-sensitized
solar cells. Electrochimica Acta, 2018, 292, 805-816. 2.6 67

5310
Theoretical Approach Towards Rational Design and Characterization of Benzo[1,2-b:5-Bâ€™]dithiophene
(BDT)-Based (A-D-A) Small Molecules of Relevance for High Performance Solar Cells. Journal of
Material Science & Engineering, 2018, 07, .

0.2 0

5311
Linear polarizabilities and second hyperpolarizabilities of streptocyanines: Results from
brokenâ€•Symmetry DFT and new CCSD(T) benchmarks. Journal of Computational Chemistry, 2018, 39,
2350-2359.

1.5 24

5312 QM/MM Investigations on the Bioluminescent Decomposition of Coelenterazine Dioxetanone in
Obelin. Chemical Research in Chinese Universities, 2018, 34, 758-766. 1.3 13

5313 Systematic Highâ€•Accuracy Prediction of Electron Affinities for Biological Quinones. Journal of
Computational Chemistry, 2018, 39, 2439-2451. 1.5 9

5314 Light-dependent isomeric effects of polycyclic aromatic hydrocarbons on the predication of DNA
cleavage factor efficiency. Structural Chemistry, 2018, 29, 1697-1707. 1.0 1

5315 Tuned Range-Separated Density Functional Theory and Dyson Orbital Formalism for Photoelectron
Spectra. Journal of Chemical Theory and Computation, 2018, 14, 5870-5880. 2.3 13

5316 Structure-Based Theory of Fluctuation-Induced Energy Transfer in a Molecular Dyad. Journal of
Physical Chemistry Letters, 2018, 9, 5940-5947. 2.1 15

5317 Directed Self-Assembly of Trimeric DNA-Bindingchiral Miniprotein Helicates. Frontiers in Chemistry,
2018, 6, 520. 1.8 11

5318 Photophysical, spectroscopic properties and electronic structure of BND: Experiment and theory.
Synthetic Metals, 2018, 246, 39-44. 2.1 5

5319 Boranes with Ultra-High Stokes Shift Fluorescence. Organometallics, 2018, 37, 3732-3741. 1.1 40

5320 Stability and Electronic Properties of Rocksalt (CdO)<sub><i>n</i></sub>, (SrO)<sub><i>n</i></sub>,
and (BaO)<sub><i>n</i></sub> Nanoparticles. Journal of Physical Chemistry C, 2018, 122, 25021-25034. 1.5 6

5321
Pushâ€“Pull <i>N</i>,<i>N</i>-Diphenylhydrazones Bearing Bithiophene or Thienothiophene Spacers as
Nonlinear Optical Second Harmonic Generators and as Photosensitizers for Nanocrystalline
TiO<sub>2</sub> Dye-Sensitized Solar Cells. ACS Omega, 2018, 3, 12893-12904.

1.6 25



284

Citation Report

# Article IF Citations

5322
Lessons from the Spin-Polarization/Spin-Contamination Dilemma of Transition-Metal Hyperfine
Couplings for the Construction of Exchange-Correlation Functionals. Journal of Chemical Theory
and Computation, 2018, 14, 5653-5672.

2.3 35

5323
Electronically Excited Solute Described by RISM Approach Coupled with Multireference Perturbation
Theory: Vertical Excitation Energies of Bioimaging Probes. Journal of Chemical Theory and
Computation, 2018, 14, 5673-5679.

2.3 13

5324 Rotations in Excited ICT States â€“ Fluorescence and its Microenvironmental Sensitivity. Israel Journal
of Chemistry, 2018, 58, 813-826. 1.0 54

5325
Explicit Method To Evaluate the External Reorganization Energy of Charge-Transfer Reactions in
Oligoacene Crystals Using the State-Specific Polarizable Force Field. Journal of Physical Chemistry A,
2018, 122, 8957-8964.

1.1 10

5326
Davydov-type excitonic effects on the absorption spectra of parallel-stacked and herringbone
aggregates of pentacene: Time-dependent density-functional theory and time-dependent
density-functional tight binding. Journal of Chemical Physics, 2018, 149, 134111.

1.2 17

5327 Computational Characterization of â€œDarkâ€• Intermediates in the Ultrafast Deactivation of
Photoexcited Bilirubin. Journal of Physical Chemistry A, 2018, 122, 9084-9092. 1.1 5

5328 Tuning the Nonlinear Optical Response of Graphitic Carbon Nitride by Doping Li Atoms. Journal of
Physical Chemistry C, 2018, 122, 26635-26641. 1.5 16

5329 Azaphilone Derivatives from the Fungus <i>Coniella fragariae</i> Inhibit NF-ÎºB Activation and Reduce
Tumor Cell Migration. Journal of Natural Products, 2018, 81, 2493-2500. 1.5 12

5330 The Energetic Viability of Î”1-Piperideine Dimerization in Lysine-derived Alkaloid Biosynthesis.
Metabolites, 2018, 8, 48. 1.3 11

5331 Efficient Hybrid Functional and Basis Set Functions for DFT Calculation of Refractive Indices and Abbe
Numbers of Organic Compounds. Chemistry Letters, 2018, 47, 1494-1497. 0.7 8

5332 Electronic Absorption Spectra of Neutral and Charged Silver Molecular Clusters. Optics and
Spectroscopy (English Translation of Optika I Spektroskopiya), 2018, 125, 305-310. 0.2 11

5333 Delocalization Errors in Density Functional Theory Are Essentially Quadratic in Fractional
Occupation Number. Journal of Physical Chemistry Letters, 2018, 9, 6280-6288. 2.1 71

5334 Photoionization of the iodine 3d, 4s, and 4p orbitals in methyl iodide. Journal of Chemical Physics,
2018, 149, 144302. 1.2 13

5335
Rational designing of 8â€•hydroxyquinolinâ€•imidazolinoneâ€•based fluorescent protein mutants with
dramatically red shifted emission: A computational study. Journal of Computational Chemistry, 2018,
39, 2307-2315.

1.5 2

5336 Vibrational and electronic circular dichroism of a chiral terthiophene sulfonamide. Journal of
Molecular Spectroscopy, 2018, 354, 37-44. 0.4 3

5337 The effect of electron-donating substituents on tuning the nonlinear optical properties of
pyrene-core arylamine derivatives: DFT calculations. Results in Physics, 2018, 11, 605-616. 2.0 14

5338 Theoretical insight into structural and electronic properties of cationic Scn+ (n=2-13): A benchmark
study. Solid State Sciences, 2018, 86, 60-68. 1.5 3

5339 The importance of specific solventâ€“solute interactions for studying UVâ€“vis spectra of
light-responsive molecular switches. Comptes Rendus Chimie, 2018, 21, 1001-1010. 0.2 12



285

Citation Report

# Article IF Citations

5340 Asperimides Aâ€“D, anti-inflammatory aromatic butenolides from a tropical endophytic fungus
Aspergillus terreus. FÃ¬toterapÃ¬Ã¢, 2018, 131, 50-54. 1.1 29

5341 Range-Separated Hybrid Functionals with Variational Fitted Exact Exchange. Journal of Chemical
Theory and Computation, 2018, 14, 5608-5616. 2.3 17

5342 Desorption induced by low energy charge carriers on Si(111)â€•7 Ã— 7: First principles molecular dynamics
for benzene derivates. Journal of Computational Chemistry, 2018, 39, 2517-2525. 1.5 5

5343 Quantum Chemical Study of Axial Ligand Effect on the Electronic Properties of Type I Copper Protein.
Chemistry Letters, 2018, 47, 1172-1175. 0.7 1

5344
Bond Rotations and Heteroatom Effects in Donorâ€“Acceptorâ€“Donor Molecules: Implications for
Thermally Activated Delayed Fluorescence and Room Temperature Phosphorescence. Journal of
Organic Chemistry, 2018, 83, 14431-14442.

1.7 61

5345 Benchmarking Density Functional Methods for Calculation of State Energies of First Row
Spin-Crossover Molecules. Inorganic Chemistry, 2018, 57, 14097-14105. 1.9 124

5346 Ab Initio Studies of Exciton Interactions of Cy5 Dyes. Journal of Physical Chemistry A, 2018, 122,
8989-8997. 1.1 19

5347 Broad-Range Spectral Analysis for Chiral Metal Coordination Compounds: (Chiro)optical
Superspectrum of Cobalt(II) Complexes. Inorganic Chemistry, 2018, 57, 13397-13408. 1.9 30

5348 Glaulactams Aâ€“C, daphniphyllum alkaloids from Daphniphyllum glaucescens. Scientific Reports, 2018,
8, 15417. 1.6 6

5349 Charge transfer dynamics at the boron subphthalocyanine chloride/C<sub>60</sub> interface:
non-adiabatic dynamics study with Libra-X. Physical Chemistry Chemical Physics, 2018, 20, 25275-25294. 1.3 20

5350 Photoactuated Properties of Acetylene-Congeners Non-Metallic Dyes and Molecular Design for Solar
Cells. Materials, 2018, 11, 2027. 1.3 0

5351
Chaetolines A and B, Pyrano[3,2-<i>f</i>]isoquinoline Alkaloids from Cultivation of
<i>Chaetomium</i> sp. in the Presence of Autoclaved <i>Pseudomonas aeruginosa</i>. Journal of
Natural Products, 2018, 81, 2392-2398.

1.5 18

5352 Rational Design of High-Efficiency Organic Dyes in Dye-Sensitized Solar Cells by Multiscale
Simulations. Journal of Physical Chemistry C, 2018, 122, 25219-25228. 1.5 32

5353 Reflex Carbocation Release from Covalent Molecules by Endogenous Free Radicals. ACS Omega, 2018, 3,
13290-13297. 1.6 3

5354 Photoinduced O<sub>2</sub>-Dependent Stepwise Oxidative Deglycination of a Nonheme Iron(III)
Complex. Journal of the American Chemical Society, 2018, 140, 14150-14160. 6.6 11

5355
Structures, Spectroscopic Properties, and Dioxygen Reactivity of 5-Â and 6-Coordinate Nonheme Iron(II)
Complexes: A Combined Enzyme/Model Study of Thiol Dioxygenases. Journal of the American Chemical
Society, 2018, 140, 14807-14822.

6.6 31

5356 5,14-Diaryldiindeno[2,1-<i>f</i>:1â€²,2â€²<i>-j</i>]picene: A New Stable [7]Helicene with a Partial Biradical
Character. Journal of the American Chemical Society, 2018, 140, 14357-14366. 6.6 81

5357 Solutionâ€•Processable, Solid State Donorâ€“Acceptor Materials for Singlet Fission. Advanced Energy
Materials, 2018, 8, 1801720. 10.2 21



286

Citation Report

# Article IF Citations

5358 Communication: A hybrid Betheâ€“Salpeter/time-dependent density-functional-theory approach for
excitation energies. Journal of Chemical Physics, 2018, 149, 101101. 1.2 27

5359
Elucidation of the electronic structure of water-soluble quaternized
meso-tetrakis(3-pyridyl)bacteriochlorin derivatives by experimental and theoretical methods. Journal
of Porphyrins and Phthalocyanines, 2018, 22, 965-971.

0.4 3

5360 Optical properties of quadrupolar and bi-quadrupolar dyes: intra and inter chromophoric
interactions. Physical Chemistry Chemical Physics, 2018, 20, 24623-24632. 1.3 12

5361 Exciton localization in excited-state dynamics of a tetracene trimer: a surface hopping LC-TDDFTB
study. Physical Chemistry Chemical Physics, 2018, 20, 25995-26007. 1.3 23

5362 Highly Efficient Energy Transfer Cassettes by Assembly of Boronic Acid Derived Salicylidenehydrazone
Complexes. ChemPhotoChem, 2018, 2, 1038-1045. 1.5 5

5363 Substituting Coumarins for Quinolinones: Altering the Cycloreversion Potential Energy Landscape.
Journal of Physical Chemistry A, 2018, 122, 7587-7597. 1.1 8

5364 The reason why a kind of diketopyrrolopyrroleâ€•analogue can act as acceptors: Theoretical study and
characterization. International Journal of Quantum Chemistry, 2018, 118, e25782. 1.0 0

5365
Designing dibenzosilole and methyl carbazole based donor materials with favourable photovoltaic
parameters for bulk heterojunction organic solar cells. Computational and Theoretical Chemistry,
2018, 1142, 45-56.

1.1 6

5366 Controlling Isomerization Selectivity in Chiral, Photochromic N,C-Chelate Organoboron Systems
with Extended Ï€-Conjugation. Journal of Organic Chemistry, 2018, 83, 11970-11977. 1.7 12

5367 Structural insights and influence of V599 mutations on the overall dynamics of <i>BRAF</i> protein
against its kinase domains. Integrative Biology (United Kingdom), 2018, 10, 646-657. 0.6 10

5368
Accurate Description of Low-Lying Excited States in a Series of Photoreactive Clusters
[Os<sub>3</sub>(CO)<sub>10</sub>(Î±-diimine)] by DFT Calculations. Inorganic Chemistry, 2018, 57,
11704-11716.

1.9 3

5369 Nanosecond-Scale Isomerization of the 4â€²-Carboxonium Cation Oxidatively Produced in Pyrimidine
Units of DNA. Journal of Organic Chemistry, 2018, 83, 11604-11613. 1.7 0

5370 Electron transfer characteristics of 2â€²-deoxy-2â€²-fluoro-arabinonucleic acid, a nucleic acid with
enhanced chemical stability. Physical Chemistry Chemical Physics, 2018, 20, 26063-26067. 1.3 8

5371
TD DFT insights into unusual properties of excited sandwich complexes: structural transformations
and vibronic interactions in Rydberg-state bis(Î·6-benzene)chromium. Physical Chemistry Chemical
Physics, 2018, 20, 23988-23997.

1.3 3

5372 Resonance Raman and UVâ€“vis characterization of charge transfer complexes of TCNQ and aromatic
amines. Vibrational Spectroscopy, 2018, 99, 67-72. 1.2 1

5373 Catalytic Mechanism of the Serine Hydroxymethyltransferase: A Computational ONIOM QM/MM Study.
ACS Catalysis, 2018, 8, 10096-10110. 5.5 34

5374 Dynamics of the excited-state hydrogen transfer in a (dG)Â·(dC) homopolymer: intrinsic photostability
of DNA. Chemical Science, 2018, 9, 7902-7911. 3.7 29

5375
Multielectron Redox Chemistry of Transition Metal Complexes Supported by a Nonâ€•Innocent N 3 P 2
Ligand: Synthesis, Characterization, and Catalytic Properties. European Journal of Inorganic
Chemistry, 2018, 2018, 4133-4141.

1.0 1



287

Citation Report

# Article IF Citations

5376
Fluorescence, Phosphorescence, or Delayed Fluorescence?â€”A Theoretical Exploration on the Reason
Why a Series of Similar Organic Molecules Exhibit Different Luminescence Types. Journal of Physical
Chemistry C, 2018, 122, 23091-23101.

1.5 27

5377 Absolute timing of the photoelectric effect. Nature, 2018, 561, 374-377. 13.7 77

5378
Heteroleptic Î²-diketonate Ln(<scp>iii</scp>) complexes decorated with pyridyl substituted pyridazine
ligands: synthesis, structure and luminescence properties. Inorganic Chemistry Frontiers, 2018, 5,
3015-3027.

3.0 25

5379
Target-based drug discovery through inversion of quantitative structure-drug-property relationships
and molecular simulation: CA IX-sulphonamide complexes. Journal of Enzyme Inhibition and Medicinal
Chemistry, 2018, 33, 1430-1443.

2.5 14

5380 TDDFT and Quantum-Classical Dynamics: A Universal Tool Describing the Dynamics of Matter. , 2018, ,
1-47. 7

5381 Combining (Non)linear Optical and Fluorescence Analysis of DiD To Enhance Lipid Phase Recognition.
Journal of Chemical Theory and Computation, 2018, 14, 5350-5359. 2.3 11

5382 Role of Photoisomerization on the Photodetachment of the Photoactive Yellow Protein
Chromophore. Journal of Physical Chemistry A, 2018, 122, 8222-8228. 1.1 13

5383 Proton-Coupled Oxidation of a Diarylamine: Amido and Aminyl Radical Complexes of Ruthenium(II).
Inorganic Chemistry, 2018, 57, 11948-11960. 1.9 13

5384
Elucidating Aggregation Pathways in the Donorâ€“Acceptor Type Molecules
p-DTS(FBTTh<sub>2</sub>)<sub>2</sub> and p-SIDT(FBTTh<sub>2</sub>)<sub>2</sub>. Journal of
Physical Chemistry B, 2018, 122, 9191-9201.

1.2 8

5385 Conformational equilibrium study of calix[4]tetrolarenes using Density Functional Theory (DFT) and
Molecular Dynamics simulations. Supramolecular Chemistry, 2018, 30, 982-993. 1.5 11

5386 Electronic Energies Are Not Enough: An Ion Mobility-Aided, Quantum Chemical Benchmark Analysis of
H<sup>+</sup>GPGG Conformers. Journal of Chemical Theory and Computation, 2018, 14, 5406-5418. 2.3 7

5387
Conformation-dependent phosphorescence emission of individual mononuclear
ruthenium-(<scp>ii</scp>)â€“bis-terpyridine complexes. Physical Chemistry Chemical Physics, 2018, 20,
24921-24926.

1.3 3

5388 Antifungal activity, DNA and lysozyme binding affinity of Pd(II) and Pt(II) complexes bearing
N,N-pyridylbenzimidazole ligand. Journal of Coordination Chemistry, 2018, 71, 3381-3391. 0.8 6

5389 Dinitrogen Fixation by Vanadium Complexes with a Triamidoamine Ligand. Inorganic Chemistry, 2018, 57,
11884-11894. 1.9 25

5390 Relevance of Protons in Heterolytic Activation of H<sub>2</sub>O<sub>2</sub> over Nb(V): Insights
from Model Studies on Nb-Substituted Polyoxometalates. ACS Catalysis, 2018, 8, 9722-9737. 5.5 52

5391
Chemical Reactivity Properties, pKa Values, AGEs Inhibitor Abilities and Bioactivity Scores of the
Mirabamides Aâ€“H Peptides of Marine Origin Studied by Means of Conceptual DFT. Marine Drugs, 2018,
16, 302.

2.2 49

5392 Glutathione sensing mechanism of a fluorescent probe: Excited state intramolecular proton transfer
and photoinduced electron transfer. Journal of Luminescence, 2018, 204, 642-648. 1.5 14

5393 Aromaticity as a Guiding Concept for Spectroscopic Features and Nonlinear Optical Properties of
Porphyrinoids. Molecules, 2018, 23, 1333. 1.7 38



288

Citation Report

# Article IF Citations

5394 Why the lowest electronic excitations of rhodamines are overestimated by timeâ€•dependent density
functional theory. International Journal of Quantum Chemistry, 2018, 118, e25780. 1.0 31

5395

Spectroscopic profiling (FT-IR, FT-Raman, NMR and UV-Vis), autoxidation mechanism (H-BDE) and
molecular docking investigation of 3-(4-chlorophenyl)-N,N-dimethyl-3-pyridin-2-ylpropan-1-amine by
DFT/TD-DFT and molecular dynamics: A potential SSRI drug. Computational Biology and Chemistry, 2018,
77, 131-145.

1.1 29

5396 On the structural and spectroscopic properties of the thienyl chalcone derivative:
3-(5-Bromo-2-thienyl)-1-(4-nitrophenyl)-prop-2-en-1-one. Vibrational Spectroscopy, 2018, 99, 73-79. 1.2 3

5397 Narrow-band single-photon emission through selective aryl functionalization of zigzag carbon
nanotubes. Nature Chemistry, 2018, 10, 1089-1095. 6.6 78

5398 Electron-Rich Dipyrrolonaphthyridinediones: Synthesis and Optical Properties. Journal of Organic
Chemistry, 2018, 83, 11645-11653. 1.7 10

5399 Molecular Controlling the Transport Properties for Benzothiadiazole-Based Hole Transport
Materials. Applied Sciences (Switzerland), 2018, 8, 1461. 1.3 2

5400
Harnessing carbazole based small molecules for the synthesis of the fluorescent gold nanoparticles:
A unified experimental and theoretical approach to understand the mechanism of synthesis. Colloids
and Surfaces B: Biointerfaces, 2018, 172, 440-450.

2.5 5

5401 Flabellipparicine, a Flabelliformide-Apparicine-Type Bisindole Alkaloid from <i>Tabernaemontana
divaricata</i>. Journal of Natural Products, 2018, 81, 1976-1983. 1.5 32

5402 Density Functional Theory Investigation on Boron Subphthalocyanineâ€“Ferrocene Dyads. Journal of
Physical Chemistry A, 2018, 122, 7620-7627. 1.1 3

5403 Theoretical Prediction and Analysis of the UV/Visible Absorption and Emission Spectra of Chiral
Carbon Nanorings. Journal of Physical Chemistry A, 2018, 122, 7284-7292. 1.1 8

5404 Development of Novel Solid-State Light-Emitting Materials Based on Pentafluorinated Tolane
Fluorophores. ACS Omega, 2018, 3, 9105-9113. 1.6 20

5405 Density functional theory investigation on iridium(<scp>iii</scp>) complexes for efficient blue
electrophosphorescence. RSC Advances, 2018, 8, 19437-19448. 1.7 11

5406 Theoretical insights into the structural and fluorescence properties of DNA containing fluorescent
nucleobases. Physical Chemistry Chemical Physics, 2018, 20, 16641-16649. 1.3 1

5407 Thioindigo, and sulfonated thioindigo derivatives as solvent polarity dependent fluorescent on-off
systems. Dyes and Pigments, 2018, 158, 259-266. 2.0 16

5408 Structure-property relationships of coronene in external electric field. Organic Electronics, 2018, 59,
196-201. 1.4 4

5409
Identification of tautomeric intermediates of a novel thiazolylazonaphthol dye â€“ A density functional
theory study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 203,
324-332.

2.0 4

5410 Relativistic time-dependent density functional theories. Chemical Society Reviews, 2018, 47, 4481-4509. 18.7 54

5411
Stereochemical Stability and Absolute Configuration of Atropisomeric Alkylthioporphyrazines by
Dynamic NMR and HPLC Studies and Computational Analysis of HPLCâ€•ECD Recorded Spectra. European
Journal of Organic Chemistry, 2018, 2018, 4029-4037.

1.2 17



289

Citation Report

# Article IF Citations

5412
Accurate Treatment of Charge-Transfer Excitations and Thermally Activated Delayed Fluorescence
Using the Particleâ€“Particle Random Phase Approximation. Journal of Chemical Theory and
Computation, 2018, 14, 3196-3204.

2.3 12

5413 Near-Infrared Fluorescence from In-Plane-Aromatic Cycloparaphenylene Dications. Journal of Physical
Chemistry A, 2018, 122, 5162-5167. 1.1 20

5414 Exploring the Limitation of Molecular Water Oxidation Catalysts. Journal of Physical Chemistry C,
2018, 122, 12404-12412. 1.5 37

5415 Probabilistic performance estimators for computational chemistry methods: The empirical cumulative
distribution function of absolute errors. Journal of Chemical Physics, 2018, 148, 241707. 1.2 32

5416 A new fundamental type of conformational isomerism. Nature Chemistry, 2018, 10, 615-624. 6.6 33

5417 Polyoxometalate LUMO engineering: a strategy for visible-light-responsive aerobic oxygenation
photocatalysts. Chemical Communications, 2018, 54, 7127-7130. 2.2 56

5418 Exploring conformational preferences of alanine tetrapeptide by CCSD(T), MP2, and
dispersion-corrected DFT methods. Chemical Physics Letters, 2018, 702, 69-75. 1.2 12

5419
Pyrroloquinoline scaffold-based 5-HT6R ligands: Synthesis, quantum chemical and molecular dynamic
studies, and influence of nitrogen atom position in the scaffold on affinity. Bioorganic and Medicinal
Chemistry, 2018, 26, 3588-3595.

1.4 15

5420 Tailoring the benzotriazole (BTZ) auxiliary acceptor in a D-Aâ€²-Ï€-A type sensitizer for high performance
dye-sensitized solar cells (DSSCs). Dyes and Pigments, 2018, 158, 195-203. 2.0 15

5421 Theoretical insight in highly luminescent properties of Eu(III) complex with phenanthroline. Journal
of Luminescence, 2018, 202, 192-205. 1.5 28

5422 Improving the NLO response of bis-cyclometalated iridium(â…¢) complexes by modifying ligands: A DFT
study. Journal of Organometallic Chemistry, 2018, 869, 18-25. 0.8 23

5423 Experimental and computational studies of L -tartaric acid single crystal grown at optimized pH.
Journal of Molecular Structure, 2018, 1170, 151-159. 1.8 44

5424 Solvation-Mediated Tuning of the Range-Separated Hybrid Functional: Self-Sufficiency through
Screened Exchange. Journal of Chemical Theory and Computation, 2018, 14, 2823-2828. 2.3 25

5425 A photoelectron imaging and quantum chemistry study of the deprotonated indole anion. Physical
Chemistry Chemical Physics, 2018, 20, 15543-15549. 1.3 8

5426 Zwitterions of the excited 4-([2,2â€²-bipyridine]-4-yl) phenol photoacid molecules: Formation and
fluorescence. Journal of Molecular Liquids, 2018, 264, 48-53. 2.3 24

5427
An insight into the relationship between morphology and open circuit voltage/electronic absorption
spectrum at donor-acceptor interface in boron subphthalocyanine chloride/C70 solar cell: A
DFT/TDDFT exploration. Organic Electronics, 2018, 59, 279-287.

1.4 22

5428 Accurate prediction of vertical electronic transitions of Ni(II) coordination compounds via time
dependent density functional theory. International Journal of Quantum Chemistry, 2018, 118, e25655. 1.0 16

5429 Unique Tubeâ€“Ring Interactions: Complexation of Singleâ€•Walled Carbon Nanotubes with
Cycloparaphenyleneacetylenes. Small, 2018, 14, e1800720. 5.2 34



290

Citation Report

# Article IF Citations

5430 On the nature of charge-transfer excitations for molecules in aqueous solution: a polarizable
QM/MM study. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 14

5431 Design of novel phenanthrocarbazole dyes for efficient applications in dye-sensitized solar cells.
Computational Materials Science, 2018, 151, 34-40. 1.4 15

5432 Chemical Bond Energies of 3d Transition Metals Studied by Density Functional Theory. Journal of
Chemical Theory and Computation, 2018, 14, 3479-3492. 2.3 64

5433 Optoelectronic Properties of Diamondoid-DNA Complexes. ACS Applied Bio Materials, 2018, 1, 59-69. 2.3 11

5434 An <i>ab initio</i> and DFT study of trifluoromethylation using Umemoto's reagent. Organic and
Biomolecular Chemistry, 2018, 16, 4517-4526. 1.5 3

5435 The investigation of sky-blue emitting anthracene-carbazole derivatives: Synthesis, photophysics and
OLED applications. Organic Electronics, 2018, 59, 319-329. 1.4 7

5436 Benchmarking the Performance of Exchange-Correlation Functionals for Predicting Two-Photon
Absorption Strengths. Journal of Chemical Theory and Computation, 2018, 14, 3677-3685. 2.3 56

5437 Infrared Spectroscopy as a Probe of Electronic Energy Transfer. Journal of Physical Chemistry Letters,
2018, 9, 3217-3223. 2.1 10

5438 The influence of aggregation on the third-order nonlinear optical property of Ï€-conjugated
chromophores: the case of cyanine dyes. Physical Chemistry Chemical Physics, 2018, 20, 16777-16785. 1.3 8

5439
Electronic structure and nonlinear optical properties of organic photovoltaic systems with
potential applications on solar cell devices: a DFT approach. Theoretical Chemistry Accounts, 2018, 137,
1.

0.5 17

5440 Tuning the molecular/electronic structure of new substituted pyrazoles: Synthesis, biological trials,
theoretical approaches and Hammett correlations. Journal of Molecular Structure, 2018, 1171, 349-361. 1.8 11

5441 Influence of Substituents on the Electronic Structure of Mono- and Bis(phosphido) Thorium(IV)
Complexes. Inorganic Chemistry, 2018, 57, 7270-7278. 1.9 13

5442
High Efficiency Fluorescent Electroluminescence with Extremely Low Efficiency Rollâ€•Off Generated by
a Donorâ€“Bianthraceneâ€“Acceptor Structure: Utilizing Perpendicular Twisted Intramolecular Charge
Transfer Excited State. Advanced Optical Materials, 2018, 6, 1800060.

3.6 17

5443 Blue M2: an intermediate melanoidin studied via conceptual DFT. Journal of Molecular Modeling, 2018,
24, 138. 0.8 26

5444 A New Candidate Laser Dye Based 1,4-Bis[Î²-(2-Naphthothiazolyle)Vinyl]Benzene. Spectroscopic Behavior,
Laser Parameters and Excitation Energy Transfer. Journal of Fluorescence, 2018, 28, 743-758. 1.3 5

5445
Synthesis of 2-Acylindoles via Ag- and Cu-Catalyzed anti-Michael Hydroamination of
Î²-(2-Aminophenyl)-Î±,Î²-ynones: Experimental Results and DFT Calculations. Journal of Organic Chemistry,
2018, 83, 6354-6362.

1.7 36

5446
Theoretical Investigation of the Electronâ€•Transfer Dynamics and Photodegradation Pathways in a
Hydrogenâ€•Evolving Rutheniumâ€“Palladium Photocatalyst. Chemistry - A European Journal, 2018, 24,
11166-11176.

1.7 12

5447 Benchmarking DFT methods on linear and nonlinear electric properties of spatially confined
molecules. International Journal of Quantum Chemistry, 2018, 118, e25666. 1.0 14



291

Citation Report

# Article IF Citations

5448 Analysis of the aromaticity in extended systems formed from isoelectronic Al42âˆ’ and C42+ aromatic
clusters. Structural Chemistry, 2018, 29, 1383-1395. 1.0 3

5449 Recent Advances and Perspectives on Nonadiabatic Mixed Quantumâ€“Classical Dynamics. Chemical
Reviews, 2018, 118, 7026-7068. 23.0 421

5450 Quantitative Prediction of Optical Absorption in Molecular Solids from an Optimally Tuned Screened
Range-Separated Hybrid Functional. Journal of Chemical Theory and Computation, 2018, 14, 2919-2929. 2.3 51

5451 Intramolecular Charge Transfer and Local Excitation in Organic Fluorescent Photoredox Catalysts
Explained by RASCI-PDFT. Journal of Physical Chemistry C, 2018, 122, 12061-12070. 1.5 16

5452 Detection of simple inorganic and organic molecules over Cu-decorated circumcoronene: a combined
DFT and QTAIM study. Physical Chemistry Chemical Physics, 2018, 20, 16021-16032. 1.3 10

5453
Nanosecond laser flash photolysis of a 6-nitroindolinospiropyran in solution and in nanocrystalline
suspension under single excitation conditions. Photochemical and Photobiological Sciences, 2018, 17,
741-749.

1.6 10

5454
Solvent, structural, quantum chemical study and antioxidative activity of symmetrical
1-methyl-2,6-bis[2-(substituted phenyl)ethenyl]pyridinium iodides. Journal of the Iranian Chemical
Society, 2018, 15, 2483-2501.

1.2 2

5455 Blue light excited retinal intercepts cellular signaling. Scientific Reports, 2018, 8, 10207. 1.6 46

5456 Prediction of electronic couplings for molecular charge transfer using optimally tuned
range-separated hybrid functionals. Molecular Physics, 2018, 116, 2497-2505. 0.8 15

5457
Reproduction of the UV-vis spectra of boron subphthalocyanine chloride in different solvents using
time-dependent generalized Kohnâ€“Sham density functionals with first solvation shell. Journal of
Porphyrins and Phthalocyanines, 2018, 22, 670-678.

0.4 8

5458 Simple computational screening of potential singlet fission molecules. Theoretical Chemistry
Accounts, 2018, 137, 1. 0.5 5

5459 VUV Absorption Spectra of Gas-Phase Quinoline in the 3.5â€“10.7 eV Photon Energy Range. Journal of
Physical Chemistry A, 2018, 122, 5832-5847. 1.1 8

5460 Photophysical Properties of Novel Two-Photon Absorbing Dyes: Assessing Their Possible Use for
Singlet Oxygen Generation. Journal of Physical Chemistry C, 2018, 122, 16315-16324. 1.5 14

5461 Constructive effects of the interfacial properties: A strategy to design hole transport materials for
high performance perovskite solar cells. Organic Electronics, 2018, 62, 591-597. 1.4 22

5462 High-Throughput Screening Approach for the Optoelectronic Properties of Conjugated Polymers.
Journal of Chemical Information and Modeling, 2018, 58, 2450-2459. 2.5 57

5463 Theoretical and Experimental Studies About the Inhibitive Action of Ruellia tuberosa L on Mild Steel in
HCl Medium. Journal of Bio- and Tribo-Corrosion, 2018, 4, 1. 1.2 7

5464 Synthesis and characterisation of fluorescent aminophosphines and their coordination to gold(i).
Dalton Transactions, 2018, 47, 9324-9333. 1.6 2

5465 Absolute configuration assignment to anticancer Amaryllidaceae alkaloid jonquailine. FÃ¬toterapÃ¬Ã¢,
2018, 129, 78-84. 1.1 25



292

Citation Report

# Article IF Citations

5466
Calculations of Electronic Excitation Energies and Excess Electric Dipole Moments of Solvated
<i>p</i>-Nitroaniline with the EOM-CCSD-PCM Method. Journal of Physical Chemistry A, 2018, 122,
6062-6070.

1.1 7

5467
Photophysical insights on the influence of excited states reorganization processes on the visible and
near infra-red luminescence of two-photon quadrupolar chromophores. Dyes and Pigments, 2018, 159,
352-366.

2.0 6

5468 H2 storage by confinement inside germanium nanotubes. Superlattices and Microstructures, 2018, 122,
596-607. 1.4 1

5469 Synthesis, structure, and photophysical and electrochemical properties of Ru(ii) complexes of
aryleneâ€“vinylene terpyridyl conjugates. Dalton Transactions, 2018, 47, 9877-9888. 1.6 3

5470 Key heptagon-containing metallofullerene intermediates in the LaSc2N@D(6)-C80 formation pathway: A
theoretical study. Computational and Theoretical Chemistry, 2018, 1138, 158-162. 1.1 1

5471
Synthesis, structural characterization and DFT analysis of an unusual tryptophan copper(II) complex
bound via carboxylate monodentate coordination: Tetraaquabis(l-tryptophan) copper(II) picrate.
Inorganica Chimica Acta, 2018, 482, 324-332.

1.2 6

5472 Experimental and computational VUV photoabsorption study of dimethyl carbonate: A green solvent.
Journal of Quantitative Spectroscopy and Radiative Transfer, 2018, 217, 116-125. 1.1 11

5473 Impact of the Ketoâ€“Enol Tautomeric Equilibrium on the BODIPY Chromophore. Journal of Physical
Chemistry A, 2018, 122, 5955-5961. 1.1 10

5474 Design of novel graphdiyne-based materials with large second-order nonlinear optical properties.
Journal of Materials Chemistry C, 2018, 6, 7576-7583. 2.7 67

5475 DFT/TDDFT insight into the impact of ring size of the NHC chelating unit of high effective
phosphorescent Platinum (II) complexes. Applied Organometallic Chemistry, 2018, 32, e4467. 1.7 10

5476 Syntheses, Spectroscopic Properties, and Computational Study of (<i>E</i>,<i>Z</i>)-Ethenyl and
Ethynyl-Linked BODIPYs. Journal of Physical Chemistry A, 2018, 122, 6256-6265. 1.1 7

5477 Physical Insight on Mechanism of Photoinduced Charge Transfer in Multipolar Photoactive
Molecules. Scientific Reports, 2018, 8, 10089. 1.6 14

5478 Transmission of the spin-spin coupling constants through hydrogen bonds in ammonia clusters.
European Physical Journal B, 2018, 91, 1. 0.6 6

5479 Study on bridging moiety effect on asymmetric double Dâ€“Î â€“A dyes. Organic Electronics, 2018, 62,
598-609. 1.4 13

5480 New insights into the sensing mechanism of a phosphonate pyrene chemosensor for TNT. Physical
Chemistry Chemical Physics, 2018, 20, 19539-19545. 1.3 20

5481 Continuous detection of HCl and NH<sub>3</sub> gases with a high-performance fluorescent polymer
sensor. New Journal of Chemistry, 2018, 42, 13367-13374. 1.4 39

5482 BODIPY for photodynamic therapy applications: computational study of the effect of bromine
substitution on 1O2 photosensitization. Journal of Molecular Modeling, 2018, 24, 183. 0.8 14

5483 Multiparametric Sensing of Membrane Bilayer Properties with a Highly Environment-Susceptible
Fluorophore. Journal of Physical Chemistry B, 2018, 122, 7308-7318. 1.2 10



293

Citation Report

# Article IF Citations

5484 Computational studies of metal carbonyl complexes of 3[4-ethyl(phenly)imino][indoline-2-one] and
3[4-butyl(phenly)imino][indoline-2-one]. Journal of Molecular Modeling, 2018, 24, 170. 0.8 2

5485 Fluorescent detection of Zn2+ and Cu2+ by a phenanthrene-based multifunctional chemosensor that
acts as a basic pH indicator. Inorganica Chimica Acta, 2018, 482, 375-383. 1.2 14

5486 Gas-Phase Photoluminescence and Photodissociation of Silver-Capped Hexagold Clusters. Journal of
Physical Chemistry A, 2018, 122, 5799-5810. 1.1 8

5487 From O<sub>2</sub><sup>â€“</sup>-Initiated SO<sub>2</sub> Oxidation to Sulfate Formation in the
Gas Phase. Journal of Physical Chemistry A, 2018, 122, 5781-5788. 1.1 12

5488 Study of metal-lipopeptide complexes and their self-assembly behavior, micelle formation, interaction
with bovine serum albumin and biological properties. Journal of Molecular Liquids, 2018, 268, 743-753. 2.3 17

5489 Detection and followâ€•up reactions of distonic <i>Î²</i>,<i>Î²</i>â€•dimesityl enol radical cations containing
nitrogen heterocyclic bases. Journal of Physical Organic Chemistry, 2018, 31, e3865. 0.9 1

5490 Comparison of the Transition Dipole Moments Calculated by TDDFT with High Level Wave Function
Theory. Journal of Chemical Theory and Computation, 2018, 14, 5303-5309. 2.3 18

5491 Medium-sized ${m Si}_{n}^{-}$ (<i>n</i>â€‰â€‰=â€‰â€‰14â€“20) clusters: a combined study of photoelectron
spectroscopy and DFT calculations. Journal of Physics Condensed Matter, 2018, 30, 354002. 0.7 13

5492 Characterizations of Efficient Charge Transfer and Photoelectric Performance in the Cosensitization
of Solar Cells. Applied Sciences (Switzerland), 2018, 8, 1122. 1.3 4

5493 A theoretical study of the thermal stability of the FS(O2)OSO2 radical and the recombination kinetics
with the FSO3 radical. Computational and Theoretical Chemistry, 2018, 1123, 87-95. 1.1 1

5494 Assessment of solvent effects on the inclusion behavior of pyrazinamide drug into cyclic peptide
based nanotubes as novel drug delivery vehicles. Journal of Molecular Liquids, 2018, 268, 326-334. 2.3 28

5495 NLO properties of a triphenlyguanidine salt: The importance of pseudo-symmetry. Optical Materials,
2018, 84, 606-613. 1.7 14

5496 Density Functional Modeling of Ligand Effects on Electronic Structure and Câ€“H Bond Activation
Activity of Copper(III) Hydroxide Compounds. Inorganic Chemistry, 2018, 57, 9807-9813. 1.9 8

5497
Effectiveness and Limitations of Computational Chemistry and Mass Spectrometry in the Rational
Design of Targetâ€•specific Shift Reagents for Ion Mobility Spectrometry. ChemPhysChem, 2018, 19,
2921-2930.

1.0 9

5498 A photophysical and spectroelectrochemical study on N-phenyl-carbazoles and their oxidized species.
Journal of Photochemistry and Photobiology A: Chemistry, 2018, 365, 199-207. 2.0 9

5499 Phenothiazineâ€•Based Oligo(<i>p</i>â€•phenylenevinylene)s: Substituents Affected Selfâ€•Assembly, Optical
Properties, and Morphologyâ€•Induced Transport. Chemistry - A European Journal, 2018, 24, 13213-13222. 1.7 2

5500 Putting the Disulfide Bridge at Risk: How UVâ€•C Radiation Leads to Ultrafast Rupture of the Sâ€•S Bond.
ChemPhysChem, 2018, 19, 2829-2834. 1.0 3

5501 Topology Controls the Electronic Absorption and Delocalization of Electron Holes in Guanine
Quadruplexes. Chemistry - A European Journal, 2018, 24, 15185-15189. 1.7 17



294

Citation Report

# Article IF Citations

5502 Indole-based fluorescence sensors for both cations and anions. Inorganica Chimica Acta, 2018, 482,
478-490. 1.2 8

5503 A novel colorimetric and fluorescence turn-on pH sensor with a notably large Stokes shift for its
application. New Journal of Chemistry, 2018, 42, 14510-14516. 1.4 15

5504 Modulating Photoâ€• and Electroluminescence in a Stimuliâ€•Responsive Ï€â€•Conjugated Donorâ€“Acceptor
Molecular System. Angewandte Chemie, 2018, 130, 12158-12162. 1.6 22

5505 Modulating Photoâ€• and Electroluminescence in a Stimuliâ€•Responsive Ï€â€•Conjugated Donorâ€“Acceptor
Molecular System. Angewandte Chemie - International Edition, 2018, 57, 11982-11986. 7.2 60

5506 Low-Molecular Pushâ€“Pull Pyrazoline Derivatives: Solvatochromic Effect and Theoretical Insights
into Dye-based Molecular Engineering. Journal of Physical Chemistry A, 2018, 122, 7808-7818. 1.1 9

5507 Electrochemical studies of a new, low-band gap inherently chiral ethylenedioxythiophene-based
oligothiophene. Electrochimica Acta, 2018, 284, 513-525. 2.6 12

5508
Effective Impact of Dielectric Constant on Thermally Activated Delayed Fluorescence and Nonlinear
Optical Properties: Through-Bond/-Space Charge Transfer Architectures. Journal of Physical
Chemistry C, 2018, 122, 18850-18859.

1.5 27

5509 Benzoylguanidines as Anionâ€•Responsive Systems. ChemPlusChem, 2018, 83, 845-854. 1.3 4

5510 Complexation reactions, electronic properties, and reactivity descriptors of cysteamine-based ligands
in aqueous solution: a PCM/DFT study. Structural Chemistry, 2018, 29, 1723-1737. 1.0 1

5511 Nonlinear optical activity of pushâ€“pull indolizine-based chromophores with various acceptor
moieties. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 364, 764-772. 2.0 13

5512 Structure Based Modulation of Electron Dynamics in <i>meso</i>-(4-Pyridyl)-BODIPYs: A
Computational and Synthetic Approach. Journal of Physical Chemistry A, 2018, 122, 6372-6380. 1.1 13

5513

Systematic Ligand Effects in the Reactions of Fe<sup>+</sup>(<sup>6</sup>D) and
FeX<sup>+</sup>(<sup>5</sup>Î”) with CF<sub>3</sub>X (X = Cl, Br, I). Ion Mobility Measurements of
FeX<sup>+</sup>(<sup>5</sup>Î”) (X = F, Cl, Br, I) in He. Journal of Physical Chemistry A, 2018, 122,
6509-6523.

1.1 2

5514 Excited-State Electronic Properties in Zr-Based Metalâ€“Organic Frameworks as a Function of a
Topological Network. Journal of the American Chemical Society, 2018, 140, 10488-10496. 6.6 107

5515 Accurate spin-densities based on the domain-based local pair-natural orbital coupled-cluster theory.
Journal of Chemical Physics, 2018, 149, 034104. 1.2 52

5516 Nonadiabatic dynamics simulations on internal conversion and intersystem crossing processes in
gold(i) compounds. Journal of Chemical Physics, 2018, 149, 044301. 1.2 15

5517 Combining Wave Function Methods with Density Functional Theory for Excited States. Chemical
Reviews, 2018, 118, 7249-7292. 23.0 166

5518
Analytic Excited State Gradients for the QM/MM Polarizable Embedded Second-Order Algebraic
Diagrammatic Construction for the Polarization Propagator PE-ADC(2). Journal of Chemical Theory
and Computation, 2018, 14, 4640-4650.

2.3 13

5519 Walking the Emission Tightrope: Spectral and Computational Analysis of Some Dual-Emitting
Benzothiadiazole Donorâ€“Acceptor Dyes. Journal of Physical Chemistry A, 2018, 122, 7991-8006. 1.1 14



295

Citation Report

# Article IF Citations

5520 High efficiency green OLEDs based on homoleptic iridium complexes with steric phenylpyridazine
ligands. Dalton Transactions, 2018, 47, 12243-12252. 1.6 23

5521 Can Popular DFT Approximations and Truncated Coupled Cluster Theory Describe the Potential Energy
Surface of the Beryllium Dimer?. Australian Journal of Chemistry, 2018, 71, 804. 0.5 6

5522
Nucleophilic addition of hydrazine and benzophenone hydrazone to 2-acetonitrilium
closo-decaborate cluster: Structural and photophysical study. Inorganica Chimica Acta, 2018, 482,
838-845.

1.2 14

5523 Indolino-Oxazolidine Acido- and Photochromic System Investigated by NMR and Density Functional
Theory Calculations. Journal of Organic Chemistry, 2018, 83, 10409-10419. 1.7 16

5524 Accuracy of auxiliary density functional theory hybrid calculations for activation and reaction
enthalpies of pericyclic reactions. Journal of Molecular Modeling, 2018, 24, 223. 0.8 4

5525 The Ï€-conjugation length determines the fluorescence quenching mechanism of aromatic aldehydes in
water. Chemical Physics, 2018, 515, 710-718. 0.9 0

5526 Non-covalent interactions for carbonaceous materials: impacts of doping, curving and their
combination. Physical Chemistry Chemical Physics, 2018, 20, 22228-22240. 1.3 3

5527 Fragment motion in motor molecules: basic concepts and application to intra-molecular rotations.
Physical Chemistry Chemical Physics, 2018, 20, 21487-21497. 1.3 5

5528 Electronic structure, optical and structural properties of Si, Ni, B and N-doped a carbon nanotube:
DFT study. Optik, 2018, 172, 295-301. 1.4 35

5529 Thermoresponsive luminescence properties of polyfluorinated bistolane-type light-emitting liquid
crystals. Organic and Biomolecular Chemistry, 2018, 16, 5609-5617. 1.5 23

5530
Synthesis, characterization and third-order nonlinear optical properties of a dodecaruthenium
organometallic dendrimer with a zinc(<scp>ii</scp>) tetraphenylporphyrin core. Dalton Transactions,
2018, 47, 11123-11135.

1.6 8

5531 Shannon Entropy in Atoms: A Test for the Assessment of Density Functionals in Kohn-Sham Theory.
Computation, 2018, 6, 36. 1.0 4

5532 Monoclinic Paracetamol vs. Paracetamol-4,4â€²-Bipyridine Co-Crystal; What Is the Difference? A Charge
Density Study. Crystals, 2018, 8, 46. 1.0 6

5533
Recent theoretical progress in the organic/metal-organic sensitizers as the free dyes, dye/TiO2 and
dye/electrolyte systems; Structural modifications and solvent effects on their performance.
Renewable and Sustainable Energy Reviews, 2018, 94, 609-655.

8.2 26

5534
Stress-induced crystal transition of poly(butylene succinate) studied by terahertz and low-frequency
Raman spectroscopy and quantum chemical calculation. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2018, 197, 95-102.

2.0 14

5535 Importance of Accurate Structures for Quantum Chemistry Embedding Methods: Which Strategy Is
Better?. Journal of Chemical Theory and Computation, 2018, 14, 4309-4319. 2.3 26

5536
Effect of methoxy group on NLOphoric properties of fluorescent
7-arylstyryl-2-methoxyphenylimidazo[1,2-a]pyridine - Solvatochromic and computational method.
Journal of Molecular Structure, 2018, 1173, 349-365.

1.8 2

5537 Highly Efficient Organic Solar Cells Based on S,N-Heteroacene Non-Fullerene Acceptors. Chemistry of
Materials, 2018, 30, 5429-5434. 3.2 194



296

Citation Report

# Article IF Citations

5538 Electrostatic bending and outer-sphere intervalence transfer in a flexible ligand-bridged
ruthenium(III)-iron(II) complex. Journal of Coordination Chemistry, 2018, 71, 1778-1790. 0.8 0

5539
Mono- and Diplatinum Polyynediyl Complexes as Potential Pushâ€“Pull Chromophores: Synthesis,
Characterization, TD-DFT Modeling, and Photophysical and NLO Properties. Organometallics, 2018, 37,
2232-2244.

1.1 20

5540
One-Dimensional Chain-Type Dicopper Coordination Polymer Linked by 1,4-Di(4-pyridyl)benzene;
Synthesis, Crystal Structure, Magnetic Property, and Gas-Adsorption Property. Magnetochemistry,
2018, 4, 26.

1.0 1

5541 Microhydration and the Enhanced Acidity of Free Radicals. Molecules, 2018, 23, 423. 1.7 7

5542 Molecular Reactivity and Absorption Properties of Melanoidin Blue-G1 through Conceptual DFT.
Molecules, 2018, 23, 559. 1.7 41

5543 Designing High-Refractive Index Polymers Using Materials Informatics. Polymers, 2018, 10, 103. 2.0 31

5544 A photoswitchable â€œhost-guestâ€• approach for the selective enrichment of dimethoate from olive oil.
Analytica Chimica Acta, 2018, 1035, 60-69. 2.6 6

5545 Nuclear dynamic effects on electronic properties of functionalized diamondoids. Physica E:
Low-Dimensional Systems and Nanostructures, 2018, 103, 435-443. 1.3 4

5546 Central substitution of azacalixphyrins: a strategy towards acidochromic NIR dyes. Physical
Chemistry Chemical Physics, 2018, 20, 20056-20069. 1.3 4

5547 How accurate are static polarizability predictions from density functional theory? An assessment
over 132 species at equilibrium geometry. Physical Chemistry Chemical Physics, 2018, 20, 19800-19810. 1.3 94

5548 Unraveling electronic absorption spectra using nuclear quantum effects: Photoactive yellow protein
and green fluorescent protein chromophores in water. Journal of Chemical Physics, 2018, 149, 024107. 1.2 30

5549
Torsional Potentials of Glyoxal, Oxalyl Halides, and Their Thiocarbonyl Derivatives: Challenges for
Popular Density Functional Approximations. Journal of Chemical Theory and Computation, 2018, 14,
4806-4817.

2.3 10

5550 Theoretical estimation of the dissociation energy of CT states at the acenes/C60 interfaces using
fragmental-based ALMO method. Computational and Theoretical Chemistry, 2018, 1140, 32-37. 1.1 2

5551 The electronic structures and excitation properties of three meso-pentafluorophenyl substituted
zinc porphyrinâ€“fullerene dyad. Journal of Molecular Structure, 2018, 1173, 398-405. 1.8 13

5552 Extensive effect of Ï€-conjugation in rotatable oligonaphthyl derivatives on circularly polarised
luminescence in solution and solid films. Tetrahedron, 2018, 74, 4471-4475. 1.0 9

5553 Swinhoeisterols from the South China Sea Sponge <i>Theonella swinhoei</i>. Journal of Natural
Products, 2018, 81, 1645-1650. 1.5 26

5554 Insights into Excited State Intramolecular Proton Transfer: An Alternative Model for Excited State
Proton Transfer of Green Fluorescence Protein. Journal of Physical Chemistry A, 2018, 122, 5931-5944. 1.1 17

5555
Helicenes Grafted with 1,1,4,4â€•Tetracyanobutadiene Moieties: Ï€â€•Helical Pushâ€“Pull Systems with Strong
Electronic Circular Dichroism and Twoâ€•Photon Absorption. Chemistry - A European Journal, 2018, 24,
14484-14494.

1.7 27



297

Citation Report

# Article IF Citations

5556 Design of a Novel Series of Donorâ€“Acceptor Frameworks via Superalkaliâ€“Superhalogen Assemblage to
Improve the Nonlinear Optical Responses. Inorganic Chemistry, 2018, 57, 9335-9347. 1.9 37

5557 Theoretical Model of the Protochlorophyllide Oxidoreductase from a Hierarchy of Protocols.
Journal of Physical Chemistry B, 2018, 122, 7668-7681. 1.2 8

5558 Theoretical Insights into D-D-Ï€-A Sensitizers Employing <i>N</i>-Annulated Perylene for Dye-Sensitized
Solar Cells. Journal of Physical Chemistry A, 2018, 122, 6328-6342. 1.1 21

5559 Unveiling the Photophysical Properties of Boron Heptaaryldipyrromethene Derivatives.
ChemPhysChem, 2018, 19, 2751-2757. 1.0 6

5560
Inferring the molecular arrangements of boron subphthalocyanine chloride in thin film from a
DFT/TDDFT study of molecular clusters and experimental electronic absorption spectra. Organic
Electronics, 2018, 62, 667-675.

1.4 16

5561 Mechanism of Charge Separation and Frontier Orbital Structure in Graphitic Carbon Nitride and
Graphene Quantum Dots. ChemPhysChem, 2018, 19, 2534-2539. 1.0 9

5562 Solvent effect on the energetics of proton coupled electron transfer in guanine-cytosine pair in
chloroform by mixed explicit and implicit solvation models. Chemical Physics, 2018, 515, 493-501. 0.9 4

5563 Resolving the excited state relaxation dynamics of guanosine monomers and hydrogen-bonded
homodimers in chloroform solution. Chemical Physics, 2018, 515, 480-492. 0.9 2

5564 Open-Resonance-Assisted Hydrogen Bonds and Competing Quasiaromaticity. Journal of Organic
Chemistry, 2018, 83, 9850-9857. 1.7 13

5565 Extremely Fast Hydrogen Atom Transfer between Nitroxides and HOO<b>Â·</b> Radicals and Implication
for Catalytic Coantioxidant Systems. Journal of the American Chemical Society, 2018, 140, 10354-10362. 6.6 34

5566 Free-electron production from nucleotides upon collision with charged carbon ions. Physical Review
A, 2018, 98, . 1.0 6

5567 The electrostatic embedding contribution to DFT calculations of ligand-amino acid residues
interaction. Journal of Molecular Modeling, 2018, 24, 211. 0.8 1

5568 Excited-State Electronic Asymmetry Prevents Photoswitching in Terthiophene Compounds. Inorganic
Chemistry, 2018, 57, 9039-9047. 1.9 1

5569 DFT Optimization of Isolated Molecular Chain Sheet Models Constituting Native Cellulose Crystal
Structures. ACS Omega, 2018, 3, 8050-8058. 1.6 21

5570 Insight into the optoelectronic properties of designed solar cells efficient tetrahydroquinoline
dye-sensitizers on TiO2(101) surface: first principles approach. Scientific Reports, 2018, 8, 10997. 1.6 44

5571
Computational modelling of singlet excitation energy transfer: a DFT/TD-DFT study of the ground and
excited state properties of a syn bimane dimer system using non-empirically tuned range-separated
functionals. New Journal of Chemistry, 2018, 42, 13732-13743.

1.4 2

5572 Time-dependent generalized Kohnâ€“Sham theory. European Physical Journal B, 2018, 91, 1. 0.6 75

5573
The influence of the structural variations of the fused electron rich-electron deficient unit in the
Ï€-spacer of A-D-Ï€-D-A organic dyes on the efficiency of dye-sensitized solar cells: A computational
study. Organic Electronics, 2018, 62, 43-55.

1.4 13



298

Citation Report

# Article IF Citations

5574
Novel quinoxalinone-based pushâ€“pull chromophores with highly sensitive emission and absorption
properties towards small structural modifications. Physical Chemistry Chemical Physics, 2018, 20,
21515-21527.

1.3 21

5575 Stereodynamic Analysis of New Atropisomeric 4,7-Di(naphthalen-1-yl)-5,6-dinitro-1H-indoles. Synlett,
2018, 29, 2161-2166. 1.0 5

5576 Steady-State Linear and Non-linear Optical Spectroscopy of Organic Chromophores and
Bio-macromolecules. Frontiers in Chemistry, 2018, 6, 86. 1.8 16

5577 Conceptual DFT Study of the Local Chemical Reactivity of the Colored BISARG Melanoidin and Its
Protonated Derivative. Frontiers in Chemistry, 2018, 6, 136. 1.8 45

5578 Oenin and Quercetin Copigmentation: Highlights From Density Functional Theory. Frontiers in
Chemistry, 2018, 6, 245. 1.8 18

5579 Electronic structure of binuclear acetylacetonates of boron difluoride. Journal of Molecular
Structure, 2018, 1160, 92-100. 1.8 6

5580 DFT based vibrational spectroscopic investigations and biological activity of toxic material
monocrotophos. AIP Conference Proceedings, 2018, , . 0.3 0

5581
Determination of the Absolute Configuration of (<i>S</i>)â€•<i>N</i>â€•(1â€•Arylâ€•allyl)â€•3,5â€•dinitrobenzamides
and Their Elution Order on Brushâ€•Type Chiral Stationary Phases. European Journal of Organic
Chemistry, 2018, 2018, 3982-3991.

1.2 5

5582 A Theoretical Investigation About the Excited State Dynamical Mechanism for Doxorubicin Sensor.
Journal of Cluster Science, 2018, 29, 673-678. 1.7 5

5583 Synthesis and structure of rare zwitterionic complexes involving the presence of N(py)MCl3âˆ’ moieties
(Mâ€¯=â€¯Pt(II), Pd(II)). Inorganica Chimica Acta, 2018, 480, 101-107. 1.2 5

5584 Decay Pathways of Thymine Revisited. Journal of Physical Chemistry A, 2018, 122, 4819-4828. 1.1 23

5585 Excited state dynamics and time-resolved photoelectron spectroscopy of <i>para</i>-xylylene. Faraday
Discussions, 2018, 212, 83-100. 1.6 6

5586 HPLCâ€•ECD and TDDFTâ€•ECD study of hexahydropyrrolo[1,2â€•a]quinoline derivatives. Chirality, 2018, 30,
866-874. 1.3 8

5587 <i>Endo</i> or <i>Exo</i>? Structures of Gasâ€•Phase Alkali Metal Cation/Aromatic Halfâ€•Belt Complexes.
ChemPhysChem, 2018, 19, 2194-2199. 1.0 4

5588
H-Aggregation Effects between Ï€-Conjugated Chromophores in Cofacial Dimers and Trimers:
Comparison of Theory and Single-Molecule Experiment. Journal of Physical Chemistry B, 2018, 122,
6431-6441.

1.2 12

5589 Spectral Analysis of 3-(Adamantan-1-yl)-4-Ethyl-1-[(4-Phenylpiperazin-1-yl)
Methyl]-1H-1,2,4-Triazole-5(4H)-Thione. Journal of Applied Spectroscopy, 2018, 85, 203-215. 0.3 2

5590 Accelerating Kohnâ€•Sham response theory using density fitting and the auxiliaryâ€•densityâ€•matrix method.
International Journal of Quantum Chemistry, 2018, 118, e25639. 1.0 15

5591 Non-empirical exchange-correlation parameterizations based on exact conditions from correlated
orbital theory. Journal of Chemical Physics, 2018, 148, 184106. 1.2 24



299

Citation Report

# Article IF Citations

5592 Modelling absorption and emission of a <i>meso</i>-anilineâ€“BODIPY based dye with molecular
mechanics. Physical Chemistry Chemical Physics, 2018, 20, 14537-14544. 1.3 11

5593 Quantum chemical computation-based strategy for alternating least squares initialization in
multivariate curve resolution analysis of spectral-pH data. Microchemical Journal, 2018, 140, 183-188. 2.3 3

5594 Benchmark study of ionization potentials and electron affinities of armchair single-walled carbon
nanotubes using density functional theory. Journal of Physics Condensed Matter, 2018, 30, 215501. 0.7 10

5595 Reactivity of visible-light induced CO releasing thiourea-based Mn(I) tricarbonyl bromide (CORM-NS1)
towards lysozyme. Inorganica Chimica Acta, 2018, 480, 159-165. 1.2 22

5596
Exploiting Chromophoreâ€“Protein Interactions through Linker Engineering To Tune Photoinduced
Dynamics in a Biomimetic Light-Harvesting Platform. Journal of the American Chemical Society, 2018,
140, 6278-6287.

6.6 35

5597
Incorporating spinâ€“orbit effects into surface hopping dynamics using the diagonal representation: a
linear-response time-dependent density functional theory implementation with applications to
2-thiouracil. Physical Chemistry Chemical Physics, 2018, 20, 15445-15454.

1.3 9

5598
Valence and charge-transfer optical properties for some Si<i>n</i>C<i>m</i>(<i>m</i>,<i>n</i>â€ˆâ‰¤ 12)
clusters: Comparing TD-DFT, complete-basis-limit EOMCC, and benchmarks from spectroscopy. Journal
of Chemical Physics, 2018, 148, 174309.

1.2 1

5599 Tailoring C24S12 and C16S8 sulflowers with lithium atom for the remarkable first hyperpolarizability.
Chemical Physics Letters, 2018, 709, 33-40. 1.2 10

5600 Effects of the cyano substitution at different positions on the ESIPT properties of alizarin: A
DFT/TD-DFT investigation. Journal of Molecular Liquids, 2018, 269, 650-656. 2.3 45

5601
Polyethenetetrathiolate or polytetrathiooxalate? Improved synthesis, a comparative analysis of a
prominent thermoelectric polymer and implications to the charge transport mechanism. Polymer
Chemistry, 2018, 9, 4543-4555.

1.9 18

5602
Diagnostic absolute configuration determination of clavulanate potassium: A comprehensive
investigation of chiroptical spectroscopies and theoretical calculations. Journal of Pharmaceutical
and Biomedical Analysis, 2018, 160, 351-359.

1.4 2

5603 Exploring and elaborating the novel excited state dynamical behavior of a bisflavonol system. Organic
Chemistry Frontiers, 2018, 5, 2710-2718. 2.3 126

5604
Analytical Nuclear Excited-State Gradients for the Second-Order Approximate Coupled-Cluster Singles
and Doubles (CC2) Method Employing Uncoupled Frozen-Density Embedding. Journal of Chemical
Theory and Computation, 2018, 14, 4616-4628.

2.3 4

5605 Intramolecular Vibrations Complement the Robustness of Primary Charge Separation in a Dimer Model
of the Photosystem II Reaction Center. Journal of Physical Chemistry Letters, 2018, 9, 4921-4929. 2.1 27

5606 First-principles study of efficient phenothiazine-based Dâ€“Ï€â€“A organic sensitizers with various spacers
for DSSCs. Journal of Computational Electronics, 2018, 17, 1410-1420. 1.3 35

5607 An Organoborane Vinyl Monomer with Styrene-like Radical Reactivity: Reactivity Ratios and Role of
Aromaticity. Macromolecules, 2018, 51, 6359-6368. 2.2 25

5608 Toward helical-shaped diradicaloids: cyclobutenyl o-quinodimethane-bridged indeno[1,2-b]fluorenes.
Chemical Communications, 2018, 54, 11383-11386. 2.2 19

5609 Optical Properties of Silver-Mediated DNA from Molecular Dynamics and Time Dependent Density
Functional Theory. International Journal of Molecular Sciences, 2018, 19, 2346. 1.8 7



300

Citation Report

# Article IF Citations

5610
Effect of Coordination Sphere Geometry of Copper Redox Mediators on Regeneration and
Recombination Behavior in Dye-Sensitized Solar Cell Applications. ACS Applied Energy Materials, 2018, 1,
4950-4962.

2.5 49

5611 Substituent Dependent Optical Properties of p-phenyl Substituted ethenyl-E-thiophenes. Journal of
Fluorescence, 2018, 28, 1207-1216. 1.3 7

5612 Efficiency difference between furan- and thiophene-based Dâ€“Ï€â€“A dyes in DSSCs explained by
theoretical calculations. RSC Advances, 2018, 8, 29917-29923. 1.7 10

5613
DFT/TD-DFT calculations of the electronic and optical properties of bis-N,N-dimethylaniline-based dyes
for use in dye-sensitized solar cells. Journal of Photochemistry and Photobiology A: Chemistry, 2018,
367, 332-346.

2.0 17

5614

Ultrafast relaxation from <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si2.gif" overflow="scroll"><mml:mrow><mml:msup><mml:mrow
/><mml:mrow><mml:mn>1</mml:mn></mml:mrow></mml:msup><mml:msub><mml:mrow><mml:mi>L</mml:mi></mml:mrow><mml:mrow><mml:mi>a</mml:mi></mml:mrow></mml:msub></mml:mrow></mml:math>
to <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si1.gif"
overflow="scroll"><mml:mrow><mml:msup><mml:mrow
/><mml:mrow><mml:mn>1</mml:mn></mml:mrow></mml:msup><mml:msub><mm. Chemical Physics,
201

0.9 17

5615 Evaluation of Common Theoretical Methods for Predicting Infrared Multiphotonic Dissociation
Vibrational Spectra of Intramolecular Hydrogen-Bonded Ions. ACS Omega, 2018, 3, 9075-9085. 1.6 38

5616
How well can density functional theory and pair-density functional theory predict the correct
atomic charges for dissociation and accurate dissociation energetics of ionic bonds?. Physical
Chemistry Chemical Physics, 2018, 20, 23072-23078.

1.3 11

5617 Synthesis, characterization, theoretical simulation, and DNA-nuclease activity of a newly synthesized
Mnâ€“oximato complex. Journal of Coordination Chemistry, 2018, 71, 3250-3265. 0.8 3

5618 Experimental and Theoretical Investigation of the Photoelectrical Properties of Tetrabromophenol
Blue- and Bromoxylenol Blue-Based Solar Cells. Journal of Nanomaterials, 2018, 2018, 1-13. 1.5 4

5619
New Generation of the Reference Interaction Site Model Self-Consistent Field Method: Introduction
of Constrained Spatial Electron Density Distribution (cSED). Bulletin of the Chemical Society of Japan,
2018, 91, 1540-1545.

2.0 20

5620 Cu(I) complexes with thiosemicarbazides derived from p-toluenesulfohydrazide: Structural,
luminescence and biological studies. Polyhedron, 2018, 155, 170-179. 1.0 14

5621 10-(quinolin-6-yl)-10H-phenoxazine donor based organic sensitizers for dye sensitized solar cells
(DSSC) application - A theoretical approach. AIP Conference Proceedings, 2018, , . 0.3 1

5622 Thermally activated delayed fluorescence processes for Cu(<scp>i</scp>) complexes in solid-state: a
computational study using quantitative prediction. RSC Advances, 2018, 8, 28421-28432. 1.7 8

5623
Assessment of Density Functional Approximations for Highly Correlated Oxides: The Case of
CeO<sub>2</sub> and Ce<sub>2</sub>O<sub>3</sub>. Journal of Chemical Theory and Computation,
2018, 14, 4914-4927.

2.3 27

5624
Solvent-Acidity-Driven Change in Photophysics and Significant Efficiency Improvement in
Dye-Sensitized Solar Cells of a Benzothiazole-Derived Organic Sensitizer. Journal of Physical
Chemistry C, 2018, 122, 20122-20134.

1.5 9

5625
The impact of heteroatom substitution on cross-conjugation and its effect on the photovoltaic
performance of DSSCs â€“ a computational investigation of linear <i>vs.</i> cross-conjugated
anchoring units. Physical Chemistry Chemical Physics, 2018, 20, 22660-22673.

1.3 32

5626 Meltdown! Local Heating by Decaying Excited Host Positive Polarons Triggers Aggregation Quenching
in Blue PhOLEDs. ChemPhysChem, 2018, 19, 2961-2966. 1.0 6

5627 Nanoscopic structure of hydrophilic and hydrophobic molecules in artificial clathrate hydrates.
Journal of Molecular Structure, 2018, 1170, 131-140. 1.8 0



301

Citation Report

# Article IF Citations

5628 Mechanistic Aspects of Photoinduced Rearrangement of 2,3-Diarylcyclopentenone Bearing Benzene
and Oxazole Moieties. Journal of Physical Chemistry A, 2018, 122, 7107-7117. 1.1 15

5629 Solvation of 2-(hydroxymethyl)-2,5,7,8-tetramethyl-chroman-6-ol revealed by circular dichroism: a case
of chromane helicity rule breaking. Physical Chemistry Chemical Physics, 2018, 20, 22525-22536. 1.3 7

5630
Regularized Orbital-Optimized Second-Order MÃ¸llerâ€“Plesset Perturbation Theory: A Reliable
Fifth-Order-Scaling Electron Correlation Model with Orbital Energy Dependent Regularizers. Journal
of Chemical Theory and Computation, 2018, 14, 5203-5219.

2.3 79

5631 Influences of adsorptions of some inorganic molecules on electronic, optical, and thermodynamic
properties of Mg12O12 nanocage: A computational approach. Chinese Physics B, 2018, 27, 084210. 0.7 3

5632 Investigation of Structural, Vibrational Properties and Electronic Structure of Fluoreneâ€•9â€•Bisphenol:
A DFT Approach. ChemistrySelect, 2018, 3, 5934-5940. 0.7 3

5633 Red Luminescent Eu(III) Coordination Bricks Excited on Blue LED Chip. Inorganic Chemistry, 2018, 57,
7097-7103. 1.9 17

5634 Insights into the unusual dual fluorescence of the ortho-amino analogue of green fluorescent
protein chromophore. Journal of Luminescence, 2018, 202, 163-167. 1.5 8

5635
One-pot synthesis, physicochemical and photophysical properties of deep blue light-emitting highly
fluorescent pyrene-imidazole dye: A combined experimental and theoretical study. Journal of
Photochemistry and Photobiology A: Chemistry, 2018, 364, 390-399.

2.0 9

5636
Electrostatic Polarization Energies of Charge Carriers in Organic Molecular Crystals: A Comparative
Study with Explicit State-Specific Atomic Polarizability Based AMOEBA Force Field and Implicit Solvent
Method. Journal of Chemical Theory and Computation, 2018, 14, 3728-3739.

2.3 20

5637 Importance of the Molecular Orientation of an Iridium(III)-Heteroleptic Photosensitizer Immobilized
on TiO<sub>2</sub> Nanoparticles. ACS Applied Energy Materials, 2018, 1, 2882-2890. 2.5 12

5638 Synthesis and Electronic Phosphorescence of Dicyanooctatetrayne (NC10N) in Cryogenic Matrixes.
Journal of Physical Chemistry A, 2018, 122, 5580-5588. 1.1 3

5639 Early-Time Excited-State Relaxation Dynamics of Iridium Compounds: Distinct Roles of Electron and
Hole Transfer. Journal of Physical Chemistry A, 2018, 122, 5518-5532. 1.1 25

5640 MVO-10: A Gas-Phase Oxide Benchmark for Localization/Delocalization in Mixed-Valence Systems.
Journal of Chemical Theory and Computation, 2018, 14, 3512-3523. 2.3 20

5641 Dyad Sensitizer of Chlorophyll with Indoline Dye for Panchromatic Photocatalytic Hydrogen
Evolution. ACS Applied Energy Materials, 2018, 1, 2813-2820. 2.5 51

5642 How fine-tuned for energy transfer is the environmental noise produced by proteins around
biological chromophores?. Physical Chemistry Chemical Physics, 2018, 20, 17279-17288. 1.3 7

5643 Modeling temperature dependent singlet exciton dynamics in multilayered organic nanofibers. Journal
of Chemical Physics, 2018, 148, 204101. 1.2 8

5644 Design of Perchlorotriphenylmethyl (PTM) Radicalâ€•Based Compounds for Optoelectronic Applications:
The Role of Orbital Delocalization. ChemPhysChem, 2018, 19, 2572-2578. 1.0 17

5645 Azabora[5]helicene Chargeâ€•Transfer Dyes Show Efficient and Spectrally Variable Circularly Polarized
Luminescence. Chemistry - A European Journal, 2018, 24, 12660-12668. 1.7 71



302

Citation Report

# Article IF Citations

5646 Photophysical properties and biological evaluation of a Zinc(II)-5-methyl-1H-pyrazole Schiff base
complex. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 204, 317-327. 2.0 9

5647 Polymeric Copper Oxide: Preparation and Investigation of Its Structure and Optical Properties.
Journal of Inorganic and Organometallic Polymers and Materials, 2018, 28, 2328-2335. 1.9 2

5648 Absorption Spectra of FAD Embedded in Cryptochromes. Journal of Physical Chemistry Letters, 2018, 9,
3618-3623. 2.1 14

5649 Theoretical studies of atmospheric molecular complexes interacting with NIR to UV light. Faraday
Discussions, 2018, 212, 421-441. 1.6 7

5650
Second-order nonlinear optical response of phenyl-substituted cationic BIS-cyclometalated iridium(III)
complexes: Effect of different position. Journal of Theoretical and Computational Chemistry, 2018, 17,
1850033.

1.8 1

5651
Effect of DNA Environment on Electronically Excited States of Methylene Blue Evaluated by a
Three-Layered QM/QM/MM ONIOM Scheme. Journal of Chemical Theory and Computation, 2018, 14,
4298-4308.

2.3 16

5652 A computationally-derived model for the solvatochromism of <i>p</i>-phenolates with high predictive
power. Physical Chemistry Chemical Physics, 2018, 20, 18127-18132. 1.3 6

5653
A theoretical study of a series of water-soluble triphenylamine photosensitizers for two-photon
photodynamic therapy. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018,
203, 229-235.

2.0 3

5654 Molecular quantum cellular automata cell design trade-offs: latching <i>vs.</i> power dissipation.
Physical Chemistry Chemical Physics, 2018, 20, 17881-17888. 1.3 18

5655 Accuracy of TD-DFT Geometries: A Fresh Look. Journal of Chemical Theory and Computation, 2018, 14,
3715-3727. 2.3 74

5656 Theoretical design of porphyrin sensitizers with different acceptors for application in dye-sensitized
solar cells. RSC Advances, 2018, 8, 19804-19810. 1.7 10

5657 The effect of electronic excitation on London dispersion. Canadian Journal of Chemistry, 2018, 96,
730-737. 0.6 9

5658 Diruthenium(ii)-capped oligothienylethynyl bridged highly soluble organometallic wires exhibiting
long-range electronic coupling. Dalton Transactions, 2018, 47, 14304-14317. 1.6 10

5659 Heterogeneous nucleation of polymorphs on polymer surfaces: polymerâ€“molecule interactions using
a Coulomb and van der Waals model. Journal of Molecular Modeling, 2018, 24, 155. 0.8 5

5660 Design and synthesis of an AIE-active fluorogen with red emission and its biological application.
Chemical Papers, 2018, 72, 2813-2819. 1.0 3

5661 Solvent effects on the electrical and magnetic spectroscopic properties of azo-enaminone derivatives
in methanol and in water. New Journal of Chemistry, 2018, 42, 12032-12044. 1.4 6

5662 Range-Separated Double-Hybrid Functional from Nonempirical Constraints. Journal of Chemical
Theory and Computation, 2018, 14, 4052-4062. 2.3 45

5663 The ion pair mechanism in the thermal deamination of primary amines catalyzed by HBr in the gas phase:
DFT and AIM analysis. Chemical Physics Letters, 2018, 703, 117-123. 1.2 4



303

Citation Report

# Article IF Citations

5664 Charge Transfer Excitations with Range Separated Functionals Using Improved Virtual Orbitals.
Journal of Chemical Theory and Computation, 2018, 14, 3667-3676. 2.3 3

5665 Theoretical study on photophysical properties of three high water solubility polypyridyl complexes
for two-photon photodynamic therapy. Physical Chemistry Chemical Physics, 2018, 20, 18074-18081. 1.3 12

5666
Increasing the open-circuit voltage and adsorption stability of squaraine dye binding onto the TiO2
anatase (1â€¯0â€¯1) surface via heterocyclic anchoring groups used for DSSC. Applied Surface Science, 2018,
455, 1095-1105.

3.1 30

5667
{Ru(CO)x}-core terpyridine complexes: Lysozyme binding affinity, DNA and photoinduced carbon
monoxide releasing properties. Journal of Photochemistry and Photobiology A: Chemistry, 2018, 364,
406-414.

2.0 20

5668 Effects of Structural Modification on the Photoelectrical Properties of the Dâ€•Aâ€•Ï€â€•Aâ€•Type Dyes in DSSCs:
A Computational Investigation. ChemistrySelect, 2018, 3, 6622-6637. 0.7 8

5669 Electronic structure and large second-order non-linear optical property of COT derivatives â€“ a
theoretical exploration. Physical Chemistry Chemical Physics, 2018, 20, 18744-18755. 1.3 6

5670 <i>Ab initio</i> study of medium sized boron-doped silicon clusters Si<sub>n</sub>B<sub>m</sub>,
<i>n</i> = 11â€“13, <i>m</i> = 1â€“3. Physical Chemistry Chemical Physics, 2018, 20, 18556-18570. 1.3 12

5671
Molecular design towards suppressing electron recombination and enhancing the light-absorbing
ability of dyes for use in sensitized solar cells: a theoretical investigation. New Journal of Chemistry,
2018, 42, 12891-12899.

1.4 10

5672 Acido-triggered switching of the second-order nonlinear optical properties of a
ferrocenyl-containing indolino-oxazolidine derivative. Dyes and Pigments, 2019, 160, 641-646. 2.0 19

5673 Photoluminescence Rainbow from Coelenteramideâ€”A Theoretical Study. Photochemistry and
Photobiology, 2019, 95, 563-571. 1.3 9

5674 Simulating vertical excitation energies of solvated dyes: From continuum to polarizable discrete
modeling. International Journal of Quantum Chemistry, 2019, 119, e25684. 1.0 37

5675 Effect of chain length and donorâ€“acceptor substitution on the electrical responsive properties of
conjugated biphenyls: a DFT-based computational study. Molecular Physics, 2019, 117, 23-33. 0.8 1

5676
Optical properties of bilayer quantum dot models based on coronene and its BN analogues with a
BODIPY dye: Theoretical TD-CAM-B3LYP-D3 investigation. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2019, 206, 498-505.

2.0 13

5677 Photophysical properties of fluorescent imaging biological probes of nucleic acids: SACâ€•CI and TDâ€•DFT
Study. Journal of Computational Chemistry, 2019, 40, 127-134. 1.5 4

5678 Noncovalent interactions in inorganic supramolecular chemistry based in heavy metals. Quantum
chemistry point of view. International Journal of Quantum Chemistry, 2019, 119, e25675. 1.0 27

5679 Tuning of optical properties of p-phenyl ethenyl-E-furans: A Solvatochromism and Density functional
theory. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 206, 396-404. 2.0 8

5680
Interaction of hydroxy substituted dibenzoylmethanatoboron difluoride with hydrated ammonia in
solution: A combined spectroscopic and computational study. Journal of Molecular Structure, 2019,
1175, 601-608.

1.8 3

5681
Photophysical properties for excited-state intramolecular proton transfer (ESIPT) reaction of
N-salicylidene-o-aminophenol: Experimental and DFT based approaches. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2019, 206, 359-366.

2.0 27



304

Citation Report

# Article IF Citations

5682
Spectroscopic investigation, molecular orbital studies, frequency and solvent dependent NLO
properties of (2E)-1-(4-bromophenyl)-3-phenylprop-2-en-1-one. Materials Research Innovations, 2019, 23,
385-396.

1.0 2

5683 On the simulation of vibrationally resolved electronic spectra of medium-size molecules: the case of
styryl substituted BODIPYs. Physical Chemistry Chemical Physics, 2019, 21, 3512-3526. 1.3 28

5684 H<sub>2</sub>hox: Dual-Channel Oxine-Derived Acyclic Chelating Ligand for <sup>68</sup>Ga
Radiopharmaceuticals. Inorganic Chemistry, 2019, 58, 2275-2285. 1.9 28

5685 Quantum Chemical and QM/MM Models in Biochemistry. Methods in Molecular Biology, 2019, 2022,
75-104. 0.4 3

5686 Topological analysis of the electron localisation function (ELF) applied to the electronic structure
of oxaziridine: the nature of N-O bond. Structural Chemistry, 2019, 30, 2181-2189. 1.0 27

5687
Co(II) complexes derived from (1-methyl-1H-imidazol-2-yl)methanol: Synthesis, characterization,
spectroscopic study, DFT/TD-DFT calculations and biological evaluation. Inorganica Chimica Acta, 2019,
497, 119073.

1.2 6

5688
Polyaromatic Systems Combining Increasing Optical Gaps and Amplified Nonlinear Optical Properties. A
Comprehensive Theoretical Study on B<sub>3</sub>N<sub>3</sub> Doped Nanographenes. Journal of
Physical Chemistry C, 2019, 123, 21135-21149.

1.5 11

5689 Styrenes from the Seeds of <i>Atalantia monophylla</i>. Journal of Natural Products, 2019, 82,
2246-2251. 1.5 5

5690 Light-induced electrolyte improvement in cobalt tris(bipyridine)-mediated dye-sensitized solar cells.
Journal of Materials Chemistry A, 2019, 7, 19495-19505. 5.2 14

5691 A DFT and TD-DFT study of ESIPT-mediated NLO switching and UV absorption by
2-(2â€²-hydroxy-5â€²-methylphenyl)benzotriazole. Theoretical Chemistry Accounts, 2019, 138, 1. 0.5 15

5692 Dielectric Effects on Charge-Transfer and Local Excited States in Organic Persistent
Room-Temperature Phosphorescence. Chemistry of Materials, 2019, 31, 6925-6935. 3.2 13

5693 Theoretical Investigation of Excited-State Intramolecular Proton Transfer and Photoisomerization of
2-(Iminomethyl)phenol. Journal of Physical Chemistry A, 2019, 123, 7246-7254. 1.1 5

5694
Adsorbed Iron oxide (FeO), Lead oxide (PbO), Tellurium dioxide (TeO2) and Niobium dioxide (NbO2) to
silicon nanotube (9, 0) as anode electrodes in Li- and Na-ion batteries. Solid State Ionics, 2019, 341,
115043.

1.3 7

5695 The influence of gold nanoparticles on the two photon absorption of photochromic molecular
systems. Physical Chemistry Chemical Physics, 2019, 21, 18577-18588. 1.3 5

5696 Ultrafast ring-opening and solvent-dependent product relaxation of photochromic
spironaphthopyran. Physical Chemistry Chemical Physics, 2019, 21, 18119-18127. 1.3 7

5697 DFT Study of the Structural and Electronic Properties of Selected Organogold(III) Compounds with
Characteristic Anticancer Activity. Russian Journal of Physical Chemistry A, 2019, 93, 1543-1558. 0.1 15

5698 Exploring the possibilities of double proton transfer in hydrazides: A theoretical approach. Journal
of Physical Organic Chemistry, 2019, 32, e4003. 0.9 5

5699
Structure-Based Molecular Networking for the Target Discovery of Oxahomoaporphine and
8-Oxohomoaporphine Alkaloids from Duguetia surinamensis. Journal of Natural Products, 2019, 82,
2220-2228.

1.5 15



305

Citation Report

# Article IF Citations

5700 Excited-State Triplet Equilibria in a Series of Re(I)-Naphthalimide Bichromophores. Journal of Physical
Chemistry B, 2019, 123, 7611-7627. 1.2 23

5701 Role of Explicit Solvation in the Simulation of Resonance Raman Spectra within Short-Time Dynamics
Approximation. Journal of Physical Chemistry B, 2019, 123, 8800-8813. 1.2 1

5702 Corroleâ€“Fullerene Dyads: Stability, Photophysical, and Redox Properties. Journal of Physical
Chemistry C, 2019, 123, 20869-20876. 1.5 10

5703 Vacuum ultraviolet absorbance of alkanes: an experimental and theoretical investigation. Structural
Chemistry, 2019, 30, 2217-2224. 1.0 17

5704 Expanding the chemical diversity of an endophytic fungus <i>Bulgaria inquinans</i>, an ascomycete
associated with mistletoe, through an OSMAC approach. RSC Advances, 2019, 9, 25119-25132. 1.7 22

5705 Single-Molecule Detection of a Fluorescent Nucleobase Analogue via Multiphoton Excitation. Journal
of Physical Chemistry Letters, 2019, 10, 5008-5012. 2.1 16

5706 Statistically representative databases for density functional theory <i>via</i> data science. Physical
Chemistry Chemical Physics, 2019, 21, 19092-19103. 1.3 20

5707
Calculation of contact densities and MÃ¶ssbauer isomer shifts utilising the Dirac-exact
two-component normalised elimination of the small component (2c-NESC) method. Molecular Physics,
2019, 117, 1164-1171.

0.8 10

5708
Quantum chemical calculations, Hirshfeld surface analysis, and molecular docking studies of
antibacterial (<i>E</i>)-<i>N</i>â€²-((1H-Indol-3-yl)methylene)-4-bromobenzohydrazide. Spectroscopy
Letters, 2019, 52, 398-412.

0.5 1

5709 Solvation Free Energy Calculations: The Combination between the Implicitly Polarized Fixedâ€•charge
Model and the Reference Potential Strategy. Journal of Computational Chemistry, 2019, 40, 2801-2809. 1.5 3

5710 Theoretical UV-Vis spectra of tetracationic porphyrin: effects of environment on electronic spectral
properties. Journal of Molecular Modeling, 2019, 25, 264. 0.8 5

5711
Accurate Magnetic Couplings in Chromium-Based Molecular Rings from Broken-Symmetry
Calculations within Density Functional Theory. Journal of Chemical Theory and Computation, 2019, 15,
4885-4895.

2.3 8

5712 Chain Conformation, Molecular Dynamics, and Thermal Properties of Poly(<i>n</i>-methylene) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 262 Td (2,5-furanoates) as a Function of Methylene Unit Sequence Length. Macromolecules, 2019, 52, 6533-6546.2.2 50

5713 The key to the yellow-to-cyan tuning in the green fluorescent protein family is polarisation. Physical
Chemistry Chemical Physics, 2019, 21, 18988-18998. 1.3 21

5714 Designing triazatruxene-based donor materials with promising photovoltaic parameters for organic
solar cells. RSC Advances, 2019, 9, 26402-26418. 1.7 115

5715
Band-gap tunable thiadiazolo[3,4-<i>g</i>]quinoxaline derivatives as non-fullerene acceptors in
organic photovoltaic cells processed from low toxic ethanol/anisole mixtures. New Journal of
Chemistry, 2019, 43, 14246-14256.

1.4 8

5716 Excitedâ€•State Symmetry Breaking in an Azaâ€•Nanographene Dye. Chemistry - A European Journal, 2019, 25,
13930-13938. 1.7 15

5717 Different reactivity to glutathione but similar tumor cell toxicity of chalcones and their
quinolinone analogues. Medicinal Chemistry Research, 2019, 28, 1448-1460. 1.1 15



306

Citation Report

# Article IF Citations

5718 Norbornadieneâ€“dihydroazulene conjugates. Organic and Biomolecular Chemistry, 2019, 17, 7735-7746. 1.5 25

5719
Synthesis, experimental characterization and theoretical calculation of novel charge transfer
complex between (S, S)-bis-N,N-sulfonyl bis â€“l-phenylalanine dimethylester and
2,3-dichloro-5,6-dicyano-1,4-benzoquinone (DDQ). Journal of Molecular Structure, 2019, 1198, 126890.

1.8 7

5720 Beyond Density Functional Theory: The Multiconfigurational Approach To Model Heterogeneous
Catalysis. ACS Catalysis, 2019, 9, 8481-8502. 5.5 75

5721 Vibrational properties and cooperativity of the 3D spin crossover network
[Fe(pyrazine)][Pt(CN)<sub>4</sub>]. Dalton Transactions, 2019, 48, 15625-15634. 1.6 9

5722 Rational design non-fullerene acceptor-based high efficiency BHJ polymer solar cells through
theoretical investigations. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 383, 111985. 2.0 6

5723
M11plus: A Range-Separated Hybrid Meta Functional with Both Local and Rung-3.5 Correlation Terms
and High Across-the-Board Accuracy for Chemical Applications. Journal of Chemical Theory and
Computation, 2019, 15, 4804-4815.

2.3 24

5724 Second-Order Nonlinear Optical Switch Manipulation of Photosensitive Layer by an External Electric
Field Coupled with Graphene Quantum Dots. Journal of Physical Chemistry A, 2019, 123, 7401-7407. 1.1 11

5725 Synthesis, Characterization and DFT Study of Bioactive 2â€•[(2â€•Methylpropanoyl)amino]propanoic Acid
and Its Polymeric Tributyltin(IV) Derivative. ChemistrySelect, 2019, 4, 8638-8644. 0.7 3

5726 Phthalocyanines core-modified by P and S and their complexes with fullerene C60: DFT study. Physical
Sciences Reviews, 2019, 4, . 0.8 2

5727 Oenin/Syringic Acid Copigmentation: Insights From a Theoretical Study. Frontiers in Chemistry, 2019, 7,
579. 1.8 9

5728 Polyketides and a Dihydroquinolone Alkaloid from a Marine-Derived Strain of the Fungus
<i>Metarhizium marquandii</i>. Journal of Natural Products, 2019, 82, 2460-2469. 1.5 27

5729 Naphthoylhydrazones: coordination to metal ions and biological screening. New Journal of
Chemistry, 2019, 43, 17801-17818. 1.4 13

5730 Theoretical insights into the effect of ligands on platinum(ii) complexes with a bidentate
bis(o-carborane) ligand structure. Photochemical and Photobiological Sciences, 2019, 18, 2421-2429. 1.6 3

5731 Symbolic regression in materials science. MRS Communications, 2019, 9, 793-805. 0.8 119

5732 Generation of Microsecond Charge-Separated Excited States in Rhenium(I) Diimine Complexes: Driving
Force Is the Dominant Factor in Controlling Lifetime. Inorganic Chemistry, 2019, 58, 9785-9795. 1.9 11

5733 Computational construction of the electronic Hamiltonian for photoinduced electron transfer and
Redfield propagation. Physical Chemistry Chemical Physics, 2019, 21, 17366-17377. 1.3 3

5734 Tautomerism in Azo and Azomethyne Dyes: When and If Theory Meets Experiment. Molecules, 2019, 24,
2252. 1.7 31

5735 Following excited states in molecular systems using density-based indexes: A dual emissive system as a
test case. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 383, 111978. 2.0 1



307

Citation Report

# Article IF Citations

5736 Optical Properties of Isolated and Covalent Organic Framework-Embedded Ruthenium Complexes.
Journal of Physical Chemistry A, 2019, 123, 6854-6867. 1.1 7

5737 Structure and excitation-dependent emission of novel zinc complexes with pyridyltriazoles. RSC
Advances, 2019, 9, 22143-22152. 1.7 18

5738 Effect of the Substitution Position on the Electronic and Solvatochromic Properties of
Isocyanoaminonaphthalene (ICAN) Fluorophores. Molecules, 2019, 24, 2434. 1.7 9

5739 Ï‰B2PLYP and Ï‰B2GPPLYP: The First Two Double-Hybrid Density Functionals with Long-Range Correction
Optimized for Excitation Energies. Journal of Chemical Theory and Computation, 2019, 15, 4735-4744. 2.3 107

5740
Star-Shaped Fused-Ring Electron Acceptors with a <i>C</i><sub>3<i>h</i></sub>-Symmetric and
Electron-Rich Benzotri(cyclopentadithiophene) Core for Efficient Nonfullerene Organic Solar Cells.
ACS Applied Materials &amp; Interfaces, 2019, 11, 28115-28124.

4.0 25

5741 Precise synthesis and photophysical properties of a small chiral carbon nanotube segment:
cyclo[7]paraphenylene-2,6-naphthylene. Chemical Communications, 2019, 55, 9456-9459. 2.2 28

5742 Endohedral alkali cations promote charge transfer transitions in complexes of C<sub>60</sub> with
[10]cycloparaphenylenes. Physical Chemistry Chemical Physics, 2019, 21, 16665-16675. 1.3 17

5743 Designing dithienothiophene (DTT)-based donor materials with efficient photovoltaic parameters for
organic solar cells. Journal of Molecular Modeling, 2019, 25, 222. 0.8 58

5744
Benchmark study of benzamide derivatives and four novel theoretically designed (L1, L2, L3, and L4)
ligands and evaluation of their biological properties by DFT approaches. Journal of Molecular
Modeling, 2019, 25, 223.

0.8 25

5745 Electronic structure and second-order nonlinear optical property of chiral peropyrenes. Journal of
Molecular Modeling, 2019, 25, 220. 0.8 1

5746 Tuning Optical Properties of Conjugated Molecules by Lewis Acids: Insights from Electronic
Structure Modeling. Journal of Physical Chemistry Letters, 2019, 10, 4632-4638. 2.1 14

5747 Extent of conjugation in diazonium-derived layers in molecular junction devices determined by
experiment and modelling. Physical Chemistry Chemical Physics, 2019, 21, 16762-16770. 1.3 8

5748 Donor substituted triphenylamine based sensitizers for dye sensitized solar cells (DSSC) application -
DFT and TD-DFT approach. AIP Conference Proceedings, 2019, , . 0.3 1

5749
Synthesis, photophysical evaluation, and computational study of 2-methoxy- and 2-morpholino
pyridine compounds as highly emissive fluorophores in solution and the solid state. Dyes and
Pigments, 2019, 171, 107705.

2.0 6

5750 Cationic polymer for selective removal of GenX and short-chain PFAS from surface waters and
wastewaters at ng/L levels. Water Research, 2019, 163, 114874. 5.3 115

5751 Computational Investigation of Nickel-Mediated Bâ€“H Activation and Regioselective Cage Bâ€“C(sp2)
Coupling of o-Carborane. Catalysts, 2019, 9, 548. 1.6 2

5752 The influence of water molecules on the stability of mineral green pigments in Chinese ancient
painting. Chemical Physics Letters, 2019, 731, 136592. 1.2 5

5753 Spectroscopic Studies on Hydrazineâ€“Boranes, Key Compounds for Chemical Hydrogen Storage.
Journal of Physical Chemistry A, 2019, 123, 6003-6015. 1.1 1



308

Citation Report

# Article IF Citations

5754 Electron transfer and intersystem crossing triggered fluorescence quenching detection of mercury
ions. Physical Chemistry Chemical Physics, 2019, 21, 16676-16685. 1.3 7

5755 Regular tuning of the ESIPT reaction of 3-hydroxychromone-based derivatives by substitution of
functional groups. Organic Chemistry Frontiers, 2019, 6, 3093-3100. 2.3 32

5756 Singlet fission in spiroconjugated dimers. Journal of Chemical Physics, 2019, 150, 204306. 1.2 23

5757 In silico Complexes of Amino Acids and Diamondoids. ChemPhysChem, 2019, 20, 2166-2170. 1.0 2

5758 Flexible Metalâ€“Organic Frameworks for Light-Switchable CO<sub>2</sub> Sorption Using an
Auxiliary Ligand Strategy. Inorganic Chemistry, 2019, 58, 9766-9772. 1.9 10

5759 Liquid Crystallinity as a Selfâ€•Assembly Motif for Highâ€•Efficiency, Solutionâ€•Processed, Solidâ€•State Singlet
Fission Materials. Advanced Energy Materials, 2019, 9, 1901069. 10.2 11

5760
Enhancing the photoresponse by CdSeâ€•Dyeâ€•TiO<sub>2</sub>â€•based multijunction systems for efficient
dyeâ€•sensitized solar cells: A theoretical outlook. Journal of Computational Chemistry, 2019, 40,
2444-2452.

1.5 17

5761 Strong fluorescence of a complex based on 2,2-dipyridyl derivative----An experimental and theoretical
investigation. Journal of Luminescence, 2019, 215, 116611. 1.5 2

5762 Effect of Ions on the Optical Absorption Spectra of Aqueously Solvated Chromophores. Journal of
Physical Chemistry A, 2019, 123, 6175-6184. 1.1 10

5763 Spectroscopic and Time-Dependent DFT Study of the Photophysical Properties of Substituted
1,4-Distyrylbenzenes. Journal of Physical Chemistry A, 2019, 123, 6496-6505. 1.1 7

5764
Aromaticity of HÃ¼ckel and MÃ¶bius Topologies Involved in Conformation Conversion of Macrocyclic
[32]Octaphyrin(1.0.1.0.1.0.1.0): Refined Evidence from Multiple Visual Criteria. Journal of Physical
Chemistry C, 2019, 123, 18593-18599.

1.5 26

5765 Combining Dithienosilole-Based Organic Dyes with a Brookite/Platinum Photocatalyst toward
Enhanced Visible-Light-Driven Hydrogen Production. ACS Applied Energy Materials, 2019, 2, 5600-5612. 2.5 30

5766 Intramolecular charge transfer and solvation dynamics of pushâ€“pull dyes with different
Ï€-conjugated linkers. Physical Chemistry Chemical Physics, 2019, 21, 17323-17331. 1.3 30

5767 Fluorenylporphyrins functionalized by electrochromic ruthenium units as redox-triggered
fluorescence switches. Dalton Transactions, 2019, 48, 11897-11911. 1.6 5

5768
Electronic structure and optical properties of isolated and TiO<sub>2</sub>â€•grafted free base
porphyrins for water oxidation: A challenging test case for DFT and TDâ€•DFT. Journal of Computational
Chemistry, 2019, 40, 2530-2538.

1.5 9

5769 Role of organic cation in modern lead-based perovskites. Solar Energy, 2019, 189, 86-93. 2.9 8

5770
Axial Chirality at the Boronâ€“Carbon Bond: Synthesis, Stereodynamic Analysis, and Atropisomeric
Resolution of 6-Aryl-5,6-dihydrodibenzo[<i>c,e</i>][1,2]azaborinines. Journal of Organic Chemistry,
2019, 84, 12253-12258.

1.7 20

5771
Exploring the effects of axial halogen substitutions of boron subphthalocyanines on the
performance of BsubPC/C60 organic solar cells: a DFT/TDDFT-based computational study. New Journal
of Chemistry, 2019, 43, 12719-12726.

1.4 10



309

Citation Report

# Article IF Citations

5772
A comparative theoretical study on the optoelectronic and nonlinear optical properties of
[Pt(bpy)(qdt)] derivatives with electron-donating and -withdrawing anchors. New Journal of
Chemistry, 2019, 43, 12865-12873.

1.4 3

5773 Diagnosis of two evaluation paths to density-based descriptors of molecular electronic transitions.
Advances in Quantum Chemistry, 2019, 79, 289-310. 0.4 0

5774 A proposal for the structure of high- and low-density fluctuations in liquid water. Journal of
Chemical Physics, 2019, 151, 034508. 1.2 39

5775 Ag(I) camphor complexes: antimicrobial activity by design. Journal of Inorganic Biochemistry, 2019, 199,
110791. 1.5 16

5776
Effect of solvent environment on excited state intramolecular proton transfer in
2-(4-(dimethylamino)phenyl)-3-hydroxy-6,7-dimethoxy-4<i>h</i>-chromen-4-one. Physical Chemistry
Chemical Physics, 2019, 21, 17711-17719.

1.3 23

5777
A macrocyclic tetranuclear Zn<sup>II</sup> complex as a receptor for selective dual fluorescence
sensing of F<sup>âˆ’</sup> and AcO<sup>âˆ’</sup>: effect of a macrocyclic ligand. New Journal of
Chemistry, 2019, 43, 13152-13161.

1.4 10

5778
Improving optoelectronic and charge transport properties of Dâ€“Ï€â€“D type
diketopyrrolopyrrole-pyrene derivatives as multifunctional materials for organic solar cell
applications. RSC Advances, 2019, 9, 22597-22603.

1.7 9

5779 Heterocycle Effects on the Liquid Crystallinity of Terthiophene Analogues. Materials, 2019, 12, 2314. 1.3 6

5780
A High Spin Mn(IV)-Oxo Complex Generated via Stepwise Proton and Electron Transfer from
Mn(III)â€“Hydroxo Precursor: Characterization and Câ€“H Bond Cleavage Reactivity. Inorganic Chemistry,
2019, 58, 9713-9722.

1.9 16

5781 Davydov Splitting in Squaraine Dimers. Journal of Physical Chemistry C, 2019, 123, 18734-18745. 1.5 41

5782 Determinant of ESIPT Mechanism by the Structure Designed for Symmetrical and Unsymmetrical
Molecules. ACS Applied Bio Materials, 2019, 2, 3622-3629. 2.3 7

5783
Toward photophysical characteristics of tripletâ€“triplet annihilation photon upconversion: a
promising protocol from the perspective of optimally tuned range-separated hybrids. Physical
Chemistry Chemical Physics, 2019, 21, 17126-17141.

1.3 11

5784 Design and photoelectric properties of D-A-Ï€-A carbazole dyes with different Ï€-spacers and acceptors
for use in solar cells: a DFT and TD-DFT investigation. Journal of Molecular Modeling, 2019, 25, 249. 0.8 5

5785

Size evolution study on the electronic and optical properties of gold-cluster complexes <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si67.svg"><mml:mrow><mml:msub><mml:mrow><mml:mi
mathvariant="italic">Au</mml:mi></mml:mrow><mml:mrow><mml:mn>4</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>-S-<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si68.svg"><mml:mrow><mml:msub><mml:mrow><mml:mi>C</mml:mi></mml:mrow><mml:mrow><mml:mi>n</mml:mi></mml:mrow></mml:msub><mml:msub.

1.2 2

5786
Highly efficient phosphorescence from cyclometallated iridium(III) compounds: Improved syntheses of
picolinate complexes and quantum chemical studies of their electronic structures. Inorganica
Chimica Acta, 2019, 496, 119040.

1.2 2

5787 Extraction and stripping of platinum (IV) from acidic chloride media using guanidinium ionic liquid.
Journal of Molecular Liquids, 2019, 293, 111040. 2.3 20

5788
Assessment of BODIPYâ€“Oxasmaragdyrin Dyads for Dye-Sensitized Solar Cells: Aromaticity,
Photosensitization Capability, and Charge Transport. Journal of Physical Chemistry C, 2019, 123,
19362-19375.

1.5 15

5789 Simple N-hexylcarbazole based metal free sensitizer for dye sensitized solar cells (DSSC) application â€“
A quantum chemical approach. AIP Conference Proceedings, 2019, , . 0.3 1



310

Citation Report

# Article IF Citations

5790 Molecular structure, spectroscopic and density functional studies on
2-{[(5-nitrothiophen-2-yl)methylidene]amino}phenol. Optik, 2019, 195, 163144. 1.4 1

5791 Dibenzo-p-dioxin. Twisted and puckered excited state molecular geometries. Computational and
Theoretical Chemistry, 2019, 1164, 112551. 1.1 1

5792 Enhanced intramolecular charge transfer of organic dyes containing hydantoin donor: A DFT study.
Journal of Photochemistry and Photobiology A: Chemistry, 2019, 383, 111979. 2.0 11

5793
Quantitative Accuracy in Calculating Charge Transfer State Energies in Solvated Molecular
Complexes Using a Screened Range Separated Hybrid Functional within a Polarized Continuum Model.
Journal of Chemical Theory and Computation, 2019, 15, 4305-4311.

2.3 53

5794 The response of electronic and energetic properties of conjugated vs aromatic molecules to an
external uniform electric field. Structural Chemistry, 2019, 30, 1407-1413. 1.0 4

5795 External Electric Field Induced Second-Order Nonlinear Optical Effects in Hexagonal Graphene
Quantum Dots. Journal of Physical Chemistry C, 2019, 123, 20020-20025. 1.5 12

5796 Calculations of neon nuclear-spin optical rotation, Verdet and hyperfine constants with
configuration-interaction many-body perturbation theory. European Physical Journal D, 2019, 73, 1. 0.6 1

5797 Functionalized pyreneâ€•based AIEgens: synthesis, photophysical characterization and density functional
theory studies. Luminescence, 2019, 34, 715-723. 1.5 5

5798 The solvatochromic response of benzo[a]fluorenone in aprotic solvents compared with
benzo[b]fluorenone and 9â€•fluorenone. Journal of Physical Organic Chemistry, 2019, 32, e3994. 0.9 3

5799 Modeling of cationic and excited states of Î³-substituted boron difluoride acetylacetonates. Journal of
Molecular Structure, 2019, 1197, 108-116. 1.8 1

5800 Brominated Azaphilones from the Sponge-Associated Fungus <i>Penicillium canescens</i> Strain
4.14.6a. Journal of Natural Products, 2019, 82, 2159-2166. 1.5 41

5801 Origins of the Electronic Modulations of Bacterio- and Isobacteriodilactone Regioisomers. Journal of
Physical Chemistry A, 2019, 123, 7470-7485. 1.1 14

5802
Relation between Anharmonicity of Free-Energy Profile and Spectroscopy in Solvation Dynamics:
Differences in Spectral Broadening and Peak Shift in Transient Hole-Burning Spectroscopy Studied by
Equilibrium Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2019, 123, 7036-7042.

1.2 4

5803 Vibrationally resolved emission spectra of luminescent conjugated oligothiophenes from anharmonic
calculations. Physical Chemistry Chemical Physics, 2019, 21, 17410-17422. 1.3 15

5804 When â€œDonorâ€“Acceptorâ€• Dyes Delocalize: A Spectroscopic and Computational Study of Dâ€“A Dyes
Using â€œMichlerâ€™s Baseâ€•. Journal of Physical Chemistry A, 2019, 123, 5957-5968. 1.1 7

5805 DFT and spatial confinement: a benchmark study on the structural and electrical properties of
hydrogen bonded complexes. Physical Chemistry Chemical Physics, 2019, 21, 17253-17273. 1.3 6

5806 Untangling Hydrogen Bond Networks with Ion Mobility Spectrometry and Quantum Chemical
Calculations: A Case Study on H<sup>+</sup>XPGG. Journal of Physical Chemistry B, 2019, 123, 5730-5741. 1.2 2

5807 Crystal structure, Hirshfeld surface, DFT and BSA binding studies of
dihydropyrazole-1-thiocarboxamides. Journal of Molecular Structure, 2019, 1196, 662-675. 1.8 10



311

Citation Report

# Article IF Citations

5808 Towards density functional approximations from coupled cluster correlation energy densities.
Journal of Chemical Physics, 2019, 150, 244116. 1.2 5

5809 Liquid water structure from X-ray absorption and emission, NMR shielding and X-ray diffraction.
Science China: Physics, Mechanics and Astronomy, 2019, 62, 1. 2.0 5

5810 Structural and photophysical studies of triphenylamine-based nonlinear optical dyes: effects of
Ï€-linker moieties on the D-Ï€-A structure. Comptes Rendus Chimie, 2019, 22, 373-385. 0.2 10

5811 Cross-Comparisons between Experiment, TD-DFT, CC, and ADC for Transition Energies. Journal of
Chemical Theory and Computation, 2019, 15, 4581-4590. 2.3 58

5812 Quantum dynamics of a molecular emitter strongly coupled with surface plasmon polaritons: A
macroscopic quantum electrodynamics approach. Journal of Chemical Physics, 2019, 151, 014105. 1.2 33

5813 Modeling of efficient pyrene-core substituted with electron-donating groups as hole-transporting
materials in perovskite solar cells. Solar Energy, 2019, 188, 898-912. 2.9 17

5814 Synthesis and characterization of bent fluorine-containing donorâ€“Ï€-acceptor molecules as intense
luminophores with large Stokes shifts. Organic and Biomolecular Chemistry, 2019, 17, 6911-6919. 1.5 7

5815
Ã‰tude structurale des systÃ¨mes dissymÃ©triques de structure D-Ï€-A Ã  base de thiÃ©nopyrazine destinÃ©s
aux cellules solaires organiques de type Â« bulk heterojunction Â» (BHJ). Canadian Journal of Chemistry,
2019, 97, 745-755.

0.6 1

5816 Determination of the absolute configuration of conformationally flexible molecules by simulation of
chiro-optical spectra: a case study. RSC Advances, 2019, 9, 18165-18175. 1.7 10

5817 Chemical Kinetics of Hydrogen Atom Abstraction from Propargyl Sites by Hydrogen and Hydroxy
Radicals. International Journal of Molecular Sciences, 2019, 20, 3227. 1.8 6

5818 Metal ions doped into merocyanine form of coumarin derivatives: nonlinear optical molecular
switches. Journal of Molecular Modeling, 2019, 25, 212. 0.8 4

5819
Application of Multifunctional X-Doped Sumanene (X= Si, Ge, O, S and Se) for Concaveâ€“Convex
Supramolecular Assembly with C<sub>60</sub> and Their Nonlinear Optical Properties. Journal of
Physical Chemistry C, 2019, 123, 27811-27822.

1.5 9

5820 Aggregation Promotes Excited-State Intramolecular Proton Transfer for Benzothiazole-Substituted
Tetraphenylethylene Compound. ACS Applied Bio Materials, 2019, 2, 5182-5189. 2.3 47

5821 High-sensitivity fiber salinity sensor based on an exposed-core microstructured fiber interferometer.
Journal Physics D: Applied Physics, 2019, 52, 495402. 1.3 22

5822 Neutral Cyclometalated Iridium(III) Complexes Bearing Substituted N-Heterocyclic Carbene (NHC)
Ligands for High-Performance Yellow OLED Application. Inorganic Chemistry, 2019, 58, 14377-14388. 1.9 35

5823 Structurally Modified Cyclopenta[<i>b</i>]benzofuran Analogues Isolated from <i>Aglaia
perviridis</i>. Journal of Natural Products, 2019, 82, 2870-2877. 1.5 11

5824 Theoretical Design of High-Performance Boron Dipyrromethenes Dyes by Introducing Heterocyclics to
Tune Photoelectric Properties. Journal of Physical Chemistry C, 2019, 123, 26047-26056. 1.5 14

5825 Influence of the Dielectric Constant around an Emitter on Its Delayed Fluorescence. Physical Review
Applied, 2019, 12, . 1.5 4



312

Citation Report

# Article IF Citations

5826 Diffusion Tensor Image segmentation based on multi-atlas Active Shape Model. Multimedia Tools and
Applications, 2019, 78, 34231-34246. 2.6 5

5827 Mechanical Stabilization of Helical Chirality in a Macrocyclic Oligothiophene. Journal of the
American Chemical Society, 2019, 141, 2104-2110. 6.6 41

5828 Benchmark study of the linear and nonlinear optical polarizabilities in proto-type NLO molecule of
<i>para</i>-nitroaniline. Journal of Theoretical and Computational Chemistry, 2019, 18, 1950030. 1.8 74

5829 Influence of UV stabilizers on the weathering of PETG and PCTT films. Journal of Applied Polymer
Science, 2019, 136, 48198. 1.3 8

5830 Supramolecular Nanowires from an Acceptorâ€“Donorâ€“Acceptor Conjugated Chromophore. Chemistry
- A European Journal, 2019, 25, 16725-16731. 1.7 14

5831 Interaction of thiourea and urea with maleimide: comparative theoretical DFT study. Heliyon, 2019, 5,
e02330. 1.4 4

5832 Assessing density functional theory in real-time and real-space as a tool for studying
bacteriochlorophylls and the light-harvesting complex 2. Journal of Chemical Physics, 2019, 151, 134114. 1.2 12

5833 CPPE: An Open-Source C++ and Python Library for Polarizable Embedding. Journal of Chemical Theory
and Computation, 2019, 15, 6154-6163. 2.3 20

5834 Low-Temperature Phase Transitions of the Ionic Liquid 1-Ethyl-3-methylimidazolium Dicyanamide.
Journal of Physical Chemistry B, 2019, 123, 9418-9427. 1.2 12

5835 Theoretical Investigation on the Control of Macrocyclic Dihydroazulene/Azobenzene Photoswitches.
Journal of Physical Chemistry C, 2019, 123, 25579-25584. 1.5 7

5836 Insight into Isothioureaâ€•Catalyzed Enantioselective Addition of Saturated Esters to Iminium Ions.
Chemistry - an Asian Journal, 2019, 14, 4322-4327. 1.7 6

5837
Nâ€•Heterocyclic Olefins as Electron Donors in Combination with Triarylborane Acceptors: Synthesis,
Optical and Electronic Properties of Dâ€“Ï€â€“A Compounds. Chemistry - A European Journal, 2019, 25,
13777-13784.

1.7 14

5838 Theoretical Study on the Optical Properties of Multichromophoric Systems Based on an Exciton
Approach: Modification Guidelines. ChemPhotoChem, 2019, 3, 663-663. 1.5 0

5839 Kinetic Stability and Reactivity of Silicon and Fluorineâ€•Containing CLâ€•20 Derivatives. ChemistrySelect,
2019, 4, 9659-9665. 0.7 6

5840 Synthesis, crystal structures and electrochemical properties of ferrocenyl imidazole derivatives.
Heliyon, 2019, 5, e02580. 1.4 4

5841 Pressure-induced emission enhancement in hexaphenylsilole: a computational study. Journal of
Materials Chemistry C, 2019, 7, 1388-1398. 2.7 33

5842 Amplitude Angle Modulated Bat Algorithm With Application to Zero-One Knapsack Problem. IEEE
Access, 2019, 7, 27957-27969. 2.6 8

5843 Quantum chemical calculations of 31P NMR chemical shifts of P-donor ligands in platinum(II)
complexes. Journal of Molecular Modeling, 2019, 25, 329. 0.8 3



313

Citation Report

# Article IF Citations

5844 Transfer and Amplification of Chirality Within the â€œRing of Fireâ€• Observed in Resonance Raman Optical
Activity Experiments. Angewandte Chemie, 2019, 131, 16647-16650. 1.6 11

5845
Computational study on optoelectronic and charge transport properties of
diketopyrrolopyrrole-based Aâ€“Dâ€“Aâ€“Dâ€“A structure molecules for organic solar cells. Journal of
Molecular Modeling, 2019, 25, 339.

0.8 3

5846 Star-Shaped Diketopyrrolopyrroleâ€“Zinc Porphyrin that Delivers 900 nm Emission in Light-Emitting
Electrochemical Cells. Chemistry of Materials, 2019, 31, 9721-9728. 3.2 34

5847 Luminescent AgI Complexes with 2,2â€²-Bipyridine Derivatives Featuring [Ag-(CF3 )2 Pyrazolate]4 Units.
European Journal of Inorganic Chemistry, 2019, 2019, 4855-4861. 1.0 12

5848 Predicting Potential Inversion Behavior of Ruâ€“aqua Complexes via Using Cost Effective DFT
Calculations. Bulletin of the Korean Chemical Society, 2019, 40, 1098-1111. 1.0 1

5849
Interfacial Charge Transfer Transitions in Colloidal TiO<sub>2</sub> Nanoparticles Functionalized
with Salicylic acid and 5-Aminosalicylic acid: A Comparative Photoelectron Spectroscopy and DFT
Study. Journal of Physical Chemistry C, 2019, 123, 29057-29066.

1.5 17

5850 Tuning Electronic Structure in Layered Hybrid Perovskites with Organic Spacer Substitution. Nano
Letters, 2019, 19, 8732-8740. 4.5 41

5851 Adventures in DFT by a wavefunction theorist. Journal of Chemical Physics, 2019, 151, 160901. 1.2 30

5852 Extended Alkenyl and Alkynyl Benzotriazoles with Enhanced Twoâ€•Photon Absorption Properties as a
Promising Alternative to Benzothiadiazoles. Chemistry - A European Journal, 2019, 25, 15572-15579. 1.7 7

5853 Structure and electronic excitation spectra of low-lying isomers of Aun clusters (nâ€¯=â€¯2â€“20). A DFT
study. Computational and Theoretical Chemistry, 2019, 1170, 112637. 1.1 7

5854 Cryogenic Ion Spectroscopy of the Green Fluorescent Protein Chromophore in Vacuo. Journal of
Physical Chemistry Letters, 2019, 10, 7817-7822. 2.1 24

5855 Theoretical Insight into Multiple Charge-Transfer Mechanisms at the P3HT/Nonfullerenes Interface in
Organic Solar Cells. ACS Sustainable Chemistry and Engineering, 2019, 7, 19699-19707. 3.2 27

5856 Syntheses and structures of benzo-bis(1,3,2-diazaboroles) and acenaphtho-1,3,2-diazaboroles. Dalton
Transactions, 2019, 48, 16911-16921. 1.6 6

5857 Exploring local range separation: The role of spin scaling and one-electron self-interaction. Journal
of Chemical Physics, 2019, 151, 154108. 1.2 11

5858
Understanding Structural Changes through Excited-State Intramolecular Proton Transfer in
4â€²-<i>N</i>,<i>N</i>-Diethylamino-3-hydroxyflavone (DEAHF) in Solution Based on Quantum Chemical
Calculations. Journal of Physical Chemistry B, 2019, 123, 9872-9881.

1.2 11

5859 Stacks of Metalloporphyrins: Comparison of Experimental and Computational Results. Journal of
Physical Chemistry B, 2019, 123, 10044-10060. 1.2 1

5860 Chiroptical Symmetry Analysis of Trianglimines: A Case Study. Symmetry, 2019, 11, 1245. 1.1 3

5861 Exploring response of Li2 molecule to external electric field: A DFT and SAC-CI study. Computational
and Theoretical Chemistry, 2019, 1169, 112620. 1.1 5



314

Citation Report

# Article IF Citations

5862 Nonâ€•covalent Interactions and Charge Transfer between Propene and Neutral Yttriumâ€•Doped and Pure
Gold Clusters. Chemistry - A European Journal, 2019, 25, 15795-15804. 1.7 8

5863
DFT Study of Photochemical Properties and Radiative Forcing Efficiency Features of the Stereoisomers
<i>cis</i>- and <i>trans</i>-CHClâ••CHâ€“CF<sub>3</sub>. Journal of Physical Chemistry A, 2019, 123,
10437-10445.

1.1 11

5864 Mod(n-m,3) Dependence of Defect-State Emission Bands in Aryl-Functionalized Carbon Nanotubes. Nano
Letters, 2019, 19, 8503-8509. 4.5 22

5865 Range-separation and the multiple radii functional approximation inspired by the strongly interacting
limit of density functional theory. Journal of Chemical Physics, 2019, 151, 184101. 1.2 8

5866 Rational Design of Nile Red Analogs for Sensing in Membranes. Journal of Physical Chemistry B, 2019,
123, 10424-10432. 1.2 9

5867
Steric Switching From Photochemical to Thermal N2 Splitting: A Computational Analysis of the
Isomerization Reaction {(Cp*)(Am)Mo}2(Î¼-Î·1:Î·1-N2) â†’ {(Cp*)(Am)Mo}2(Î¼-N)2. Frontiers in Chemistry, 2019, 7,
352.

1.8 5

5868 Transfer and Amplification of Chirality Within the â€œRing of Fireâ€• Observed in Resonance Raman Optical
Activity Experiments. Angewandte Chemie - International Edition, 2019, 58, 16495-16498. 7.2 27

5869
Origin of Difference in the Reactivity of Aliphatic and Aromatic Guanidineâ€•containing Pharmaceuticals
Toward [ 18 F]Fluorination: Coulombic Forces and Hydrogen Bonding. Bulletin of the Korean
Chemical Society, 2019, 40, 894-897.

1.0 5

5870 Catalyticâ€•Type Excitedâ€•State Nâˆ’H Protonâ€•Transfer Reaction in 7â€•Aminoquinoline and Its Derivatives.
Chemistry - A European Journal, 2019, 25, 14972-14982. 1.7 13

5871 Performance of Density Functional Theory for Transition Metal Oxygen Bonds. ChemPhysChem, 2019,
20, 3210-3220. 1.0 9

5872 Molecular solar thermal energy storage properties of photochromic molecules physisorbed onto
nanoparticles. Chemical Physics Letters, 2019, 733, 136661. 1.2 7

5873 Pentacoordinate silicon compounds based on 2,2â€²-dihydroxyazobenzene ligand. Journal of
Organometallic Chemistry, 2019, 903, 120997. 0.8 11

5874 A novel mononuclear complex of 4,4â€³-azobis-(2,2â€²-bipyridine) coordinated to tetracyanoruthenium(II)
can behave as a â€œmolecular switchâ€•. Polyhedron, 2019, 174, 114149. 1.0 4

5875
Band Gap of 3D Metal Oxides and Quasi-2D Materials from Hybrid Density Functional Theory: Are
Dielectric-Dependent Functionals Superior?. Journal of Chemical Theory and Computation, 2019, 15,
6294-6312.

2.3 45

5876 Stability of â€œNo-Pair Ferromagneticâ€• Lithium Clusters. Journal of Physical Chemistry A, 2019, 123,
9721-9728. 1.1 3

5877 Dynamic Polarizability and Higher-Order Electric Properties of Fluorene, Carbazole, and
Dibenzofuran. Journal of Physical Chemistry A, 2019, 123, 9753-9762. 1.1 5

5878 Extended Discrete Interaction Model: Plasmonic Excitations of Silver Nanoparticles. Journal of
Physical Chemistry C, 2019, 123, 28867-28880. 1.5 20

5879 A Barcoded Polymer-Based Cross-Reactive Spectroscopic Sensor Array for Organic Volatiles. Sensors,
2019, 19, 3683. 2.1 4



315

Citation Report

# Article IF Citations

5880 Ab initio molecular dynamics of free radical-induced oxidation of ergothioneine. Journal of
Molecular Modeling, 2019, 25, 327. 0.8 2

5881 Synthesis and Density Functional Theory Studies of Azirinyl and Oxiranyl Functionalized Isoindigo and
(3Z,3â€™Z)-3,3â€™-(ethane-1,2-diylidene)bis(indolin-2-one) Derivatives. Molecules, 2019, 24, 3649. 1.7 3

5882 Structural Studies, Antimicrobial Activity and Protein Interaction of Photostable Terpyridine Silver(I)
Complexes. European Journal of Inorganic Chemistry, 2019, 2019, 4020-4030. 1.0 4

5883 Molecular and Supramolecular Interactions in Systems with Nitroxide-Based Radicals. International
Journal of Molecular Sciences, 2019, 20, 4733. 1.8 6

5884 Induced Night Vision by Singlet-Oxygen-Mediated Activation of Rhodopsin. Journal of Physical
Chemistry Letters, 2019, 10, 7133-7140. 2.1 14

5885 Application of quantum chemical methods in polymer chemistry. International Reviews in Physical
Chemistry, 2019, 38, 343-403. 0.9 22

5886 Addressing Chargeâ€•Transfer and Locallyâ€•Excited States in a Twisted Biphenyl Pushâ€•Pull Chromophore.
ChemPhysChem, 2019, 20, 2860-2873. 1.0 13

5887 Directional and regioselective hole injection of spiropyran photoswitches intercalated into
A/T-duplex DNA. Physical Chemistry Chemical Physics, 2019, 21, 17971-17977. 1.3 6

5888 Visualizations of Electric and Magnetic Interactions in Electronic Circular Dichroism and Raman
Optical Activity. Journal of Physical Chemistry A, 2019, 123, 8071-8081. 1.1 43

5889 Toward the evaluation of intersystem crossing rates with variational relativistic methods. Journal of
Chemical Physics, 2019, 151, 084107. 1.2 11

5890 Singletâ€“Triplet Inversion in Heptazine and in Polymeric Carbon Nitrides. Journal of Physical Chemistry
A, 2019, 123, 8099-8108. 1.1 87

5891 Synthesis, Characterization, and Photochromic Studies of Cyclometalated Iridium(III) Complexes
Containing a Spironaphthoxazine Moiety. Organometallics, 2019, 38, 3542-3552. 1.1 14

5892 Range-separated double-hybrid density-functional theory with coupled-cluster and random-phase
approximations. Journal of Chemical Physics, 2019, 151, 074102. 1.2 20

5893 Optical spectra in the condensed phase: Capturing anharmonic and vibronic features using dynamic
and static approaches. Journal of Chemical Physics, 2019, 151, 074111. 1.2 52

5894 Impact of molecular packing rearrangement on solid-state fluorescence: polyhalogenated
<i>N</i>-hetarylamines <i>vs.</i> their co-crystals with 18-crown-6. CrystEngComm, 2019, 21, 5931-5946. 1.3 12

5895
Excited-state investigations of meso-mono-substituted-(amino-ferrocenyl)porphyrins: Experimental
and theoretical approaches. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 384,
112048.

2.0 3

5896
Potential use of an anthocyanin-rich extract from berries of Vaccinium meridionale Swartz as
sensitizer for TiO2 thin films â€“ An experimental and theoretical study. Journal of Photochemistry and
Photobiology A: Chemistry, 2019, 384, 112050.

2.0 14

5897 Hypsochromic solvent shift of the charge separation band in ionic donorâ€“acceptor
Li<sup>+</sup>@C<sub>60</sub>âŠ‚[10]CPP. Chemical Communications, 2019, 55, 11195-11198. 2.2 23



316

Citation Report

# Article IF Citations

5898 Highly soluble fluorine containing Cu(<scp>i</scp>) AlkylPyrPhos TADF complexes. Dalton
Transactions, 2019, 48, 15687-15698. 1.6 25

5899 Donor-acceptor decorated graphyne: A promising candidate for nonlinear optical application. AIP
Conference Proceedings, 2019, , . 0.3 8

5900 Switchable second-order nonlinear optical response of platinum-sensitized dithienylethenes. Journal
of Theoretical and Computational Chemistry, 2019, 18, 1950022. 1.8 0

5901 Proton transfer in the benzimidazolone and benzimidazolthione tautomerism process catalyzed by
polar protic solvents. Progress in Reaction Kinetics and Mechanism, 2019, 44, 143-156. 1.1 4

5902 Synthesis and environment-dependent fluorescence behavior of a biaryl-conjugated
(diphenylmethylene)imidazolinone. Organic and Biomolecular Chemistry, 2019, 17, 8443-8449. 1.5 2

5903 Molecular design of chiral zirconium metalâ€“organic frameworks for asymmetric transfer
hydrogenation of imines. Catalysis Science and Technology, 2019, 9, 4888-4897. 2.1 9

5904 Theoretical Design of Near-Infrared Al<sup>3+</sup> Fluorescent Probes Based on Salicylaldehyde
Acylhydrazone Schiff Base Derivatives. Inorganic Chemistry, 2019, 58, 12618-12627. 1.9 31

5905
Excited state intramolecular proton transfer process in benzazole fluorophores tailored by
polymeric matrix: A combined theoretical and experimental study. Journal of Molecular Liquids, 2019,
295, 111710.

2.3 9

5906 Mechanochromic luminescence based on a phthalonitrile-bridging salophen zinc(<scp>ii</scp>)
complex. New Journal of Chemistry, 2019, 43, 15886-15891. 1.4 18

5907 The facile synthesis of homoleptic phenylpyridazine iridium(III) complexes and their application in high
efficiency OLEDs. Organic Electronics, 2019, 75, 105439. 1.4 8

5908 Theoretical studies on the energy structures and optical properties of copper cysteamine â€“ a novel
sensitizer. Physical Chemistry Chemical Physics, 2019, 21, 21084-21093. 1.3 7

5909
Luminescent europium(<scp>iii</scp>) and terbium(<scp>iii</scp>) complexes of Î²-diketonate and
substituted terpyridine ligands: synthesis, crystal structures and elucidation of energy transfer
pathways. New Journal of Chemistry, 2019, 43, 15139-15152.

1.4 38

5910 Symmetry-breaking charge transfer dynamics of 9,9â€™-bianthracene revealed by experiment and theory.
EPJ Web of Conferences, 2019, 205, 09008. 0.1 0

5911
Exploring the Excited-State Dynamics of Hydrocarbon Radicals, Biradicals, and Carbenes Using
Time-Resolved Photoelectron Spectroscopy and Field-Induced Surface Hopping Simulations. Journal of
Physical Chemistry A, 2019, 123, 10643-10662.

1.1 11

5912 Charge-transfer electronic states inÂ organic solar cells. Nature Reviews Materials, 2019, 4, 689-707. 23.3 229

5913 Photoswitchable de/adsorption of an azobenzene-derived surfactant on a silica surface. Physical
Chemistry Chemical Physics, 2019, 21, 21030-21037. 1.3 9

5914 Induction of cryptic metabolites of the endophytic fungus <i>Trichocladium</i> sp. through OSMAC
and co-cultivation. RSC Advances, 2019, 9, 27279-27288. 1.7 20

5915
Photo-induced Electron Transfer or Proton-Coupled Electron Transfer in Methylbipyridine/Phenol
Complexes: A Time-Dependent Density Functional Theory Investigation. Journal of Physical Chemistry A,
2019, 123, 8122-8129.

1.1 7



317

Citation Report

# Article IF Citations

5916 Design of efficient non-doped blue emitters: toward the improvement of charge transport. RSC
Advances, 2019, 9, 27807-27816. 1.7 3

5917 A high-throughput computational approach to UV-Vis spectra in protein mutants. Physical Chemistry
Chemical Physics, 2019, 21, 20678-20692. 1.3 4

5918

The photophysical properties and electronic structures of
bis[1]benzothieno[6,7-<i>d</i>:6â€²,7â€²-<i>d</i>â€²]benzo[1,2-<i>b</i>:4,5-<i>b</i>â€²]dithiophene (BBTBDT)
derivatives as hole-transporting materials for organic light-emitting diodes (OLEDs). New Journal of
Chemistry, 2019, 43, 15899-15909.

1.4 17

5919 Laser-Induced Fluorescence and Dispersed Fluorescence Spectroscopy of Jet-Cooled Isopentoxy
Radicals. Journal of Physical Chemistry A, 2019, 123, 8441-8447. 1.1 3

5920 Tuning the Optical Properties of Novel Antitumoral Drugs Based on Cyclometalated Iridium(III)
Complexes. Journal of Physical Chemistry A, 2019, 123, 8644-8649. 1.1 6

5921 Singlet-Fission-Induced Enhancement of Third-Order Nonlinear Optical Properties of Pentacene
Dimers. ACS Omega, 2019, 4, 16181-16190. 1.6 14

5922 Computational Analysis of Proton-Coupled Electron Transfer in Hydrotris(triazolyl)borate Midâ€“Late
3d and 4d Transition Metal Complexes. Organometallics, 2019, 38, 3521-3531. 1.1 3

5923 Charge-transfer interactions between fullerenes and a mesoporous tetrathiafulvalene-based
metalâ€“organic framework. Beilstein Journal of Nanotechnology, 2019, 10, 1883-1893. 1.5 24

5924
A Mechanistic Study of Protonated Aniline to Protonated Phenol Substitution Considering
Tautomerization by Ion Mobility Mass Spectrometry and Tandem Mass Spectrometry. Journal of the
American Society for Mass Spectrometry, 2019, 30, 2238-2249.

1.2 13

5925 New tricyclic prezizaane sesquiterpenoids from agarwood. FÃ¬toterapÃ¬Ã¢, 2019, 138, 104301. 1.1 9

5926 Radical-Stimulated Nucleophile Release. Journal of Organic Chemistry, 2019, 84, 12606-12616. 1.7 2

5927 First molecular electronic hyperpolarizability of series of Ï€-conjugated oxazole dyes in solution: an
experimental and theoretical study. RSC Advances, 2019, 9, 26476-26482. 1.7 17

5928 The transition state conformational effect on the activation energy of ethyl acetate neutral
hydrolysis. Heliyon, 2019, 5, e02409. 1.4 8

5929 Ï€-Extended Four-Coordinate Organoboron N,C-Chelates as Two-Photon Absorbing Chromophores.
Journal of Organic Chemistry, 2019, 84, 13384-13393. 1.7 11

5930 Calculation of Free-Energy Barriers with TD-DFT: A Case Study on Excited-State Proton Transfer in
Indigo. Journal of Physical Chemistry A, 2019, 123, 8485-8495. 1.1 16

5931 Long-lived MLCT states for Ru(<scp>ii</scp>) complexes of ferrocene-appended 2,2â€²-bipyridines. Dalton
Transactions, 2019, 48, 15713-15722. 1.6 9

5932 Resolving the ultrafast intersystem crossing in a bimetallic platinum complex. Journal of Chemical
Physics, 2019, 151, 114303. 1.2 19

5933 Homocoupling and Heterocoupling of Grignard Perfluorobenzene Reagents via Aryne Intermediates: A
DFT Study. Journal of Physical Chemistry A, 2019, 123, 9693-9700. 1.1 1



318

Citation Report

# Article IF Citations

5934 Electronic spectroscopy of ethanol: An experimental and theoretical study. Journal of Quantitative
Spectroscopy and Radiative Transfer, 2019, 237, 106609. 1.1 7

5935 Sesquiterpenoids and Î³-pyranone derivatives from the whole plant of Erigeron breviscapus and their
neuroprotective effects. FÃ¬toterapÃ¬Ã¢, 2019, 138, 104288. 1.1 3

5936 Experimental and Theoretical Study of Surface-Enhanced Raman Spectra of Sulfadiazine Adsorbed on
Nanoscale Gold Colloids. Journal of Physical Chemistry A, 2019, 123, 9199-9208. 1.1 12

5937 Highly Fluorescent Benzophosphole Oxide Block-Copolymer Micelles. Macromolecules, 2019, 52,
7477-7488. 2.2 17

5938 Adsorption of amino acids at clay surfaces and implication for biochemical reactions: Role and impact
of surface charges. Colloids and Surfaces B: Biointerfaces, 2019, 183, 110458. 2.5 20

5939 Analytic first-order derivatives of partially contracted <i>n</i>-electron valence state second-order
perturbation theory (PC-NEVPT2). Journal of Chemical Physics, 2019, 151, 114103. 1.2 19

5940 Nuclear Magnetic Resonance parameters of mercury atom and water molecule complex: Relativistic
calculations. Chemical Physics Letters, 2019, 736, 136775. 1.2 4

5941 Ethylene-Bridged Hexadentate Bis(amidines) and Bis(amidinates) with Variable Binding Sites. Journal of
Organic Chemistry, 2019, 84, 14217-14226. 1.7 9

5942 The influence of geometry relaxation in solution on the first hyperpolarizability of mesoionic
compounds. Chemical Physics Letters, 2019, 736, 136798. 1.2 3

5943
Spectral and quantum chemical analysis of ethyl
4-[3-(adamantan-1-yl)-4-phenyl-5-sulfanylidene-4,5-dihydro-1H-1,2,4-triazole-1-yl]methylpiperazine-1-carboxylate.
Journal of Theoretical and Computational Chemistry, 2019, 18, 1950029.

1.8 4

5944
New Insight into an Old Problem: Analysis, Interpretation, and Theoretical Modeling of the Absorption
and Magnetic Circular Dichroism Spectra of Monomeric and Dimeric Zinc Phthalocyanine Cation
Radical. Inorganic Chemistry, 2019, 58, 14120-14135.

1.9 17

5945 Charge-transfer excited states in the donor/acceptor interface from large-scale GW calculations.
Journal of Chemical Physics, 2019, 151, 114109. 1.2 9

5946 Modelling the absorption properties of polycyclic aromatic hydrocarbons and derivatives over three
European cities by TD-DFT calculations. Science of the Total Environment, 2019, 695, 133881. 3.9 10

5947 Chemical-Reactivity Properties, Drug Likeness, and Bioactivity Scores of Seragamides Aâ€“F Anticancer
Marine Peptides: Conceptual Density Functional Theory Viewpoint. Computation, 2019, 7, 52. 1.0 27

5948 Photoabsorption Spectra of Aqueous Oxyluciferin Anions Elucidated by Explicit Quantum Solvent.
Journal of Chemical Theory and Computation, 2019, 15, 5474-5482. 2.3 6

5949 Proton Abstraction Mediates Interactions between the Super Photobase FR0-SB and Surrounding
Alcohol Solvent. Journal of Physical Chemistry B, 2019, 123, 8448-8456. 1.2 9

5950 Solute-solvent electronic interaction is responsible for initial charge separation in ruthenium
complexes [Ru(bpy)3]2+ and [Ru(phen)3]2+. Communications Chemistry, 2019, 2, . 2.0 9

5951 Tipping the polaronâ€“bipolaron balance: concentration and spin effects in doped oligo(aniline)s
observed by UV-vis-NIR and TD-DFT. Molecular Systems Design and Engineering, 2019, 4, 103-109. 1.7 6



319

Citation Report

# Article IF Citations

5952 A fluorogenic C4N4 probe for azide-based labelling. Organic and Biomolecular Chemistry, 2019, 17,
1813-1816. 1.5 4

5953 Anionâ€“Ï€ and anionâ€“Ï€-radical interactions in bis(triphenylphosphonium)-naphthalene diimide salts.
Organic Chemistry Frontiers, 2019, 6, 110-115. 2.3 10

5954 Photoelectrocatalytic H<sub>2</sub> evolution from integrated photocatalysts adsorbed on NiO.
Chemical Science, 2019, 10, 99-112. 3.7 31

5955 Nonlinear optical response of endohedral all-metal electride cages 2eâˆ’Mg2+(M@E12)2âˆ’Ca2+ (M = Ni,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 622 Td (Pd, and Pt; E = Ge, Sn, and Pb). Journal of Materials Chemistry C, 2019, 7, 645-653.2.7 16

5956
Rational design of the nonlinear optical materials dinaphtho[2,3-b:2â€²,3â€²-d]thiophene-5,7,12,13-tetraone
(DNTTRA) and its phenyldiazenyl derivatives using first-principles calculations. Journal of
Computational Electronics, 2019, 18, 6-15.

1.3 4

5957 The electron affinities of TCNE and TCNQ: the effect of silicon substitution. Structural Chemistry,
2019, 30, 289-301. 1.0 2

5958 <sup>1</sup><i>J</i><sub>CH</sub> Coupling in Benzaldehyde Derivatives: Ortho Substitution Effect.
ACS Omega, 2019, 4, 1494-1503. 1.6 5

5959 Screened hybrid meta-GGA exchangeâ€“correlation functionals for extended systems. Physical
Chemistry Chemical Physics, 2019, 21, 3002-3015. 1.3 16

5960 Theoretical screening of promising donor and Ï€-linker groups for POM-based Znâ€“porphyrin dyes in
dye-sensitized solar cells. Physical Chemistry Chemical Physics, 2019, 21, 3822-3831. 1.3 14

5961 Photoinduced electron transfer in 5-bromouracil labeled DNA. A contrathermodynamic mechanism
revisited by electron transfer theories. Physical Chemistry Chemical Physics, 2019, 21, 4387-4393. 1.3 9

5962 Time-dependent DFT and experimental study on visible light photocatalysis by metal oxides of Ti, V and
Zn after complexing with a conjugated polymer. New Journal of Chemistry, 2019, 43, 1505-1516. 1.4 8

5963 Disaggregation-induced ESIPT: a novel approach towards development of sensors for hyperglycemic
condition. New Journal of Chemistry, 2019, 43, 2065-2076. 1.4 24

5964 Second harmonic generation in nonlinear optical crystals formed from propellane-type molecules.
Journal of Materials Chemistry C, 2019, 7, 1255-1262. 2.7 17

5965
Electronic spectroscopy and nanocalorimetry of hydrated magnesium ions
[Mg(H<sub>2</sub>O)<sub>n</sub>]<sup>+</sup>, <i>n</i> = 20â€“70: spontaneous formation of a
hydrated electron?. Faraday Discussions, 2019, 217, 584-600.

1.6 20

5966 Co-culture of the fungus<i>Fusarium tricinctum</i>with<i>Streptomyces lividans</i>induces
production of cryptic naphthoquinone dimers. RSC Advances, 2019, 9, 1491-1500. 1.7 37

5967 The characterization of electronic defect states of single and double carbon vacancies in graphene
sheets using molecular density functional theory. Molecular Physics, 2019, 117, 1519-1531. 0.8 10

5968
Theoretical Study of the Charge Transfer Exciton Binding Energy in Semiconductor Materials for
Polymer:Fullerene-Based Bulk Heterojunction Solar Cells. Journal of Physical Chemistry A, 2019, 123,
1233-1242.

1.1 12

5969 Insight into the optical properties of meso-pentafluorophenyl(PFP)-BODIPY: An attractive platform for
functionalization of BODIPY dyes. Computational and Theoretical Chemistry, 2019, 1150, 110-120. 1.1 3



320

Citation Report

# Article IF Citations

5970 Electronic excited states of mixed sandwich complexes, (Î·7-C7H7)(Î·5-C5H5)M (Mâ€¯=â€¯V, Cr): Investigation
with time-dependent density functional theory. Inorganica Chimica Acta, 2019, 487, 281-286. 1.2 2

5971 14-Noreudesmanes and a phenylpropane heterodimer from sea buckthorn berry inhibit Herpes simplex
type 2 virus replication. Tetrahedron, 2019, 75, 1364-1370. 1.0 14

5972 Density-based descriptors and exciton analyses for visualizing and understanding the electronic
structure of excited states. Physical Chemistry Chemical Physics, 2019, 21, 2843-2856. 1.3 34

5973 Benchmark DFT studies on Câ€“CN homolytic cleavage and screening the substitution effect on bond
dissociation energy. Journal of Molecular Modeling, 2019, 25, 47. 0.8 18

5974
Photoelectron Spectroscopy of the Hexafluorobenzene Cluster Anions:
(C<sub>6</sub>F<sub>6</sub>)<sub><i>n</i></sub><sup>â€“</sup> (<i>n</i> = 1â€“5) and
I<sup>â€“</sup>(C<sub>6</sub>F<sub>6</sub>). Journal of Physical Chemistry A, 2019, 123, 1602-1612.

1.1 25

5975 Designing indacenodithiophene based non-fullerene acceptors with a donorâ€“acceptor combined
bridge for organic solar cells. RSC Advances, 2019, 9, 3605-3617. 1.7 83

5976 Anion photoelectron spectroscopy of protein chromophores. International Reviews in Physical
Chemistry, 2019, 38, 1-34. 0.9 29

5977 Effects of Li doping and B3N3 substitution on the static first hyperpolarizabilities of biphenylene
nanosheets: A computational and comparative study. Organic Electronics, 2019, 68, 9-14. 1.4 16

5978
Experimental and theoretical investigation of long-wavelength fluorescence emission in pushâ€“pull
benzazoles: intramolecular proton transfer or charge transfer in the excited state?. Physical
Chemistry Chemical Physics, 2019, 21, 4408-4420.

1.3 17

5979 Solvent effect on vibrational circular dichroism of chiral amino acids. Theoretical Chemistry
Accounts, 2019, 138, 1. 0.5 6

5980
New perspective on the fluorescence and sensing mechanism of TNP chemosensor
2-(4,5-bis(4-chlorophenyl)-1H-imidazol-2-yl)-4-chlorolphenol. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2019, 213, 309-317.

2.0 5

5981 A Blue-Light-Emitting Cadmium Coordination Polymer with 75.4% Photoluminescence Quantum Yield.
Journal of the American Chemical Society, 2019, 141, 3400-3403. 6.6 20

5982 Induction of Secondary Metabolites from the Marine-Derived Fungus Aspergillus versicolor through
Co-cultivation with Bacillus subtilis. Planta Medica, 2019, 85, 503-512. 0.7 28

5983 Reference Energies for Double Excitations. Journal of Chemical Theory and Computation, 2019, 15,
1939-1956. 2.3 116

5984 Theoretical insights into the metal chelating and antimicrobial properties of the chalcone based
Schiff bases. Molecular Simulation, 2019, 45, 636-645. 0.9 19

5985 Computational study on the removal of photolabile protecting groups by photochemical reactions.
Computational and Theoretical Chemistry, 2019, 1151, 1-11. 1.1 4

5986
Desulfination versus decarboxylation as a means of generating three- and five-coordinate
organopalladium complexes [(phen)nPd(C6H5)]+ (nÂ = 1 and 2) to study their fundamental bimolecular
reactivity. Journal of Organometallic Chemistry, 2019, 882, 42-49.

0.8 6

5987
Combined theoretical and experimental characterizations of semiconductors for
photoelectrocatalytic applications. Journal of Photochemistry and Photobiology C: Photochemistry
Reviews, 2019, 40, 212-233.

5.6 29



321

Citation Report

# Article IF Citations

5988 On the Nature of Luminescence Thermochromism of Multinuclear Copper(I) Benzoate Complexes in the
Crystalline State. Crystals, 2019, 9, 36. 1.0 8

5989 Exploring the Mechanism of a Chiral <i>N</i>â€•Alkyl Imineâ€•Based Lightâ€•Driven Molecular Rotary Motor at
MSâ€•CASPT2//CASSCF and MSâ€•CASPT2//(TD) DFT Levels. Chemistry - A European Journal, 2019, 25, 4194-4201. 1.7 13

5990 Inhibitory effects of compounds isolated from Lepechinia meyenii on tyrosinase. Food and Chemical
Toxicology, 2019, 125, 383-391. 1.8 30

5991 Experimental and theoretical studies of the structural, electronic and optical properties of BCzVB
organic material. Optik, 2019, 182, 611-617. 1.4 33

5992 Reassigning the stereochemistry of bioactive cepharanthine using calculated versus experimental
chiroptical spectroscopies. Tetrahedron, 2019, 75, 1194-1202. 1.0 9

5993 A novel approach to white-light emission using a single fluorescent urea derivative and fluoride. New
Journal of Chemistry, 2019, 43, 3265-3268. 1.4 7

5994 An efficient measure to improve the NLO performance by point charge electric field. Optik, 2019, 182,
295-302. 1.4 29

5995 Rational use of ligand to shift the UVâ€“vis spectrum of Ru-complex sensitiser dyes for DSSC
applications. Radiation Physics and Chemistry, 2019, 161, 66-71. 1.4 10

5996 Introducing Asymmetry Induced by Benzene Substitution in a Rigid Fused Ï€ Spacer of Dâˆ’Ï€â€“A-Type Solar
Cells: A Computational Investigation. Journal of Physical Chemistry C, 2019, 123, 4007-4021. 1.5 41

5997 Specioside (SS) &amp; verminoside (VS) (Iridoid glycosides): isolation, characterization and comparable
quantum chemical studies using density functional theory (DFT). Heliyon, 2019, 5, e01118. 1.4 5

5998
Synthesis, spectroscopic characterization, thermal, XRD crystal structure, the PLATON structural
analysis, and theoretical studies of a new 1,2,4-triazolo-[1,5-a]pyrimidines derivatives. Journal of
Molecular Structure, 2019, 1184, 12-24.

1.8 10

5999 Revised M11 Exchange-Correlation Functional for Electronic Excitation Energies and Ground-State
Properties. Journal of Physical Chemistry A, 2019, 123, 2966-2990. 1.1 76

6000 Conserved Vibrational Coherence in the Ultrafast Rearrangement of 2-Nitrotoluene Radical Cation.
Journal of Physical Chemistry A, 2019, 123, 1140-1152. 1.1 24

6001 An Imidazo[1,5-Î±]Pyridine-Based Fluorometric Chemodosimeter for the Highly Selective Detection of
Hypochlorite in Aqueous Media. Journal of Fluorescence, 2019, 29, 451-459. 1.3 5

6002 Charge-transfer or excimeric state? Exploring the nature of the excited state in cofacially arrayed
polyfluorene derivatives. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 374, 125-130. 2.0 2

6003 Hydration Energies of Iron Hydroxide Cation: A Guided Ion Beam and Theoretical Investigation. Journal
of Physical Chemistry A, 2019, 123, 1675-1688. 1.1 2

6004 Theoretical Calculation of Photoluminescence Spectrum Using DFT for Double-Wall Carbon
Nanotubes. Communications in Computer and Information Science, 2019, , 137-146. 0.4 0

6005 Spirobifluorene based small molecules as an alternative to traditional fullerene acceptors for
organic solar cells. Materials Science in Semiconductor Processing, 2019, 94, 97-106. 1.9 58



322

Citation Report

# Article IF Citations

6006 Visible-light-responsive surface-modified TiO2 powder with 4-chlorophenol: A combined experimental
and DFT study. Optical Materials, 2019, 89, 237-242. 1.7 20

6007 Two Conical Intersections Control Luminol Chemiluminescence. Journal of Chemical Theory and
Computation, 2019, 15, 1798-1805. 2.3 19

6008
Xylomolones Aâ€“D from the Thai Mangrove <i>Xylocarpus moluccensis</i>: Assignment of Absolute
Stereostructures and Unveiling a Convergent Strategy for Limonoid Biosynthesis. Journal of Organic
Chemistry, 2019, 84, 2596-2606.

1.7 20

6009 Interaction between the plant alkaloid berberine and fullerene C70: Experimental and
quantum-chemical study. Journal of Molecular Liquids, 2019, 278, 452-459. 2.3 12

6010 Evaluation of the Katsukiâ€“Sharpless Epoxidation Precatalysts by ESI-FTMS, CID, and IRMPD
Spectroscopy. Journal of Physical Chemistry A, 2019, 123, 1022-1029. 1.1 11

6011
Performance Regulation of Thieno[3,2-b]benzothiophene Ï€-Spacer-Based D-Ï€-A Organic Dyes for
Dye-Sensitized Solar Cell Applications: Insights From Computational Study. Frontiers in Chemistry,
2018, 6, 676.

1.8 20

6012 White-light generation from all-solution-processed OLEDs using a benzothiazoleâ€“salophen derivative
reactive to the ESIPT process. Physical Chemistry Chemical Physics, 2019, 21, 1172-1182. 1.3 84

6013 Tuning the electrochemiluminescent properties of iridium complexes of N-heterocyclic carbene
ligands. Dalton Transactions, 2019, 48, 653-663. 1.6 23

6014 Modulation of emission properties of phosphine-sulfonate ligand containing copper complexes:
playing with solvato-, thermo-, and mechanochromism. Dalton Transactions, 2019, 48, 2128-2134. 1.6 7

6015 Selecting and identifying gas-phase protonation isomers of nicotineH<sup>+</sup> using combined
laser, ion mobility and mass spectrometry techniques. Faraday Discussions, 2019, 217, 453-475. 1.6 29

6016 Photodetachment and photoreactions of substituted naphthalene anions in a tandem ion mobility
spectrometer. Faraday Discussions, 2019, 217, 34-46. 1.6 13

6017 Nitric oxide (NO) photo-release in a series of rutheniumâ€“nitrosyl complexes: new experimental
insights in the search for a comprehensive mechanism. New Journal of Chemistry, 2019, 43, 755-767. 1.4 33

6018 Thiphenylmethane based structural fragments as building blocks towards solution-processable
heteroleptic iridium(<scp>iii</scp>) complexes for OLED use. New Journal of Chemistry, 2019, 43, 37-47. 1.4 8

6019 The effects of molecular structure and functional group of a rodlike Schiff base mesogen on blue
phase stabilization in a chiral system. New Journal of Chemistry, 2019, 43, 1743-1756. 1.4 4

6020 Effects of pore surfaces on the electronic states of metal complexes formed on bipyridine periodic
mesoporous organosilica. New Journal of Chemistry, 2019, 43, 2471-2478. 1.4 6

6021
A colorless semi-aromatic polyimide derived from a sterically hindered bromine-substituted
dianhydride exhibiting dual fluorescence and phosphorescence emission. Materials Chemistry
Frontiers, 2019, 3, 39-49.

3.2 38

6022 Formation of Cu<sub>3,4</sub>(TCA), making the TCA complex a highly selective probe for
Cu<sup>2+</sup> detection: a TDDFT study. Journal of Materials Chemistry C, 2019, 7, 2443-2456. 2.7 12

6023 A combined experimental and theoretical study of optical rotatory dispersion for (<i>R</i>)-glycidyl
methyl ether in aqueous solution. Physical Chemistry Chemical Physics, 2019, 21, 3644-3655. 1.3 30



323

Citation Report

# Article IF Citations

6024
Aggregation-caused quenching <i>versus</i> crystallization induced emission in
thiazolo[5,4-<i>b</i>]thieno[3,2-<i>e</i>]pyridine (TTP) derivatives: theoretical insights. Physical
Chemistry Chemical Physics, 2019, 21, 46-56.

1.3 39

6025 Symmetry controlled excited state dynamics. Physical Chemistry Chemical Physics, 2019, 21, 2283-2294. 1.3 13

6026
Unravelling the solvent polarity effect on the excited state intramolecular proton transfer
mechanism of the 1- and 2-salicylideneanthrylamine. A TD-DFT case study. Physical Chemistry Chemical
Physics, 2019, 21, 915-928.

1.3 25

6027 Photoelectron spectroscopic study of Iâˆ’Â·ICF3: a frontside attack SN2 pre-reaction complex. Physical
Chemistry Chemical Physics, 2019, 21, 13977-13985. 1.3 16

6028 Dithiafulvene derivatized donorâ€“acceptor norbornadienes with redshifted absorption. Physical
Chemistry Chemical Physics, 2019, 21, 3092-3097. 1.3 13

6029
Giant enhancement of electronic polarizability and the first hyperpolarizability of fluoride-decorated
graphene <i>versus</i> graphyne and graphdiyne: insights from <i>ab initio</i> calculations. Physical
Chemistry Chemical Physics, 2019, 21, 13165-13175.

1.3 31

6030 Computational Modeling of Transition Temperatures in Spin-Crossover Systems. Comments on
Inorganic Chemistry, 2019, 39, 216-241. 3.0 23

6031
Investigation of the chemical and optical properties of halogen-substituted N-methyl-4-piperidone
curcumin analogs by density functional theory calculations. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2019, 221, 117152.

2.0 11

6032 Photoinduced charge transfer rate of Cy3/C60 blend material. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2019, 220, 117145. 2.0 5

6033
Structure of Electronically Reduced N-Donor Bidentate Ligands and Their Heteroleptic
Four-Coordinate Zinc Complexes: A Survey of Density Functional Theory Results. Inorganic Chemistry,
2019, 58, 7169-7179.

1.9 8

6034 Theoretical study on bioluminescent mechanism and process of Siberian luminous earthworm
Fridericia heliota. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 380, 111870. 2.0 11

6035 Experimental and theoretical investigations of an organic nonlinear optical material p-toluidinium
picrate â€“ A comparative study. Journal of Molecular Structure, 2019, 1195, 73-84. 1.8 4

6036 Stepwise oxidations of a nickel(<scp>ii</scp>)â€“iron(<scp>iii</scp>) heterobimetallic porphyrin dimer:
structure, spectroscopic and theoretical investigation. Dalton Transactions, 2019, 48, 10089-10103. 1.6 8

6037 Valenceâ€•Shell Electronâ€•Pair Repulsion Theory Revisited: An Explanation for Core Polarization.
Chemistry - A European Journal, 2019, 25, 10938-10945. 1.7 7

6038 Design and Synthesis of an Activatable Photoacoustic Probe for Hypochlorous Acid. Analytical
Chemistry, 2019, 91, 9086-9092. 3.2 37

6039 Multiple Charge Transfer States in Donorâ€“Acceptor Heterojunctions with Large Frontier Orbital
Energy Offsets. Chemistry of Materials, 2019, 31, 6808-6817. 3.2 20

6040 Luminescent Complexes of the Trinuclear Silver(I) and Copper(I) Pyrazolates Supported with
Bis(diphenylphosphino)methane. Inorganic Chemistry, 2019, 58, 8645-8656. 1.9 31

6041 Photoinduced Charge Shift in Li<sup>+</sup>-Doped Giant Nested Fullerenes. Journal of Physical
Chemistry C, 2019, 123, 16525-16532. 1.5 13



324

Citation Report

# Article IF Citations

6042 Dicationic ditelluride salts stabilized by N-heterocyclic carbene. New Journal of Chemistry, 2019, 43,
10894-10898. 1.4 8

6043 Modeling L2,3-edge X-ray absorption spectroscopy with linear response exact two-component
relativistic time-dependent density functional theory. Journal of Chemical Physics, 2019, 150, 234103. 1.2 28

6044 Nuclear dynamics in resonant inelastic X-ray scattering and X-ray absorption of methanol. Journal of
Chemical Physics, 2019, 150, 234301. 1.2 26

6045 Tuning range-separated DFT functionals for modeling the peak absorption of MEH-PPV polymer in
various solvents. Computational and Theoretical Chemistry, 2019, 1162, 112506. 1.1 33

6046
Revelation solvent effects: excited state hydrogen bond and proton transfer of
2-(benzo[<i>d</i>]thiazol-2-yl)-3-methoxynaphthalen-1-ol. Organic Chemistry Frontiers, 2019, 6,
2780-2787.

2.3 19

6047
Water-induced isomerism of salicylaldehyde and 2-acetylpyridine mono- and bis-(thiocarbohydrazones)
improves the antioxidant activity: spectroscopic and DFT study. Structural Chemistry, 2019, 30,
2447-2457.

1.0 9

6048 Investigation of electronic energy transfer in a BODIPY-decorated calix[4]arene. Dyes and Pigments,
2019, 171, 107652. 2.0 9

6049 Photophysical investigation of two emissive nucleosides exhibiting gigantic stokes shifts.
Photochemical and Photobiological Sciences, 2019, 18, 1858-1865. 1.6 2

6050 H<sub>2</sub>-Evolving Dye-Sensitized Photocathode Based on a Rutheniumâ€“Diacetylide/Cobaloxime
Supramolecular Assembly. ACS Applied Energy Materials, 2019, 2, 4971-4980. 2.5 26

6051
Application of surface-enhanced resonance Raman scattering (SERS) to the study of organic
functional materials: electronic structure and charge transfer properties of
9,10-bis((E)-2-(pyridin-4-yl)vinyl)anthracene. RSC Advances, 2019, 9, 14511-14519.

1.7 19

6052 Investigation of photophysical, structural aspects and nonlinear optical properties of Foron blue SR
analogs using Density Functional Theory (DFT). Journal of Chemical Sciences, 2019, 131, 1. 0.7 3

6053 Rational design of novel fluorescent analogues of cholesterol: a â€œstep-by-stepâ€• computational study.
Physical Chemistry Chemical Physics, 2019, 21, 15487-15503. 1.3 6

6054 Linear-response range-separated density-functional theory for atomic photoexcitation and
photoionization spectra. Journal of Chemical Physics, 2019, 150, 234104. 1.2 13

6055
Theoretical investigation on the interaction of benzazaborole derivatives with iodide ion: Structural,
binding and fluorescence properties analysis. Journal of Molecular Graphics and Modelling, 2019, 92,
32-43.

1.3 3

6056 Octahedral {Ta<sub>6</sub>I<sub>12</sub>} Clusters. Inorganic Chemistry, 2019, 58, 9028-9035. 1.9 20

6057
Synthesis, photophysical and electronic properties of tetra-donor- or
acceptor-substituted<i>ortho</i>-perylenes displaying four reversible oxidations or reductions.
Chemical Science, 2019, 10, 7516-7534.

3.7 45

6058 Predictive chirality sensing via Schiff base formation. Organic and Biomolecular Chemistry, 2019, 17,
6699-6705. 1.5 6

6059 Synthesis, Characterization, and Spectroscopic Properties of Allylic Ruthenium(II) Complexes of a
Highly Conjugated Perinone. European Journal of Inorganic Chemistry, 2019, 2019, 3494-3502. 1.0 3



325

Citation Report

# Article IF Citations

6060 Electro-optical properties of bowl-like B36 cluster doped with the first row transition metals: A DFT
insight. Physica E: Low-Dimensional Systems and Nanostructures, 2019, 114, 113599. 1.3 17

6061
The mechanism of the excited-state proton transfer of Salicylaldehyde azine and
2,2'-[1,4-Phenylenebis{(E)- nitrilomethylidyne}] bisphenol: Via single or double proton transfer.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 223, 117321.

2.0 8

6062 Positional Isomers of Isocyanoazulenes as Axial Ligands Coordinated to Ruthenium(II)
Tetraphenylporphyrin: Fine-Tuning Redox and Optical Profiles. Inorganic Chemistry, 2019, 58, 9316-9325. 1.9 7

6063
The effect of Ï€â€“Ï€ stacking interaction of the indole ring with the coordinated phenoxyl radical in a
nickel(<scp>ii</scp>)-salen type complex. Comparison with the corresponding Cu(<scp>ii</scp>)
complex. Dalton Transactions, 2019, 48, 12060-12069.

1.6 16

6064 Designing of Pushâ€“Pull Chromophores with Tunable Electronic and Luminescent Properties Using
Urea as the Electron Donor. Journal of Organic Chemistry, 2019, 84, 8941-8947. 1.7 31

6065 Discrete Solvent Reaction Field Calculations for One- and Two-Photon Absorptions of Solution-Phase
Dimethylaminonitrostilbene Molecule. Journal of Physical Chemistry A, 2019, 123, 5334-5340. 1.1 3

6066 Spectral Variability in Phycocyanin Cryptophyte Antenna Complexes is Controlled by Changes in the
Î±â€•Polypeptide Chains. ChemPhotoChem, 2019, 3, 945-956. 1.5 15

6067
Spectroscopic, chemical reactivity, molecular docking investigation and QSAR analyses of
(2E)â€‘1â€‘(3â€‘bromoâ€‘2â€‘thienyl)â€‘3â€‘(2,5â€‘dimethoxyphenyl)propâ€‘2â€‘enâ€‘1â€‘one. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2019, 222, 117190.

2.0 18

6068 Formation of Quinone Methides by Ultrafast Photodeamination: A Spectroscopic and Computational
Study. Journal of Organic Chemistry, 2019, 84, 8630-8637. 1.7 9

6069 On the Charge-Transfer Excitations in Azobenzene Maleimide Compounds: A Theoretical Study. Journal
of Physical Chemistry A, 2019, 123, 5525-5536. 1.1 8

6070 Cation Alloying Delocalizes Polarons in Lead Halide Perovskites. Journal of Physical Chemistry
Letters, 2019, 10, 3516-3524. 2.1 33

6071
Tuning the fluorescence of calcium-discharged photoprotein obelin via mutating at the
His22-Phe88-Trp92 triad â€“ a QM/MM studyâ€ . Photochemical and Photobiological Sciences, 2019, 18,
1823-1832.

1.6 6

6072 The Absorption Spectrum of Guanine Based Radicals: a Comparative Computational Analysis.
ChemPhotoChem, 2019, 3, 846-855. 1.5 9

6073 Photophysical properties of bichromophoric Fe(II) complexes bearing an aromatic electron acceptor.
Theoretical Chemistry Accounts, 2019, 138, 1. 0.5 14

6074
Electronic structure and adsorption geometry of Pt and Pd metal complexes with
1,3-dithiole-2-thione-4,5-dithiolate ligand on TiO2(101) surface from first-principles calculations.
Theoretical Chemistry Accounts, 2019, 138, 1.

0.5 2

6075
Pushâ€“pull unsymmetrical substitution in nickel(<scp>ii</scp>) complexes with tetradentate
N<sub>2</sub>O<sub>2</sub> Schiff base ligands: synthesis, structures and linearâ€“nonlinear optical
studies. Dalton Transactions, 2019, 48, 11217-11234.

1.6 22

6076
Electron Donor and Acceptor Influence on the Nonlinear Optical Response of
Diacetylene-Functionalized Organic Materials (DFOMs): Density Functional Theory Calculations.
Molecules, 2019, 24, 2096.

1.7 48

6077 Effects from Basis Sets and Levels of Calculations on the Nature of Interactions Predicted by QTAIM
Dual Functional Analysis with QTAIM Functions. ChemistrySelect, 2019, 4, 6198-6208. 0.7 5



326

Citation Report

# Article IF Citations

6078
Computational prediction of bioactivity scores and chemical reactivity properties of the Parasin I
therapeutic peptide of marine origin through the calculation of global and local conceptual DFT
descriptors. Theoretical Chemistry Accounts, 2019, 138, 1.

0.5 22

6079 The Dipole Moments and Solvatochromism of ((4-(Benzyloxy)benzylidene)amino)phenol Compounds as
Solvatochromic Materials. Journal of Solution Chemistry, 2019, 48, 775-806. 0.6 8

6080 To what extent are the photophysical properties of quinoxaline- and quinoxalinone-based
chromophores predictable?. Dyes and Pigments, 2019, 170, 107580. 2.0 13

6081 Strong enhancement of NLO response of methyl orange dyes through solvent effects: A sequential
Monte Carlo/DFT investigation. Optical Materials, 2019, 94, 152-159. 1.7 41

6082
Ab Initio Study of Circular Dichroism and Circularly Polarized Luminescence of Spin-Allowed and
Spin-Forbidden Transitions: From Organic Ketones to Lanthanide Complexes. Journal of Chemical
Theory and Computation, 2019, 15, 4140-4155.

2.3 37

6083 Disentangling Electronic and Vibrational Effects in the Prediction of Band Shapes for Singletâ€“Triplet
Transitions. Journal of Physical Chemistry C, 2019, 123, 14173-14179. 1.5 10

6084 Synthesis, Characterization, Computation of Global Reactivity Descriptors and Antiproliferative
Activity of N-(4-nitrophenyl)Acrylamide. Russian Journal of Physical Chemistry B, 2019, 13, 49-61. 0.2 14

6085 On the geometry dependence of tunedâ€•range separated hybrid functionals. Journal of Computational
Chemistry, 2019, 40, 2191-2199. 1.5 19

6086 A nonlinear optical switch induced by an external electric field: inorganic alkalineâ€“earth alkalide.
RSC Advances, 2019, 9, 16718-16728. 1.7 27

6087 Spectroscopic diagnostic for the ring-size of carbohydrates in the gas phase: furanose and pyranose
forms of GalNAc. Physical Chemistry Chemical Physics, 2019, 21, 12460-12467. 1.3 13

6088 Effect of Flavone and Isoflavone in the Triphenylamine-Based Sensitizers for Dye-Sensitized Solar Cell
Applications: DFT and TD-DFT Approach. Silicon, 2019, 11, 1205-1220. 1.8 2

6089 Pseudopeptide Designed to Inhibit Oligomerization and Redox Chemistry in Alzheimerâ€™s Disease.
Journal of Physical Chemistry B, 2019, 123, 5206-5215. 1.2 3

6090 Spectroscopic and TDDFT studies on the charge-transfer properties of metallated
Octa(carbazolyl)phthalocyanines. Dyes and Pigments, 2019, 170, 107593. 2.0 13

6091
The physical mechanism of electron excitation spectrum for photo redox device controlled by gate
voltage, a first-principles study. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2019, 223, 117225.

2.0 0

6092 Guaiane-Type Sesquiterpenoids from the Roots of <i>Daphne genkwa</i> and Evaluation of Their
Neuroprotective Effects. Journal of Natural Products, 2019, 82, 1510-1517. 1.5 39

6093 Range-separated hybrid density functionals made simple. Journal of Chemical Physics, 2019, 150, 201102. 1.2 60

6094 Carbazoleâ€•Terpyridine Donorâ€•Acceptor Dyads with Rigid Ï€â€•Conjugated Bridges. ChemPlusChem, 2019, 84,
1353-1365. 1.3 11

6095 Electroluminescence of a Zinc Complex Exciplex with a Hole-Transporting Material. Russian Physics
Journal, 2019, 62, 140-146. 0.2 3



327

Citation Report

# Article IF Citations

6096 A multi-technique investigation of a new macroacyclic Schiff base ligand and its Cd(II), Zn(II) and Cu(II)
complexes. Inorganica Chimica Acta, 2019, 495, 118941. 1.2 5

6097 Suppression of pyrite oxidation by ferric-catecholate complexes: An electrochemical study. Minerals
Engineering, 2019, 138, 226-237. 1.8 36

6098 Rational design of D-Ï€-A organic dyes to prevent â€œtrade offâ€• effect in dye-sensitized solar cells.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 221, 117167. 2.0 5

6099
Tuning the lifetime from molecular engineering of carbazole donor based metal-free organic dyes for
dye sensitized solar cells â€“ A computational approach. Journal of Molecular Structure, 2019, 1195,
494-505.

1.8 13

6100
A computational study of the effects of axial halogen substitutions of boron subphthalocyanines on
their electronic spectra in solution and in the solid state. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2019, 222, 117180.

2.0 9

6101 Photophysics of proton transfer in hydrazides: a combined theoretical and experimental analysis
towards OLED device application. New Journal of Chemistry, 2019, 43, 10413-10428. 1.4 16

6102 Two Trinuclear Cu<sup>II</sup> Complexes: Effect of Phosphonate Ligand on the Magnetic Property
and Electrocatalytic Reactivity for Water Oxidation. Chemistry - an Asian Journal, 2019, 14, 2685-2693. 1.7 20

6103 Development of fullerene free acceptors molecules for organic solar cells: A step way forward
toward efficient organic solar cells. Computational and Theoretical Chemistry, 2019, 1161, 26-38. 1.1 65

6104 DFT Characteristics of Charge Transport in DBTP-Based Hole Transport Materials. Applied Sciences
(Switzerland), 2019, 9, 2244. 1.3 14

6105 Structural transition of C6âˆ’nSinNH7 at nâ€¯=â€¯0â€“6 clusters upon substitution of carbon by silicon.
Inorganica Chimica Acta, 2019, 495, 118950. 1.2 4

6106 Spectroscopic, optical sensing and RedOx behaviour of 1, 5-diphenylcarbazone. Journal of Molecular
Structure, 2019, 1195, 426-434. 1.8 9

6107
Theoretical insights on the comparison of champion dyes SM315 and C275 used for DSSCs reaching
over 12% efficiency and the further optimization of C275. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2019, 222, 117217.

2.0 5

6108 Stable M(II)-Radicals and Nickel(III) Complexes of a Bis(phenol) <i>N</i>-Heterocyclic Carbene Chelated
to Group 10 Metal Ions. Inorganic Chemistry, 2019, 58, 8030-8044. 1.9 16

6109 Optical characterization of a two-dimensional BODIPY-based polymer material and its related
chromophores. Journal of Materials Chemistry C, 2019, 7, 7872-7884. 2.7 7

6110 Q<sub><i>y</i></sub> and Q<sub><i>x</i></sub> Absorption Bands for Bacteriochlorophyll a
Molecules from LH2 and LH3. Journal of Physical Chemistry A, 2019, 123, 5283-5292. 1.1 15

6111
Rational Design of a Narrow-Bandgap Conjugated Polymer Using the Quinoidal
Thieno[3,2-<i>b</i>]thiophene-Based Building Block for Organic Field-Effect Transistor Applications.
Macromolecules, 2019, 52, 4749-4756.

2.2 41

6112 Computational prediction of chiroptical properties in structure elucidation of natural products.
Natural Product Reports, 2019, 36, 1005-1030. 5.2 66

6113 Theoretical study on the electronic structure and second-order nonlinear optical properties of
benzannulated or selenophene-annulated expanded helicenes. RSC Advances, 2019, 9, 17382-17390. 1.7 7



328

Citation Report

# Article IF Citations

6114 Fate of the fluorescent state of p-amido analogue of green fluorescence protein chromophore.
Journal of Luminescence, 2019, 213, 446-450. 1.5 5

6115 Modification of NFA-Conjugated Bridges with Symmetric Structures for High-Efficiency Non-Fullerene
PSCs. Polymers, 2019, 11, 958. 2.0 16

6116 Predicting absorption spectra of silverâ€•ligand complexes. International Journal of Quantum
Chemistry, 2019, 119, e25995. 1.0 5

6117 Prediction of Excited-State Properties of Oligoacene Crystals Using Fragment-Based Quantum
Mechanical Method. Journal of Physical Chemistry A, 2019, 123, 5407-5417. 1.1 18

6118 Pyridylbenzimidazole-Based Gold(III) Complexes: Lysozyme Metalation, DNA Binding Studies, and
Biological Activity. European Journal of Inorganic Chemistry, 2019, 2019, 2830-2838. 1.0 14

6119 Photophysical processes for phenanthroline-menthol ligand and its Eu(III) and Tb(III) complexes in
solution. Journal of Luminescence, 2019, 214, 116548. 1.5 0

6120 Dipicolylamino quinoline derivative as novel dual fluorescent detecting system for Hg2+ and Fe3+.
Sensing and Bio-Sensing Research, 2019, 24, 100283. 2.2 6

6121 2,3-(Dibenzimidazol-2-yl)quinoxalines: Unexpected Dynamical Effect on Steady-State Electronic
Absorption Spectra. Journal of Physical Chemistry B, 2019, 123, 5514-5523. 1.2 2

6122 Optical Spectra and Fluorescence Quenching in Azaacenes Bearing Fiveâ€•Membered Rings.
ChemPhotoChem, 2019, 3, 755-762. 1.5 6

6123 The interface effect between ZIXLIB crystal surface and C60: Strong charge-transfer (CT) vs weak CT
state. Chemical Physics Letters, 2019, 730, 266-270. 1.2 1

6124 Trans influence and substituent effects on the HOMO-LUMO energy gap and Stokes shift in Ru
mono-diimine derivatives. Journal of Molecular Structure, 2019, 1195, 620-631. 1.8 6

6125 Low-Frequency Vibrational Modes of Nylon 6 Studied by Using Infrared and Raman Spectroscopies and
Density Functional Theory Calculations. Journal of Physical Chemistry B, 2019, 123, 5368-5376. 1.2 23

6126 A benchmark photoelectron spectroscopic and theoretical study of the electronic stability of
[B12H12]2âˆ’. Journal of Chemical Physics, 2019, 150, 164306. 1.2 29

6127 On the influence of dimerisation of lumiflavin in aqueous solution on its optical spectra â€“ a quantum
chemical study. Molecular Physics, 2019, 117, 2167-2178. 0.8 3

6128 A Theoretical Perspective on Charge Separation and Transfer in Metal Oxide Photocatalysts for Water
Splitting. ChemCatChem, 2019, 11, 3688-3715. 1.8 27

6129
Exploring the effect of different coumarin donors on the optical and photovoltaic properties of
azoâ€•bridged pushâ€•pull systems: A theoretical approach. International Journal of Quantum Chemistry,
2019, 119, e25979.

1.0 19

6130 Revealing the trap emission in graphene-based nanostructures. Carbon, 2019, 150, 439-445. 5.4 6

6131 Indole Diterpenoids from an Endophytic <i>Penicillium</i> sp.. Journal of Natural Products, 2019, 82,
1412-1423. 1.5 45



329

Citation Report

# Article IF Citations

6132 Mechanism of Visible-Light Photooxidative Demethylation of Toluidine Blue O. Journal of Physical
Chemistry A, 2019, 123, 4863-4872. 1.1 13

6133 Impact of tunable 2-(1<i>H</i>-indol-3-yl)acetonitrile based fluorophores towards optical, thermal and
electroluminescence properties. RSC Advances, 2019, 9, 14544-14557. 1.7 4

6134 Effect of the Incorporation of Functionalized Cyclodextrins in the Liposomal Bilayer. Molecules, 2019,
24, 1387. 1.7 12

6135 Intramolecular Path Determination of Active Electrons on Pushâ€•Pull Oligocarbazole Dyesâ€•Sensitized
Solar Cells. ChemistryOpen, 2019, 8, 580-588. 0.9 7

6136 Enhanced photoelectrical properties of alizarin-based natural dye via structure modulation. Solar
Energy, 2019, 185, 315-323. 2.9 26

6137 Design of a novel series of small molecule donors for application in organic solar cells. Solar
Energy, 2019, 186, 72-83. 2.9 14

6138 Ruthenium(II) dimethylsulfoxide complex with pyrazole/dithiocarbazate ligand. Journal of Thermal
Analysis and Calorimetry, 2019, 138, 1683-1696. 2.0 6

6139 First theoretical study of linear and nonlinear optical properties of diphenyl ferrocenyl butene
derivatives. Journal of Molecular Liquids, 2019, 286, 110939. 2.3 24

6140 The effect of locking Ï€-conjugation in organoboron moieties in the structures of luminescent
tetracoordinate boron complexes. Dalton Transactions, 2019, 48, 8642-8663. 1.6 24

6141 Non-empirical, low-cost recovery of exact conditions with model-Hamiltonian inspired expressions in
jmDFT. Journal of Chemical Physics, 2019, 150, 154115. 1.2 13

6142 CASSCF linear response calculations for large open-shell molecules. Journal of Chemical Physics,
2019, 150, 174121. 1.2 26

6143 QM/MM Benchmarking of Cyanobacteriochrome Slr1393g3 Absorption Spectra. Molecules, 2019, 24,
1720. 1.7 24

6144 A theoretical assessment of the primary hydration shell formation for calcium pyrophosphate.
Journal of Molecular Structure, 2019, 1190, 144-147. 1.8 3

6145
The new metal-based compound from anticancer drug cytarabine: Spectral, electrochemical,
DNA-binding, antiproliferative effect and in silico studies. Journal of Molecular Structure, 2019, 1193,
532-543.

1.8 9

6146 Electronic and optical properties of sulfur and nitrogen doped graphene quantum dots: A theoretical
study. Physica E: Low-Dimensional Systems and Nanostructures, 2019, 113, 130-136. 1.3 28

6147 Visualization of Photoinduced Charge Transfer and Electronâ€“Hole Coherence in Two-Photon
Absorption. Journal of Physical Chemistry C, 2019, 123, 14132-14143. 1.5 81

6148 Optical Effects of Divalent Functionalization of Carbon Nanotubes. Chemistry of Materials, 2019, 31,
6950-6961. 3.2 33

6149 Effect of mono-halogen-substitution on the electron transporting properties of perylene diimides: A
density functional theory study. Journal of Molecular Liquids, 2019, 287, 110968. 2.3 4



330

Citation Report

# Article IF Citations

6150 Spectral shifts of BODIPY derivatives: a simple continuous model. Photochemical and Photobiological
Sciences, 2019, 18, 1315-1323. 1.6 5

6151 On the spectral profile change in the Q band absorption spectra of metalloporphyrins (Mg, Zn, and) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 702 Td (Pd): A first-principles study. Journal of Chemical Physics, 2019, 150, 164308.1.2 8

6152 Molecular dynamic simulations and QM/MM studies addressed to build an active Tryptophan Synthase
model. A critical enzyme to treat tuberculosis. , 2019, , . 0

6153 Excited State Conformations of Bridged and Unbridged Pyrene Excimers. ChemPhotoChem, 2019, 3,
881-888. 1.5 21

6154 Theoretical Insight into a Nonadiabatic Proton-Coupled Electron Transfer Mechanism of Reduced
Flavin Oxygenation. Journal of Physical Chemistry A, 2019, 123, 4354-4359. 1.1 9

6155 <i>In situ</i> reversible redox switching of first hyperpolarizability of bimetallic ruthenium
complexes. Physical Chemistry Chemical Physics, 2019, 21, 11079-11086. 1.3 6

6157 In Silico Investigation of the Aggregationâ€•Caused Quenching: the â€œTolaneâ€•Based Moleculeâ€• Case.
ChemPhotoChem, 2019, 3, 794-803. 1.5 5

6158

S<sub>1</sub>/S<sub>0</sub> Potential Energy Surfaces Experience Different Types of Restricted
Rotation: Restricted <i>Z</i>/<i>E</i> Photoisomerization and <i>E</i>/<i>Z</i> Thermoisomerization
by an Out-of-Plane Benzyl Group or In-Plane <i>m</i>-Pyridinium Group?. Journal of Physical Chemistry
A, 2019, 123, 4708-4716.

1.1 6

6159 Adiabatic deprotonation as an important competing pathway to ESIPT in photoacidic 2-phenylphenols.
Physical Chemistry Chemical Physics, 2019, 21, 12231-12240. 1.3 7

6160 Theoretical Study of Electrochemical and Electrochromic Properties of Novel Viologen Derivatives:
Effects of Donors and Ï€-Conjugation. Journal of Physical Chemistry B, 2019, 123, 4735-4744. 1.2 8

6161
Structural dynamics of an excited donorâ€“acceptor complex from ultrafast polarized infrared
spectroscopy, molecular dynamics simulations, and quantum chemical calculations. Physical
Chemistry Chemical Physics, 2019, 21, 11797-11809.

1.3 11

6162 Pyridylbenzimidazole based Re(i)(CO)3 complexes: antimicrobial activity, spectroscopic and density
functional theory calculations. RSC Advances, 2019, 9, 15108-15114. 1.7 7

6163 Reversible switching of the Au(111) work function by near infrared irradiation with a bistable SAM
based on a radical donorâ€“acceptor dyad. Journal of Materials Chemistry C, 2019, 7, 7418-7426. 2.7 3

6164
Metal-coordination driven intramolecular twisting: a turn-on fluorescent-redox probe for Hg2+ ions
through the interaction of ferrocene nonbonding orbitals and dibenzylidenehydrazine. Dalton
Transactions, 2019, 48, 8209-8220.

1.6 10

6165
Effect of different topological structures (D-Ï€-D and D-Ï€-A-Ï€-D) on the optoelectronic properties of
benzo[2,1-B:3,4-BÌ•]dithiophene based donor molecules toward organic solar cells. Solar Energy, 2019,
186, 311-322.

2.9 31

6166

A thorough understanding of the nonlinear optical properties of
BODIPY/carborane/diketopyrrolopyrrole hybrid chromophores: module contribution, linear
combination, one-/two-dimensional difference and carborane's arrangement. Journal of Materials
Chemistry C, 2019, 7, 7531-7547.

2.7 36

6167 RRS Spectra and Mechanisms for Î²-Nitro-Tetraphenylporphyrin Fluorescence Quenching. Optics and
Spectroscopy (English Translation of Optika I Spektroskopiya), 2019, 126, 205-215. 0.2 7

6168 2-Chloroalkoxy-Substituted Pentafluorinated Bistolanes as Novel Light-Emitting Liquid Crystals.
Crystals, 2019, 9, 195. 1.0 10



331

Citation Report

# Article IF Citations

6169 Exploring the Possibility of Excited State Ketoâ€•Enolate Transformation of the Oxyluciferinâ€•Luciferase
Complex with QM/MM Free Energy Simulations. ChemPhotoChem, 2019, 3, 804-813. 1.5 2

6170 INVESTIGATION OF TADF PROPERTIES OF NOVEL DONOR-ACCEPTOR TYPE PYRAZINE DERIVATIVES. Journal of
the Chilean Chemical Society, 2019, 64, 4303-4309. 0.5 3

6171 Tunable optoelectronic properties of D-A-Ï€-A type dyes by altering auxiliary acceptor position and
atomic electronegativity. Journal of Molecular Liquids, 2019, 287, 110883. 2.3 17

6172 Can Density Functional Theory Be Trusted for High-Order Electric Properties? The Case of
Hydrogen-Bonded Complexes. Journal of Chemical Theory and Computation, 2019, 15, 3570-3579. 2.3 21

6173 Synthesis of Hydroxyisooxophlorins by Oxidative Degradation of <i>meso</i>-Hydroxyporphyrins.
Organic Letters, 2019, 21, 3950-3953. 2.4 5

6174 Luciferin Regeneration in Firefly Bioluminescence via Protonâ€•Transferâ€•Facilitated Hydrolysis,
Condensation and Chiral Inversion. ChemPhysChem, 2019, 20, 1719-1727. 1.0 14

6175 A New Member of the BN-Phenanthrene Family: Understanding the Role of the Bâ€”N Bond Position.
Journal of Organic Chemistry, 2019, 84, 7113-7122. 1.7 23

6176 Luminescence Tuning of Fluorinated Bistolanes via Electronic or Aggregated-Structure Control.
Applied Sciences (Switzerland), 2019, 9, 1905. 1.3 12

6177
Potentialâ€•Energy Surface and Dynamics Simulation of THBDBA: An Annulated Tetraphenylethene
Derivative Combining Aggregationâ€•Induced Emission and Switch Behavior. ChemPhotoChem, 2019, 3,
814-824.

1.5 12

6178 Solvent effects on the spectroscopic properties of Damascone derivatives: A sequential Monte
Carlo/Quantum Mechanics study. Chemical Physics Letters, 2019, 730, 531-537. 1.2 12

6179 Characterization, optical and nonlinear optical properties of TAZ organic material. Optik, 2019, 188,
91-98. 1.4 2

6180 Speed tunability of the excited-state intramolecular proton transfer process based on
seven-membered ring pyrrole-indole H-bond systems. Journal of Molecular Liquids, 2019, 286, 110887. 2.3 17

6181 Application of the â€œinverted chirality columns approachâ€• for the monitoring of asymmetric synthesis
protocols. Talanta, 2019, 203, 147-152. 2.9 8

6182 Theoretical insight into the photodeactivation pathway of the tetradentate Pt (II) complex with
different inductive substituents. Applied Organometallic Chemistry, 2019, 33, e4879. 1.7 7

6183 Oxidation energies of shuttle molecules candidates in lithiumâ€•ion batteries from doubleâ€•hybrid
models. International Journal of Quantum Chemistry, 2019, 119, e25950. 1.0 7

6184 Effect of solvent nature on spectral properties of blue-emitting meso-propargylamino-BODIPY. Journal
of Molecular Liquids, 2019, 285, 194-203. 2.3 10

6185
Insights into N-Heterocyclic Carbene-Catalyzed Oxidative Î±-C(sp<sup>3</sup>)â€“H Activation of Aliphatic
Aldehydes and Cascade [2 + 2] Cycloaddition with Ketimines. Journal of Organic Chemistry, 2019, 84,
6117-6125.

1.7 42

6186 Magnetite-Coated Boron Nitride Nanosheets for the Removal of Arsenic(V) from Water. ACS Applied
Materials &amp; Interfaces, 2019, 11, 19017-19028. 4.0 50



332

Citation Report

# Article IF Citations

6187
Photoluminescent Cu(<scp>i</scp>) <i>vs.</i> Ag(<scp>i</scp>) complexes: slowing down emission in
Cu(<scp>i</scp>) complexes by pentacoordinate low-lying excited states. Dalton Transactions, 2019,
48, 9765-9775.

1.6 16

6188 Theoretical study of the absolute inner-shell photoionization cross sections of the formic acid and
some of its hydrogen-bonded clusters. Journal of Chemical Physics, 2019, 150, 154308. 1.2 7

6189 Efficiently evaluating the Krieger-Li-Iafrate and common-energy-denominator approximations in the
frequency-dependent Sternheimer scheme. Physical Review A, 2019, 99, . 1.0 3

6190 Long-range screened hybrid-functional theory satisfying the local-density linear response. Physical
Review A, 2019, 99, . 1.0 16

6191 Tuning the Linear and Nonlinear Optical Properties of Pyrene-Pyridine Chromophores by Protonation
and Complexation to d10 Metal Centers â€ . Inorganics, 2019, 7, 38. 1.2 10

6192 Designing of non-fullerene 3D star-shaped acceptors for organic solar cells. Journal of Molecular
Modeling, 2019, 25, 129. 0.8 47

6193 Molecular Design of D-Ï€-A-A Organic Dyes Based on Triphenylamine Derivatives with Various Auxiliary
Acceptors for High Performance DSSCs. Journal of Electronic Materials, 2019, 48, 4452-4462. 1.0 23

6194 Preparation, spectroscopic investigations and chemical reactivity properties of a new schiff base
ligand and its copper (II) complexes. Journal of Molecular Structure, 2019, 1191, 17-23. 1.8 5

6195 The Fragment Molecular Orbital Method Based on Long-Range Corrected Density-Functional
Tight-Binding. Journal of Chemical Theory and Computation, 2019, 15, 3008-3020. 2.3 35

6196 Lemniscular [16]Cycloparaphenylene: A Radially Conjugated Figure-Eight Aromatic Molecule. Journal
of the American Chemical Society, 2019, 141, 7421-7427. 6.6 134

6197 Role of <i>p</i>-Benzoquinone in the Synthesis of a Conducting Polymer, Polyaniline. ACS Omega, 2019,
4, 7128-7139. 1.6 22

6198 Impact of the dielectric constant on the first hyperpolarizabilities and the Singletâˆ’Triplet gap in T-
and V-Shaped donor-acceptor-donor molecules. Organic Electronics, 2019, 70, 193-204. 1.4 12

6199
Dimerization Behavior of Methyl Chlorophyllide <i>a</i> as the Model of Chlorophyll <i>a</i> in the
Presence of Water Moleculesâ€”Theoretical Study. Journal of Chemical Information and Modeling,
2019, 59, 2123-2140.

2.5 8

6200
An Updated Strategy for Designing Non-Fullerene Acceptors by the Lowest Singlet and Triplet States
Excitation: Influence of Periodical Substitution from O, S, and Se to Te for BAE Derivatives. Journal of
Physical Chemistry C, 2019, 123, 11397-11405.

1.5 14

6201 Methodological Survey of Simplified TD-DFT Methods for Fast and Accurate Interpretation of
UVâ€“Visâ€“NIR Spectra of Phthalocyanines. ACS Omega, 2019, 4, 7265-7284. 1.6 86

6202 General rule for the energy of water-induced traps in organic semiconductors. Nature Materials,
2019, 18, 588-593. 13.3 97

6203
Photochemical mechanism of 1,5-benzodiazepin-2-one: electronic structure calculations and
nonadiabatic surface-hopping dynamics simulations. Physical Chemistry Chemical Physics, 2019, 21,
10086-10094.

1.3 15

6204 Mechanism study of ammonium nitrate decomposition with chloride impurity using experimental and
molecular simulation approach. Journal of Hazardous Materials, 2019, 378, 120585. 6.5 18



333

Citation Report

# Article IF Citations

6205 Basis Set Superposition Errors in the Many-Body Expansion of Molecular Properties. Journal of
Physical Chemistry A, 2019, 123, 4500-4511. 1.1 11

6206 Tuning alkynyl-extended 9,10-dihydroanthracene-based systems into aggregation-induced emission (AIE)
luminophores. New Journal of Chemistry, 2019, 43, 8325-8331. 1.4 1

6207 Types A and D Trichothecene Mycotoxins from the Fungus Myrothecium roridum. Planta Medica, 2019,
85, 774-780. 0.7 6

6208 Configuration Space Analysis of the Specific Rotation of Helicenes. Journal of Physical Chemistry A,
2019, 123, 4406-4418. 1.1 9

6209 Origin of the Solvatochromism in Organic Fluorophores with Flexible Side Chains: A Case Study of
Flugi-2. Journal of Physical Chemistry A, 2019, 123, 4581-4587. 1.1 3

6213 Exploring the transfer of hydrogen atom from kaempferol-based compounds to hydroxyl radical at
ground state using PCM-DFT approach. Structural Chemistry, 2019, 30, 2167-2180. 1.0 1

6214 Probing into the isomers and bonding natures of PuC6. Journal of Nuclear Materials, 2019, 518,
298-304. 1.3 5

6215 Excited State Frequencies of Chlorophyll f and Chlorophyll a and Evaluation of Displacement
through Franck-Condon Progression Calculations. Molecules, 2019, 24, 1326. 1.7 10

6216
Characterization of Charge Transfer in Excited States of Extended Clusters of Ï€-Stacked Donor and
Acceptor Complexes in Lock-Arm Supramolecular Ordering. Journal of Physical Chemistry A, 2019, 123,
4532-4542.

1.1 7

6217 Theoretical analysis of the electronic properties in Zinc-porphyrins derivatives. Journal of Molecular
Structure, 2019, 1191, 259-270. 1.8 9

6218 Interpretation of Experimental Soret Bands of Porphyrins in Flexible Covalent Cages and in Their
Related Ag(I) Fixed Complexes. Journal of Physical Chemistry C, 2019, 123, 13094-13103. 1.5 17

6219
Comparison of mono- and di-substituted triphenylamine and carbazole based sensitizers @(TiO2)38
cluster for dye-sensitized solar cells applications. Computational and Theoretical Chemistry, 2019,
1159, 1-6.

1.1 29

6220 Enhancement of electronic, photophysical and optical properties of 5,5â€²-Dibromo-2,2â€²-bithiophene
molecule: new aspect to molecular design. Opto-electronics Review, 2019, 27, 113-118. 2.4 10

6221 Sub-100 nanometer silver doped goldâ€“cysteine supramolecular assemblies with enhanced nonlinear
optical properties. Physical Chemistry Chemical Physics, 2019, 21, 12091-12099. 1.3 17

6222 Rigidified and expanded N-annulated perylenes as efficient donors in organic sensitizers for
application in solar cells. Physical Chemistry Chemical Physics, 2019, 21, 10488-10496. 1.3 11

6223 Enhancing the optical detection of mutants from healthy DNA with diamondoids. Journal of Materials
Chemistry B, 2019, 7, 3424-3430. 2.9 6

6224 Behavior of Some Perfluorinated Analogs of Thenoyltrifluoroacetone in Aqueous Solution. Journal
of Chemical &amp; Engineering Data, 2019, 64, 2593-2600. 1.0 9

6225 Spectroscopic and DFT studies of photoactivatable Mn(I) tricarbonyl complexes. Applied
Organometallic Chemistry, 2019, 33, e4944. 1.7 7



334

Citation Report

# Article IF Citations

6226 Photophysics of Donor/Acceptor Functionalized Corroles: a First-Principles Study. Brazilian Journal
of Physics, 2019, 49, 502-507. 0.7 4

6227 Design of Twoâ€•Photonâ€•Excited Fluorescent Dyes Containing Fluoroborylene Groups. ChemPhotoChem,
2019, 3, 719-726. 1.5 6

6228 Intramolecular Hydroamination of Selenoalkynes to 2â€•Selenylindoles in the Absence of Catalyst.
Chemistry - A European Journal, 2019, 25, 8157-8162. 1.7 11

6229
Determination of the best functional and basis sets for optimization of the structure of hypervalent
iodines and calculation of their first and second bond dissociation enthalpies. Journal of Physical
Organic Chemistry, 2019, 32, e3961.

0.9 26

6230 Calculation of Charge-Transfer Electronic Coupling with Nonempirically Tuned Range-Separated
Density Functional. Journal of Physical Chemistry C, 2019, 123, 11351-11361. 1.5 6

6231 Charge transfer excitation energies from ground state density functional theory calculations.
Journal of Chemical Physics, 2019, 150, 144109. 1.2 10

6232 A photoelectron imaging and quantum chemistry study of the deprotonated cyan fluorescent protein
chromophore anion. Molecular Physics, 2019, 117, 3027-3035. 0.8 3

6233 Accurate equilibrium structures of methyl methacrylate and methacrylic acid by microwave
spectroscopy and dispersion corrected calculations. Journal of Chemical Physics, 2019, 150, 144308. 1.2 13

6234 Exploring the effect of oligocene elongation on photovoltaic, optoelectronic and charge transfer
properties in TPA dyes tethered to the semiconductor surface. Results in Physics, 2019, 13, 102304. 2.0 17

6235 The impact of the heteroatom in a five-membered ring on the photophysical properties of
difluoroborates. Dyes and Pigments, 2019, 170, 107481. 2.0 9

6236
Investigations of electronic and nonlinear optical properties of single alkali metal adsorbed
graphene, graphyne and graphdiyne systems by first-principles calculations. Journal of Materials
Chemistry C, 2019, 7, 1630-1640.

2.7 101

6237 Theoretical design of a fluorescence sensor with configuration-transformed metal ion recognition
of aza-18-crown-6. Supramolecular Chemistry, 2019, 31, 402-411. 1.5 0

6238 Local Density Approximation for the Short-Range Exchange Free Energy Functional. ACS Omega, 2019, 4,
7675-7683. 1.6 16

6239
Rational Design of Low-Band Gap Star-Shaped Molecules With 2,4,6-Triphenyl-1,3,5-triazine as Core and
Diketopyrrolopyrrole Derivatives as Arms for Organic Solar Cells Applications. Frontiers in
Chemistry, 2019, 7, 122.

1.8 8

6240 Dynamic exciton localisation in a pyreneâ€“BODIPYâ€“pyrene dye conjugate. Physical Chemistry Chemical
Physics, 2019, 21, 9013-9025. 1.3 13

6241 Doubly resonant sum frequency spectroscopy of mixed photochromic isomers on surfaces reveals
conformation-specific vibronic effects. Journal of Chemical Physics, 2019, 150, 114704. 1.2 20

6242 Theoretical insights into the sensing mechanism of a series of terpyridine-based chemosensors for
TNP. Chemical Physics Letters, 2019, 725, 45-51. 1.2 15

6243
Prediction of Oscillator Strength and Transition Dipole Moments with the Nuclear Ensemble
Approach for Thermally Activated Delayed Fluorescence Emitters. Journal of Physical Chemistry C,
2019, 123, 10081-10086.

1.5 53



335

Citation Report

# Article IF Citations

6244 Quantum cutting using organic molecules. Physical Chemistry Chemical Physics, 2019, 21, 7814-7821. 1.3 1

6245 Platinum(II)-mediated aminonitroneâ€“isocyanide interplay: A new route to acyclic diaminocarbene
complexes. Inorganica Chimica Acta, 2019, 490, 267-271. 1.2 13

6246
Theoretical exploration of second-order nonlinear optical properties of mono- and bimetallic Pt(II)
dithienylcyclopentene complexes: Ligands and photoisomerization effect. Journal of Organometallic
Chemistry, 2019, 888, 29-36.

0.8 8

6247 The Metal Hydride Problem of Computational Chemistry: Origins and Consequences. Journal of
Physical Chemistry A, 2019, 123, 2888-2900. 1.1 26

6248 Decoding the ECD Spectra of Poly(phenylacetylene)s: Structural Significance. ACS Omega, 2019, 4,
5233-5240. 1.6 32

6249 The Electronic Determinants of Spin Crossover Described by Density Functional Theory. Challenges
and Advances in Computational Chemistry and Physics, 2019, , 1-33. 0.6 2

6250
Chemical forms of molybdenum ion in nitric acid solution studied using liquid-phase X-ray absorption
fine structure, Ultravioletâ€“Visible absorption spectroscopy and first-principles calculations.
Chemical Physics Letters, 2019, 723, 76-81.

1.2 7

6251 Rational design of (D-A) copolymers towards high efficiency organic solar cells: DFT and TD-DFT
study. Journal of Molecular Graphics and Modelling, 2019, 89, 139-146. 1.3 6

6252 Polarizable QM/MM Approach with Fluctuating Charges and Fluctuating Dipoles: The QM/FQFÎ¼ Model.
Journal of Chemical Theory and Computation, 2019, 15, 2233-2245. 2.3 55

6253 Electronic and Optical Properties of Oligothiophene-F4TCNQ Charge-Transfer Complexes: The Role of
the Donor Conjugation Length. Journal of Physical Chemistry C, 2019, 123, 9617-9623. 1.5 36

6254 Molecular engineering of anchoring groups for designing efficient triazatruxene-based organic
dye-sensitized solar cells. New Journal of Chemistry, 2019, 43, 6480-6491. 1.4 15

6255
Improving the electron transport performance by changing side chains in sulfur-containing
azaacenes: a combined theoretical investigation on free molecules and an adsorption system. New
Journal of Chemistry, 2019, 43, 5414-5422.

1.4 3

6256 Formation of the Chargeâ€•Localized Dimer Radical Cation of 2â€•Ethylâ€•9,10â€•dimethoxyanthracene in
Solution Phase. Chemistry - A European Journal, 2019, 25, 5586-5594. 1.7 2

6257 Exploring point defects in hexagonal boronâ€•nitrogen monolayers. International Journal of Quantum
Chemistry, 2019, 119, e25925. 1.0 30

6258 A Bifunctional Saddleâ€•Shaped Small Molecule as a Dopantâ€•Free Hole Transporting Material and
Interfacial Layer for Efficient and Stable Perovskite Solar Cells. Solar Rrl, 2019, 3, 1900011. 3.1 34

6259 New Strategies in Modeling Electronic Structures and Properties with Applications to Actinides.
Challenges and Advances in Computational Chemistry and Physics, 2019, , 121-160. 0.6 5

6260
Molecular engineering mechanism of organic photoactive layer by alkyl chains, 4-butoxyphenyl and
cyanogroup. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 218,
142-154.

2.0 2

6261 Heteroatom-mediated performance of dye-sensitized solar cells based on T-shaped molecules. Dyes and
Pigments, 2019, 166, 15-31. 2.0 22



336

Citation Report

# Article IF Citations

6262
Ultrafast Intramolecular and Solvation Dynamics in 4,7-Bis
(4,5-dibutylbenzo[1,2-<i>b</i>:4,3-<i>b</i>â€²]bisthiophene[1,2-<i>b</i>:4,3-<i>b</i>â€²]bisthiophen-2-yl)-2,1,3-benzothiadiazole.
Journal of Physical Chemistry C, 2019, 123, 5840-5852.

1.5 21

6263
Structural dependence of the optical properties of narrow band gap
thiopheneâ€“thiadiazoloquinoxaline derivatives and their application in organic photovoltaic cells.
New Journal of Chemistry, 2019, 43, 5202-5213.

1.4 11

6264 Transport and Optical Gaps in Amorphous Organic Molecular Materials. Molecules, 2019, 24, 609. 1.7 0

6265 Photoconductive Curvedâ€•Nanographene/Fullerene Supramolecular Heterojunctions. Angewandte
Chemie - International Edition, 2019, 58, 6244-6249. 7.2 99

6266 The correlation factor model for the exchange-correlation energy and its application to transition
metal compounds. Journal of Chemical Physics, 2019, 150, 084107. 1.2 10

6267

Energy level tuning of â€˜Zâ€™-shaped small molecular non-fullerene electron acceptors based on a
dipyrrolo[2,3-<i>b</i>:2â€²,3â€²-<i>e</i>]pyrazine-2,6(1<i>H</i>,5<i>H</i>)-dione acceptor unit for organic
photovoltaic applications: a joint experimental and DFT investigation on the effect of fluorination.
New Journal of Chemistry, 2019, 43, 5173-5186.

1.4 20

6268 Optoelectronic properties of benzotrithiophene isomers: A density functional theory study. Journal
of the Chinese Chemical Society, 2019, 66, 891-898. 0.8 11

6269 Absorption spectrum of magnesium and aluminum hydride nanoparticles. Materials Chemistry and
Physics, 2019, 228, 244-253. 2.0 3

6270 A DFT study on the mechanism of rhodium-catalyzed regioselective hydrothiolation of the allyl amine.
Molecular Catalysis, 2019, 468, 62-74. 1.0 3

6271 Computational Modeling of Exciton Localization in Self-Assembled Perylene Helices: Effects of
Thermal Motion and Aggregate Size. Journal of Physical Chemistry C, 2019, 123, 6427-6437. 1.5 16

6272 First Principles Study of Dendritic Carbazole Photosensitizer Dyes Modified with Different
Conjugation Structures. ChemistrySelect, 2019, 4, 2787-2794. 0.7 5

6273 Theoretical Study on the Optical Properties of Multichromophoric Systems Based on an Exciton
Approach: Modification Guidelines. ChemPhotoChem, 2019, 3, 707-718. 1.5 2

6274
Inâ€•depth probe of researching interfacial charge transfer process for organic solar cells: A promising
bisadduct fullerene derivatives acceptor. International Journal of Quantum Chemistry, 2019, 119,
e25938.

1.0 9

6275 First Principles Investigation of the Polarizability and First Hyperpolarizability of Anhydride
Derivatives. Chemistry Africa, 2019, 2, 443-453. 1.2 19

6276 On a specific state of C60 fullerene in N-methyl-2-pyrrolidone solution: Mass spectrometric study.
Applied Surface Science, 2019, 481, 1566-1572. 3.1 12

6277 UVâ€“Vis Action Spectroscopy of Guanine, 9-Methylguanine, and Guanosine Cation Radicals in the Gas
Phase. Journal of Physical Chemistry A, 2019, 123, 3272-3284. 1.1 24

6278 Mechanism of Hydrogen Storage in the Graphene Nanoflakeâ€“Lithiumâ€“H<sub>2</sub> System. Journal
of Physical Chemistry C, 2019, 123, 8709-8716. 1.5 44

6279 Triphenylamine-substituted 2-pyridyl-1,2,3-triazole copper(I) complexes: an experimental and
computational investigation. Journal of Coordination Chemistry, 2019, 72, 1378-1394. 0.8 8



337

Citation Report

# Article IF Citations

6280 Applicability of NBO and AIM Topology Analyses to Chemical Bonding in Some Diacetylplatinum(II)
Complexes. Asian Journal of Chemistry, 2019, 31, 925-937. 0.1 1

6281 Inhibition of Carbon Steel Corrosion in HCl and H2SO4 Solutions by Ethyl
2-Cyano-2-(1,3-dithian-2-ylidene) Acetate. Journal of Bio- and Tribo-Corrosion, 2019, 5, 1. 1.2 10

6282 Electronic structure of merocyanine dyes derived from 3H-indole and malononitrile in the ground
and excited states: DFT/TD-DFT analysis. Computational and Theoretical Chemistry, 2019, 1154, 50-56. 1.1 19

6283 Solvatofluorochromism of conjugated 4-methoxyphenyl-Pyridinium electron donor-acceptor pairs.
Dyes and Pigments, 2019, 166, 395-402. 2.0 6

6284 Novel BODIPY-conjugated amino acids: Synthesis and spectral properties. Journal of Molecular
Liquids, 2019, 283, 695-703. 2.3 15

6285 Structural characterization and cytotoxic evaluation of Cu(II), Co(II) and Ni(II) complexes with
herbicide 4-chloro-2-methylphenoxyacetic acid. Polyhedron, 2019, 165, 86-96. 1.0 5

6286
Theoretical Design of Dâˆ’Ï€â€“Aâ€“A Sensitizers with Narrow Band Gap and Broad Spectral Response Based
on Boron Dipyrromethene for Dye-Sensitized Solar Cells. Journal of Chemical Information and
Modeling, 2019, 59, 2248-2256.

2.5 23

6287 Robust Triplatinum Redoxâ€•Chromophore for a Postâ€•Synthetic Colorâ€•Tunable Electrochromic System.
Chemistry - A European Journal, 2019, 25, 7669-7678. 1.7 9

6288 Protonation of the Biliverdin IXÎ± Chromophore in the Red and Far-Red Photoactive States of a
Bacteriophytochrome. Journal of Physical Chemistry B, 2019, 123, 2325-2334. 1.2 25

6289 Straightforward Synthesis of 3â€•Aminothiophenes Using Activated Amides. Helvetica Chimica Acta, 2019,
102, e1900031. 1.0 11

6290 Absorption shifts of diastereotopically ligated chlorophyll dimers of photosystem I. Physical
Chemistry Chemical Physics, 2019, 21, 6851-6858. 1.3 16

6291 Five new epoxy-5,6,7,8-tetrahydro-2-(2-phenylethyl)chromones from Chinese agarwood by artificial
holing. FÃ¬toterapÃ¬Ã¢, 2019, 134, 182-187. 1.1 10

6292 Combining polarizable embedding with the Frenkel exciton model: applications to absorption spectra
with overlapping soluteâ€“solvent bands. Theoretical Chemistry Accounts, 2019, 138, 1. 0.5 0

6293 DFT Studies on Second-order Nonlinear Optical Response of Ir(C^N)2(pic) Complexes. Chemical
Research in Chinese Universities, 2019, 35, 333-339. 1.3 4

6294 Low-Lying Excited States of hqxcH and Znâ€“hqxc Complex: Toward Understanding Intramolecular
Proton Transfer Emission. Inorganic Chemistry, 2019, 58, 4686-4698. 1.9 10

6295 Halo-1,2,3-triazolium Salts as Halogen Bond Donors for the Activation of Imines in Dihydropyridinone
Synthesis. Journal of Organic Chemistry, 2019, 84, 4294-4303. 1.7 52

6296
Theoretical Investigations on the Photophysical Properties for a Series of Symmetrical and
Asymmetrical Carbazole-Based Cationic Two-Photon Fluorescent Probes: The Magic of Methyl Groups.
Journal of Physical Chemistry C, 2019, 123, 9407-9419.

1.5 6

6297 The influence of nanoparticles on the excitation energies of the photochromic
dihydroazulene/vinylheptafulvene system. Physical Chemistry Chemical Physics, 2019, 21, 6689-6698. 1.3 12



338

Citation Report

# Article IF Citations

6298 Second-order NLO properties of bis-cyclometalated iridium(â…¢) complexes: Substituent effect and redox
switch. Journal of Molecular Graphics and Modelling, 2019, 89, 131-138. 1.3 18

6299 Understanding UVâ€“Vis Spectra of Halogenated Tetraazaperopyrenes (TAPPs): A Computational Study.
Journal of Physical Chemistry A, 2019, 123, 3160-3169. 1.1 9

6300 New insights into the dissociation dynamics of methylated anilines. Physical Chemistry Chemical
Physics, 2019, 21, 14394-14406. 1.3 6

6301
Excited states and excitonic interactions in prototypic polycyclic aromatic hydrocarbon dimers as
models for graphitic interactions in carbon dots. Physical Chemistry Chemical Physics, 2019, 21,
9077-9088.

1.3 34

6302 Linear-Response and Real-Time, Time-Dependent Density Functional Theory for Predicting
Optoelectronic Properties of Dye-Sensitized Solar Cells. , 2019, , 171-201. 1

6303
Study on the spectral complementary composite dye molecules designed for high performance
dye-sensitized solar cells: A theoretical investigation. Computational and Theoretical Chemistry, 2019,
1154, 44-49.

1.1 9

6304 Physical mechanism on edge-dependent electrons transfer in graphene in mid infrared region.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 216, 136-145. 2.0 7

6305 Theoretical study on the sensing mechanism of a fluorescence chemosensor for the cyanide anion.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 216, 258-264. 2.0 7

6306 Diaminodicyanoquinones: Fluorescent Dyes with High Dipole Moments and Electronâ€•Acceptor
Properties. Angewandte Chemie - International Edition, 2019, 58, 8235-8239. 7.2 22

6307 A computational investigation on coreâ€•expanded subphthalocyanines. International Journal of
Quantum Chemistry, 2019, 119, e25942. 1.0 8

6308
TCA self-assembled fluorescence probe for Cu (II) ion based on the unique configuration of extra
nuclear electrons of metal ions: A TDDFT study. Computational and Theoretical Chemistry, 2019, 1157,
1-10.

1.1 0

6309
Drastic Change in Electronic Transition upon Hydrogen Bond Network Switching in
3-Aminopyridineâ€“(H<sub>2</sub>O)<sub><i>n</i></sub> Clusters. Journal of Physical Chemistry A,
2019, 123, 3728-3734.

1.1 7

6310 Photosynthetic Pigments with Potential for a Photosynthetic Antenna: A DFT Analysis. International
Journal of Photoenergy, 2019, 2019, 1-17. 1.4 3

6311 Concerted proton-electron transfer reactions in the Marcus inverted region. Science, 2019, 364,
471-475. 6.0 104

6312 Molecular Dynamics of Excited State Intramolecular Charge Transfer in Solution by Coherent
Nuclear Wave Packets. ChemPhysChem, 2019, 20, 1448-1455. 1.0 1

6313 Osteoclastogenesis Regulation Metabolites from the Coral-Associated Fungus <i>Pseudallescheria
boydii</i> TW-1024-3. Journal of Natural Products, 2019, 82, 1274-1282. 1.5 28

6314 Diaminodicyanochinone â€“ Fluoreszenzfarbstoffe mit hohem Dipolmoment und
Elektronenakzeptorâ€•Eigenschaften. Angewandte Chemie, 2019, 131, 8321-8326. 1.6 2

6315 Reaction energy benchmarks of hydrocarbon combustion by Gaussian basis and plane wave basis
approaches. Journal of Computational Chemistry, 2019, 40, 1866-1873. 1.5 3



339

Citation Report

# Article IF Citations

6316 Computational Investigation on Series of Metalâ€•Free Sensitizers in Tetrahydroquinoline with Different
Ï€â€•spacer Groups for DSSCs. ChemistrySelect, 2019, 4, 4097-4104. 0.7 20

6317 Enhanced luminescence efficiency of structurally tailored new coumarin-based heterocyclic organic
materials: a DFT/TD-DFT study. Theoretical Chemistry Accounts, 2019, 138, 1. 0.5 10

6318 Divergent synthesis of 5â€²,7â€²-difluorinated dihydroxanthene-hemicyanine fused near-infrared
fluorophores. Organic and Biomolecular Chemistry, 2019, 17, 4291-4300. 1.5 6

6319 High-Temperature Cooperative Spin Crossover Transitions and Single-Crystal Reflection Spectra of
[FeIII(qsal)2](CH3OSO3) and Related Compounds. Crystals, 2019, 9, 81. 1.0 11

6320 Theoretical design on molecular tweezers of sodium cyanide by zinc porphyrinâ€•azoâ€•crown ether triads
receptor. Journal of Physical Organic Chemistry, 2019, 32, e3963. 0.9 5

6321 Luminescent properties of new 2,2-, 2,3- and 3,3-CH2-bis(BODIPY)s dyes: Structural and solvation
effects. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 218, 308-319. 2.0 19

6322 Toward an Accurate Description of Thermally Activated Delayed Fluorescence: Equal Importance of
Electronic and Geometric Factors. Journal of Physical Chemistry C, 2019, 123, 13869-13876. 1.5 11

6323 Long Carbon-Based Chains of Interstellar Medium Can Have a Triplet Ground State. Why Is This
Important for Astrochemistry?. ACS Earth and Space Chemistry, 2019, 3, 863-872. 1.2 18

6324 Tunable chiral triazole-based halogen bond donors: assessment of donor strength in solution with
nitrogen-containing acceptors. RSC Advances, 2019, 9, 11718-11721. 1.7 18

6325 Lightâ€•Harvesting Antenna and Protonâ€•Activated Photodynamic Effect of a Novel BODIPYâˆ’Fullerene
C<sub>60</sub> Dyad as Potential Antimicrobial Agent. ChemPhysChem, 2019, 20, 1110-1125. 1.0 39

6326 Isomerization Dynamics of Electronically Coupled but Thermodynamically Decoupled Bisazobenzenes.
ChemPhotoChem, 2019, 3, 411-417. 1.5 6

6327 Fully numerical Hartreeâ€•Fock and density functional calculations. II. Diatomic molecules.
International Journal of Quantum Chemistry, 2019, 119, e25944. 1.0 22

6328 Fully numerical Hartreeâ€•Fock and density functional calculations. I. Atoms. International Journal of
Quantum Chemistry, 2019, 119, e25945. 1.0 26

6329 Theoretical study of chloro-Î±,Î²,Î³,Î´-tetraphenylporphyrinato cobalt(III) dimer reaction: A reaction path to
form Ï€ cation radicals. Chemical Physics, 2019, 523, 28-33. 0.9 1

6330
Evaluating Transition Metal Barrier Heights with the Latest Density Functional Theory
Exchangeâ€“Correlation Functionals: The MOBH35 Benchmark Database. Journal of Physical Chemistry A,
2019, 123, 3761-3781.

1.1 104

6331 Excitation Energies from the Single-Particle Greenâ€™s Function with the <i>GW</i> Approximation.
Journal of Physical Chemistry A, 2019, 123, 3199-3204. 1.1 7

6332
Classical and Quantum Mechanical Calculations of the Stacking Interaction of Nd<sup>III</sup>
Complexes with Regular and Mismatched DNA Sequences. Journal of Physical Chemistry B, 2019, 123,
3219-3231.

1.2 5

6333 On the nature of ionâ€•stabilized cytosine pairs in DNA iâ€•motifs: The importance of charge transfer
processes. International Journal of Quantum Chemistry, 2019, 119, e25933. 1.0 10



340

Citation Report

# Article IF Citations

6334 Computational insights into the electronic structure of TCNDQ and TCNP: the effect of Si
substitution. Structural Chemistry, 2019, 30, 1873-1885. 1.0 0

6335
High-level theoretical benchmark investigations of the UV-vis absorption spectra of paradigmatic
polycyclic aromatic hydrocarbons as models for graphene quantum dots. Journal of Chemical
Physics, 2019, 150, 124302.

1.2 35

6336 Effect of Different Conformational Distributions on the Ultrafast Coherence Dynamics in
Porphyrin-Based Polymers. Journal of Physical Chemistry C, 2019, 123, 10212-10224. 1.5 10

6337 Photoconductive Curvedâ€•Nanographene/Fullerene Supramolecular Heterojunctions. Angewandte
Chemie, 2019, 131, 6310-6315. 1.6 30

6338 NLOâ€•Phoric Emissive Quinoxaline Analog of Quinoline Yellow 54â€‰and Zâ€•Scan Studies. ChemistrySelect,
2019, 4, 3752-3761. 0.7 7

6339
A quantum chemical study of the effect of substituents in governing the strength of the Sâ€“F bonds of
sulfenyl-type fluorides toward homolytic dissociation and fluorine atom transfer. Chemical Data
Collections, 2019, 20, 100186.

1.1 5

6340
Influence of acetyl, hydroxy and methyl functional groups on 2-phenylbutanoic acid by quantum
computational, spectroscopic and ligand-protein docking studies. Journal of Molecular Structure,
2019, 1188, 99-109.

1.8 19

6341
Highly Efficient One-Dimensional Triplet Exciton Transport in a Palladiumâ€“Porphyrin-Based
Surface-Anchored Metalâ€“Organic Framework. ACS Applied Materials &amp; Interfaces, 2019, 11,
15688-15697.

4.0 46

6342 Dissymmetry Factor Spectral Analysis Can Provide Useful Diastereomer Discrimination: Chiral
Molecular Structure of an Analogue of (âˆ’)-Crispine A. ACS Omega, 2019, 4, 6154-6164. 1.6 13

6343 Synthesis of peri-Diarylated Naphthalimides via Double Decarboxylative Cross-Coupling Reaction.
Synthesis, 2019, 51, 2915-2922. 1.2 2

6344 A Twistâ€•Assisted Biphenyl Photosensitizer Passable Through Glucose Channel. Chemistry - an Asian
Journal, 2019, 14, 2067-2071. 1.7 9

6345 Aromaticity and Antiaromaticity in the Excited States of Porphyrin Nanorings. Journal of Physical
Chemistry Letters, 2019, 10, 2017-2022. 2.1 39

6346
Superalkalis as a source of diffuse excess electrons in newly designed inorganic electrides with
remarkable nonlinear response and deep ultraviolet transparency: A DFT study. Applied Surface
Science, 2019, 483, 1118-1128.

3.1 105

6347
TDDFT investigation of electronic and optical properties of diaryl-substituted
naphtho[1,2-d:5,6-dâ€²]bis-(oxaphosphole) compounds. Computational and Theoretical Chemistry, 2019,
1156, 12-19.

1.1 2

6348
Interaction of Metamitron and Fenhexamid with Ca<sup>2+</sup>â€•Montmorillonite Clay Surfaces: A
Density Functional Theory Molecular Dynamics Study. Journal of Computational Chemistry, 2019, 40,
1449-1462.

1.5 7

6349 Integration of near-infrared harvesting transparent luminescent solar concentrators onto arbitrary
surfaces. Journal of Luminescence, 2019, 210, 239-246. 1.5 18

6350 Heteroarylcarbeneâ€“Arylnitrene Radical Cation Isomerizations. Journal of Physical Chemistry A, 2019,
123, 2073-2079. 1.1 2

6351 Rationally designed azobenzene photoswitches for efficient two-photon neuronal excitation. Nature
Communications, 2019, 10, 907. 5.8 86



341

Citation Report

# Article IF Citations

6352 Diastereoselective Photocycloaddition Reaction of Vinyl Ether Tethered to 1,4â€•Naphthoquinone.
ChemPhotoChem, 2019, 3, 243-250. 1.5 2

6353 A spectrophotometric and DFT study of the behavior of 6-bromoquercetin in aqueous solution.
Chemical Papers, 2019, 73, 1731-1741. 1.0 1

6354 Vertical valence ionization potential benchmarks from equation-of-motion coupled cluster theory
and QTP functionals. Journal of Chemical Physics, 2019, 150, 074108. 1.2 46

6355 Terminal Modulation in Search of a Balance between Hole Transport and Electron Transfer at the
Interface for BODIPY-Based Organic Solar Cells. Journal of Physical Chemistry C, 2019, 123, 6407-6415. 1.5 10

6356
Investigation of Conversion and Decay Processes in Thermally Activated Delayed Fluorescence
Copper(I) Molecular Crystal: Theoretical Estimations from an ONIOM Approach Combined with the
Tuned Range-Separated Density Functional Theory. Journal of Physical Chemistry A, 2019, 123, 2080-2090.

1.1 13

6357 A Consistent Reduced Network for HCN Chemistry in Early Earth and Titan Atmospheres: Quantum
Calculations of Reaction Rate Coefficients. Journal of Physical Chemistry A, 2019, 123, 1861-1873. 1.1 15

6358 Carboxylic Anchoring Dye <i>p</i>-Ethyl Red Does Not Adsorb Directly onto TiO<sub>2</sub>
Particles in Protic Solvents. Journal of Physical Chemistry C, 2019, 123, 8265-8272. 1.5 11

6359 Helical Chains of Diatomic Molecules as a Model for Solid-State Optical Rotation. Journal of Physical
Chemistry C, 2019, 123, 4329-4340. 1.5 7

6360 Ionization and fragmentation of uracil upon microhydration. Physical Chemistry Chemical Physics,
2019, 21, 4810-4821. 1.3 10

6361 1,2-Dihydrochromeno[2,3-c]pyrrol-3-one Derivatives: Synthesis and HPLC-ECD Analysis. Synlett, 2019, 30,
799-802. 1.0 4

6362
Impact of heteroatom (S and N) position and change in central ring of anthracene with heterocyclic
ring on charge transport and optical properties in anthratetrathiazole (ATTz). Journal of Sulfur
Chemistry, 2019, 40, 361-376.

1.0 4

6363 Many-Body Quantum MonteÂ Carlo Study of 2D Materials: Cohesion and Band Gap in Single-Layer
Phosphorene. Physical Review X, 2019, 9, . 2.8 27

6364 Photo-tunable linear and nonlinear optical response of cyclophanediene-dihydropyrene
photoswitches. Journal of Molecular Graphics and Modelling, 2019, 88, 261-272. 1.3 6

6365 Predicting the Outcome of Photocyclisation Reactions: A Joint Experimental and Computational
Investigation. Chemistry - an Asian Journal, 2019, 14, 1293-1303. 1.7 3

6366 DFT investigation of the electronic structure and nonlinear optic properties (NLO) of
3-amino-4-(Boc-amino)pyridine. Indian Journal of Physics, 2019, 93, 1113-1122. 0.9 2

6367 D-A-Ï€-A based organic dyes for efficient DSSCs: A theoretical study on the role of Ï€-spacer.
Computational Materials Science, 2019, 161, 163-176. 1.4 65

6368 Dearomatization of 3â€•Nitroindoles by a Phosphineâ€•Catalyzed Enantioselective [3+2] Annulation
Reaction. Angewandte Chemie - International Edition, 2019, 58, 5427-5431. 7.2 105

6369
A probe into underlying factors affecting utrafast charge transfer at Donor/IDIC interface of
all-small-molecule nonfullerene organic solar cells. Journal of Photochemistry and Photobiology A:
Chemistry, 2019, 375, 1-8.

2.0 11



342

Citation Report

# Article IF Citations

6370 Bioactive homogentisic acid derivatives from fruits and flowers of Miliusa velutina. FÃ¬toterapÃ¬Ã¢, 2019,
134, 65-72. 1.1 12

6371 Reactivity of Gold(I) Monocarbene Complexes with Protein Targets: A Theoretical Study. International
Journal of Molecular Sciences, 2019, 20, 820. 1.8 34

6372 A C4N4 Diaminopyrimidine Fluorophore. Chemistry - A European Journal, 2019, 25, 4299-4304. 1.7 2

6373 Partial combination of composite strategy and the B3LYP functional for the calculation of enthalpies
of formation. Journal of Molecular Modeling, 2019, 25, 62. 0.8 8

6374 Molecular Basis of the Chemiluminescence Mechanism of Luminol. Chemistry - A European Journal,
2019, 25, 5202-5213. 1.7 45

6375 Effect of (super)alkali doping on the electronic and second-order nonlinear optical properties of
graphitic C3N4. Optik, 2019, 183, 455-462. 1.4 18

6376 Proton-Transfer-Induced Fluorescence in Self-Assembled Short Peptides. Journal of Physical
Chemistry A, 2019, 123, 1758-1765. 1.1 13

6377 Benchmarking quantum chemistry methods for spin-state energetics of iron complexes against
quantitative experimental data. Physical Chemistry Chemical Physics, 2019, 21, 4854-4870. 1.3 99

6378 Vacuum ultraviolet excited state dynamics of small amides. Journal of Chemical Physics, 2019, 150,
054301. 1.2 7

6379 Novel V- and Y-Shaped Light-Emitting Liquid Crystals with Pentafluorinated Bistolane-Based
Luminophores. ACS Omega, 2019, 4, 3922-3932. 1.6 13

6380 Fingerprint of Aromaticity and Molecular Topology on the Photophysical Properties of Octaphyrins.
Journal of Physical Chemistry C, 2019, 123, 7318-7335. 1.5 32

6381 Visualisation of Electronic Excitedâ€•State Correlation in Real Space. ChemPhotoChem, 2019, 3, 702-706. 1.5 16

6382 Isobenzothiophene-bridged molecules for significantly enhanced two photon absorption properties.
Journal of Photochemistry and Photobiology A: Chemistry, 2019, 375, 132-140. 2.0 4

6383
Theoretical insights into UVâ€“Vis absorption spectra of difluoroboron Î²-diketonates with an extended
Ï€ system: An analysis based on DFT and TD-DFT calculations. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2019, 216, 161-172.

2.0 9

6384 Exotic nanoparticles of group IV monochalcogenides. Solid State Communications, 2019, 295, 38-42. 0.9 2

6385 Enantioselective Synthesis of Homochiral Au<sub>13</sub> Nanoclusters and Their Chiroptical
Activities. Inorganic Chemistry, 2019, 58, 3670-3675. 1.9 40

6386
Reversible Metal Aggregation and Redispersion Driven by the Catalytic Water Gas Shift Half-Reactions:
Interconversion of Single-Site Rhodium Complexes and Tetrarhodium Clusters in Zeolite HY. ACS
Catalysis, 2019, 9, 3311-3321.

5.5 31

6387 Anion Sensing by Novel Triarylboranes Containing Boraanthracene: DFT Functional Assessment,
Selective Interactions, and Mechanism Demonstration. ACS Omega, 2019, 4, 4505-4518. 1.6 17



343

Citation Report

# Article IF Citations

6388 Rapid one-step 18F-radiolabeling of biomolecules in aqueous media by organophosphine fluoride
acceptors. Nature Communications, 2019, 10, 989. 5.8 31

6389 Multiscale time-resolved fluorescence study of a glycogen phosphorylase inhibitor combined with
quantum chemistry calculations. Physical Chemistry Chemical Physics, 2019, 21, 7685-7696. 1.3 3

6390 Stability, electronic and optical properties of the boron nitride cage (B47N53) from quantum
mechanical calculations. Physica E: Low-Dimensional Systems and Nanostructures, 2019, 111, 118-126. 1.3 23

6391 Vibrational Relaxation in Carotenoids as an Explanation for Their Rapid Optical Properties. Journal of
Physical Chemistry B, 2019, 123, 2203-2209. 1.2 15

6392 Relay detection of Zn2+ and S2âˆ’ by a quinoline-based fluorescent chemosensor in aqueous media and
zebrafish. Dyes and Pigments, 2019, 165, 264-272. 2.0 30

6393
A new method to analyze and understand molecular linear and nonlinear optical responses via
field-induced functions: a straightforward alternative to sum-over-states (SOS) analysis. Physical
Chemistry Chemical Physics, 2019, 21, 6274-6286.

1.3 13

6394 Dearomatization of 3â€•Nitroindoles by a Phosphineâ€•Catalyzed Enantioselective [3+2] Annulation
Reaction. Angewandte Chemie, 2019, 131, 5481-5485. 1.6 22

6395 Synthesis and characterization of cinnamylidene acetone â€“ A study on tuning of band gap by
vibrational spectroscopic tools. Journal of Molecular Structure, 2019, 1184, 593-603. 1.8 7

6396 One- and two-photon absorption properties of quadrupolar thiophene-based dyes with acceptors of
varying strengths. Photochemical and Photobiological Sciences, 2019, 18, 2180-2190. 1.6 16

6397 Isoquinoline gas-phase absorption spectrum in the vacuum ultraviolet between 3.7 and 10.7Â eV. New
valence and Rydberg electronic states. RSC Advances, 2019, 9, 5121-5141. 1.7 2

6398 Accurate Prediction for Dynamic Hybrid Local and Charge Transfer Excited States from Optimally
Tuned Range-Separated Density Functionals. Journal of Physical Chemistry C, 2019, 123, 5616-5625. 1.5 19

6399 Towards efficient initiators for two-photon induced polymerization: fine tuning of the
donor/acceptor properties. Molecular Systems Design and Engineering, 2019, 4, 437-448. 1.7 16

6400 Photophysical features and semiconducting properties of propeller-shaped oligo(styryl)benzenes.
Journal of Chemical Physics, 2019, 150, 064309. 1.2 16

6401 Robust Entanglement Generation in Lithium Ions Mediated by Graphene Quantum Dots Interaction.
Journal of Physical Chemistry A, 2019, 123, 1790-1795. 1.1 3

6402 1,2-Diazacyclopentane-3,5-diyl Diradicals: Electronic Structure and Reactivity. Journal of the American
Chemical Society, 2019, 141, 3920-3933. 6.6 20

6403
Highly Efficient Photo- and Electroluminescence from Two-Coordinate Cu(I) Complexes Featuring
Nonconventional N-Heterocyclic Carbenes. Journal of the American Chemical Society, 2019, 141,
3576-3588.

6.6 223

6404 Solvent organization around the noncanonical part of tyrosine modulates its fluorescence
properties. Physical Chemistry Chemical Physics, 2019, 21, 6042-6050. 1.3 1

6405 Magnetic circular dichroism spectra of transition metal complexes calculated from restricted active
space wavefunctions. Physical Chemistry Chemical Physics, 2019, 21, 5586-5597. 1.3 17



344

Citation Report

# Article IF Citations

6406 Ultrafast excited state intramolecular proton/charge transfers in novel NIR-emitting molecules. AIP
Advances, 2019, 9, . 0.6 18

6407 A Preliminary First Principle Study on Photochromism of Diarylethene Molecules. Prithvi Journal of
Research and Innovation, 2019, 1, 67-77. 0.0 0

6408 Recent Progresses in Ab Initio Electronic Structure Calculation toward Understandings of
Functional Mechanisms of Biological Macromolecular Systems. , 2019, , . 0

6409
First-Principles Calculation of Transition Metal Hyperfine Coupling Constants with the Strongly
Constrained and Appropriately Normed (SCAN) Density Functional and its Hybrid Variants.
Magnetochemistry, 2019, 5, 69.

1.0 6

6410 Molecular Property Prediction: A Multilevel Quantum Interactions Modeling Perspective. Proceedings
of the AAAI Conference on Artificial Intelligence, 2019, 33, 1052-1060. 3.6 73

6411 Absorption-emission symmetry breaking and the different origins of vibrational structures of the 1Qy
and 1Qx electronic transitions of pheophytin <i>a</i>. Journal of Chemical Physics, 2019, 151, 165102. 1.2 17

6412 Solid-State Nonlinear Optical Properties of Mononuclear Copper(II) Complexes with Chiral Tridentate
and Tetradentate Schiff Base Ligands. Materials, 2019, 12, 3595. 1.3 19

6413 Laurdan as a Molecular Rotor in Biological Environments. ACS Applied Bio Materials, 2019, 2, 5769-5778. 2.3 10

6414 Dispersion-driven conformational preference in the gas phase: Microwave spectroscopic and
theoretical study of allyl isocyanate. Journal of Chemical Physics, 2019, 151, 194304. 1.2 6

6415 Coligand Effects on the Field-Induced Double Slow Magnetic Relaxation in Six-Coordinate Cobalt(II)
Single-Ion Magnets (SIMs) with Positive Magnetic Anisotropy. Inorganic Chemistry, 2019, 58, 15726-15740. 1.9 35

6416 Additions of fluorine atoms to the surfaces of graphene Nanoflakes:A density functional theory
study. Solid State Sciences, 2019, 97, 106007. 1.5 4

6417 Emerging DFT Methods and Their Importance for Challenging Molecular Systems with Orbital
Degeneracy. Computation, 2019, 7, 62. 1.0 5

6418 Some observations on the performance of the most recent exchange-correlation functionals for the
large and chemically diverse GMTKN55 benchmark. AIP Conference Proceedings, 2019, , . 0.3 15

6419 Excited-state non-radiative decay in stilbenoid compounds: an <i>ab initio</i> quantum-chemistry
study on size and substituent effects. Physical Chemistry Chemical Physics, 2019, 21, 22429-22439. 1.3 18

6420 Effect of methyl and halogen substituents on the transmembrane movement of lipophilic ions.
Physical Chemistry Chemical Physics, 2019, 21, 23355-23363. 1.3 23

6421 Revisiting the spectroscopy of xanthine derivatives: theobromine and theophylline. Physical Chemistry
Chemical Physics, 2019, 21, 26430-26437. 1.3 7

6422
Ruthenium(<scp>ii</scp>) and palladium(<scp>ii</scp>) homo- and heterobimetallic complexes:
synthesis, crystal structures, theoretical calculations and biological studies. Dalton Transactions,
2019, 48, 15869-15887.

1.6 8

6423
Synthesis, X-ray structure, photophysical properties, and theoretical studies of six-membered
cyclometalated iridium(<scp>iii</scp>) complexes: revisiting Ir(pnbi)<sub>2</sub>(acac). Dalton
Transactions, 2019, 48, 15212-15219.

1.6 4



345

Citation Report

# Article IF Citations

6424
Effects of Ï€-expansion, an additional hydroxyl group, and substitution on the excited state single and
double proton transfer of 2-hydroxybenzaldehyde and its relative compounds: TD-DFT static and
dynamic study. New Journal of Chemistry, 2019, 43, 19107-19119.

1.4 17

6425 Designing dithienonaphthalene based acceptor materials with promising photovoltaic parameters for
organic solar cells. RSC Advances, 2019, 9, 34496-34505. 1.7 52

6426 Accurate nuclear quadrupole moment of ruthenium from the molecular method. Journal of Chemical
Physics, 2019, 151, 194306. 1.2 1

6427 Functionalized Carbon Nanotube Excited States and Optical Properties. ACS Symposium Series, 2019, ,
181-207. 0.5 1

6428 Thermodynamic control of quantum defects on single-walled carbon nanotubes. Chemical
Communications, 2019, 55, 13757-13760. 2.2 11

6429 Exploring chemical space with alchemical derivatives: alchemical transformations of H through Ar
and their ions as a proof of concept. Physical Chemistry Chemical Physics, 2019, 21, 23865-23879. 1.3 19

6430 Evolutionary search for (MÂ©B<sub>16</sub>)<sup>Q</sup> (M = Scâ€“Ni; <i>Q</i> = 0/âˆ’1) clusters:
bowl/boat <i>vs.</i> tubular shape. Physical Chemistry Chemical Physics, 2019, 21, 22618-22628. 1.3 18

6431 Lanthanide and actinide doped B12H122âˆ’ and Al12H122âˆ’ clusters: new magnetic superatoms with f-block
elements. Physical Chemistry Chemical Physics, 2019, 21, 23720-23732. 1.3 5

6432 Structural peculiarities of keto-carotenoids in water-soluble proteins revealed by simulation of
linear absorption. Physical Chemistry Chemical Physics, 2019, 21, 25707-25719. 1.3 18

6433 Kinetic-energy-based error quantification in Kohnâ€“Sham density functional theory. Physical
Chemistry Chemical Physics, 2019, 21, 26492-26501. 1.3 4

6434 Comprehensive modelling study of singlet exciton diffusion in donorâ€“acceptor dyads: when small
changes in chemical structure matter. Physical Chemistry Chemical Physics, 2019, 21, 25023-25034. 1.3 14

6435 Ligand shell size effects on one- and two-photon excitation fluorescence of zwitterion
functionalized gold nanoclusters. Physical Chemistry Chemical Physics, 2019, 21, 23916-23921. 1.3 24

6436
Understanding photophysical properties of iridium complexes with
N-(5-phenyl-1,3,4-oxadiazol-2-yl)-diphenylphosphinic amide as the ancillary ligand. New Journal of
Chemistry, 2019, 43, 16975-16980.

1.4 0

6437 A newly designed isoindigo/thiophene medium-sized molecule containing a Ï€ (Dâ€“Aâ€“D) bridge with
unexpected organic photovoltaic performance. New Journal of Chemistry, 2019, 43, 18126-18133. 1.4 9

6438 1,1â€²-Bi(2-naphthol-4,5-dicarboximide)s: blue emissive axially chiral scaffolds with aggregation-enhanced
emission properties. Organic Chemistry Frontiers, 2019, 6, 3731-3740. 2.3 7

6439 Structural Effects on the Norrish Type I Î±-Bond Cleavage of Tropospherically Important Carbonyls.
Journal of Physical Chemistry A, 2019, 123, 10381-10396. 1.1 11

6440 Aromatic inorganic acid radical. Science China Chemistry, 2019, 62, 1656-1665. 4.2 20

6441 Unraveling the Structure-Dependent Radiative and Nonradiative Decays in (CdSe)<sub>13</sub>
Clusters through First-Principles Calculations. Journal of Physical Chemistry C, 2019, 123, 30714-30722. 1.5 11



346

Citation Report

# Article IF Citations

6442 Photoinduced electron transfer and unusual environmental effects in
fullereneâ€“Zn-porphyrinâ€“BODIPY triads. Physical Chemistry Chemical Physics, 2019, 21, 25098-25107. 1.3 22

6443
Tuning the Strength of the Resonance-Assisted Hydrogen Bond in Acenes and Phenacenes with Two
<i>o</i>-Hydroxyaldehyde Groupsâ€”The Importance of Topology. Journal of Organic Chemistry, 2019,
84, 15538-15548.

1.7 13

6444
Probing the Evolution of Molecular Packing Underlying HJ-Aggregate Transition in Organic
Semiconductors Using Solvent Vapor Annealing. Journal of Physical Chemistry C, 2019, 123,
28948-28957.

1.5 3

6445
UVâ€“Visible Lysineâ€“Glutamate Dimer Excitations in Protein Charge Transfer Spectra: TDDFT
Descriptions Using an Optimally Tuned CAM-B3LYP Functional. Journal of Physical Chemistry B, 2019,
123, 10967-10979.

1.2 14

6446 Collective Response in DNA-Stabilized Silver Cluster Assemblies from First-Principles Simulations.
Journal of Physical Chemistry Letters, 2019, 10, 7884-7889. 2.1 5

6447 P band intermediate state (PBIS) tailors photoluminescence emission at confined nanoscale interface.
Communications Chemistry, 2019, 2, . 2.0 27

6448 Radiative and non-radiative exciton recombination rate constants in ZnSe clusters. European Physical
Journal B, 2019, 92, 1. 0.6 7

6449 Methodologies in Spectral Tuning of DSSC Chromophores through Rational Design and
Chemical-Structure Engineering. Materials, 2019, 12, 4024. 1.3 5

6450
Investigation on growth, structural, dielectric, optical and third-order optical nonlinear properties
of 8-hydroxyquinolinium 4-chloro-3-nitrobenzoate 4-chloro-3-nitrobenzoic acid crystal. Materials
Research Express, 2019, 6, 125114.

0.8 1

6451 Direct Extracellular Electron Transfer of the <i>Geobacter sulfurreducens</i> Pili Relevant to
Interaromatic Distances. BioMed Research International, 2019, 2019, 1-12. 0.9 8

6453 On the Stability of the Water-Soluble Chlorophyll-Binding Protein (WSCP) Studied by Molecular
Dynamics Simulations. Journal of Physical Chemistry B, 2019, 123, 10594-10604. 1.2 8

6454 Inter-subsystem charge-transfer excitations in exact subsystem time-dependent density-functional
theory. Journal of Chemical Physics, 2019, 151, 174109. 1.2 25

6455 Aggregation Effects on Pigment Coatings: Pigment Red 179 as a Case Study. ACS Omega, 2019, 4,
20315-20323. 1.6 18

6456
Revealing Long-Range Substituent Effects in the Laser-Induced Fluorescence and Dispersed
Fluorescence Spectra of Jet-Cooled CH<sub><i>x</i></sub>F<sub>3â€“<i>x</i></sub>CH<sub>2</sub>O
(<i>x</i> = 1, 2, 3) Radicals. Journal of Physical Chemistry A, 2019, 123, 10947-10960.

1.1 3

6457 Comparison of theoretical and experimental electronic and optoelectronic properties of HPS
compound. Materials Research Express, 2019, 6, 126210. 0.8 1

6458 Lipophilicity Determination of Antifungal Isoxazolo[3,4-b]pyridin-3(1H)-ones and Their N1-Substituted
Derivatives with Chromatographic and Computational Methods. Molecules, 2019, 24, 4311. 1.7 13

6459 Controlled Assembly Synthesis of Atomically Precise Ultrastable Silver Nanoclusters with
Polyoxometalates. Journal of the American Chemical Society, 2019, 141, 19550-19554. 6.6 121

6460
Triplet state structureâ€“property relationships in a series of platinum acetylides: effect of
chromophore length and end cap electronic properties. Physical Chemistry Chemical Physics, 2019, 21,
26420-26429.

1.3 1



347

Citation Report

# Article IF Citations

6461 Fullerene C<sub>24</sub> as a potential carrier of ephedrine drug â€“ a computational study of
interactions and influence of temperature. Physical Chemistry Chemical Physics, 2019, 21, 23329-23337. 1.3 26

6462 Low energy optical excitations as an indicator of structural changes initiated at the termini of
amyloid proteins. Physical Chemistry Chemical Physics, 2019, 21, 23931-23942. 1.3 17

6463
Electronic couplings and rates of excited state charge transfer processes at
poly(thiophene-<i>co</i>-quinoxaline)â€“PC<sub>71</sub>BM interfaces: two- <i>versus</i> multi-state
treatments. Physical Chemistry Chemical Physics, 2019, 21, 25606-25625.

1.3 11

6464 A high-sensitive room temperature gas sensor based on cobalt phthalocyanines and reduced graphene
oxide nanohybrids for the ppb-levels of ammonia detection. RSC Advances, 2019, 9, 37518-37525. 1.7 27

6465 Theoretical study of substituent effects on electride characteristics and the nonlinear optical
properties of Li@calix[4]pyrrole. RSC Advances, 2019, 9, 37919-37925. 1.7 5

6466 Second-order nonlinear optical properties of [60]fullerene-fused dihydrocarboline derivates: a
theoretical study on switch effect. Journal of Materials Chemistry C, 2019, 7, 13052-13058. 2.7 16

6467
Intramolecular and Metal-to-Molecule Charge Transfer Electronic Resonances in the
Surface-Enhanced Raman Scattering of 1,4-Bis((E)-2-(pyridin-4-yl)vinyl)naphthalene. Molecules, 2019, 24,
4622.

1.7 6

6468 An â€˜imperial radiationâ€™: Experimental and theoretical investigations of the photo-induced
luminescence properties of 6,6â€²-dibromoindigo (Tyrian purple). Dyes and Pigments, 2019, 160, 879-889. 2.0 7

6469 Optical and electronic properties of benzopyrylium derivatives. Theoretical-experimental synergy
towards novel DSSCs devices. Dyes and Pigments, 2019, 161, 370-381. 2.0 13

6470 Spectroscopic, antimicrobial and computational study of novel benzoxazole derivative. Journal of
Molecular Structure, 2019, 1176, 881-894. 1.8 17

6471 Synthesis and TD-DFT investigation of arylhydrazonocyclopentadiene dyes. Dyes and Pigments, 2019, 161,
500-509. 2.0 12

6472
Electrochemical, photovoltaic and DFT studies on hybrid materials based on supramolecular
self-assembly of a ditopic twisted perylene diimide with square-planar platinum(II)- and/or
palladium(II)-2,2â€²:6â€²,2â€³-terpyridyl complex ions. Dyes and Pigments, 2019, 161, 66-78.

2.0 8

6473 Linear, non-linear optical properties and reorganization energies of D- Ï€-A star-shaped triazine
derivatives: A DFT study. Journal of Molecular Structure, 2019, 1176, 855-864. 1.8 11

6474 Structure and redox properties of polymethine dyes: Electrochemical and DFT/TD-DFT study. Dyes and
Pigments, 2019, 161, 24-33. 2.0 25

6475 Synthesis and fluorescence of dihydro-[1,2,4]triazolo[4,3-a]pyridin-2-ium-carboxylates: An experimental
and TD-DFT comparative study. Dyes and Pigments, 2019, 161, 347-359. 2.0 13

6476 Response properties of embedded molecules through the polarizable embedding model. International
Journal of Quantum Chemistry, 2019, 119, e25717. 1.0 37

6477 The effects of dye aggregation on the performance of organic dyes in dye-sensitized solar cells: From
static model to molecular dynamics simulation. Journal of Luminescence, 2019, 205, 7-13. 1.5 7

6478
Synthesis, spectroscopic, computational and drug docking studies of
1-(benzenesulfonyl)-2-methyl-1H-indole-3-carbaldehyde. Journal of Molecular Structure, 2019, 1181,
613-626.

1.8 2



348

Citation Report

# Article IF Citations

6479
Fine Structural Tuning of Thieno[3,2-<i>b</i>] Pyrrole Donor for Designing Banana-Shaped
Semiconductors Relevant to Organic Field Effect Transistors. Journal of Chemical Information and
Modeling, 2019, 59, 1930-1945.

2.5 16

6480 Imaging electron-density fluctuations by multidimensional X-ray photon-coincidence diffraction.
Proceedings of the National Academy of Sciences of the United States of America, 2019, 116, 395-400. 3.3 4

6481 Application of Polyethylene/Polypropylene Glycol Ethers of Fatty Alcohols for Micelleâ€•Mediated
Extraction of Calendula anthodium. Journal of Surfactants and Detergents, 2019, 22, 655-661. 1.0 6

6482 Theoretical Investigation on Flavones and Isoflavones-Added Triphenylamine-Based Sensitizers for
DSSC Application. Brazilian Journal of Physics, 2019, 49, 103-112. 0.7 4

6483 Structural and spectroscopic properties of posaconazole â€“ Experimental and theoretical studies.
Journal of Molecular Structure, 2019, 1181, 179-189. 1.8 8

6484 Subspace Density Matrix Functional Embedding Theory: Theory, Implementation, and Applications to
Molecular Systems. Journal of Chemical Theory and Computation, 2019, 15, 949-960. 2.3 19

6485 Electronic Transitions Responsible for C<sub>60</sub><sup>+</sup> Diffuse Interstellar Bands.
Journal of Physical Chemistry Letters, 2019, 10, 115-120. 2.1 21

6486 Halogen and Chalcogen Binding Dominated by Density-Driven Errors. Journal of Physical Chemistry
Letters, 2019, 10, 295-301. 2.1 43

6487 Determination of Hyperfine Coupling Constants of Fluorinated Diphenylacetylene Radical Anions by
Magnetic Field-Affected Reaction Yield Spectroscopy. Journal of Physical Chemistry A, 2019, 123, 505-516. 1.1 3

6488
Complex Structures of Monoglucosylrutin with <i>ent</i>-Gallocatechin-3-<i>O</i>-gallate and
Epigallocatechin-3-<i>O</i>-gallate in Aqueous Solutions and the Mechanism of Color Change Induced
by Complexation. Journal of Natural Products, 2019, 82, 2-8.

1.5 3

6489 Stacking of nucleic acid bases: optimization of the computational approachâ€”the case of adenine
dimers. Structural Chemistry, 2019, 30, 351-359. 1.0 20

6490

Simultaneous Prediction of the Energies of <i>Q<sub><i>x</i></sub></i> and
<i>Q<sub><i>y</i></sub></i> Bands and Intramolecular Charge-Transfer Transitions in
Benzoannulated and Non-Peripherally Substituted Metal-Free Phthalocyanines and Their Analogues:
No Standard TDDFT Silver Bullet Yet. Journal of Physical Chemistry A, 2019, 123, 132-152.

1.1 22

6491 Computational investigation into the fluorescence of luciferin analogues. Journal of Computational
Chemistry, 2019, 40, 527-531. 1.5 7

6492 Opto-electronic properties of non-fullerene fused-undecacyclic electron acceptors for organic solar
cells. Computational Materials Science, 2019, 159, 150-159. 1.4 102

6493 Synthesis, physicochemical and quantum chemical studies on a new organic NLO crystal:
Cinnamoylproline. Journal of Molecular Structure, 2019, 1180, 826-838. 1.8 12

6494 Molecular and NLO Properties of Red Fluorescent Coumarins â€“ DFT Computations Using Long-Range
Separated and Conventional Functionals. Journal of Fluorescence, 2019, 29, 241-253. 1.3 10

6495 Evaluating Density Functionals by Examining Molecular Structures, Chemical Bonding, and Relative
Energies of Mononuclear Ruâ€“Clâ€“Hâ€“PR3 Isomers. Journal of Physical Chemistry A, 2019, 123, 343-358. 1.1 1

6496 Synthesis, Conductivity, and Impedance Studies on Metallophthalocyanines Formed Across Adjacent
Rings. European Journal of Inorganic Chemistry, 2019, 2019, 770-779. 1.0 0



349

Citation Report

# Article IF Citations

6497 Computational design and characterization of new thienoâ€•expanded tricyclic purine analogs.
International Journal of Quantum Chemistry, 2019, 119, e25870. 1.0 1

6498 Atmospheric degradation mechanism of benzyl peroxy radical: A theoretical study. Atmospheric
Environment, 2019, 201, 18-27. 1.9 10

6499 Graphdiyne: A promising nonlinear optical material modulated by tetrahedral alkali-metal nitrides.
Journal of Molecular Liquids, 2019, 277, 641-645. 2.3 41

6500 The Assembly of Unique Hexanuclear Copper(I) Complexes with Effective White Luminescence.
Inorganic Chemistry, 2019, 58, 1048-1057. 1.9 34

6501 Hydrogen-Bond-Dependent Conformational Switching: A Computational Challenge from Experimental
Thermochemistry. Journal of Organic Chemistry, 2019, 84, 613-621. 1.7 5

6502
Production of Aliphatic and Aromatic Compounds in the High Temperature Decomposition of
Propargyl Chloride. Single Pulse Shock Tube Experiments, Quantum Chemical Calculations, and
Computer Modeling. Journal of Physical Chemistry A, 2019, 123, 811-822.

1.1 0

6503 Modulation of Electron-Donating Ability in Dâ€“Aâ€“A Small Molecules for Application in Organic Solar
Cells. Journal of Physical Chemistry C, 2019, 123, 1069-1081. 1.5 16

6504
Photophysics of OLED Materials with Emitters Exhibiting Thermally Activated Delayed Fluorescence
and Used in Hole/Electron Transporting Layer from Optimally Tuned Range-Separated Density
Functional Theory. Journal of Physical Chemistry C, 2019, 123, 746-761.

1.5 18

6505 Effect of substituents on 3(S)-amino-1-hydroxy-3,4-dihydroquinolin-2(1H)-one: a DFT study. Theoretical
Chemistry Accounts, 2019, 138, 1. 0.5 2

6506
Gas-Phase Ozone Reactions with a Structurally Diverse Set of Molecules: Barrier Heights and
Reaction Energies Evaluated by Coupled Cluster and Density Functional Theory Calculations. Journal
of Physical Chemistry A, 2019, 123, 517-536.

1.1 13

6507 Through-space spinâ€“spin coupling constants involving fluorine: benchmarking DFT functionals.
Molecular Physics, 2019, 117, 1469-1480. 0.8 18

6508 Chiroptical Properties of Twisted Acenes: Experimental and Computational Study. Chemistry - A
European Journal, 2019, 25, 3279-3285. 1.7 27

6509
Analysis of the S1 â†• S0 and D0 â†• S1 spectra in m-bromofluorobenzene via resonance-enhanced
multiphoton ionization and slow electron velocity-map imaging spectroscopy. Journal of Quantitative
Spectroscopy and Radiative Transfer, 2019, 224, 107-113.

1.1 1

6510
Tuning the electronicâ€•optical properties of porphyrinâ€•like porous C<sub>24</sub>N<sub>24</sub>
fullerene with (Li<sub>3</sub>O)<sub>nÂ =Â (1â€“5)</sub> decoration. A computational study. Applied
Organometallic Chemistry, 2019, 33, e4654.

1.7 9

6511 DFT and TD-DFT calculations on thieno[2,3-b]indole-based compounds for application in organic bulk
heterojunction (BHJ) solar cells. Research on Chemical Intermediates, 2019, 45, 1327-1340. 1.3 8

6512 First theoretical probe for efficient enhancement of nonlinear optical properties of quinacridone
based compounds through various modifications. Chemical Physics Letters, 2019, 715, 222-230. 1.2 125

6513 Revisiting the Origin of Bacterial Bioluminescence: QM/MM Study on Oxygenation Reaction of Reduced
Flavin in Protein. ChemPhysChem, 2019, 20, 405-409. 1.0 14

6514 The nature of photoinduced intermolecular charger transfer in fluorescence resonance energy
transfer. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 209, 228-233. 2.0 19



350

Citation Report

# Article IF Citations

6515 Gas molecule adsorption on twisted nanographene C96H36 derivative: A theoretical study. Carbon,
2019, 143, 385-390. 5.4 7

6516 Phenothiazine-based small molecules for bulk heterojunction organic solar cells; variation of
side-chain polarity and length of conjugated system. Organic Electronics, 2019, 65, 232-242. 1.4 19

6517 Photoalignmentability of silsesquioxane-containing citraconimide and its solvent-induced surface
enrichment in PMMA matrix. Liquid Crystals, 2019, 46, 884-895. 0.9 1

6518 Estimation of maximum absorption wavelength of polymethine dyes in visible and near-infrared region
based on time-dependent density functional theory. Chemical Physics, 2019, 518, 15-24. 0.9 15

6519 Firstâ€•principles modeling for optimal design, operation, and integration of energy conversion and
storage systems. AICHE Journal, 2019, 65, e16482. 1.8 13

6520 Tailoring the Optical Properties of Organic D-Ï€-A Photosensitizers: Effect of Sulfur Introduction in
the Acceptor Group. European Journal of Organic Chemistry, 2019, 2019, 812-825. 1.2 3

6521 Photophysical and photocatalytic properties of corrophyll and chlorophyll. Computational
Materials Science, 2019, 158, 228-234. 1.4 15

6522 Insights into the activation of silica-supported metallocene olefin polymerization catalysts by
methylaluminoxane. Catalysis Today, 2019, 334, 223-230. 2.2 29

6523 Beyond Koopmansâ€™ theorem: electron binding energies in disordered materials. Journal of Physics
Condensed Matter, 2019, 31, 043001. 0.7 9

6524
A Density Functional Theory Study on Nonlinear Optical Properties of Double Cage Excess Electron
Compounds: Theoretically Design M[Cu(Ag)@(NH 3 ) n ](Mâ€‰=â€‰Be, Mg and Ca; n â€‰=â€‰1â€“3). Journal of
Computational Chemistry, 2019, 40, 971-979.

1.5 18

6525
Concurrent ground and excited state proton transfer of (E)-2-((napthalen-2-ylimino)-methyl)phenol:
Modulation in micellar media. Journal of Photochemistry and Photobiology A: Chemistry, 2019, 371,
433-443.

2.0 6

6526
Complexes between core-modified porphyrins ZnP(X)<sub>4</sub> (X = P and S) and small
semiconductor nanoparticle Zn<sub>6</sub>S<sub>6</sub>: are they possible?. Physical Sciences
Reviews, 2019, 4, .

0.8 3

6527
Molecular Solar Thermal Energy Storage Systems with Long Discharge Times Based on the
Dihydroazulene/Vinylheptafulvene Couple. European Journal of Organic Chemistry, 2019, 2019,
1986-1993.

1.2 28

6528 Environmental effects on the charge transfer properties of Graphene quantum dot based interfaces.
International Journal of Quantum Chemistry, 2019, 119, e25882. 1.0 8

6529
Prediction of Second-Order Nonlinear Optical Properties of Dâ€“Ï€â€“A Compounds Containing Novel
Fluorene Derivatives: A Promising Route to Giant Hyperpolarizabilities. Journal of Cluster Science,
2019, 30, 415-430.

1.7 110

6530 Probing alkenoxy radical electronic structure using anion PEI spectroscopy. Journal of Chemical
Physics, 2019, 150, 034302. 1.2 5

6531 X-ray absorption spectrum simulations of hexagonal ice. Journal of Chemical Physics, 2019, 150, 034501. 1.2 13

6532 Triplet Tuning: A Novel Family of Non-Empirical Exchangeâ€“Correlation Functionals. Journal of
Chemical Theory and Computation, 2019, 15, 1226-1241. 2.3 34



351

Citation Report

# Article IF Citations

6533 Pyrone derivatives from Helichrysum italicum. FÃ¬toterapÃ¬Ã¢, 2019, 133, 80-84. 1.1 15

6534
Renormalized Singles Greenâ€™s Function for Quasi-Particle Calculations beyond the
<i>G</i><sub>0</sub><i>W</i><sub>0</sub> Approximation. Journal of Physical Chemistry Letters,
2019, 10, 447-452.

2.1 17

6535 Theoretical study of the effects of modifying the structures of organic dyes based on N,N-alkylamine
on their efficiencies as DSSC sensitizers. Journal of Molecular Modeling, 2019, 25, 9. 0.8 20

6536 Synthesis and Properties of Novel Fluorescence Probe Based on 1,8-Naphthalimide for Detection of
Hydrogen Sulfide. Chemical Research in Chinese Universities, 2019, 35, 5-11. 1.3 13

6537 Theoretical study of novel porphyrin D-Ï€-A conjugated organic dye sensitizer in solar cells. Materials
Chemistry and Physics, 2019, 225, 417-425. 2.0 14

6538 Azacalixquinarenes: From Canonical to (Poly-)Zwitterionic Macrocycles. Journal of Organic
Chemistry, 2019, 84, 1387-1397. 1.7 14

6539 The bis-dimethylfluoreneaniline organic dye sensitizers for solar cells: A theoretical study and
design. Journal of Molecular Graphics and Modelling, 2019, 88, 23-31. 1.3 6

6540 Computational study of structural, vibrational and electronic properties of the highly symmetric
molecules M4S6 (Mâ€¯=â€¯P, As, Sb, Bi). Computational and Theoretical Chemistry, 2019, 1149, 41-48. 1.1 1

6541
Supramolecular interactions in itaconic acid-2-amino-4,6-dimethylpyrimidine molecular adduct:
Physicochemical characterisation and quantum chemical calculations for the molecular adduct.
Journal of Physics and Chemistry of Solids, 2019, 129, 284-292.

1.9 2

6542 Electronic Structure and Optical Properties of Designed Photo-Efficient Indoline-Based
Dye-Sensitizers with Dâ€“Aâˆ’Ï€â€“A Framework. Journal of Physical Chemistry C, 2019, 123, 3309-3320. 1.5 46

6543 Molecular Dynamics Simulation of Kynurenine Aminotransferase Type II with Nicotine as a Ligand: A
Possible Biochemical Role of Nicotine in Schizophrenia. ACS Omega, 2019, 4, 710-717. 1.6 1

6544 Variableâ€•Temperature Resonance Raman Studies to Probe Interchain Ordering for Semiconducting
Conjugated Polymers with Different Chain Curvature. Chemistry - an Asian Journal, 2019, 14, 1175-1183. 1.7 7

6545 Optoelectronic Properties of a Simple Metal-Free Organic Sensitizer with Different Spacer Groups:
Quantum Chemical Assessments. Journal of Electronic Materials, 2019, 48, 1522-1530. 1.0 28

6546 Supercomputing. Communications in Computer and Information Science, 2019, , . 0.4 0

6547 Effect of solvent polarity on the potential energy surface in the SN2 reaction of Fâˆ’ + CH3Cl.
Computational and Theoretical Chemistry, 2019, 1150, 18-25. 1.1 3

6548 Effect of acceptor moieties on static and dynamic first hyperpolarizability of azobenzene
chromophores. Chemical Physics Letters, 2019, 717, 21-28. 1.2 19

6549
Critical assessment of solvent effects on absorption and fluorescence of 3HF in acetonitrile in the
QM/PCM framework: A synergic computational and experimental study. Journal of Molecular
Structure, 2019, 1182, 283-291.

1.8 10

6550 The nature of chirality induced by molecular aggregation and self-assembly. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2019, 212, 188-198. 2.0 26



352

Citation Report

# Article IF Citations

6551 Synthesis, Structure, Electrochemical, and Spectroscopic Properties of Hetero-Bimetallic
Ru(II)/Fe(II)-Alkynyl Organometallic Complexes. Inorganic Chemistry, 2019, 58, 1155-1166. 1.9 21

6552 Determination of Secondary Species in Solution through Pump-Selective Transient Absorption
Spectroscopy and Explicit-Solvent TDDFT. Journal of Physical Chemistry A, 2019, 123, 873-880. 1.1 8

6553 Evidence for Hidden Involvement of N3-Protonated Guanine in RNA Structure and Function. ACS
Omega, 2019, 4, 699-709. 1.6 8

6554 Configuration interaction singles with spin-orbit coupling: Constructing spin-adiabatic states and
their analytical nuclear gradients. Journal of Chemical Physics, 2019, 150, 014106. 1.2 12

6555 Second hyperpolarizability of diffuse-electron compounds M-NH3, M-NLi3 and M-NLi3-M of alkaline
earth metals: Effect of lithiation. Journal of Molecular Graphics and Modelling, 2019, 88, 81-91. 1.3 8

6556 Hydrogen Abstraction Reaction H2Se + OH â†’ H2O + SeH: Comparison with the Analogous Hydrogen
Sulfide and Water Reactions. Inorganic Chemistry, 2019, 58, 2069-2079. 1.9 2

6557 [6Ï€] Photocyclization to cis-Hexahydrocarbazol-4-ones: Substrate Modification, Mechanism, and
Scope. Journal of Organic Chemistry, 2019, 84, 1139-1153. 1.7 23

6558 Design, Electron Transfer Process, and Opto-Electronic Property of Solar Cell Using
Triphenylamine-Based D-Ï€-A Architectures. Materials, 2019, 12, 193. 1.3 17

6559
A detecting Al3+ ion luminophor 2-(Anthracen-1-yliminomethyl)-phenol: Theoretical investigation on
the fluorescence properties and ESIPT mechanism. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2019, 208, 309-314.

2.0 22

6560 Theoretical study of 5,10-diphenylindeno[2,1-a]indene (DPI) dyes for dye sensitized solar cells (DSSC).
Research on Chemical Intermediates, 2019, 45, 77-90. 1.3 4

6561
Photoinduced electron transfer in conjugated molecules containing different donor in an external
electric field. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 208,
294-298.

2.0 6

6562 Interactions of promazine with selected biomolecules: Photophysical and computational
investigation. Chemical Physics, 2019, 517, 161-176. 0.9 5

6563 Computational prediction for oxidation and reduction potentials of organic molecules used in
organic light-emitting diodes. Organic Electronics, 2019, 64, 216-222. 1.4 31

6564 Phloroglucinols from the Roots of <i>Garcinia dauphinensis</i> and Their Antiproliferative and
Antiplasmodial Activities. Journal of Natural Products, 2019, 82, 431-439. 1.5 16

6565 Spin-Allowed Transitions Control the Formation of Triplet Excited States in Orthogonal
Donor-Acceptor Dyads. CheM, 2019, 5, 138-155. 5.8 91

6566 In silico investigation of the coumarinâ€•based organic semiconductors for the possible use in organic
electronic devices. Journal of Physical Organic Chemistry, 2019, 32, e3905. 0.9 10

6567 Practical Colorimetry of 3â€•Nitroâ€•1,2,4â€•Triazolâ€•5â€•One. Propellants, Explosives, Pyrotechnics, 2019, 44,
198-202. 1.0 11

6568 Theoretical study of the photodissociation reaction of methanol. Chemical Physics Letters, 2019, 714,
137-142. 1.2 8



353

Citation Report

# Article IF Citations

6569
Mechanism of the O 2 ( 1 Î” g ) generation from the Cl 2 /H 2 O 2 basic aqueous solution explored by the
combined ab initio calculation and nonadiabatic dynamics simulation. Journal of Computational
Chemistry, 2019, 40, 447-455.

1.5 0

6570 Spectroscopic (FTIR, FT-Raman, 1H NMR and UVâ€“Vis) and DFT/TD-DFT studies on cholesteno
[4,6-b,c]-2â€²,5â€²-dihydro-1â€²,5â€²-benzothiazepine. Journal of Molecular Structure, 2019, 1178, 570-582. 1.8 48

6571 Synthesis and photophysical studies on 2â€‘styryl phenanthro[9,10â€‘d]oxazole derivatives. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 210, 171-180. 2.0 9

6572 A comparison of the structure and bonding in the donorâ€“acceptor complexes H3N â†’ BR(OH)2 and H3N â†’
BRH(OH) (R = H; NH2, OH, and F): a computational investigation. Structural Chemistry, 2019, 30, 361-368. 1.0 3

6573 Excited state hydrogen atom transfer in micro-solvated dicoumarol: A TDDFT/EFP1 study.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2019, 208, 325-330. 2.0 1

6574 Different types of hydrogen-bonded complexes would accelerate or delay the excited state proton
transfer in 3-hydroxyflavone. Journal of Luminescence, 2019, 206, 46-52. 1.5 26

6575 Intermolecular Hydrogen Bonding Modulates Oâ€•H Photodissociation in Molecular Aggregates of a
Catechol Derivative. Photochemistry and Photobiology, 2019, 95, 163-175. 1.3 19

6576 Shedding Light on the Basis Set Dependence of the Minnesota Functionals: Differences Between Plane
Waves, Slater Functions, and Gaussians. Journal of Chemical Theory and Computation, 2019, 15, 557-571. 2.3 6

6577 Electronic states of dibenzo-p-dioxin. A synchrotron radiation linear dichroism investigation.
Chemical Physics, 2019, 519, 64-68. 0.9 5

6578 Influence of stacking on the ground and excited states of 2-aminopyridine. Computational and
Theoretical Chemistry, 2019, 1148, 60-66. 1.1 2

6579 Experimental and density functional theory insights into the effect of withdrawing ligands on the
fluorescence yield of Ru(II)â€•based complexes. Applied Organometallic Chemistry, 2019, 33, e4677. 1.7 9

6580 Performance of DFT for C<sub>60</sub> Isomerization Energies: A Noticeable Exception to Jacobâ€™s
Ladder. Journal of Physical Chemistry A, 2019, 123, 257-266. 1.1 19

6581
Dinuclear Cu<sup>I</sup> and Ag<sup>I</sup> Pyrazolates Supported with Tertiary Phosphines:
Synthesis, Structures, and Photophysical Properties. European Journal of Inorganic Chemistry, 2019,
2019, 821-827.

1.0 20

6582 Angle-resolved photoelectron spectroscopy and scanning tunnelling spectroscopy studies of the
endohedral fullerene Li@C<sub>60</sub>. Nanoscale, 2019, 11, 2668-2678. 2.8 16

6583 Insight into the Electron Density Distribution in an O,Nâ€•Heterocyclic Stannylene by Highâ€•Resolution
Xâ€•ray Diffraction Analysis. European Journal of Inorganic Chemistry, 2019, 2019, 875-884. 1.0 22

6584 Static polarizability and hyperpolarizability in atoms and molecules through a Cartesian-grid DFT.
Theoretical Chemistry Accounts, 2019, 138, 1. 0.5 6

6585
High-Energy Charge-Separated States by Reductive Electron Transfer Followed by Electron Shift in the
Tetraphenylethyleneâ€“Aluminum(III) Porphyrinâ€“Fullerene Triad. Journal of Physical Chemistry C, 2019,
123, 131-143.

1.5 24

6586
Electron-Spin Structure and Metalâ€“Ligand Bonding in Open-Shell Systems from Relativistic EPR and
NMR: A Case Study of Square-Planar Iridium Catalysts. Journal of Chemical Theory and Computation,
2019, 15, 201-214.

2.3 17



354

Citation Report

# Article IF Citations

6587 1,2-H Atom Rearrangements in Benzyloxyl Radicals. Journal of Physical Chemistry A, 2019, 123, 492-504. 1.1 5

6588 Theoretical characterisation and design of Dâ€“Ï€â€“A star-shaped molecules with triphenylamine as core
and diketopyrrolopyrroles as arms for organic solar cells. Molecular Physics, 2019, 117, 1825-1832. 0.8 4

6589 Half-sandwich ruthenium(II)-arene complexes: synthesis, spectroscopic studies, biological properties,
and molecular modeling. Journal of Coordination Chemistry, 2019, 72, 148-163. 0.8 4

6590 Effect of fluorination on bandgap, first and second order hyperpolarizabilities in lithium substituted
adamantane: A time dependent density functional theory. Chemical Physics Letters, 2019, 715, 310-316. 1.2 11

6591
Investigations of Stacked DNA Base-Pair Steps: Highly Accurate Stacking Interaction Energies, Energy
Decomposition, and Many-Body Stacking Effects. Journal of Chemical Theory and Computation, 2019, 15,
95-115.

2.3 55

6592
Assessment of Functionals for TDDFT Calculations of One- and Two-Photon Absorption Properties of
Neutral and Anionic Fluorescent Proteins Chromophores. Journal of Chemical Theory and
Computation, 2019, 15, 490-508.

2.3 27

6593
Selective chemosensor phthalocyanines for Pd2+ ions; synthesis, characterization, quantum chemical
calculation, photochemical and photophysical properties. Journal of Molecular Structure, 2019, 1180,
127-138.

1.8 26

6594 Generalized Gradient Approximation Exchange Energy Functional with Near-Best Semilocal
Performance. Journal of Chemical Theory and Computation, 2019, 15, 303-310. 2.3 24

6595 Tetrel bonding on graphene. Computational and Theoretical Chemistry, 2019, 1147, 8-12. 1.1 21

6596 Probing Basis Set Requirements for Calculating Core Ionization and Core Excitation Spectroscopy by
the Î” Self-Consistent-Field Approach. Journal of Chemical Theory and Computation, 2019, 15, 325-337. 2.3 58

6597 Peculiar Photoinduced Electron Transfer in Porphyrinâ€“Fullerene Akamptisomers. Chemistry - A
European Journal, 2019, 25, 2577-2585. 1.7 9

6598 â€œBackdoor Inductionâ€• of Chirality: Transâ€•1,2â€•cyclohexanediamine as Key Building Block for Asymmetric
Hydrogenation Catalysts. European Journal of Organic Chemistry, 2019, 2019, 2115-2128. 1.2 13

6599 Coupled cluster theory with the polarizable continuum model of solvation. International Journal of
Quantum Chemistry, 2019, 119, e25710. 1.0 18

6600 Starâ€•Shaped Molecules as Dopantâ€•Free Hole Transporting Materials for Efficient Perovskite Solar Cells:
Multiscale Simulation. Chemical Record, 2019, 19, 938-946. 2.9 16

6601
Performance of time-dependent density functional theory on twisted intramolecular charge transfer
state of emerging visible light photoswitches. Journal of Photochemistry and Photobiology A:
Chemistry, 2019, 371, 336-340.

2.0 9

6602 CO2 cycloaddition with propylene oxide to form propylene carbonate on a copper metal-organic
framework: A density functional theory study. Molecular Catalysis, 2019, 463, 37-44. 1.0 28

6603
Atomistic details on the mechanism of organophosphates resistance in insects: Insights from
homology modeling, docking and molecular dynamic simulation. Journal of Molecular Liquids, 2019,
276, 59-66.

2.3 15

6604 Chemical synthesis, spectroscopic studies, chemical reactivity properties and bioactivity scores of an
azepin-based molecule. Journal of Molecular Structure, 2019, 1180, 300-306. 1.8 18



355

Citation Report

# Article IF Citations

6605 Vertically aligned porous silica thin films functionalized by nickel chloride incorporated in walls.
Microporous and Mesoporous Materials, 2019, 276, 201-206. 2.2 5

6606 iVIâ€•TDâ€•DFT: An iterative vector interaction method for exterior/interior roots of TDâ€•DFT. Journal of
Computational Chemistry, 2019, 40, 1023-1037. 1.5 18

6607 The reHISS Threeâ€•Range Exchange Functional with an Optimal Variation of Hartreeâ€“Fock and Its Use in
the reHISSBâ€•D Density Functional Theory Method. Journal of Computational Chemistry, 2019, 40, 29-38. 1.5 7

6608
Photophysical insights and guidelines for blue â€œturnâ€•onâ€• fluorescent probes for the direct detection
of nitric oxide (NO<sup>â€¢</sup>) in biological systems. Journal of Physical Organic Chemistry, 2019, 32,
e3896.

0.9 5

6609
Azobased iminopyridine ligands and their rhenium metal complexes: Syntheses, spectroscopic,
trans-cis photoisomerization and theoretical studies. Journal of Photochemistry and Photobiology A:
Chemistry, 2019, 368, 78-84.

2.0 8

6610
Multi-step functionalization procedure for fabrication of vertically aligned mesoporous silica thin
films with metal-containing molecules localized at the pores bottom. Microporous and Mesoporous
Materials, 2019, 274, 356-362.

2.2 17

6611 Methyl radical addition to the surface of graphene nanoflakes: A density functional theory study.
Surface Science, 2019, 679, 196-201. 0.8 6

6612 Spectroscopic Properties of Lumiflavin: A Quantum Chemical Study. Photochemistry and
Photobiology, 2019, 95, 662-674. 1.3 15

6613 A SERS-based molecular sensor for selective detection and quantification of copper(II) ions. Sensors
and Actuators B: Chemical, 2019, 279, 230-237. 4.0 51

6614
A combined experimental and density functional theory investigation of the hydrogen bonding of
2-cyclohexen-1-one and 3-methyl- 2-cyclohexen-1-one in solvents. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2019, 208, 32-39.

2.0 6

6615 Specific solvent effect on the photophysical behavior of substituted chromones: A combined
fluorescence, DFT and MD study. Chemical Physics, 2019, 517, 67-79. 0.9 16

6616 Synthesis of Bis(arylethynyl)pyrrolo[3,2â€•<i>b</i>]pyrroles and Effect of Intramolecular Charge
Transfer on Their Photophysical Behavior. Chemistry - A European Journal, 2019, 25, 598-608. 1.7 20

6617 Spectrochemical and theoretical approaches for acylhydrazone-based fluoride sensors. Research on
Chemical Intermediates, 2019, 45, 425-435. 1.3 5

6618 Density functional theory study of the oxidation reaction in the gas and aqueous phase of allyl
methyl disulfide with hydroxyl radical. Structural Chemistry, 2019, 30, 237-245. 1.0 12

6619 N-(substituted phenyl)-2-chloroacetamides: LSER and LFER study. Arabian Journal of Chemistry, 2019, 12,
3367-3379. 2.3 2

6620 Xylarodons A and B, new hexaketides from the endophytic fungus Xylaria sp. SC1440. Journal of Asian
Natural Products Research, 2019, 21, 343-350. 0.7 3

6621 A detailed experimental and computational study of monocarbohydrazones. Arabian Journal of
Chemistry, 2020, 13, 932-953. 2.3 6

6622 Quinoline derivatives as possible lead compounds for anti-malarial drugs: Spectroscopic, DFT and MD
study. Arabian Journal of Chemistry, 2020, 13, 632-648. 2.3 97



356

Citation Report

# Article IF Citations

6623 Structural investigation of Cu(II) complexes with dibromo 7-hydroxycoumarin derivatives using
methodology based on XAS. Radiation Physics and Chemistry, 2020, 175, 108047. 1.4 1

6624 Computational study of linear and nonlinear optical properties of substituted thiophene imino dyes
using long-range corrected hybrid DFT methods. Molecular Physics, 2020, 118, 1618508. 0.8 15

6625 DFT approach on stability and conductance of nine different polyyne and cumulene molecules.
Molecular Physics, 2020, 118, . 0.8 5

6626 Structural, Vibrational and UV/Vis Studies of Adamantane-Containing Triazole Thiones by Spectral, DFT
and Multi-reference <i>ab initio</i> Methods. Zeitschrift Fur Physikalische Chemie, 2020, 234, 85-106. 1.4 2

6627 Synthesis and spectroscopic studies of diaza-8-crown-4-dinitrophenyl ethers. Supramolecular
Chemistry, 2020, 32, 13-22. 1.5 0

6628 Simulation of Vacuum Ultraviolet Absorption Spectra: Paraffin, Isoparaffin, Olefin, Naphthene, and
Aromatic Hydrocarbon Class Compounds. Applied Spectroscopy, 2020, 74, 72-80. 1.2 12

6629 Influence of Ï€ spacer of donor-acceptor-Ï€-acceptor sensitizers on photovoltaic properties in
dye-sensitized solar cells. Organic Electronics, 2020, 76, 105429. 1.4 6

6630
New mild amphoteric sulfohydroxybetaine-type surfactants containing different labile spacers:
Synthesis, surface properties and performance. Journal of Colloid and Interface Science, 2020, 558,
220-229.

5.0 16

6631 Optical properties of Eu(III) and Tb(III) complexes with pyridine- and quinoline- based ligands under
high hydrostatic pressure. Inorganica Chimica Acta, 2020, 499, 119179. 1.2 4

6632 Strategies for a fluorescent sensor with receptor and fluorophore designed for the recognition of
heavy metal ions. Inorganica Chimica Acta, 2020, 499, 119181. 1.2 14

6633 On the potential as nonlinear optical material of a new chalcone derivative and its crystal and
topological analysis. Journal of Molecular Structure, 2020, 1201, 127131. 1.8 5

6634 A theoretical study on spectroscopic properties and quantum yields of chiral-at-metal cyclometalated
Pt(II) complexes. Journal of Molecular Structure, 2020, 1199, 126975. 1.8 1

6635 Exploring the effect of mono- and di-fluorinated triphenylamine-based molecules as electron donors
for dye-sensitised solar cells. Molecular Simulation, 2020, 46, 41-53. 0.9 9

6636
Synthesis, characterization, OFET, and DFT study of the novel ball-type metallophthalocyanines
bridged with four diaminopyrimidine-dithiol. Journal of Porphyrins and Phthalocyanines, 2020, 24,
662-674.

0.4 2

6637 Boron-nitrogen analogues of cyclo[18]carbon. Chemical Physics Letters, 2020, 738, 136860. 1.2 30

6638 Adsorption and sensing properties of non-planar Ï€ surfaces towards high energy molecules: A density
functional theory study. Journal of Physics and Chemistry of Solids, 2020, 138, 109198. 1.9 6

6639 Fluorescence and photoinduced proton transfer in the protolytic forms of fluorescein: Experimental
and computational study. Dyes and Pigments, 2020, 173, 107851. 2.0 32

6640
Indolizine-based chromophores with octatetraene Ï€-bridge and tricyanofurane acceptor: Synthesis,
photophysical, electrochemical and electro-optic properties. Journal of Photochemistry and
Photobiology A: Chemistry, 2020, 386, 112125.

2.0 9



357

Citation Report

# Article IF Citations

6641 Inconsistencies in ab initio evaluations of non-additive contributions of DNA stacking energies.
Chemical Physics, 2020, 529, 110554. 0.9 6

6642 Ion spectroscopy of heterogeneous mixtures: IRMPD and DFT analysis of anomers and conformers of
monosaccharides. International Journal of Mass Spectrometry, 2020, 447, 116235. 0.7 14

6643 Cavity size dependent stoichiometry of probeâ€“cyclodextrin complexation: Experimental and molecular
docking demonstration. Journal of Photochemistry and Photobiology A: Chemistry, 2020, 388, 112158. 2.0 11

6644
Aufbau Principle for Diffuse Electrons of Double-Shell Metal Ammonia Complexes: The Case of
M(NH<sub>3</sub>)<sub>4</sub>@12NH<sub>3</sub>, M = Li, Be<sup>+</sup>, B<sup>2+</sup>. Journal
of Physical Chemistry A, 2020, 124, 505-512.

1.1 23

6645 Solving the Catalytic Mechanism of Tryptophan Synthase: an Emergent Drug Target in the Treatment of
Tuberculosis. ChemCatChem, 2020, 12, 227-237. 1.8 9

6646 Synthesis, Photophysical and Electronic Properties of New Redâ€•toâ€•NIR Emitting Donorâ€“Acceptor Pyrene
Derivatives. Chemistry - A European Journal, 2020, 26, 438-453. 1.7 33

6647 Illuminating the origins of twoâ€•photon absorption properties in fluorescent protein chromophores.
International Journal of Quantum Chemistry, 2020, 120, e26086. 1.0 7

6648 Charge oscillation dynamics in various imidazolium based ion pairs and their time scale. Chemical
Physics, 2020, 529, 110572. 0.9 1

6649 DFT characterization and design of anthracene-based molecules for improving spectra and charge
transfer. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 227, 117627. 2.0 5

6650 Tuning opto-electronic properties of alkoxy-induced based electron acceptors in infrared region for
high performance organic solar cells. Journal of Molecular Liquids, 2020, 298, 111963. 2.3 58

6651
Effects of defects in g-C3N4 on excited-state charge distribution and transfer: Potential for improved
photocatalysis. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 227,
117687.

2.0 26

6652 Exploring Soft Donor Character of the N-2-Pyrazinylmethyl Group by Coordinating Trivalent Actinides
and Lanthanides Using Aminopolycarboxylates. Inorganic Chemistry, 2020, 59, 138-150. 1.9 10

6653
Intraâ€• and Intermolecular Fluorescence Quenching of Alkylthioâ€•Substituted Phthalimides by
Photoinduced Electron Transfer: Distance, Position and Conformational Dependence.
ChemPhotoChem, 2020, 4, 89-97.

1.5 2

6654 An optical modulator on the pyrazolone-based bi-component system. Dyes and Pigments, 2020, 172,
107805. 2.0 13

6655
Cyanine dyes with tail length asymmetry enhance photoselection: AÂ multiscale study on DiD probes in a
liquid disordered membrane. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 224, 117329.

2.0 8

6656 Theoretical study of PhCH2O4CH2Ph: intermediate in the PhCH2O2 self-reaction. Structural
Chemistry, 2020, 31, 123-132. 1.0 1

6657 A never-ending story in the sky: The secrets of chemical evolution. Physics of Life Reviews, 2020, 32,
59-94. 1.5 28

6658
An experimental and computational study on naphthylideneimine based pH sensitive fluorescence
probe for zinc. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 224,
117389.

2.0 9



358

Citation Report

# Article IF Citations

6659
Enhanced photovoltaic performances of C219-based dye sensitisers by introducing
electron-withdrawing substituents: a density functional theory study. Molecular Physics, 2020, 118,
e1636151.

0.8 2

6660
Experimental and theoretical analyses on structural (monomer and dimeric form), spectroscopic and
electronic properties of an organic semiconductor 2,6-dimethoxyanthracene. Indian Journal of
Physics, 2020, 94, 1153-1167.

0.9 10

6661 Highly efficient perovskite solar cells by tuning electronic structures of thienothiophene-based as
hole transport materials. Molecular Physics, 2020, 118, . 0.8 1

6662 Theoretical investigation of nonlinear optical properties of functionalized corannulene with B and N
atoms. Physica E: Low-Dimensional Systems and Nanostructures, 2020, 115, 113656. 1.3 12

6663
Exploring the detailed spectroscopic characteristics, chemical and biological activity of two
cyanopyrazine-2-carboxamide derivatives using experimental and theoretical tools. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 224, 117414.

2.0 69

6664 A novel benzopyran-based colorimetric and near-infrared fluorescent sensor for Hg2+ and its imaging
in living cell and zebrafish. Dyes and Pigments, 2020, 172, 107658. 2.0 36

6665 New small organic molecules based on thieno[2,3-b]indole for efficient bulk heterojunction organic
solar cells: a computational study. Molecular Physics, 2020, 118, e1662956. 0.8 36

6666
DFT and single crystal analysis of the pyrimethamine-based novel co-crystal salt:
2,4-diamino-5-(4-chloro-phenyl)-6-ethylpyrimidin-1-ium:4-hydroxybenzoate:methanol:hydrate (1:1:1:1)
(DEHMH). Journal of Molecular Structure, 2020, 1199, 127041.

1.8 59

6667 DFT studies on the interactions of pristine, Al and Ga-doped boron nitride nanosheets with CH3X (X=F,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 422 Td (Cl and Br). Journal of Molecular Structure, 2020, 1199, 126962.1.8 37

6668 Absorption properties of a BODIPY-curved graphene nanoflake system: A theoretical investigation.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 224, 117465. 2.0 3

6669 Insights into the Optical Properties of Triarylboranes with Strongly Electronâ€•Accepting
Bis(fluoromesityl)boryl Groups: when Theory Meets Experiment. ChemPhotoChem, 2020, 4, 173-180. 1.5 9

6670 Electrocatalytic Oxidation and Sensitive Determination of Paracetamol Based on Nanosheets
Selfâ€•assembled Lindgrenite Microflowers. Electroanalysis, 2020, 32, 978-985. 1.5 12

6671
A theoretical quest to identify the precedence between NHC side group (Râ€²) and bridge group (R) in the
formation of [NHC(Râ€²)(M(di-Î¼-R)YR)] (Mâ€‰=â€‰Li, Na, K; Yâ€‰=â€‰Zn, Cd; Râ€‰=â€‰H, CH3, t-Butyl, Si(CH3)3, C6H5; Râ€²â€‰=â€‰H, CH3,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 257 Td (Dipp) complexes. Journal of the Iranian Chemical Society, 2020, 17, 687-700.1.2 1

6672 Effect of metal substitution (Mg, Sc) and functionalization (H, F, NH2, CH3, OH, CHO, and COOH) on the
absorption properties of phthalocyanines â€“ A TDDFT study. Polyhedron, 2020, 176, 114244. 1.0 4

6673
Optical properties of S2 and S3 excited states of protonated schiff-base retinal chromophores in TPA,
ECD and ROA. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 228,
117532.

2.0 3

6674 Is excited state intramolecular proton transfer frustrated in 10-hydroxy-11H-benzo[b]fluoren-11-one?.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 228, 117734. 2.0 6

6675 Photoisomerization and Mesophase Formation in Azo-Ionic Liquids. Crystal Growth and Design, 2020,
20, 214-225. 1.4 9

6676 Study of the molecular structure, electronic and chemical properties of Rubescin D molecule.
Chinese Journal of Physics, 2020, 63, 104-121. 2.0 23



359

Citation Report

# Article IF Citations

6677 Theoretical Study on Factors Influencing the Efficiency of Dâ€“Ï€â€²â€“Aâ€²â€“Ï€â€“A Isoindigo-Based Sensitizer for
Dye-Sensitized Solar Cells. Journal of Electronic Materials, 2020, 49, 318-332. 1.0 11

6678 Spectroscopic and photophysical properties of mono- and dithiosubstituted BODIPY dyes. Journal of
Photochemistry and Photobiology A: Chemistry, 2020, 388, 112206. 2.0 17

6679 Electronic spectroscopic characterization of the formation of iron(III) metal complexes: The
8-HydroxyQuinoline as ligand case study. Journal of Inorganic Biochemistry, 2020, 203, 110864. 1.5 11

6680 From a week to less than a day: Speedup and scaling of coordinate-scaled exact exchange calculations
in plane waves. Computer Physics Communications, 2020, 247, 106943. 3.0 5

6681 Steric hindrances and spectral distributions affecting energy transfer rate: A comparative study on
specifically designed donor-acceptor pairs. Dyes and Pigments, 2020, 174, 108010. 2.0 1

6682 Layeredâ€•Herringbone Polymorphs and Alkylâ€•Chain Ordering in Molecular Bilayer Organic
Semiconductors. Advanced Functional Materials, 2020, 30, 1906406. 7.8 21

6683 Untying the Photophysics of Quinoliniumâ€•Based Molecular Knots and Links. Chemistry - A European
Journal, 2020, 26, 1576-1587. 1.7 18

6684 Theoretical study of the Fe(btr)2(NCS)2 spin-crossover complex with reparameterized density
functionals. Chemical Physics Letters, 2020, 738, 136867. 1.2 2

6685
Performance of Range Separated Density Functional in Solvent Continuum: Tuning Longâ€•range
Hartreeâ€“Fock Exchange for Improved Orbital Energies. Journal of Computational Chemistry, 2020, 41,
295-304.

1.5 8

6686 Diketopyrrolopyrrole/perylene-diimide and thiophene based D-Ï€-A low bandgap polymer sensitizers for
application in dye sensitized solar cells. Dyes and Pigments, 2020, 174, 108032. 2.0 14

6687 Insights into the formation of N doped 3D-graphene quantum dots. Spectroscopic and computational
approach. Journal of Colloid and Interface Science, 2020, 561, 678-686. 5.0 35

6688 Transportation Cost-Information Inequality for Stochastic Wave Equation. Acta Applicandae
Mathematicae, 2020, 169, 145-155. 0.5 4

6689 Binding and intracellular transport of 25-hydroxycholesterol by Niemann-Pick C2 protein. Biochimica
Et Biophysica Acta - Biomembranes, 2020, 1862, 183063. 1.4 11

6690 Elucidation of the Mechanism of Silverâ€•Catalyzed Inverse Electronâ€•Demand Dielsâ€•Alder (IEDDA) Reaction
of 1,2â€•Diazines and Siloxy Alkynes. ChemCatChem, 2020, 12, 366-372. 1.8 3

6691 Whether the excited state intramolecular proton transfer of 1-hydroxy-2-acetonaphthone will
happen?. Journal of Luminescence, 2020, 217, 116825. 1.5 18

6692 Ingeniously regulating the antioxidant activities of hydroxyanthraquinone-based compounds via ESIPT
reaction: Combining experiment and theory methods. Journal of Molecular Liquids, 2020, 297, 111937. 2.3 26

6693
Tuning optoelectronic properties of triphenylamine based dyes through variation of pi-conjugated
units and anchoring groups: A DFT/TD-DFT investigation. Journal of Molecular Graphics and
Modelling, 2020, 94, 107480.

1.3 31

6694 Synthesis, characterization and quantum chemical study of optoelectronic nature of ferrocene
derivatives. Bulletin of Materials Science, 2020, 43, 1. 0.8 13



360

Citation Report

# Article IF Citations

6695 Nonlinear Optical Study in a Set of Dibenzylideneacetone Derivatives with Potential for Optical
Frequency Conversion. Photonics, 2020, 7, 8. 0.9 4

6696
A Projective Method for the Calculation of Excited-State Electronic Coupling: Isolating Charge
Transfer/Recombination Processes in Organic Photovoltaics. Journal of Physical Chemistry A, 2020,
124, 591-600.

1.1 9

6697 Accurate theoretical prediction of optical properties of BODIPY dyes. International Journal of
Quantum Chemistry, 2020, 120, e26159. 1.0 12

6698
Quantum Mechanics/Molecular Mechanics Density Functional Theory Simulations of the Optical
Properties Fingerprinting the Ligand-Binding of Pentameric Formyl Thiophene Acetic Acid in
Amyloid-Î²(1â€“42). Journal of Physical Chemistry A, 2020, 124, 875-888.

1.1 11

6699
Oneâ€•bond <sup>1</sup><i>J</i>(<sup>15</sup>Nâ”€<sup>19</sup>F) spinâ€“spin coupling constants of
cationic fluorinating reagents: Insights from DFT calculations. Magnetic Resonance in Chemistry,
2020, 58, 548-558.

1.1 3

6700 Engineering the excited state of graphitic carbon nitride nanostructures by covalently bonding with
graphene quantum dots. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 13

6701 Acceptor tuning effect on TPA-based organic efficient sensitizers for optoelectronic
applicationsâ€”quantum chemical investigation. Structural Chemistry, 2020, 31, 1029-1042. 1.0 15

6702 Linear-Response Time-Dependent Density Functional Theory with Stochastic Range-Separated Hybrids.
Journal of Chemical Theory and Computation, 2020, 16, 1064-1072. 2.3 19

6703 Vacuum Ultraviolet Electronic Circular Dichroism Study of d-Glucose in Aqueous Solution. Journal
of Physical Chemistry A, 2020, 124, 642-651. 1.1 3

6704 External Electric Field-Dependent Photoinduced Charge Transfer in a Donorâ€“Acceptor System in
Two-Photon Absorption. Journal of Physical Chemistry C, 2020, 124, 2319-2332. 1.5 38

6705 Achieving the ratiometric imaging of steroid sulfatase in living cells and tissues with a two-photon
fluorescent probe. Chemical Communications, 2020, 56, 1349-1352. 2.2 26

6706
Characterization of Î²-turns by electronic circular dichroism spectroscopy: a coupled molecular
dynamics and time-dependent density functional theory computational study. Physical Chemistry
Chemical Physics, 2020, 22, 1611-1623.

1.3 19

6707 Deeply coloured and highly fluorescent dipolar merocyanines based on tricyanofuran. Physical
Chemistry Chemical Physics, 2020, 22, 2748-2762. 1.3 19

6708 Dual fluorescence in strap ESIPT systems: a theoretical study. Physical Chemistry Chemical Physics,
2020, 22, 854-863. 1.3 25

6709 Behavior, mechanism and equilibrium studies of Au(<scp>iii</scp>) extraction with an ionic liquid
[C<sub>4</sub>-6-C<sub>4</sub>BIm]Br<sub>2</sub>. Dalton Transactions, 2020, 49, 504-510. 1.6 5

6710 Cytotoxic and non-cytotoxic cardiac glycosides isolated from the combined flowers, leaves, and
twigs of Streblus asper. Bioorganic and Medicinal Chemistry, 2020, 28, 115301. 1.4 14

6711
Experimental and Theoretical Study of the Stability of the Complex Fisetinâ€“Cu(II) and A Comparative
Study of Free Ligand and Complex Interaction with Molecular Singlet Oxygen. Photochemistry and
Photobiology, 2020, 96, 815-825.

1.3 6

6712 Does gold behaves as hydrogen? A joint theoretical and experimental study. Nanoscale Advances, 2020,
2, 844-850. 2.2 3



361

Citation Report

# Article IF Citations

6713 A solventâ€“solute cooperative mechanism for symmetry-breaking charge transfer. Physical Chemistry
Chemical Physics, 2020, 22, 1115-1121. 1.3 19

6714 Time-dependent DFT study of the K-edge spectra of vanadium and titanium complexes: effects of
chloride ligands on pre-edge features. Physical Chemistry Chemical Physics, 2020, 22, 674-682. 1.3 16

6715 Cucurbit[7]uril-driven modulation of ligandâ€“DNA interactions by ternary assembly. Organic and
Biomolecular Chemistry, 2020, 18, 755-766. 1.5 11

6716 Theoretical insights into the effect of pristine, doped and hole graphene on the overall performance
of dye-sensitized solar cells. Inorganic Chemistry Frontiers, 2020, 7, 157-168. 3.0 9

6717 Diversity-oriented approach to functional thiophene dyes by Suzuki coupling-lithiation one-pot
sequences. Organic Chemistry Frontiers, 2020, 7, 329-339. 2.3 8

6718 Accurate estimation of the photoelectric conversion efficiency of a series of anthracene-based
organic dyes for dye-sensitized solar cells. Journal of Materials Chemistry C, 2020, 8, 2388-2399. 2.7 47

6719 Ion pair free energy surface as a probe of ionic liquid structure. Journal of Chemical Physics, 2020,
152, 014103. 1.2 7

6720 A molecular orbital selection approach for fast calculations of specific rotation with density
functional theory. Chirality, 2020, 32, 243-253. 1.3 3

6721 Benchmark study of DFT and composite methods for bond dissociation energies in argon compounds.
Chemical Physics, 2020, 531, 110676. 0.9 8

6722
Tuning of optoelectronic and charge transport properties of Dâ€“Ï€â€“A
diketopyrrolopyrrole-triphenylamine derivatives for organic solar cells application. Optik, 2020, 208,
164085.

1.4 6

6723 Spectroscopic investigation of some electron withdrawing groups substituted TTF donor.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 231, 117849. 2.0 4

6724
Visualization of vibrational-resolution charge transfer enhanced resonance Raman scattering
spectroscopy. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 229,
117945.

2.0 4

6725 On the physical-chemical nature of solvent polarizability and dipolarity. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2020, 229, 118008. 2.0 12

6726 Ab Initio Many-Body Perturbation Theory Calculations of the Electronic and Optical Properties of
Cyclometalated Ir(III) Complexes. Journal of Chemical Theory and Computation, 2020, 16, 1188-1199. 2.3 5

6727
Experimental and Theoretical Investigation of Excited-State Intramolecular Proton Transfer
Processes of Benzothiazole Derivatives in Amino-polydimethylsiloxanes before and after Cross-Linking
by CO<sub>2</sub>. Journal of Physical Chemistry A, 2020, 124, 288-299.

1.1 15

6728

Expansion of Magnetic Aromaticity Criteria to Multilayer Structures: Magnetic Response and
Spherical Aromaticity of Matryoshkaâ€•Like Cluster
[Sn@Cu<sub>12</sub>@Sn<sub>20</sub>]<sup>12âˆ’</sup>. Chemistry - A European Journal, 2020, 26,
2263-2268.

1.7 25

6729 Molecular design of novel indacenodithiopheneâ€•based organic dyes for efficient dyeâ€•sensitized solar
cells applications. International Journal of Quantum Chemistry, 2020, 120, e26147. 1.0 7

6730 Influence of Electronic Polarization on the Spectral Density. Journal of Physical Chemistry B, 2020,
124, 531-543. 1.2 16



362

Citation Report

# Article IF Citations

6731 1,2â€•Disubstituted 3,3,4,4,5,5â€•Hexafluorocyclopentenes as Bent Lightâ€•Emitting Ï€â€•Conjugated Luminophores.
European Journal of Organic Chemistry, 2020, 2020, 870-877. 1.2 0

6732 Single-photon emitters in hexagonal boron nitride: a review of progress. Reports on Progress in
Physics, 2020, 83, 044501. 8.1 104

6733 Cost-Effective Potential for Accurate Polarizable Embedding Calculations in Protein Environments.
Journal of Chemical Theory and Computation, 2020, 16, 1162-1174. 2.3 12

6734 How Chemical Environment Activates Anthralin and Molecular Oxygen for Direct Reaction. Journal of
Organic Chemistry, 2020, 85, 1315-1321. 1.7 2

6735
Synthesis and Photophysical Behavior of a Highly Fluorescent Family of Unsymmetrical Organoboron
Complexes Containing 5-(Pyridin-2-ylmethylene)imidazolidine-2,4-dione Moieties. Journal of Organic
Chemistry, 2020, 85, 441-448.

1.7 6

6736 Interface configuration effects on excitation, exciton dissociation, and charge recombination in
organic photovoltaic heterojunction. International Journal of Quantum Chemistry, 2020, 120, e26103. 1.0 14

6737 Highly efficient blue-emitting of bis-cyclometalated tetravalent platinum (IV) complexes: A theoretical
study. Inorganica Chimica Acta, 2020, 501, 119269. 1.2 4

6738
A DFT probe on the linear and nonlinear optical characteristics of some starâ€•shaped
D<sub>I</sub>â€•Ï€â€•D<sub>II</sub>â€•Atype acetyleneâ€•bridged rigid triazines. Journal of Physical Organic
Chemistry, 2020, 33, e4027.

0.9 4

6739 Protein binding affinity of biologically active thiourea based half-sandwich Ru(II) cymene complexes.
Polyhedron, 2020, 175, 114175. 1.0 4

6740
Functional and Basis Set Dependence for Timeâ€•Dependent Density Functional Theory Trajectory Surface
Hopping Molecular Dynamics: <i>Cis</i>â€•Azobenzene Photoisomerization. Journal of Computational
Chemistry, 2020, 41, 635-645.

1.5 10

6741
Insights into the role of Dâ€•Aâ€•Ï€â€•A type proâ€•aromatic organic dyes with thieno[3,4â€•b]pyrazine as A acceptor
group into dyeâ€•sensitized solarâ€•cells. A TDâ€•DFT/periodic DFT study. International Journal of Quantum
Chemistry, 2020, 120, e26108.

1.0 6

6742 Novel cyclic and linearizing cyclic Pd(II) nanohoop-based cordination complexes achieving nonlinear
optical activity transparency trade-off optimization. Organic Electronics, 2020, 78, 105564. 1.4 5

6743 Donor-length dependent photoninduced charge transfer in two-photon absorption. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 231, 117531. 2.0 1

6744 Discovery of the Streptoketides by Direct Cloning and Rapid Heterologous Expression of a Cryptic PKS
II Gene Cluster from <i>Streptomyces</i> sp. TÃ¼ 6314. Journal of Organic Chemistry, 2020, 85, 664-673. 1.7 24

6745
Probing impacts of Ï€-conjugation and multiarm on the performance of two-dimensionally expanded
small molecule hole-transporting materials: A theoretical investigation. Synthetic Metals, 2020, 259,
116219.

2.1 13

6746 Electronic structure and magnetic properties of the triangular nanographenes with radical
substituents: a DFT study. Physical Chemistry Chemical Physics, 2020, 22, 1288-1298. 1.3 18

6747 Influence of nonmetal dopants on charge separation of graphitic carbon nitride by time-dependent
density functional theory. Physical Chemistry Chemical Physics, 2020, 22, 647-657. 1.3 16

6748 Theoretical comparative study of promising semiconducting aromatic molecules and their
fluorinated counterparts. Synthetic Metals, 2020, 260, 116263. 2.1 5



363

Citation Report

# Article IF Citations

6749 Effect of bulky aryl group on the optical properties of Cypridina oxyluciferin analogues.
Computational and Theoretical Chemistry, 2020, 1171, 112659. 1.1 0

6750 On the spectral line width broadening for simulation of the two-photon absorption cross-section of
para-Nitroaniline in liquid environment. Journal of Molecular Liquids, 2020, 301, 112405. 2.3 7

6751 Experimental, Simulation, and Computational Study of the Interaction of Reduced Forms of N
â€•Methylâ€•4,4â€™â€•Bipyridinium with CO 2. ChemElectroChem, 2020, 7, 469-475. 1.7 6

6752 Quantitative prediction of electronic absorption spectra of copper(II)â€“bioligand systems: Validation
and applications. Journal of Inorganic Biochemistry, 2020, 204, 110953. 1.5 27

6753
The electronic absorption spectrum of Anisole studied by photoabsorption spectroscopy and
quantum chemical calculations. Journal of Quantitative Spectroscopy and Radiative Transfer, 2020,
242, 106782.

1.1 5

6754 Electronic structure and nature of the metal-ligand chemical bond of Be, Mg, and Zn Î²-diketonates by
quantum chemistry methods. Journal of Molecular Structure, 2020, 1204, 127540. 1.8 1

6755
Phosphorescent heteroleptic iridium(III) cyclometallates: Improved syntheses of acetylacetonate
complexes and quantum chemical studies of their excited state properties. Polyhedron, 2020, 176,
114256.

1.0 4

6756 Density Functional Theory as a Data Science. Chemical Record, 2020, 20, 618-639. 2.9 9

6757 Tryptanthrin from indigo: Synthesis, excited state deactivation routes and efficient singlet oxygen
sensitization. Dyes and Pigments, 2020, 175, 108125. 2.0 7

6758 Empirical Doubleâ€•Hybrid Density Functional Theory: A â€˜Third Wayâ€™ in Between WFT and DFT. Israel
Journal of Chemistry, 2020, 60, 787-804. 1.0 129

6759
DFT/TDDFT investigation on the Dâ€“Ï€â€“A type molecule probes
4-(5-R-thiophen-2-yl)-2-isobutyl-2H-[1,2,3]triazolo[4,5-e][1,2,4] triazolo[1,5-a]pyrimidines: fluorescence
sensing mechanism and roles of weak interactions. Theoretical Chemistry Accounts, 2020, 139, 1.

0.5 6

6760 Nâ€•Heterocyclic Carbene Catalyzed Photoenolization/Dielsâ€“Alder Reaction of Acid Fluorides.
Angewandte Chemie - International Edition, 2020, 59, 3190-3194. 7.2 109

6761 Charge reversal and anion effects during adsorption of metal ions at clay surfaces: Mechanistic
aspects and influence factors. Chemical Physics, 2020, 529, 110575. 0.9 10

6762 Binuclear Gold(I) Phosphine Alkynyl Complexes Templated on a Flexible Cyclic Phosphine Ligand:
Synthesis and Some Features of Solid-State Luminescence. Inorganic Chemistry, 2020, 59, 244-253. 1.9 15

6763 Benchmark Study of Ground-State Raman Spectra in Conjugated Molecules. Journal of Chemical
Theory and Computation, 2020, 16, 612-620. 2.3 6

6764
Tunable linear and nonlinear optical properties of chromophores containing
3,7-(di)vinylquinoxalinone core by modification of receptors moieties. Optical Materials, 2020, 99,
109580.

1.7 19

6765 Rational design of SM315-based porphyrin sensitizers for highly efficient dye-sensitized solar cells: A
theoretical study. Journal of Molecular Structure, 2020, 1205, 127567. 1.8 5

6766
Efficiency enhancement of pyridinium ylide dye-sensitized solar cells by introduction of
benzothiadiazolyl chromophore: A computational study. Materials Today Communications, 2020, 22,
100839.

0.9 2



364

Citation Report

# Article IF Citations

6767
Controllable Photophysical and Nonlinear Properties in Conformation Isomerization of Macrocyclic
[32]Octaphyrin(1.0.1.0.1.0.1.0) Involving HÃ¼ckel and MÃ¶bius Topologies. Journal of Physical Chemistry C,
2020, 124, 845-853.

1.5 30

6768 DFT computations and molecular dynamics investigations on conformers of some pyrazinamide
derivatives as corrosion inhibitors for aluminum. Journal of Molecular Liquids, 2020, 300, 112309. 2.3 54

6769 Theoretical identification of buckyonion fullerene C20@C60 isomers by XPS and NEXAFS spectroscopy.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 229, 117904. 2.0 2

6770 Unveiling Latent Photoreactivity of Imines. Angewandte Chemie - International Edition, 2020, 59,
3665-3670. 7.2 19

6771 How accurate is density functional theory in predicting spin density? An insight from the prediction
of hyperfine coupling constants. Journal of Molecular Modeling, 2020, 26, 10. 0.8 18

6772 Evolution of Bonding during the Insertion of Anionic Ibuprofen into Model Cell Membranes. Journal
of Physical Chemistry B, 2020, 124, 79-90. 1.2 21

6773 Durch Nâ€•heterocyclische Carbene katalysierte Photoenolisierungsâ€•Dielsâ€•Alderâ€•Reaktion von
SÃ¤urefluoriden. Angewandte Chemie, 2020, 132, 3216-3220. 1.6 20

6774 Influencing the Selfâ€•Sorting Behavior of [2.2]Paracyclophaneâ€•Based Ligands by Introducing
Isostructural Binding Motifs. Chemistry - A European Journal, 2020, 26, 3335-3347. 1.7 12

6775 A DFT study on radical-cationic methanol clusters: Structure, bonding and H-transfer. Computational
and Theoretical Chemistry, 2020, 1171, 112661. 1.1 0

6776 Interfacial charge-transfer transitions between TiO2 and indole. Chemical Physics Letters, 2020, 739,
136974. 1.2 19

6777
Co-effects of the electron transfer and intersystem crossing on the photophysics of a phenothiazine
based Hg2+ sensor. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 229,
117939.

2.0 4

6778 Benchmarking the Performance of Time-Dependent Density Functional Theory Methods on
Biochromophores. Journal of Chemical Theory and Computation, 2020, 16, 587-600. 2.3 69

6779 Substituent Effect on Conformational Preferences in Ground and Excited States of Selected Schiff
Bases: An Insight from Theoretical Calculations. Journal of Physical Chemistry A, 2020, 124, 63-73. 1.1 6

6780 Preparation of Non-Planar-Ring Epoxy Thermosets Combining Ultra-Strong Shape Memory Effects and
High Performance. Macromolecular Research, 2020, 28, 480-493. 1.0 12

6781 Comprehensive evaluation of the effect of various exchange correlation functionals on the optical
properties of oligothiophenes. Computational and Theoretical Chemistry, 2020, 1172, 112667. 1.1 2

6782
Design of novel inorganic alkaline earth metal doped aluminum nitride complexes (AEM@Al12N12) with
high chemical stability, improved electronic properties and large nonlinear optical response. Optik,
2020, 207, 163792.

1.4 27

6783
Kinetics and Thermodynamics of Reactions Involving Criegee Intermediates: An Assessment of Density
Functional Theory and Ab Initio Methods Through Comparison with CCSDT(Q)/CBS Data. Journal of
Computational Chemistry, 2020, 41, 328-339.

1.5 13

6784 Enormously high second-order nonlinear optical response of single alkali atom decorated
hexalithiobenzene. Journal of Molecular Liquids, 2020, 298, 112187. 2.3 8



365

Citation Report

# Article IF Citations

6785
Carbazole-substituted NP-based derivative as hole transporting material for highly efficient
perovskite solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020,
228, 117808.

2.0 14

6786 Absolutely Localized Projection-Based Embedding for Excited States. Journal of Chemical Theory and
Computation, 2020, 16, 385-398. 2.3 43

6787
Electronic and nonlinear optical features of first row transition metals-decorated all-boron B40
fullerene: A promising route to remarkable electro-optical response. Inorganic Chemistry
Communication, 2020, 112, 107692.

1.8 15

6788
Designing new donor materials based on functionalized DCCnT with different electronâ€•donating
groups: A density functional theory (DFT) and time dependent density functional theory (TDDFT)â€•based
study. International Journal of Quantum Chemistry, 2020, 120, e26112.

1.0 5

6789
Synthesis, spectroscopic, theoretical and antimicrobial studies on molecular charge-transfer
complex of 4-(2-thiazolylazo)resorcinol (TAR) with 3, 5-dinitrosalicylic acid, picric acid, and
chloranilic acid. Journal of Molecular Liquids, 2020, 299, 112217.

2.3 39

6790 Significant nonlinear optical response of alkaline earth metals doped beryllium and magnesium oxide
nanocages. Materials Chemistry and Physics, 2020, 242, 122507. 2.0 44

6791 Comparative antiradical activity and molecular Docking/Dynamics analysis of octopamine and
norepinephrine: the role of OH groups. Computational Biology and Chemistry, 2020, 84, 107170. 1.1 24

6792
Theoretical calculation of selenium N-heterocyclic carbene compounds through DFT studies:
Synthesis, characterization and biological potential. Journal of Molecular Structure, 2020, 1204,
127462.

1.8 26

6793
Spectroscopic investigation of Ï€-acceptors in the determination and photoinduced degradation of
Sulfacetamide. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 228,
117821.

2.0 2

6794
Assessing the Calculation of Exchange Coupling Constants and Spin Crossover Gaps Using the
Approximate Projection Model To Improve Density Functional Calculations. Journal of Chemical
Theory and Computation, 2020, 16, 154-163.

2.3 6

6795 Binding mode of 1-methylcyclopropene, an ethylene antagonist in various copper models.
Computational and Theoretical Chemistry, 2020, 1171, 112662. 1.1 5

6796
Acceptor-Ï€-Acceptor-Acceptor/Donor systems containing dicyanovinyl acceptor group with
substituted 1,2,3-triazole motif â€“ synthesis, photophysical and theoretical studies. Journal of
Molecular Structure, 2020, 1204, 127488.

1.8 15

6797
On the effect of pattern substitution and oligo(ethylene oxide) side-chain modification on
thiophene-quinoxaline copolymers and their applications in photovoltaic cells. Organic Electronics,
2020, 78, 105612.

1.4 4

6798
A theoretical study on electronic spectra of a novel series of metal substituted boron
subphthalocyanine chloride. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 229, 118018.

2.0 7

6799 Self-Consistent Implementation of Hybrid Functionals with Local Range Separation. Journal of
Chemical Theory and Computation, 2020, 16, 953-963. 2.3 19

6800 Investigating the character of excited states in TiO<sub>2</sub>nanoparticles from topological
descriptors: implications for photocatalysis. Physical Chemistry Chemical Physics, 2020, 22, 3017-3029. 1.3 15

6801
Rational Design of Ï€-Conjugated Tricoordinated Organoboron Derivatives With Thermally Activated
Delayed Fluorescent Properties for Application in Organic Light-Emitting Diodes. Frontiers in
Chemistry, 2020, 8, 577834.

1.8 2

6802 Hole Transfer in Open Carbynes. Materials, 2020, 13, 3979. 1.3 3



366

Citation Report

# Article IF Citations

6803 Thiazole-Functionalized Terpolymer Donors Obtained via Random Ternary Copolymerization for
High-Performance Polymer Solar Cells. Macromolecules, 2020, 53, 9034-9042. 2.2 20

6804 The Adsorption of Chlorofluoromethane on Pristine, Alâ€•, Gaâ€•, Pâ€•, and Asâ€•doped Boron Nitride Nanotubes:
A PBCâ€•DFT, NBO, and QTAIM Study. ChemistrySelect, 2020, 5, 12115-12124. 0.7 28

6805 Light controlled oxidation by supramolecular Zn(<scp>ii</scp>) Schiff-base complexes. Inorganic
Chemistry Frontiers, 2020, 7, 4333-4346. 3.0 5

6806 Theoretical study on functionalized acrylonitrile compounds with a large second-order nonlinear
optical response. New Journal of Chemistry, 2020, 44, 19623-19629. 1.4 7

6807 General strategy for tuning the Stokes shifts of near infrared cyanine dyes. Journal of Materials
Chemistry C, 2020, 8, 16769-16773. 2.7 11

6808 Photophysics of graphene quantum dot assemblies with axially coordinated cobaloxime catalysts.
Journal of Chemical Physics, 2020, 153, 124903. 1.2 5

6809
Theoretical investigation of non-FÃ¶rster exciton transfer mechanisms in perylene diimide donor,
phenylene bridge, and terrylene diimide acceptor systems. Journal of Chemical Physics, 2020, 153,
144305.

1.2 7

6810 Structural and Photophysical Properties of Various Polypyridyl Ligands: A Combined Experimental and
Computational Study. ChemPhysChem, 2020, 21, 2489-2505. 1.0 5

6811 Effects of heteroatoms in Ï€-conjugated linkers on the optical and electronic properties of modified
triphenylamine based dyes: towards DSSCsâ€™ applications. Journal of Molecular Modeling, 2020, 26, 288. 0.8 23

6812 Graphene-polyaniline composite as superior electrochemical sensor for detection of cyano
explosives. European Polymer Journal, 2020, 138, 109981. 2.6 28

6813 Hydrolysis of Schiff bases with phenyl-ethynyl-phenyl system: The importance for biological and
physicochemical studies. Journal of Photochemistry and Photobiology B: Biology, 2020, 212, 112020. 1.7 5

6814 A theoretical exploration of charge transfer dynamics in PTB7Ir/PC71BM triplet-material-based organic
photovoltaics. Organic Electronics, 2020, 87, 105956. 1.4 3

6815 Evaluation of Single-Reference DFT-Based Approaches for the Calculation of Spectroscopic Signatures
of Excited States Involved in Singlet Fission. Journal of Physical Chemistry A, 2020, 124, 8446-8460. 1.1 10

6816 Synthesis and properties of chiral fluorescent helicene-BODIPY conjugates. Organic and Biomolecular
Chemistry, 2020, 18, 7677-7684. 1.5 10

6817 Access to Corrole-Appended Persubstituted Benzofurans by a Multicomponent Reaction: The Dual Role
of <i>p</i>-Chloranil. Organic Letters, 2020, 22, 8139-8143. 2.4 4

6818 8-(Pyridin-2-yl)quinolin-7-ol as a Platform for Conjugated Proton Cranes: A DFT Structural Design.
Micromachines, 2020, 11, 901. 1.4 12

6819 Efficient energy transfer in phenyl-ethynyl-linked asymmetric BODIPY dimers. Tetrahedron, 2020, 76,
131515. 1.0 4

6820 Chlorocob(II)alamin Formation Which Enhances the Thiol Oxidase Activity of the B12-Trafficking
Protein CblC. Inorganic Chemistry, 2020, 59, 16065-16072. 1.9 4



367

Citation Report

# Article IF Citations

6821 Heuristic Global Optimization in Chemical Compound Space. Journal of Physical Chemistry A, 2020, 124,
9044-9060. 1.1 7

6822
Self-interaction correction, electrostatic, and structural influences on time-dependent density
functional theory excitations of bacteriochlorophylls from the light-harvesting complex 2. Journal
of Chemical Physics, 2020, 153, 144114.

1.2 7

6823 Defective Carbon Nanocone as an Anode Material for Lithium-Ion Batteries. ACS Applied Energy
Materials, 2020, 3, 11463-11469. 2.5 17

6824 Resonance-Enhanced Charge Delocalization in Carbazoleâ€“Oligoyneâ€“Oxadiazole Conjugates. Journal
of the American Chemical Society, 2020, 142, 18769-18781. 6.6 12

6825 Tuning excited state of bipyridyl platinum(II) complexes with bio-active flavonolate ligand: Structures,
photoreactivity, and DFT calculations. Inorganica Chimica Acta, 2020, 513, 119952. 1.2 0

6826 Design Rules for Transparent Pushâ€“Pull Electron Acceptors: A Case Study on Perylenediimide
Derivatives. Journal of Physical Chemistry Letters, 2020, 11, 9265-9271. 2.1 6

6827 Twisted-Planar-Twisted expanded porphyrinoid dimer as a rudimentary reaction-based methanol
indicator. Nature Communications, 2020, 11, 5289. 5.8 20

6828 Direct dissolution of UO<sub>2</sub>in carboxyl-functionalized ionic liquids in the presence or
absence of Fe-containing ionic liquids. Dalton Transactions, 2020, 49, 14881-14890. 1.6 6

6829 Chemical constituents and absolute configuration of megastigmanesâ€™ isolated from Sedum
sarmentosum Bunge. Natural Product Research, 2020, , 1-8. 1.0 1

6830 Shedding light on moirÃ© excitons: A first-principles perspective. Science Advances, 2020, 6, . 4.7 50

6831 DFTB/MM Molecular Dynamics Simulations of the FMO Light-Harvesting Complex. Journal of Physical
Chemistry Letters, 2020, 11, 8660-8667. 2.1 34

6832 The non-adiabatic exciton transfer in tetrathiafulvalene chains: a theoretical study of signal
transmission in a molecular logic system. Physical Chemistry Chemical Physics, 2020, 22, 25243-25254. 1.3 1

6833 NBO/NRT Two-State Theory of Bond-Shift Spectral Excitation. Molecules, 2020, 25, 4052. 1.7 9

6834
Experimental and computational evidence on gold-catalyzed regioselective hydration of
phthalimido-protected propargylamines: an entry to Î²-amino ketones. Organic and Biomolecular
Chemistry, 2020, 18, 9438-9447.

1.5 7

6835 Mixed<i>N</i>-aryl/alkyl substitution favours an unusual tautomer of near-infrared absorbing
azacalixphyrins. New Journal of Chemistry, 2020, 44, 18130-18137. 1.4 3

6836
Can one use the electronic absorption spectra of metalloporphyrins to benchmark electronic
structure methods? A case study on the cobalt porphyrin. Physical Chemistry Chemical Physics, 2020,
22, 23886-23898.

1.3 5

6837

Photoluminescence, photophysics, and photochemistry of the <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msup><mml:mrow><mml:msub><mml:mi
mathvariant="normal">V</mml:mi><mml:mi
mathvariant="normal">B</mml:mi></mml:msub></mml:mrow><mml:mo>âˆ’</mml:mo></mml:msup></mml:math>
defect in hexagonal boron nitride. Physical Review B, 2020, 102, .

1.1 60

6838

Theoretical spectroscopy of the <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">V</mml:mi><mml:mi
mathvariant="normal">N</mml:mi></mml:msub><mml:msub><mml:mi
mathvariant="normal">N</mml:mi><mml:mi
mathvariant="normal">B</mml:mi></mml:msub></mml:mrow></mml:math> defect in hexagonal boron

1.1 17



368

Citation Report

# Article IF Citations

6839 Equilibrium Geometries, Adiabatic Excitation Energies and Intrinsic C=C/Câ€“H Bond Strengths of
Ethylene in Lowest Singlet Excited States Described by TDDFT. Symmetry, 2020, 12, 1545. 1.1 5

6840 Polarizable Density Embedding for Large Biomolecular Systems. Journal of Chemical Theory and
Computation, 2020, 16, 5999-6006. 2.3 10

6841 Molecular-Level Understanding of Excited States of N-Annulated Rylene Dye for Dye-Sensitized Solar
Cells. Journal of Physical Chemistry C, 2020, 124, 22993-23003. 1.5 12

6842
Calculation of Linear and Non-linear Electric Response Properties of Systems in Aqueous Solution: A
Polarizable Quantum/Classical Approach with Quantum Repulsion Effects. Journal of Chemical Theory
and Computation, 2020, 16, 6993-7004.

2.3 16

6843
Exploring the optical and nonlinear optical features of heteroleptic complexes with BODIPY and
amido-BODIPY substitutions; A comparative theoretical study. Inorganic Chemistry Communication,
2020, 121, 108234.

1.8 2

6844 A Doubly Bridged Bis(phenylethynyl)benzene: Different from a Twisted Tolan. Chemistry - A European
Journal, 2020, 26, 16990-16993. 1.7 4

6845 Accelerated discovery of high-efficient N-annulated perylene organic sensitizers for solar cells via
machine learning and quantum chemistry. Materials Today Communications, 2020, 25, 101604. 0.9 9

6846
Luminescent organic materials based on donor-acceptor-donor compounds containing carbazole
donors and acceptors of varying strength: Spectroscopy, redox properties and application in organic
light emitting diodes. Optical Materials, 2020, 108, 110428.

1.7 2

6847 Influence of internal acceptor and thiophene based Ï€-spacer in D-A-Ï€-A system on photophysical and
charge transport properties for efficient DSSCs: A DFT insight. Solar Energy, 2020, 209, 194-205. 2.9 46

6848 Hackmaniteâ€”The Natural Glow-in-the-Dark Material. Chemistry of Materials, 2020, 32, 8895-8905. 3.2 17

6849 Photosynthesis of a Dihydroimidazopyridine Chelate Shines Light on the Reactions of a
Photoactivated Iron(III) Complex with O<sub>2</sub>. Inorganic Chemistry, 2020, 59, 16281-16290. 1.9 5

6850 Highly Stable Supramolecular Donorâ€“Acceptor Complexes Involving a Bis(18-Crown-6)azobenzene as
Weak Donor: Structureâ€“Property Relationships. ACS Omega, 2020, 5, 25993-26004. 1.6 4

6851 Theoretical determination of two-photon absorption in biologically relevant pterin derivatives.
Photochemical and Photobiological Sciences, 2020, 19, 1538-1547. 1.6 6

6852 Tunneling matrix element and tunneling pathways of protein electron transfer calculated with a
fragment molecular orbital method. Journal of Chemical Physics, 2020, 153, 104104. 1.2 2

6853
Accurate prediction of core-level spectra of radicals at density functional theory cost via square
gradient minimization and recoupling of mixed configurations. Journal of Chemical Physics, 2020, 153,
134108.

1.2 31

6854 Vibronic coupling density analysis and quantum dynamics simulation for singlet fission in pentacene
and its halogenated derivatives. Journal of Chemical Physics, 2020, 153, 134302. 1.2 8

6855 Effect of charge transport channel and interaction of IDT type dyes on photoelectric characteristics.
Journal of Molecular Liquids, 2020, 303, 112594. 2.3 12

6856 Lignans and neolignans with isovaleroyloxy moiety from Solanum lyratum Thunb.: Chiral resolution,
configurational assignment and neuroprotective effects. Phytochemistry, 2020, 178, 112461. 1.4 16



369

Citation Report

# Article IF Citations

6857 Spectroscopic Signatures of the B and H<sub>4</sub> Polyatomic Nitrogen Aggregates in
Nanodiamond. Journal of Physical Chemistry C, 2020, 124, 18275-18283. 1.5 5

6858 Photo-physical properties of vinigrol revealed by two-photon absorption, electronic circular
dichroism, Raman spectroscopy and Raman optical activity. Chemical Physics Letters, 2020, 755, 137798. 1.2 4

6859 Selecting Quantum-Chemical Methods for Lanthanide-Containing Molecules: A Balance between
Accuracy and Efficiency. Inorganic Chemistry, 2020, 59, 10492-10500. 1.9 13

6860 Affordable Setup for Studying Photochemistry in Action in Undergraduate Teaching Laboratories:
Principles and Applications. Journal of Chemical Education, 2020, 97, 2203-2211. 1.1 5

6861 Distonic radical anion species in cysteine oxidation processes. Physical Chemistry Chemical Physics,
2020, 22, 17554-17558. 1.3 5

6862 Benchmark and parameter tuning of hybrid functionals for fast calculation of excitation energies of
AIEgens. Physical Chemistry Chemical Physics, 2020, 22, 18035-18039. 1.3 11

6863
Holeâ€“hole Tammâ€“Dancoff-approximated density functional theory: A highly efficient electronic
structure method incorporating dynamic and static correlation. Journal of Chemical Physics, 2020,
153, 024110.

1.2 34

6864
Acquirement of water-splitting ability and alteration of the charge-separation mechanism in
photosynthetic reaction centers. Proceedings of the National Academy of Sciences of the United
States of America, 2020, 117, 16373-16382.

3.3 46

6865 Photoinduced Changes in Aromaticity Facilitate Electrocyclization of Dithienylbenzene Switches.
Journal of the American Chemical Society, 2020, 142, 13941-13953. 6.6 38

6866
Heterobimetallic complexes of IrM (M = Fe<sup>II</sup>, Co<sup>II</sup>, and Ni<sup>II</sup>) core
and bridging 2-(diphenylphosphino)pyridine: electronic structure and electrochemical behavior.
Dalton Transactions, 2020, 49, 10509-10515.

1.6 5

6867 In Silico Investigation for the Design of Redox Based Molecular Switch. Russian Journal of Physical
Chemistry A, 2020, 94, 1422-1426. 0.1 1

6868 Addressing the Structural Complexity of Fluorinated Glucose Analogues: Insight into Lipophilicities
and Solvation Effects. Chemistry - A European Journal, 2020, 26, 13499-13506. 1.7 19

6869
Design, characterization and quantum chemical computations of a novel series of pyrazoles
derivatives with potential anti-proinflammatory response. Arabian Journal of Chemistry, 2020, 13,
6412-6424.

2.3 3

6870 Identification of the loss mechanisms in TiO2 and ZnO solar cells based on blue,
piperidinyl-substituted, mono-anhydride perylene dyes. Electrochimica Acta, 2020, 355, 136638. 2.6 3

6871 Systematic Computational Design and Optimization of Light Absorbing Dyes. Journal of Physical
Chemistry A, 2020, 124, 6380-6388. 1.1 10

6872 Effects of adding cyanovinyl moiety on the photovoltaic DSSCs phosphonic acid based cells. Journal
of Computational Electronics, 2020, 19, 1629-1644. 1.3 8

6873 Electronic Structure Modeling of Metalâ€“Organic Frameworks. Chemical Reviews, 2020, 120, 8641-8715. 23.0 149

6874 An Ultrastable, Small {Ag 7 } 5+ Nanocluster within a Triangular Hollow Polyoxometalate Framework.
Angewandte Chemie, 2020, 132, 16503-16507. 1.6 17



370

Citation Report

# Article IF Citations

6875 Switchable NLO response induced by redox properties of Keggin-type polyoxometalate hybrids
[PX11O39{Sn(p-C6H4I)}]4- (XÂ = Mo, W). Journal of Molecular Structure, 2020, 1217, 128364. 1.8 2

6876
Promising architectures modifying the D-Ï€-A architecture of
2,3-dipentyldithieno[3,2-f:2â€²,3â€²-h]quinoxaline-based dye as efficient sensitizers in dye-sensitized solar
cells: A DFT study. Materials Science in Semiconductor Processing, 2020, 120, 105260.

1.9 20

6877
<i>Ab Initio</i>Approach to Femtosecond Stimulated Raman Spectroscopy: Investigating Vibrational
Modes Probed in Excited-State Relaxation of Quaterthiophenes. Journal of Physical Chemistry A, 2020,
124, 6356-6362.

1.1 1

6878 Time-Dependent Density Functional Theory Investigation of the UVâ€“Vis Spectra of Organonitrogen
Chromophores in Brown Carbon. ACS Earth and Space Chemistry, 2020, 4, 311-320. 1.2 15

6879 Photoinduced Charge Transfer in Push/Pull Systems of Two-Photon Absorption. ACS Omega, 2020, 5,
17275-17286. 1.6 5

6880
Structure functionality relationship of flavonoids (myricetin, morin, taxifolin and) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 547 Td (3â€²,4â€²-dihydroxyflavone). A computational study via the cupric ion probe. Journal of Molecular

Structure, 2020, 1222, 128923.
1.8 3

6881
Assessing the structure and first hyperpolarizability of Li@B<sub>10</sub>H<sub>14</sub> in
solution: a sequential QM/MM study using the ASECâ€“FEG method. Physical Chemistry Chemical Physics,
2020, 22, 17314-17324.

1.3 8

6882 Anisotropic Poisson Effect and Deformationâ€•Induced Fluorescence Change of Elastic
9,10â€•Dibromoanthracene Single Crystals. Angewandte Chemie, 2020, 132, 16329-16335. 1.6 15

6883
Designing spirobifullerene core based threeâ€•dimensional cross shape acceptor materials with
promising photovoltaic properties for <scp>highâ€•efficiency</scp> organic solar cells. International
Journal of Quantum Chemistry, 2020, 120, e26377.

1.0 84

6884 Effect of Ï€-System Extension on the Ionization Energy of the Planar Blatter Radical: Experimental and
Theoretical Studies. Journal of Physical Chemistry A, 2020, 124, 9777-9782. 1.1 4

6885 Self-assembly and spectroscopic fingerprints of photoactive pyrenyl tectons on <i>h</i>BN/Cu(111).
Beilstein Journal of Nanotechnology, 2020, 11, 1470-1483. 1.5 2

6886 CuII-benzotriazole complex activity in the electrocatalysis of oxygen reduction reaction: A
theoretical study. Chemical Physics Letters, 2020, 759, 137982. 1.2 3

6887 Generalizing Double-Hybrid Density Functionals: Impact of Higher-Order Perturbation Terms. Journal
of Chemical Theory and Computation, 2020, 16, 7413-7430. 2.3 12

6888 Enhanced Rigidity Changes Ultraviolet Absorption: Effect of a Merocyanine Binder on G-Quadruplex
Photophysics. Journal of Physical Chemistry Letters, 2020, 11, 10212-10218. 2.1 10

6889 Synthesis, structure, and electrochemical properties of 4,5-diaryl-1,2,3-triphosphaferrocenes and the
first example of multi(phosphaferrocene). Dalton Transactions, 2020, 49, 17252-17262. 1.6 11

6890 Investigating the influence of relativistic effects on absorption spectra for platinum complexes with
light-activated activity against cancer cells. Physical Chemistry Chemical Physics, 2020, 22, 27013-27023. 1.3 6

6891 Amine-functionalized ionic liquids for CO2 capture. Journal of Molecular Modeling, 2020, 26, 345. 0.8 13

6892 Polyaniline emeraldine salt as selective electrochemical sensor for HBr over HCl: a systematic density
functional theory study through oligomer approach. Journal of Molecular Modeling, 2020, 26, 332. 0.8 3



371

Citation Report

# Article IF Citations

6893
Modelling the structural and reactivity landscapes of tucatinib with special reference to its
wavefunction-dependent properties and screening for potential antiviral activity. Journal of
Molecular Modeling, 2020, 26, 341.

0.8 35

6894
Self-Consistent Calculation of the Localized Orbital Scaling Correction for Correct Electron
Densities and Energy-Level Alignments in Density Functional Theory. Journal of Physical Chemistry
Letters, 2020, 11, 10269-10277.

2.1 18

6895 Investigating Light-Induced Processes in Covalent Dye-Catalyst Assemblies for Hydrogen Production.
Catalysts, 2020, 10, 1340. 1.6 8

6896 Modulating Effect of Ligand Charge on the Electronic Properties of 2Niâ€“2S Structures and
Implications for Biological 2Mâ€“2S Sites. Inorganic Chemistry, 2020, 59, 17234-17243. 1.9 0

6897 Exploring the effect of Ï€-spacers on D-D-Ï€-A based triphenylamine dyes for dye sensitized solar cell
applications â€“ Computational approach. AIP Conference Proceedings, 2020, , . 0.3 1

6898 Investigation into molecular properties of pristine corannulene and its analogs with B/N-doping at
hub location. Computational and Theoretical Chemistry, 2020, 1190, 113002. 1.1 5

6899 Quantum Chemical Study Aimed at Modeling Efficient Aza-BODIPY NIR Dyes: Molecular and Electronic
Structure, Absorption, and Emission Spectra. Molecules, 2020, 25, 5361. 1.7 4

6900 Theoretical study of organic sensitizers based on 2, 6-diphenyl-4H-pyranylidene/1, 3, 4-oxadiazole for
dye-sensitized solar cells. Journal of Molecular Modeling, 2020, 26, 346. 0.8 10

6901 Role of hemibonding in the structure and ultraviolet spectroscopy of the aqueous hydroxyl radical.
Physical Chemistry Chemical Physics, 2020, 22, 27829-27844. 1.3 11

6903 The effect of N-heterocyclic carbene units on the absorption spectra of Fe(<scp>ii</scp>) complexes: a
challenge for theory. Physical Chemistry Chemical Physics, 2020, 22, 27605-27616. 1.3 8

6904 Reactivity of arsenoplatin complex versus water and thiocyanate: a DFT benchmark study. Theoretical
Chemistry Accounts, 2020, 139, 1. 0.5 19

6905 Simulation of vibrationally resolved absorption spectra of neutral and cationic polyaromatic
hydrocarbons. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 4

6906 Al3+ regulated competition between TICT and ESIPT of a chemosensor. Journal of Luminescence, 2020,
228, 117657. 1.5 11

6907
Two-Photon Absorbing AIEgens: Influence of Stereoconfiguration on Their Crystallinity and
Spectroscopic Properties and Applications in Bioimaging. ACS Applied Materials &amp; Interfaces, 2020,
12, 55157-55168.

4.0 12

6908 Nonheme ironâ€“thiolate complexes as structural models of sulfoxide synthase active sites. Dalton
Transactions, 2020, 49, 17745-17757. 1.6 5

6909 Impact of Vibrational Modes in the Plasmonic Purcell Effect of Organic Molecules. ACS Photonics,
2020, 7, 3369-3375. 3.2 19

6910 Asymmetry in the Qy Fluorescence and Absorption Spectra of Chlorophyll a Pertaining to Exciton
Dynamics. Frontiers in Chemistry, 2020, 8, 588289. 1.8 5

6911 Electrochemical and Solventâ€•Mediated Visibleâ€•toâ€•Nearâ€•Infrared Spectroscopic Switching of
Benzoselenadiazole Fluorophores. Chemistry - A European Journal, 2020, 26, 17416-17427. 1.7 9



372

Citation Report

# Article IF Citations

6912 Ground and excited state geometrical and optical properties of Au (nÂ =Â 2â€“13) nanoclusters: A
first-principles study. Computational and Theoretical Chemistry, 2020, 1190, 113007. 1.1 4

6913 Theoretical Design of Dithienopicenocarbazole-Based Molecules by Molecular Engineering of
Terminal Units Toward Promising Non-fullerene Acceptors. Frontiers in Chemistry, 2020, 8, 580252. 1.8 7

6915 Charge Transfer Parameters, Correlative Perturbation Potential with Nonâ€•Linear Optical Properties of
Biâ€•Heterocyclic Dyes Having TCF Acceptorâ€• DFT Approach. ChemistrySelect, 2020, 5, 14520-14532. 0.7 5

6916 Intramolecular Energy Transfer in a Series of Star-Shaped Molecules with a Central Porphyrin Core
and Four Oligocarbazole Arms. Journal of Physical Chemistry C, 2020, 124, 27356-27365. 1.5 2

6917 Time-dependent electronic current densities in chiral molecules. Physical Review A, 2020, 102, . 1.0 14

6918 TD-DFT Prediction of the Intermolecular Charge-Transfer UV-Vis Spectra of Viologen Salts in Solution.
Applied Sciences (Switzerland), 2020, 10, 8108. 1.3 3

6919 Development of a New Arylamination Reaction Catalyzed by Polymer Bound 1,3-(Bisbenzimidazolyl)
Benzene Co(II) Complex and Generation of Bioactive Adamanate Amines. Catalysts, 2020, 10, 1315. 1.6 3

6920 Excited-State Dynamics Affected by Switching of a Hydrogen-Bond Network in Hydrated Aminopyrazine
Clusters. Journal of Physical Chemistry A, 2020, 124, 9963-9972. 1.1 4

6921 Laurdan and Di-4-ANEPPDHQ Influence the Properties of Lipid Membranes: A Classical Molecular
Dynamics and Fluorescence Study. Journal of Physical Chemistry B, 2020, 124, 11419-11430. 1.2 20

6922 Removing artifacts in polarizable embedding calculations of one- and two-photon absorption spectra
of fluorescent proteins. Journal of Chemical Physics, 2020, 153, 215102. 1.2 5

6923 Intrastrand Photolesion Formation in Thio-Substituted DNA: A Case Study Including Single-Reference
and Multireference Methods. Journal of Physical Chemistry A, 2020, 124, 10422-10433. 1.1 2

6924 Electronic and Optical Properties of Protonated Triazine Derivatives. Journal of Physical Chemistry C,
2020, 124, 27801-27810. 1.5 5

6925
Conformational potential energy surfaces and cationic structure of 3,4-dihydro-2<i>H</i>-pyran by
VUV-MATI spectroscopy and Franckâ€“Condon fitting. Physical Chemistry Chemical Physics, 2020, 22,
27673-27680.

1.3 3

6926 A Review of Density Functional Models for the Description of Fe(II) Spin-Crossover Complexes.
Molecules, 2020, 25, 5176. 1.7 8

6927 Electronic couplings for photo-induced processes from subsystem time-dependent density-functional
theory: The role of the diabatization. Journal of Chemical Physics, 2020, 153, 184113. 1.2 12

6928 Control of Axial Chirality by Planar Chirality Based on Optically Active [2.2]Paracyclophane.
Chemistry - A European Journal, 2020, 26, 14871-14877. 1.7 22

6929 Synthesis and photoluminescence of three bismuth(<scp>iii</scp>)-organic compounds bearing
heterocyclic N-donor ligands. Dalton Transactions, 2020, 49, 11756-11771. 1.6 13

6930 Thermal and solvatochromic effects on the emission properties of a thienyl-based dansyl derivative.
RSC Advances, 2020, 10, 28484-28491. 1.7 9



373

Citation Report

# Article IF Citations

6931 Excitonic coupling effect on the circular dichroism spectrum of sodium-pumping rhodopsin KR2.
Journal of Chemical Physics, 2020, 153, 045101. 1.2 7

6932 Time-dependent density functional theory study of the X-ray emission spectroscopy of amino acids and
proteins. Chemical Physics Letters, 2020, 757, 137860. 1.2 7

6933
Theoretical insights on type I/II photoreactions of potential Zn(II) polypyridyl photosensitizers for
two-photon photodynamic therapy. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2020, 242, 118771.

2.0 3

6934 Optical physics on chiral brominated azapirones: Bromophilone A and B. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2020, 242, 118780. 2.0 5

6935 Machine Learning for Absorption Cross Sections. Journal of Physical Chemistry A, 2020, 124, 7199-7210. 1.1 50

6936 Excited State Molecular Dynamics of Photoinduced Proton-Coupled Electron Transfer in
Anthraceneâ€“Phenolâ€“Pyridine Triads. Journal of Physical Chemistry Letters, 2020, 11, 7109-7115. 2.1 6

6937 Natural Polyketides Isolated from the Endophytic Fungus Phomopsis sp. CAM212 with a Semisynthetic
Derivative Downregulating the ERK/IÎºBÎ± Signaling Pathways. Planta Medica, 2020, 86, 1032-1042. 0.7 4

6938 Understanding real-time time-dependent density-functional theory simulations of ultrafast
laser-induced dynamics in organic molecules. Journal of Chemical Physics, 2020, 153, 054106. 1.2 25

6939
The effect of cyano-containing acceptor moieties on the photoisomerisation mechanisms and UV/vis
spectra of azochromophores with switchable nonlinear optical activity. Molecular Physics, 2020, 118,
e1800851.

0.8 3

6940
A CAM-B3LYP DFT Investigation of Atenolol Adsorption on the Surface of Boron Nitride and Carbon
Nanotubes and Effect of Surface Carboxylic Groups. Russian Journal of Physical Chemistry A, 2020, 94,
1678-1693.

0.1 1

6941
Optoelectronic properties of diathiafulvalene-functionalized diketopyrrolopyrroleâ€“fullerene
molecular dyad. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 242,
118767.

2.0 3

6942 Directly linked metalloporphyrins: a quest for bio-inspired materials. Materials Advances, 2020, 1,
1895-1908. 2.6 4

6943 CPL Spectra of Camphor Derivatives in Solution by an Integrated QM/MD Approach. Frontiers in
Chemistry, 2020, 8, 584. 1.8 8

6944
Molecular engineering of Aâ€“Dâ€“Câ€“Dâ€“A configured small molecular acceptors (SMAs) with promising
photovoltaic properties for high-efficiency fullerene-free organic solar cells. Optical and Quantum
Electronics, 2020, 52, 1.

1.5 96

6945
Important role of the position of a functional group in isomers for photophysical and antibacterial
properties: a case study with naphthalenemaleonitrile positional isomers. New Journal of Chemistry,
2020, 44, 14116-14128.

1.4 5

6946 A new ionone derivative from <i>Lycium intricatum</i> Boiss. (Solanaceae). Natural Product Research,
2022, 36, 687-694. 1.0 3

6947 Optical properties of kalihinol derivatives in TPA, ECD and ROA. Chemical Physics Letters, 2020, 755,
137796. 1.2 3

6948
Dependence of the chlorophyll wavelength on the orientation of a charged group: Why does the
accessory chlorophyll have a low site energy in photosystem II?. Journal of Photochemistry and
Photobiology A: Chemistry, 2020, 402, 112799.

2.0 24



374

Citation Report

# Article IF Citations

6949 Structural characterization, electronic properties, and anxiolytic-like effect in adult zebrafish
(Danio rerio) of cinnamaldehyde chalcone. Journal of Molecular Structure, 2020, 1222, 128954. 1.8 15

6950 Properties of gaseous <i>closo</i>-[B<sub>6</sub>X<sub>6</sub>]<sup>2âˆ’</sup> dianions (X = Cl, Br,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 702 Td (I). Physical Chemistry Chemical Physics, 2020, 22, 17713-17724.1.3 12

6951
Spectroscopic, electrochemical and photophysical properties of the novel complex
tetracyano-1,10-phenanthroline-5,6-dione-ruthenate(II) and its application as a sensitizer in solar cells.
Inorganica Chimica Acta, 2020, 512, 119903.

1.2 0

6952 Ultrafast Dynamics of the Two Lowest Bright Excited States of Cytosine and 1-Methylcytosine: A
Quantum Dynamical Study. Journal of Chemical Theory and Computation, 2020, 16, 5792-5808. 2.3 34

6953
Validation of Local Hybrid Functionals for Excited States: Structures, Fluorescence,
Phosphorescence, and Vibronic Spectra. Journal of Chemical Theory and Computation, 2020, 16,
5821-5834.

2.3 21

6954 Noncommutative Switching of Double Spiropyrans. Journal of Physical Chemistry A, 2020, 124,
6458-6467. 1.1 6

6955 High Triplet Energy Host Materials for Blue TADF OLEDsâ€”A Tool Box Approach. Frontiers in Chemistry,
2020, 8, 657. 1.8 18

6956 Synthesis and Characterization of New Organic Dyes Containing the Indigo Core. Molecules, 2020, 25,
3377. 1.7 11

6957 Can CHARMM36 atomic charges described correctly the interaction between amino acid and water
molecules by molecular dynamics simulations?. Journal of Molecular Liquids, 2020, 317, 113919. 2.3 18

6958 Nonlinear spectroscopy in the condensed phase: The role of Duschinsky rotations and third order
cumulant contributions. Journal of Chemical Physics, 2020, 153, 044127. 1.2 22

6959 <i>Ab Initio</i> Evaluation of Complexation Energies for Cyclodextrin-Drug Inclusion Complexes. ACS
Omega, 2020, 5, 19371-19376. 1.6 12

6960 Triple-bridged helical binuclear copper(<scp>i</scp>) complexes: Head-to-head and head-to-tail
isomerism and the solid-state luminescence. Dalton Transactions, 2020, 49, 11997-12008. 1.6 11

6961
Experimental and theoretical investigations on electronic structure of
5-(hydroxymethyl)-2-furaldehyde: An antisickling agent identified from terminalia bellirica. Chemical
Data Collections, 2020, 29, 100498.

1.1 13

6962 Fluorescent Benzoselenadiazoles: Synthesis, Characterization, and Quantification of Intracellular
Lipid Droplets and Multicellular Model Staining. Journal of Organic Chemistry, 2020, 85, 10561-10573. 1.7 9

6963 Polymorphism in a Ï€ stacked Blatter radical: structures and magnetic properties of
3-(phenyl)-1-(pyrid-2-yl)-1,4-dihydrobenzo[<i>e</i>][1,2,4]triazin-4-yl. CrystEngComm, 2020, 22, 5453-5463. 1.3 10

6964 Dopantâ€•Free and Greenâ€•Solventâ€•Processable Holeâ€•Transporting Materials for Highly Efficient Inverted
Planar Perovskite Solar Cells. Solar Rrl, 2020, 4, 2000327. 3.1 16

6965 A naphthalene-based colorimetric and fluorometric dual-channel chemodosimeter for sensing
cyanide in a wide pH range. Dyes and Pigments, 2020, 183, 108724. 2.0 34

6966 A DFT study of influence of dichloromethane solvent and electric field on light absorption and
electronic properties of two Quinoxaline-based solar cells. Optik, 2020, 219, 165030. 1.4 5



375

Citation Report

# Article IF Citations

6967 Prediction of key photoelectric parameters at the interface of new subAPPC/C60 organic solar cell.
Materials Chemistry and Physics, 2020, 255, 123616. 2.0 3

6968 Novel axial substituted subphthalocyanine and its TiO2 photocatalyst for degradation of organic
water pollutant under visible light. Optical Materials, 2020, 109, 110202. 1.7 27

6969
An Excited State Intramolecular Proton Transfer-Based Fluorescent Probe with a Large Stokes Shift
for the Turn-on Detection of Cysteine: A Detailed Theoretical Exploration. ACS Omega, 2020, 5,
19695-19701.

1.6 16

6970 as-Indaceno[3,2,1,8,7,6-ghijklm]terrylene as a near-infrared absorbing C70-fragment. Nature
Communications, 2020, 11, 3873. 5.8 26

6971 Point-to-Axial Chirality Transmission: A Highly Sensitive Triaryl Chirality Probe for Stereochemical
Assignments of Amines. Journal of Organic Chemistry, 2020, 85, 10413-10431. 1.7 3

6972 Synthesis, photophysical and electrochemical properties of novel and highly fluorescent
difluoroboron flavanone Î²-diketonate complexes. New Journal of Chemistry, 2020, 44, 14615-14631. 1.4 4

6973 Observing dynamic molecular changes at single-molecule level in a cucurbituril based plasmonic
molecular junction. Nanoscale, 2020, 12, 17103-17112. 2.8 16

6974
Remarkably enhanced first hyperpolarizability and nonlinear refractive index of novel
graphdiyne-based materials for promising optoelectronic applications: A first-principles study. Applied
Surface Science, 2020, 512, 145544.

3.1 38

6975 Individual control of singlet lifetime and triplet yield in halogen-substituted coumarin derivatives.
RSC Advances, 2020, 10, 27096-27102. 1.7 6

6976 Influence of the second layer on geometry and spectral properties of doped two-dimensional
hexagonal boron nitride. Journal of Molecular Modeling, 2020, 26, 216. 0.8 4

6977 A6H polypeptide membranes: Molecular dynamics simulation, GIAO-DFT-NMR and TD-DFT spectroscopy
analysis. Journal of Molecular Liquids, 2020, 316, 113850. 2.3 19

6978 Multiscale Modeling of Two-Photon Probes for Parkinsonâ€™s Diagnostics Based on Monoamine Oxidase
B Biomarker. Journal of Chemical Information and Modeling, 2020, 60, 3854-3863. 2.5 7

6979 Role of Substituents at 3â€•position of Thienylethynyl Spacer on Electronic Properties in Diruthenium(II)
Organometallic Wireâ€•like Complexes. Chemistry - an Asian Journal, 2020, 15, 3304-3313. 1.7 4

6980
Tuning the Properties of Benzothiadiazole Dyes for Efficient Visible Light-Driven Photocatalytic
H<sub>2</sub> Production under Different Conditions. ACS Applied Energy Materials, 2020, 3,
8912-8928.

2.5 20

6981 Visible Light Electromagnetic Interaction of PM567 Chiral Dye for Asymmetric Photocatalysis, a
First-Principles Investigation. Catalysts, 2020, 10, 882. 1.6 1

6982
Sensing Mechanism of a Fluorescent Probe for Cysteine: Photoinduced Electron Transfer and
Invalidity of Excited-State Intramolecular Proton Transfer. Journal of Physical Chemistry A, 2020, 124,
6920-6927.

1.1 34

6983 Optical properties of 3-substituted indoles. RSC Advances, 2020, 10, 28213-28224. 1.7 17

6984 Ultra-High Stokes Shift in Polycyclic Chromeno[2,3-<i>b</i>]Indoles. Polycyclic Aromatic Compounds,
2022, 42, 1710-1727. 1.4 3



376

Citation Report

# Article IF Citations

6985 DFT and TD-DFT study of novel triphenylamine based organic dyes for dye-sensitized solar cells. , 2020,
, . 1

6986 The Carbazole Compounds Endowed with Phosphonic Anchoring Group for Sensitizer in
Dye-Sensitized Solar Cells. IOP Conference Series: Materials Science and Engineering, 2020, 833, 012019. 0.3 1

6987
Sensing mechanism elucidation of a chemosensor based on a <scp>metalâ€•organic</scp> framework
selective to explosive aromatic compounds. International Journal of Quantum Chemistry, 2020, 120,
e26404.

1.0 14

6988
Cation Radicals of Hachimoji Nucleobases. Canonical Purine and Noncanonical Pyrimidine Forms
Generated in the Gas Phase and Characterized by UVâ€“Vis Photodissociation Action Spectroscopy.
Journal of Physical Chemistry A, 2020, 124, 7101-7112.

1.1 11

6989 Mechanistic Insight into pH-Dependent Luminol Chemiluminescence in Aqueous Solution. Journal of
Physical Chemistry B, 2020, 124, 7682-7693. 1.2 24

6990 Excimer Intermediates en Route to Long-Lived Charge-Transfer States in Single-Stranded Adenine DNA
as Revealed by Nonadiabatic Dynamics. Journal of Physical Chemistry Letters, 2020, 11, 7483-7488. 2.1 21

6991 Brown Carbon Formation Potential of the Biacetylâ€“Ammonium Sulfate Reaction System. ACS Earth and
Space Chemistry, 2020, 4, 1104-1113. 1.2 9

6992 Computational studies into urea formation in the interstellar medium. Monthly Notices of the Royal
Astronomical Society, 2020, 497, 5413-5420. 1.6 7

6993
Crystallization Induced Enhanced Emission in Two New Zn(II) and Cd(II) Supramolecular Coordination
Complexes with the 1-(3,4-Dimethylphenyl)-5-Methyl-1H-1,2,3-Triazole-4-Carboxylate Ligand. Polymers,
2020, 12, 1756.

2.0 7

6994 Electronic Structure and Nonadiabatic Dynamics of Atomic Silver Nanowireâ€“N<sub>2</sub> Systems.
Journal of Physical Chemistry C, 2020, 124, 20834-20845. 1.5 15

6995
Unravelling the photophysics of triphenylamine and diphenylamine dyes: a comprehensive
investigation with ortho-, meta- and para-amido substituted derivatives. New Journal of Chemistry,
2020, 44, 19061-19075.

1.4 1

6996 Membrane organization and intracellular transport of a fluorescent analogue of
27-hydroxycholesterol. Chemistry and Physics of Lipids, 2020, 233, 105004. 1.5 8

6997 Wrapping and unwrapping an indicaxanthin molecule: A computational approach. Computational and
Theoretical Chemistry, 2020, 1191, 113028. 1.1 1

6998 Photoinduced charge transfer in Zn(II) and Au(III)-ligated symmetric and asymmetric bacteriochlorin
dyads: A computational study. Journal of Chemical Physics, 2020, 153, 134111. 1.2 13

6999 Synthesis and HPLC-ECD Study of Cytostatic Condensed O,N-Heterocycles Obtained from
3-Aminoflavanones. Biomolecules, 2020, 10, 1462. 1.8 2

7000
Rhodium(III)â€•Catalyzed Annulation of 2â€•Arylimidazo[1,2â€•<i>a</i>]pyridines with Maleimides: Synthesis of
1<i>H</i>â€•Benzo[<i>e</i>]pyrido[1â€²,2â€²:1,2]imidazo[4,5â€•<i>g</i>]isoindoleâ€•1,3(2<i>H</i>)â€•Diones and their
Photophysical Studies. Advanced Synthesis and Catalysis, 2020, 362, 5751-5764.

2.1 24

7001
Photodissociation Dynamics of <scp>CF<sub>2</sub>I<sub>2</sub></scp> in
<scp>CCl<sub>4</sub></scp> Solution Probed by Femtosecond Infrared Spectroscopy. Bulletin of the
Korean Chemical Society, 2020, 41, 966-968.

1.0 4

7002 Towards understanding the interaction of (S)-thalidomide with nucleobases. Archives of
Biochemistry and Biophysics, 2020, 693, 108566. 1.4 1



377

Citation Report

# Article IF Citations

7003 High-resolution vacuum ultraviolet absorption spectra of 2,3- and 2,5-dihydrofuran. Journal of
Chemical Physics, 2020, 153, 134303. 1.2 1

7004 Exploring ground and low-lying excited states for diquat, paraquat, and dipyridyl isomers. Journal of
Photochemistry and Photobiology A: Chemistry, 2020, 402, 112817. 2.0 9

7005 Passivating Nucleobases Bring Charge Transfer Character to Optically Active Transitions in Small
Silver Nanoclusters. Journal of Physical Chemistry A, 2020, 124, 8931-8942. 1.1 3

7006
Photochemical and photophysical properties of cis-stilbene molecule by electronic structure
calculations and nonadiabatic surface-hopping dynamics simulations. Chemical Physics, 2020, 539,
110957.

0.9 7

7007 Structure and anticancer activity of Cu(II) complexes with (bromophenyl)thiourea moiety attached to
the polycyclic imide. Journal of Inorganic Biochemistry, 2020, 212, 111234. 1.5 9

7008
Modeling Excited-State Proton Transfer to Solvent: A Dynamics Study of a Super Photoacid with a
Hybrid Implicit/Explicit Solvent Model. Journal of Chemical Theory and Computation, 2020, 16,
7033-7043.

2.3 26

7009
Computational Characterization of Novel Malononitrile Variants of Laurdan with Improved
Photophysical Properties for Sensing in Membranes. Journal of Physical Chemistry B, 2020, 124,
9526-9534.

1.2 2

7010 Surface-Enhanced Raman Spectroscopy of Organic Molecules and Living Cells with Gold-Plated Black
Silicon. ACS Applied Materials &amp; Interfaces, 2020, 12, 50971-50984. 4.0 14

7011 Models and corrections: Range separation for electronic interactionâ€”Lessons from density
functional theory. Journal of Chemical Physics, 2020, 153, 160901. 1.2 12

7012
Understanding reactivity of a triazole derivative and its interaction with graphene and
doped/undoped-coroneneâ€”a DFT study. Journal of Biomolecular Structure and Dynamics, 2022, 40,
2316-2326.

2.0 10

7013 TD-DFT and CC2 insights into the dual-emissive behaviour of 2-(2â€²-hydroxyphenyl)oxazoles core and
their derivatives. Physical Chemistry Chemical Physics, 2020, 22, 25066-25074. 1.3 10

7014
Probing the supramolecular features<i>via</i>Ï€â€“Ï€ interaction of a
di-iminopyrene-di-benzo-18-crown-6-ether compound: experimental and theoretical study. RSC
Advances, 2020, 10, 38304-38315.

1.7 5

7015 Explicitly correlated coupled cluster method for accurate treatment of open-shell molecules with
hundreds of atoms. Journal of Chemical Physics, 2020, 153, 094105. 1.2 22

7016
Replacing aromatic Ï€-system with cycloalkyl in triphenylamine dyes to impact intramolecular charge
transfer in dyes pertaining to dye-sensitized solar cells application. Journal of Photochemistry and
Photobiology A: Chemistry, 2020, 403, 112862.

2.0 18

7017
Accounting for Vibronic Features through a Mixed Quantum-Classical Scheme: Structure, Dynamics,
and Absorption Spectra of a Perylene Diimide Dye in Solution. Journal of Chemical Theory and
Computation, 2020, 16, 7061-7077.

2.3 17

7018
ESPâ€“ALIE Analysis as a Theoretical Tool for Identifying the Coordination Atoms of Possible Multisite
Extractants: Validation and Prediction. ACS Sustainable Chemistry and Engineering, 2020, 8,
14353-14364.

3.2 7

7019 Rotational spectra and molecular structures of ethylanilines. Chinese Journal of Chemical Physics,
2020, 33, 119-124. 0.6 2

7020 Magnetic circular dichroism spectra from resonant and damped coupled cluster response theory.
Journal of Chemical Physics, 2020, 153, 114105. 1.2 10



378

Citation Report

# Article IF Citations

7021 Photoinduced degradation of indigo carmine: insights from a computational investigation. Journal of
Molecular Modeling, 2020, 26, 309. 0.8 13

7022 Rational designing an azo colorimetric sensor with high selectivity and sensitivity for uranium
environmental monitoring. Analytica Chimica Acta, 2020, 1140, 153-167. 2.6 14

7023 Fused polycyclic compounds: Synthesize, enhancing TPA cross-section by modifying torsional multiple
ring. Optical Materials, 2020, 110, 110417. 1.7 2

7024 GridMol2 .0: Implementation and application of linearâ€•scale quantum mechanics methods and
molecular visualization. International Journal of Quantum Chemistry, 2020, 120, e26402. 1.0 4

7025
Theoretical Evaluation of DNA Genotoxicity of Graphene Quantum Dots: A Combination of Density
Functional Theory and Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2020, 124,
9335-9342.

1.2 26

7026 Adsorption mechanism of toxic heavy metal ions on oxygen-passivated nanopores in graphene
nanoflakes. Journal of Materials Science, 2020, 55, 15826-15844. 1.7 11

7027 Elucidating the Magnitude of Internal Reorganization Energy of Molecular Excited States from the
Perspective of Transition Density. Journal of Physical Chemistry A, 2020, 124, 7644-7657. 1.1 9

7028
The absorption and fluorescence spectra of 4-(3-methoxybenzylidene)-2-methyl-oxazalone interpreted
by Franckâ€“Condon simulation in various pH solvent environments. Physical Chemistry Chemical
Physics, 2020, 22, 17559-17566.

1.3 9

7029
From Pyridine Adduct of Borabenzene to (In)finite Graphene Architectures Functionalized with N â†’ B
Dative Bonds. Prototype Systems of Strong One- and Two-Photon Quantum Transitions Triggering
Large Nonlinear Optical Responses. Journal of Physical Chemistry C, 2020, 124, 21063-21074.

1.5 9

7030 Triangulenium dyes: the comprehensive photo-absorption and emission story of a versatile family of
chromophores. Physical Chemistry Chemical Physics, 2020, 22, 20673-20684. 1.3 5

7031 An Extended Benchmark of Density Functionals for Calculating the Standard Reduction Potentials of
Vanadium Compounds. Russian Journal of Physical Chemistry A, 2020, 94, 1616-1622. 0.1 2

7032 Intrinsic electronic spectra of cryogenically prepared protoporphyrin IX ions <i>in vacuo</i> â€“
deprotonation-induced Stark shifts. Physical Chemistry Chemical Physics, 2020, 22, 20295-20302. 1.3 6

7033
Luminescence behaviour of Au(<scp>i</scp>)â€“Cu(<scp>i</scp>) heterobimetallic coordination
polymers based on alkynyl-tris(2-pyridyl)phosphine Au(<scp>i</scp>) complexes. Dalton Transactions,
2020, 49, 13430-13439.

1.6 15

7034 Mechanistic Insights Into the Anticancer Properties of the Auranofin Analog Au(PEt3)I: A Theoretical
and Experimental Study. Frontiers in Chemistry, 2020, 8, 812. 1.8 31

7035 Influence of back donation effects on the structure of ZnO nanoclusters. Journal of Computational
Chemistry, 2020, 41, 2583-2590. 1.5 3

7036 Modeling Photonastic Materials: A First Computational Study. Journal of Chemical Theory and
Computation, 2020, 16, 7017-7032. 2.3 3

7037 What is the Optimal Size of the Quantum Region in Embedding Calculations of Two-Photon Absorption
Spectra of Fluorescent Proteins?. Journal of Chemical Theory and Computation, 2020, 16, 6439-6455. 2.3 6

7038 Charge-Transfer Excitation Energies Expressed as Orbital Energies of Kohnâ€“Sham Density Functional
Theory with Long-Range Corrected Functionals. Journal of Physical Chemistry A, 2020, 124, 8079-8087. 1.1 14



379

Citation Report

# Article IF Citations

7039 Solid-State Effect Induced Thermally Activated Delayed Fluorescence with Tunable Emission: A
Multiscale Study. Journal of Physical Chemistry A, 2020, 124, 8540-8550. 1.1 18

7040 Accurate Computation of the Absorption Spectrum of Chlorophyll <i>a</i> with Pair Natural Orbital
Coupled Cluster Methods. Journal of Physical Chemistry B, 2020, 124, 8761-8771. 1.2 65

7041 Molecular excitations from meta-generalized gradient approximations in the Kohnâ€“Sham scheme.
Journal of Chemical Physics, 2020, 153, 114106. 1.2 6

7042 Virtual Screening of Marine Natural Compounds by Means of Chemoinformatics and CDFT-Based
Computational Peptidology. Marine Drugs, 2020, 18, 478. 2.2 32

7043 Hydrogen Dissociation Dynamics from Water Clusters on Triplet-State Energy Surfaces. Journal of
Physical Chemistry A, 2020, 124, 8421-8428. 1.1 7

7044 Convergence of Defect Energetics Calculations. Journal of Physical Chemistry C, 2020, 124, 21178-21183. 1.5 12

7045
Accuracy of intermolecular interaction energies, particularly those of hetero-atom containing
molecules obtained by DFT calculations with Grimme's D2, D3 and D3BJ dispersion corrections.
Physical Chemistry Chemical Physics, 2020, 22, 22508-22519.

1.3 68

7046 Conceptual DFT-Based Computational Peptidology of Marine Natural Compounds: Discodermins Aâ€“H.
Molecules, 2020, 25, 4158. 1.7 30

7047 Optical gap and fundamental gap of oligoynes and carbyne. Nature Communications, 2020, 11, 4797. 5.8 28

7048 Synthesis and comparative studies of K-region functionalized pyrene derivatives. New Journal of
Chemistry, 2020, 44, 16786-16794. 1.4 6

7049 Tetraaryl Cyclopentadienones: Experimental and Theoretical Insights into Negative Solvatochromism
and Electrochemistry. European Journal of Organic Chemistry, 2020, 2020, 6555-6562. 1.2 3

7050 Application of an inverse-design method for designing new branched thiophene oligomers for
bulk-heterojunction solar cells. Computational Condensed Matter, 2020, 25, e00503. 0.9 0

7051 Through bond energy transfer (TBET)-operated fluoride ion sensing <i>via</i> spirolactam ring
opening of a coumarinâ€“fluorescein bichromophoric dyad. RSC Advances, 2020, 10, 28422-28430. 1.7 3

7052 Synthesis, Absolute Configuration, Antibacterial, and Antifungal Activities of Novel Benzofuryl
Î²-Amino Alcohols. Materials, 2020, 13, 4080. 1.3 4

7053 Exchange Interactions Drive Supramolecular Chiral Induction in Polyaniline. Small Methods, 2020, 4,
2000617. 4.6 9

7054 Time-Resolved Photoionisation Studies of Polyatomic Molecules. Springer Theses, 2020, , . 0.0 0

7055 Evaluation of Local Hybrid Functionals for Electric Properties: Dipole Moments and Static and
Dynamic Polarizabilities. Journal of Physical Chemistry A, 2020, 124, 8346-8358. 1.1 15

7056 Edge effects on optically detected magnetic resonance of vacancy defects in hexagonal boron nitride.
Communications Physics, 2020, 3, . 2.0 28



380

Citation Report

# Article IF Citations

7057
Tuning the UV spectrum of PAHs by means of different N-doping types taking pyrene as paradigmatic
example: categorization<i>via</i>valence bond theory and high-level computational approaches.
Physical Chemistry Chemical Physics, 2020, 22, 22003-22015.

1.3 10

7058
DFT studies of two-electron oxidation, photochemistry, and radical transfer between metal centres in
the formation of platinum(<scp>iv</scp>) and palladium(<scp>iv</scp>) selenolates from
diphenyldiselenide and metal(<scp>ii</scp>) reactants. Dalton Transactions, 2020, 49, 13566-13572.

1.6 1

7059 Photoinduced charge transfer in quasi-one-dimensional polymers in two-photon absorption. RSC
Advances, 2020, 10, 33288-33298. 1.7 3

7060 Theoretical Investigation of the Circularly Polarized Luminescence of a Chiral Boron Dipyrromethene
(BODIPY) Dye. Frontiers in Chemistry, 2020, 8, 801. 1.8 10

7061 Low Amplified Spontaneous Emission and Lasing Thresholds from Hybrids of Fluorenes and
Vinylphenylcarbazole. Advanced Optical Materials, 2020, 8, 2000784. 3.6 14

7062 Theoretical Study of the Anisotropy Spectra of the Valine Zwitterion and Glyceraldehyde. Journal of
Physical Chemistry A, 2020, 124, 6824-6833. 1.1 1

7063 Sigmoidally hydrochromic molecular porous crystal with rotatable dendrons. Communications
Chemistry, 2020, 3, . 2.0 14

7064 Theoretical design of an ultrafast supramolecular rotor composed of carbon nano-rings. Chemical
Communications, 2020, 56, 11835-11838. 2.2 30

7065 Open-shell donorâ€“Ï€â€“acceptor conjugated metal-free dyes for dye-sensitized solar cells. Molecular
Systems Design and Engineering, 2020, 5, 1477-1490. 1.7 9

7066 Deriving the vibronic coupling constants of the cyclopentadienyl radical with density functional
theory and G0W0. Journal of Chemical Physics, 2020, 153, 064303. 1.2 2

7067 Machine learning Frenkel Hamiltonian parameters to accelerate simulations of exciton dynamics.
Journal of Chemical Physics, 2020, 153, 074111. 1.2 20

7068 Insight and performance of LCâ€•DFT vs DFT in the NMR shielding and chemical shift calculations: Case of
CHClï£¾CHï£¿CF3. International Journal of Quantum Chemistry, 2020, 120, e26408. 1.0 1

7069 A novel AB<sub>3</sub>-type trimeric zinc(<scp>ii</scp>)-phthalocyanine as an electrochromic and
optical limiting material. Dalton Transactions, 2020, 49, 14068-14080. 1.6 9

7070 Naphthalene imides as novel p-type sensitizers for NiO-based p-type dye-sensitized solar cells. New
Journal of Chemistry, 2020, 44, 15526-15537. 1.4 6

7071
Assessing the Tammâ€“Dancoff approximation, singletâ€“singlet, and singletâ€“triplet excitations with the
latest long-range corrected double-hybrid density functionals. Journal of Chemical Physics, 2020, 153,
064106.

1.2 54

7072 Spectroscopic evidence for direct flavin-flavin contact in a bifurcating electron transfer
flavoprotein. Journal of Biological Chemistry, 2020, 295, 12618-12634. 1.6 8

7073 Fluorination Position: A Study of the Optoelectronic Properties of Two Regioisomers Using
Spectroscopic and Computational Techniques. Journal of Physical Chemistry A, 2020, 124, 7685-7691. 1.1 2

7074 Nonadiabatic Exciton and Charge Separation Dynamics at Interfaces of Zinc Phthalocyanine and
Fullerene: Orientation Does Matter. Journal of Physical Chemistry A, 2020, 124, 7388-7398. 1.1 18



381

Citation Report

# Article IF Citations

7075 One- and two-photon solvatochromism of the fluorescent dye Nile Red and its CF3, F and
Br-substituted analogues. Photochemical and Photobiological Sciences, 2020, 19, 1382-1391. 1.6 15

7076
The Accumulated Effect of the Number of Ethylene Oxide Units and/or Carbon Chain Length in
Surfactants Structure on the Nano-Micellar Extraction of Flavonoids. Journal of Functional
Biomaterials, 2020, 11, 57.

1.8 9

7077 Annihilation Dynamics of Molecular Excitons Measured at a Single Perturbative Excitation Energy.
Journal of Physical Chemistry Letters, 2020, 11, 7776-7781. 2.1 17

7078
Triplet Exciton Transfers and Tripletâ€“Triplet Annihilation in Anthracene Derivatives via Direct versus
Superexchange Pathways Governed by Molecular Packing. Journal of Physical Chemistry A, 2020, 124,
7943-7949.

1.1 7

7079 Guest-induced supramolecular chirality transfer in [2]pseudorotaxanes: experimental and
computational study. Organic and Biomolecular Chemistry, 2020, 18, 7649-7655. 1.5 7

7080 ESIPT-Related Origin of Dual Fluorescence in the Selected Model 1,3,4-Thiadiazole Derivatives.
Molecules, 2020, 25, 4168. 1.7 23

7081 Dye Stabilization and Wavelength Tunability in Lasing Fibers Based on DNA. Advanced Optical
Materials, 2020, 8, 2001039. 3.6 11

7082 Modulating Excited Charge-Transfer States of G-Quartet Self-Assemblies by Earth Alkaline Cations and
Hydration. Journal of Physical Chemistry A, 2020, 124, 8101-8111. 1.1 4

7083 From Isolated Porphyrin Ligands to Periodic Al-PMOF: A Comparative Study of the Optical Properties
Using DFT/TDDFT. Journal of Physical Chemistry C, 2020, 124, 21751-21760. 1.5 11

7084 In Silico Modeling of New â€œY-Seriesâ€•-Based Near-Infrared Sensitive Non-Fullerene Acceptors for
Efficient Organic Solar Cells. ACS Omega, 2020, 5, 24125-24137. 1.6 103

7085
Direct Identification of Mixed-Metal Centers in Metalâ€“Organic Frameworks:
Cu<sub>3</sub>(BTC)<sub>2</sub> Transmetalated with Rh<sup>2+</sup> Ions. Journal of Physical
Chemistry Letters, 2020, 11, 8138-8144.

2.1 16

7086 Towards developing efficient metalloporphyrin-based hybrid photocatalysts for CO2reduction; anab
initiostudy. Physical Chemistry Chemical Physics, 2020, 22, 23128-23140. 1.3 5

7087 Magnetic Circular Dichroism of <i>meso</i>-Phenyl-Substituted Pd-Octaethylporphyrins. Journal of
Physical Chemistry A, 2020, 124, 8144-8158. 1.1 6

7088 Conformer-Specific Photodissociation Dynamics of CF<sub>2</sub>ICF<sub>2</sub>I in Solution
Probed by Time-Resolved Infrared Spectroscopy. Journal of Physical Chemistry B, 2020, 124, 8640-8650. 1.2 8

7089 Designing Star-Shaped Subphthalocyanine-Based Acceptor Materials with Promising Photovoltaic
Parameters for Non-fullerene Solar Cells. ACS Omega, 2020, 5, 23039-23052. 1.6 61

7090 Comparative study on sensing abilities of polyaniline and graphene polyaniline composite sensors
toward methylamine and ammonia. Polymers for Advanced Technologies, 2020, 31, 3351-3360. 1.6 10

7091 Rapid Prediction of Ultravioletâ€“Visible Spectra from Conventional (Non-Time-Dependent) Density
Functional Theory Calculations. Journal of Physical Chemistry Letters, 2020, 11, 7882-7885. 2.1 11

7092
Electron count and electronic structure of bare icosahedral Au<sub>32</sub>and
Au<sub>33</sub>ionic nanoclusters and ligated derivatives. Stable models with intermediate
superatomic shell fillings. Physical Chemistry Chemical Physics, 2020, 22, 20751-20757.

1.3 5



382

Citation Report

# Article IF Citations

7093 All-metal Baird aromaticity. Chemical Communications, 2020, 56, 12522-12525. 2.2 25

7094 Designing of near-infrared sensitive asymmetric small molecular donors for high-efficiency organic
solar cells. Journal of Theoretical and Computational Chemistry, 2020, 19, 2050034. 1.8 67

7095 Lasing Operation under Longâ€•Pulse Excitation in Solutionâ€•Processed Organic Gain Medium: Toward CW
Lasing in Organic Semiconductors. Advanced Optical Materials, 2020, 8, 2001234. 3.6 23

7096 TDDFT-ECD and DFT-NMR studies of thaigranatins Aâ€“E and granatumin L isolated from Xylocarpus
granatum. RSC Advances, 2020, 10, 32216-32224. 1.7 5

7097 Theoretical analysis of the influence of Câ€“H$$cdots $$O bonds on the NMR constants of uracil in
DMSO. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 5

7098 Multiconfigurational Calculations and Nonadiabatic Molecular Dynamics Explain Tricyclooctadiene
Photochemical Chemoselectivity. Journal of Physical Chemistry A, 2020, 124, 7623-7632. 1.1 8

7099 Photo-mediated selective deconstructive geminal dihalogenation of trisubstituted alkenes. Nature
Communications, 2020, 11, 4462. 5.8 20

7100
Electron Transfer in a Li<sup>+</sup>-Doped Zn-Porphyrinâ€“[10]CPPâŠƒFullerene Junction and
Charge-Separated Bands with Opposite Response to Polar Environments. Journal of Physical Chemistry
B, 2020, 124, 9095-9102.

1.2 16

7101
1,2,3-Triazolyl functionalized thiophene, carbazole and fluorene based A-<i>alt</i>-B type Ï€-conjugated
copolymers for the sensitive and selective detection of aqueous and vapor phase nitroaromatics
(NACs). Journal of Materials Chemistry C, 2020, 8, 14469-14480.

2.7 15

7102
The vacuum ultraviolet spectrum of cyclohepta-1, 3, 5-triene: Analysis of the singlet and triplet excited
states by <i>ab initio</i> and density functional methods. Journal of Chemical Physics, 2020, 153,
054301.

1.2 5

7103 Impact of low-cost methods in the description of excimer and exciplex formation: pyreneâ€“pyrene and
pyreneâ€“naphthalene case studies. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 9

7104
Limits of the Nuclear Ensemble Method for Electronic Spectra Simulations: Temperature Dependence
of the (<i>E</i>)-Azobenzene Spectrum. Journal of Chemical Theory and Computation, 2020, 16,
6428-6438.

2.3 29

7105
Theoretical exploration of the photophysical properties of two-component
Ru<sup>II</sup>â€“porphyrin dyes as promising assemblies for a combined antitumor effect. Dalton
Transactions, 2020, 49, 12653-12661.

1.6 10

7106 Gaussian Applications in Organic Structured Electronic Systems. , 2020, , . 0

7107
A TDDFT investigation of the Photosystem II reaction center: Insights into the precursors to charge
separation. Proceedings of the National Academy of Sciences of the United States of America, 2020, 117,
19705-19712.

3.3 9

7108
Infrared Spectra of Monohydrogenated Aniline, <i>ortho</i>- and
<i>para</i>-HC<sub>6</sub>H<sub>5</sub>NH<sub>2</sub>, Generated in Solid <i>para</i>-Hydrogen.
Journal of Physical Chemistry A, 2020, 124, 7500-7510.

1.1 2

7109 Feeding a Molecular Squid: A Pliable Nanocarbon Receptor for Electron-Poor Aromatics. Journal of
the American Chemical Society, 2020, 142, 15604-15613. 6.6 16

7110 An aggregation-induced emission active vitamin B6 cofactor derivative: application in pH sensing and
detection of latent fingerprints. Photochemical and Photobiological Sciences, 2020, 19, 1402-1409. 1.6 44



383

Citation Report

# Article IF Citations

7111 Molecular engineering of pyrene carbazole dyes with a single bond and double bond as the mode of
linkage. New Journal of Chemistry, 2020, 44, 16511-16525. 1.4 11

7112 Fluorinated Tolane Dyads with Alkylene Linkage: Synthesis and Evaluation of Photophysical
Characteristics. Crystals, 2020, 10, 711. 1.0 7

7113 Covalent Functionalization of Single-Walled Carbon Nanotubes by the Bingel Reaction for Building
Charge-Transfer Complexes. Journal of Organic Chemistry, 2020, 85, 11721-11731. 1.7 6

7114
A Natural Alkaloid, Î²-Carboline, as a One- and Two-Photon Responsive Fluorescent Photoremovable
Protecting Group: Sequential Release of the Same or Different Carboxylic Acids. Organic Letters, 2020,
22, 6998-7002.

2.4 13

7115 Theoretical Study of the Effect of Ï€-Bridge on Optical and Electronic Properties of Carbazole-Based
Sensitizers for DSSCs. Molecules, 2020, 25, 3670. 1.7 27

7116 Enhanced Two-Photon Absorption of Cross-Conjugated Chalcone Derivatives: Modulation of the
Effective Ï€-Conjugated Structure. Journal of Physical Chemistry A, 2020, 124, 10808-10816. 1.1 19

7117 Polymorphism Dependent 9-Phosphoanthracene Derivative Exhibiting Thermally Activated Delayed
Fluorescence: A Computational Investigation. Journal of Physical Chemistry A, 2020, 124, 11025-11037. 1.1 17

7118 Rapid Sequentially Palladium Catalyzed Four-Component Synthesis of Novel Fluorescent
Biaryl-Substituted Isoxazoles. Catalysts, 2020, 10, 1412. 1.6 5

7119 Theoretical Investigations on the Excited-State Dynamics of an Al<sup>3+</sup> Fluorescence Sensor.
Journal of Physical Chemistry A, 2020, 124, 11093-11101. 1.1 7

7120
Carbonyl Stretch as a Franckâ€“Condon Active Mode and Driving Force for Excited-State Decay of
8-Methoxy-4-methyl-2<i>H</i>-benzo[<i>g</i>]chromen-2-one from <i>n</i>Ï€* State. Journal of Physical
Chemistry B, 2020, 124, 11472-11480.

1.2 19

7121
Spectroelectrochemical and Computational Analysis of a Series of
Cycloadditionâ€“Retroelectrocyclization-Derived Donorâ€“Acceptor Chromophores. Journal of Physical
Chemistry B, 2020, 124, 11901-11909.

1.2 9

7122 Stacking Effects on Anthraquinone/DNA Charge-Transfer Electronically Excited States. Molecules,
2020, 25, 5927. 1.7 5

7123 Doping Capabilities of Fluorine on the UV Absorption and Emission Spectra of Pyrene-Based Graphene
Quantum Dots. Journal of Physical Chemistry A, 2020, 124, 10954-10966. 1.1 9

7124 The Role of Norrish Type-I Chemistry in Photoactive Drugs: An ab initio Study of a
Cyclopropenone-Enediyne Drug Precursor. Frontiers in Chemistry, 2020, 8, 596590. 1.8 3

7125
Preparation, Spectroscopic Characterization, Theoretical Investigations, and In Vitro Anticancer
Activity of Cd(II), Ni(II), Zn(II), and Cu(II) Complexes of 4(3H)-Quinazolinone-Derived Schiff Base.
Molecules, 2020, 25, 5973.

1.7 13

7126 Anti-Kasha Conformational Photoisomerization of a Heteroleptic Dithiolene Metal Complex Revealed
by Ultrafast Spectroscopy. Journal of Physical Chemistry A, 2020, 124, 10687-10693. 1.1 8

7127 Dielectric constant predictions for energetic materials using quantum calculations. Defence
Technology, 2020, 17, 1988-1988. 2.1 4

7128 Femto/Picosecond Transient Absorption Study of Ringâ€•Opening Dynamics in
Perimidinespirocyclohexadienone Derivatives. ChemPhysChem, 2020, 21, 2565-2572. 1.0 2



384

Citation Report

# Article IF Citations

7129 Comparison of Density Functional and Correlated Wave Function Methods for the Prediction of Cu(II)
Hyperfine Coupling Constants. ChemPhysChem, 2020, 21, 2667-2679. 1.0 16

7130
Core-Level Excitation Energies of Nucleic Acid Bases Expressed as Orbital Energies of the Kohnâ€“Sham
Density Functional Theory with Long-Range Corrected Functionals. Journal of Physical Chemistry A,
2020, 124, 10482-10494.

1.1 9

7131 Optical Properties of Artemisinin and Its Derivatives. ACS Omega, 2020, 5, 30849-30857. 1.6 2

7132 First-Principle Studies of Istradefylline with Emphasis on the Stability, Reactivity, Interactions and
Wavefunction-Dependent Properties. Polycyclic Aromatic Compounds, 2020, , 1-15. 1.4 15

7133 Evaluating Donor Effects in Isoindigo-Based Small Molecular Fluorophores. Journal of Physical
Chemistry A, 2020, 124, 10777-10786. 1.1 9

7134 Extended conjugation of ESIPT-type dopants in nematic liquid crystalline phase for enhancing
fluorescence efficiency and anisotropy. Physical Chemistry Chemical Physics, 2020, 22, 28393-28400. 1.3 8

7135 Charge Separation and Charge Transfer in the Low-Lying Excited States of Pentacene. Journal of
Physical Chemistry C, 2020, 124, 24653-24666. 1.5 25

7136 Theoretical Investigation on Photophysical Properties of Triphenylamine and Coumarin Dyes.
Materials, 2020, 13, 4834. 1.3 5

7137 Remarkable enhancement in sensor ability of polyaniline upon composite formation with ZnO for
industrial effluents. Journal of Molecular Graphics and Modelling, 2020, 101, 107724. 1.3 3

7138 Vacuum-Ultraviolet Absorption Spectrum of 3-Methoxyacrylonitrile. Journal of Physical Chemistry A,
2020, 124, 9470-9477. 1.1 6

7139 Enhanced E/Z-photoisomerization and luminescence of stilbene derivative co-coordinated in
di-Î²-diketonate lanthanide complexes. Dalton Transactions, 2020, 49, 16745-16761. 1.6 7

7140 The role of Ï€-linkers and electron acceptors in tuning the nonlinear optical properties of
BODIPY-based zwitterionic molecules. RSC Advances, 2020, 10, 40300-40309. 1.7 11

7141
Vibrationally resolved valence and core photoionization and photoexcitation spectra of an
electron-deficient trivalent boron compound: the case of catecholborane. Physical Chemistry
Chemical Physics, 2020, 22, 25396-25407.

1.3 5

7142 Third-Order MÃ¸llerâ€“Plesset Theory Made More Useful? The Role of Density Functional Theory
Orbitals. Journal of Chemical Theory and Computation, 2020, 16, 7473-7489. 2.3 27

7143 Solid-State Electron Affinity Analysis of Amorphous Fluorinated Polymer Electret. Journal of Physical
Chemistry B, 2020, 124, 10507-10513. 1.2 8

7144 New Directions in the Modeling of Organometallic Reactions. Topics in Organometallic Chemistry,
2020, , . 0.7 1

7145 Halogen Bond of Halonium Ions: Benchmarking DFT Methods for the Description of NMR Chemical
Shifts. Journal of Chemical Theory and Computation, 2020, 16, 7690-7701. 2.3 14

7146 Synthesis, characterization, third-order non-linear optical properties and DFT studies of novel SUBO
bridged ball-type metallophthalocyanines. Dalton Transactions, 2020, 49, 17263-17273. 1.6 4



385

Citation Report

# Article IF Citations

7147 Sodium and lithium ions in aerosol: thermodynamic and rayleigh light scattering properties.
Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 3

7148 Development of gold(III) thiosemicarbazonate complexâ€“loaded PLGA nanoparticles: characterization
and sustained release studies. Journal of Nanoparticle Research, 2020, 22, 1. 0.8 6

7149 Enhancement in Photovoltaic Properties of <i>N</i>,<i>N</i>â€•diethylaniline based Donor Materials by
Bridging Core Modifications for Efficient Solar Cells. ChemistrySelect, 2020, 5, 5022-5034. 0.7 95

7150 Energy transfer process in an unsymmetrical crown-containing bisstyryl dye incorporated in the
cavities of CB[7] and 2-hydroxypropyl-Î²-CD. New Journal of Chemistry, 2020, 44, 9344-9354. 1.4 4

7151 The one-electron self-interaction error in 74 density functional approximations: a case study on
hydrogenic mono- and dinuclear systems. Physical Chemistry Chemical Physics, 2020, 22, 15805-15830. 1.3 27

7152
Enhanced electronic and nonlinear optical responses of C<sub>24</sub>N<sub>24</sub> cavernous
nitride fullerene by decoration with first row transition metals; A computational investigation.
Applied Organometallic Chemistry, 2020, 34, e5694.

1.7 23

7153 Exploring the influence of water molecules on the stability of the cinnabar oxides. Chemical Physics
Letters, 2020, 747, 137351. 1.2 2

7154 Unusual spectroscopic and photophysical properties of solvatochromic BODIPY analogues of Prodan.
Dyes and Pigments, 2020, 182, 108510. 2.0 9

7155
Insights for vibronic effects on spectral shapes of electronic circular dichroism and circularly
polarized luminescence of aza[7]helicene. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2020, 239, 118475.

2.0 15

7156 On the Discrepancy between Experimental and Calculated Raman Intensities for Conjugated Phenyl and
Thiophene Derivatives. Journal of Physical Chemistry A, 2020, 124, 4678-4689. 1.1 7

7157 Nonlinear optical activity of imino-dyes with furan, thiophene or thiazole moieties as Ï€-conjugated
bridge: a computational investigation. Molecular Physics, 2020, 118, e1761471. 0.8 5

7158 2-Thiohydantoin Moiety as a Novel Acceptor/Anchoring Group of Photosensitizers for Dye-Sensitized
Solar Cells. Materials, 2020, 13, 2065. 1.3 15

7159 2 + 2 Can Make Nearly a Thousand! Comparison of Di- and Tetra-<i>Meso</i>-Alkyl-Substituted
Porphycenes. Journal of Physical Chemistry A, 2020, 124, 4594-4604. 1.1 11

7160 O-Annulation to Polycyclic Aromatic Hydrocarbons: A Tale of Optoelectronic Properties from Five- to
Seven-Membered Rings. Organic Letters, 2020, 22, 4283-4288. 2.4 27

7161 Nickel Salicylaldoxime-Based Coordination Polymer as a Cathode for Lithium-Ion Batteries. Energies,
2020, 13, 2480. 1.6 3

7162 Investigations of New Phenothiazine-Based Compounds for Dye-Sensitized Solar Cells with
Theoretical Insight. Materials, 2020, 13, 2292. 1.3 36

7163 Cyclization from Higher Excited States of Diarylethenes Having a Substituted Azulene Ring. Chemistry -
A European Journal, 2020, 26, 11441-11450. 1.7 3

7164
The kinetics and mechanisms of reactions in the flow systems glycineâ€“sodium
trimetaphosphateâ€“imidazoles: the crucial role of imidazoles in prebiotic peptide syntheses. Amino
Acids, 2020, 52, 811-821.

1.2 3



386

Citation Report

# Article IF Citations

7165 Mechanism of Catalysis by <scp>l</scp>-Asparaginase. Biochemistry, 2020, 59, 1927-1945. 1.2 36

7166 A combined experimental and DFT/TD-DFT studies on the electronic structure, structural and optical
properties of quinoline derivatives. Journal of Molecular Modeling, 2020, 26, 131. 0.8 5

7167 Toward accurate prediction of amino acid derivatives structure and energetics from DFT: glycine
conformers and their interconversions. Journal of Molecular Modeling, 2020, 26, 129. 0.8 15

7168 Electron Spin Densities and Density Functional Approximations: Open-Shell Polycyclic Aromatic
Hydrocarbons as Case Study. Journal of Chemical Theory and Computation, 2020, 16, 3567-3577. 2.3 20

7169 Scandium in Neutral and Positively Charged Ammonia Complexes: Balancing between Sc<sup>2+</sup>
and Sc<sup>3+</sup>. Journal of Physical Chemistry A, 2020, 124, 4400-4412. 1.1 12

7170 Computational Investigation on the Photophysical Properties of Halogenated Tetraphenyl BODIPY.
Journal of Physical Chemistry C, 2020, 124, 11100-11109. 1.5 5

7171 A new tuned range-separated density functional for the accurate calculation of second
hyperpolarizabilities. Physical Chemistry Chemical Physics, 2020, 22, 11871-11880. 1.3 28

7172 Fully numerical calculations on atoms with fractional occupations and range-separated exchange
functionals. Physical Review A, 2020, 101, . 1.0 22

7173 Dependency of the Dimethyldihydropyrene Photochromic Properties on the Number of Pyridinium
Electronâ€•Withdrawing Groups. ChemPhysChem, 2020, 21, 1571-1577. 1.0 5

7174 Designing indenothiophene-based acceptor materials with efficient photovoltaic parameters for
fullerene-free organic solar cells. Journal of Molecular Modeling, 2020, 26, 137. 0.8 97

7175
Theoretical Insights into the Excited State Decays of a Donorâ€“Acceptor Dyad: Is the Twisted and
Rehybridized Intramolecular Charge-Transfer State Involved?. Journal of Physical Chemistry B, 2020,
124, 4564-4572.

1.2 20

7176 Size Dependence of [<i>n</i>]Cycloparaphenylenes (<i>n</i> = 9â€“20): Relationship between Aromaticity
and Third-Order Nonlinear Optical Properties. Journal of Physical Chemistry C, 2020, 124, 11081-11091. 1.5 16

7177
Areneâ€“Ruthenium(II) Complexes Containing 11<i>H</i>-Indeno[1,2-<i>b</i>]quinoxalin-11-one Derivatives
and Tryptanthrin-6-oxime: Synthesis, Characterization, Cytotoxicity, and Catalytic Transfer
Hydrogenation of Aryl Ketones. ACS Omega, 2020, 5, 11167-11179.

1.6 20

7178 POM-based dyes featuring rigidified bithiophene Ï€ linkers: potential high-efficiency dyes for
dye-sensitized solar cells. New Journal of Chemistry, 2020, 44, 8996-9003. 1.4 0

7179 (8-Amino)quinoline and (4-amino)phenanthridine complexes of Re(CO)3 halides. Journal of
Organometallic Chemistry, 2020, 921, 121338. 0.8 6

7180 Theoretical and Experimental Investigations of Large Stokes Shift Fluorophores Based on a Quinoline
Scaffold. Molecules, 2020, 25, 2488. 1.7 28

7181 Purple subphthalocyanineâ€•phthalocyanine dyad: Synthesis, photophysicochemical properties and DFT
study. Applied Organometallic Chemistry, 2020, 34, e5780. 1.7 4

7182
Anisotropic Poisson Effect and Deformationâ€•Induced Fluorescence Change of Elastic
9,10â€•Dibromoanthracene Single Crystals. Angewandte Chemie - International Edition, 2020, 59,
16195-16201.

7.2 75



387

Citation Report

# Article IF Citations

7183
Electronic Properties of 6,13-Diazapentacene Adsorbed on Au(111): A Quantitative Determination of
Transport, Singlet and Triplet States, and Electronic Spectra. Journal of Physical Chemistry C, 2020,
124, 13196-13205.

1.5 11

7184
Substitution pattern controlled aggregation-induced emission in donorâ€“acceptorâ€“donor dyes with
one and two propeller-like triphenylamine donors. Physical Chemistry Chemical Physics, 2020, 22,
14142-14154.

1.3 10

7185 Aggregate-State Effects in the Atomistic Modeling of Organic Materials for Electrochemical Energy
Conversion and Storage Devices: A Perspective. Molecules, 2020, 25, 2233. 1.7 4

7186 Theoretical Investigation of Azobenzene-Based Photochromic Dyes for Dye-Sensitized Solar Cells.
Nanomaterials, 2020, 10, 914. 1.9 53

7187 Efficient and Long Lived Green Lightâ€•Emitting Electrochemical Cells. Advanced Functional Materials,
2020, 30, 1909809. 7.8 20

7188 TURBOMOLE: Modular program suite for <i>ab initio</i> quantum-chemical and condensed-matter
simulations. Journal of Chemical Physics, 2020, 152, 184107. 1.2 616

7189 Influence of explicit water molecules on the charge migration dynamics of peptidomimetics: a DFT
study. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 2

7190 Theoretical investigation of the adsorption behaviors of fluorouracil as an anticancer drug on
pristine and B-, Al-, Ga-doped C36 nanotube. Journal of Molecular Liquids, 2020, 309, 113209. 2.3 43

7191 Designing 2D fused ring materials for small molecules organic solar cells. Computational and
Theoretical Chemistry, 2020, 1183, 112848. 1.1 38

7192 Iron(III) complexes with N2O2-donor salophen and azide ligands: Crystal structure, experimental and
theoretical studies. Journal of Molecular Structure, 2020, 1217, 128431. 1.8 11

7193
Absorption and fluorescence properties of non-symmetric benzo-, furo-, and thieno-fused structures
at the b bonds in the BODIPY frame. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2020, 239, 118472.

2.0 3

7194 Photoinduced Forward and Backward Pedalo-Type Motion of a Molecular Switch. Journal of Physical
Chemistry Letters, 2020, 11, 4741-4746. 2.1 3

7195 The role of chlorine position in the electronic circular dichroism of chlorophenylâ€•ethanol
investigated by vibronic calculations. Chirality, 2020, 32, 932-948. 1.3 0

7196 Structural, spectroscopic (NMR, FTIR, UV), Quantum chemical calculations and drug docking studies
of 6-amino benzoxazol-2(3H)-one. Chemical Data Collections, 2020, 28, 100413. 1.1 0

7197 Conceptual DFT and TDDFT study on electronic structure and reactivity of pure and sulfur doped
(CrO3) (nÂ = 1â€“10) clusters. Journal of Molecular Graphics and Modelling, 2020, 99, 107617. 1.3 7

7198 Cyclofarnesane sesquiterpenoids from the fungus Sanghuangporus sp.. Phytochemistry Letters, 2020,
37, 17-20. 0.6 5

7199 He Inclusion in Ice-like and Clathrate-like Frameworks: A Benchmark Quantum Chemistry Study of
Guestâ€“Host Interactions. Journal of Chemical Information and Modeling, 2020, 60, 3043-3056. 2.5 13

7200 On Electronegativity, Hardness, and Reactivity Descriptors: A New Property-Oriented Basis Set. Journal
of Physical Chemistry A, 2020, 124, 4700-4711. 1.1 22



388

Citation Report

# Article IF Citations

7201 Configuration mixing upon reorganization of dihedral angle induces rapid intersystem crossing in
organic photoredox catalyst. Physical Chemistry Chemical Physics, 2020, 22, 13292-13298. 1.3 5

7202 Twisting and tilting of a mechanosensitive molecular probe detects order in membranes. Chemical
Science, 2020, 11, 5637-5649. 3.7 21

7203
Luminescence Activity Decreases When v â€•coelenterazine Replaces Coelenterazine in Calciumâ€•Regulated
Photoproteinâ€”A Theoretical and Experimental Study. Photochemistry and Photobiology, 2020, 96,
1047-1060.

1.3 10

7204 Triquinolineâ€• versus Fullereneâ€•Based Cycloparaphenylene Ionic Complexes: Comparison of
Photoinduced Chargeâ€•Shift Reactions. Chemistry - A European Journal, 2020, 26, 10896-10902. 1.7 10

7205 First-principles study on the structure and optical spectroscopy of the redox-active center of blue
copper proteins. Chemical Physics, 2020, 537, 110859. 0.9 1

7206
Relationships between Orbital Energies, Optical and Fundamental Gaps, and Exciton Shifts in
Approximate Density Functional Theory and Quasiparticle Theory. Journal of Chemical Theory and
Computation, 2020, 16, 4337-4350.

2.3 21

7207 Multistate QM/QM Extrapolation of UV/Vis Absorption Spectra with Point Charge Embedding. Journal
of Chemical Theory and Computation, 2020, 16, 4361-4372. 2.3 12

7208 Hole Transfer in Cumulenic and Polyynic Carbynes. Journal of Physical Chemistry C, 2020, 124,
12834-12849. 1.5 4

7209
Spin Splitting Energy of Transition Metals: A New, More Affordable Wave Function Benchmark Method
and Its Use to Test Density Functional Theory. Journal of Chemical Theory and Computation, 2020, 16,
4416-4428.

2.3 38

7210
Structureâ€“property relationship studies of 3-acyl-substituted furans: the serendipitous identification
and characterization of a new non-classical hydrogen bond donor moiety. New Journal of Chemistry,
2020, 44, 10994-11005.

1.4 3

7211 Multiconfigurational dynamics explain photochemical reactivity and torquoselectivity towards
fluorinated polyacetylenes. Journal of Materials Chemistry C, 2020, 8, 10880-10888. 2.7 2

7212 Superhalogens in fluoride diruthenium Ru2Fn (n = 1â€“10): density functional theory. European Physical
Journal D, 2020, 74, 1. 0.6 0

7213 Two-Photon Absorption Cross-Sections in Fluorescent Proteins Containing Non-canonical
Chromophores Using Polarizable QM/MM. Frontiers in Molecular Biosciences, 2020, 7, 111. 1.6 6

7214 Superatomic Ligand-Field Splitting in Ligated Gold Nanoclusters. Inorganic Chemistry, 2020, 59,
8864-8870. 1.9 11

7215
Theoretical Framework of 1,3-Thiazolium-5-Thiolates Mesoionic Compounds: Exploring the Nature of
Photophysical Property and Molecular Nonlinearity. Journal of Physical Chemistry A, 2020, 124,
5563-5569.

1.1 16

7216 Theoretical Investigation on Copper(I) Complexes Featuring a Phosphonic Acid Anchor with
Asymmetric Ligands for DSSC. ACS Applied Electronic Materials, 2020, 2, 2141-2150. 2.0 8

7217 Weight dependence of local exchangeâ€“correlation functionals in ensemble density-functional
theory: double excitations in two-electron systems. Faraday Discussions, 2020, 224, 402-423. 1.6 19

7218 Designing N-phenylaniline-triazol configured donor materials with promising optoelectronic
properties for high-efficiency solar cells. Computational and Theoretical Chemistry, 2020, 1186, 112908. 1.1 119



389

Citation Report

# Article IF Citations

7219 Photoelectron spectra and electronic structure of boron diacetate formazanates. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 238, 118441. 2.0 4

7220 Selected molecules based on (-1-cyanovinyl)benzonitrile as new materials for NLO applications â€”
Experimental and computational studies. Journal of Molecular Liquids, 2020, 314, 113622. 2.3 10

7221 Prediction of NHC-catalyzed chemoselective functionalizations of carbonyl compounds: a general
mechanistic map. Chemical Science, 2020, 11, 7214-7225. 3.7 44

7222
Experimental and theoretical insight into spectroscopic properties and bioactivity of
4-(4-formylbenzylidene)-2-phenyloxazol-5(4H)-one dye for future applications in biochemistry. Journal
of Molecular Liquids, 2020, 314, 113632.

2.3 12

7223
Determination of Acidâ€“Base and Complexing Parameters of Chlorine-Substituted
Trifluorobenzoylacetone in Water Medium. Journal of Chemical &amp; Engineering Data, 2020, 65,
3696-3705.

1.0 8

7224 Theoretical Study on Chemiluminescence of H<sub>2</sub>O<sub>2</sub>-dependent
Tetrachloro-1,4-benzoquinone. Journal of Organic Chemistry, 2020, 85, 9042-9050. 1.7 10

7225
Encapsulation of Hydrogen Molecules in C<sub>50</sub> Fullerene: An <i>ab Initio</i> Study of
Structural, Energetic, and Electronic Properties of H<sub>2</sub>@C<sub>50</sub> and
2H<sub>2</sub>@C<sub>50</sub> Complexes. ACS Omega, 2020, 5, 12853-12864.

1.6 6

7226 Cytotoxicity of photoactivatable bromo tricarbonyl manganese(<scp>i</scp>) compounds against
human liver carcinoma cells. Dalton Transactions, 2020, 49, 9294-9305. 1.6 19

7227
Novel axial substituted subphthalocyanines and their TiO2 nanocomposites: Synthesis, structure,
theoretical calculation and their photocatalytic properties. Materials Today Communications, 2020,
25, 101264.

0.9 6

7228
Structural and Electronic Characterization of a Photoresponsive Lanthanum(III) Complex
Incorporated into Electrospun Fibers for Phosphate Ester Catalysis. ACS Applied Materials &amp;
Interfaces, 2020, 12, 28607-28615.

4.0 8

7229 An electron density based analysis to establish the electronic adiabaticity of proton coupled electron
transfer reactions. Journal of Computational Chemistry, 2020, 41, 1835-1841. 1.5 11

7230
Bridge effect on the charge transfer and optoelectronic properties of triphenylamine-based organic
dye sensitized solar cells: theoretical approach. Research on Chemical Intermediates, 2020, 46,
3961-3978.

1.3 23

7231 Effect of relative position of donor and acceptor groups on linear and non-linear optical properties
of quinoline system. Chemical Physics Letters, 2020, 754, 137582. 1.2 1

7232 Theoretical Design of Photofunctional Molecular Aggregates for Optical Properties: An Inverse
Design Approach. Journal of Physical Chemistry C, 2020, 124, 13329-13337. 1.5 7

7233 Conformational Behavior and Optical Properties of a Fluorophore Dimer as a Model of Luminescent
Centers in Carbon Dots. Journal of Physical Chemistry C, 2020, 124, 14327-14337. 1.5 25

7234 Crystal structure, Hirshfeld surface and DFT based NBO, NLO, ECT and MEP of benzothiazole based
hydrazone. Chemical Physics, 2020, 538, 110873. 0.9 35

7235 Guiding Charge Transport in Semiconducting Carbon Nanotube Networks by Local Optical Switching.
ACS Applied Materials &amp; Interfaces, 2020, 12, 28392-28403. 4.0 11

7236
Ground and Excited States of Gas-Phase DNA Nucleobase Cation-Radicals. A UVâ€“vis Photodisociation
Action Spectroscopy and Computational Study of Adenine and 9-Methyladenine. Journal of the
American Society for Mass Spectrometry, 2020, 31, 1271-1281.

1.2 18



390

Citation Report

# Article IF Citations

7237
Structural Characterization, DFT Calculation, NCI, Scan-Rate Analysis and Antifungal Activity against
Botrytis cinerea of (E)-2-{[(2-Aminopyridin-2-yl)imino]-methyl}-4,6-di-tert-butylphenol (Pyridine Schiff) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 737 Td (Base). Molecules, 2020, 25, 2741.1.7 6

7238 Compact Basis Sets for Optical Rotation Calculations. Journal of Chemical Theory and Computation,
2020, 16, 4408-4415. 2.3 13

7239 Synthesis, spectroscopic characterization and computational study of Ru(II)/DMSO complexes with
monocoordinated carbazate ligands. Journal of Coordination Chemistry, 2020, 73, 1605-1618. 0.8 1

7240 Computational and Crystallographic Examination of Naphthoquinone Based Diarylethene
Photochromes. Molecules, 2020, 25, 2630. 1.7 2

7241 Fragment Quantum Mechanical Method for Excited States of Proteins: Development and Application
to the Green Fluorescent Protein. Journal of Chemical Theory and Computation, 2020, 16, 5174-5188. 2.3 26

7242 Lasing Properties Activation by Constitutional Isomerism of an Electron-Accepting Group. Journal of
Physical Chemistry C, 2020, 124, 13845-13857. 1.5 0

7243
Sensing mechanism elucidation of a europium(<scp>III</scp>) <scp>metalâ€“organic</scp> framework
selective to aniline: A theoretical insight by means of multiconfigurational calculations. Journal of
Computational Chemistry, 2020, 41, 1956-1964.

1.5 24

7244 5,8-Disubstituted crown-naphthalonitriles as a platform for highly soluble naphthalocyanines. Dyes
and Pigments, 2020, 180, 108484. 2.0 5

7245
NMR studies of self-organization behavior of hydrophobically functionalized
poly(4-styrenosulfonic-co-maleic acid) in aqueous solution. Journal of Molecular Liquids, 2020, 308,
112990.

2.3 11

7246 Investigation of Ferrocene Linkers in Î²-Substituted Porphyrins. Journal of Physical Chemistry A, 2020,
124, 5513-5522. 1.1 6

7247 Microscopic Insight into the Electronic Structure of BCF-Doped Oligothiophenes from Ab Initio
Many-Body Theory. Journal of Physical Chemistry C, 2020, 124, 14363-14370. 1.5 7

7248 Postsynthetic Framework Contraction Enhances the Two-Photon Absorption Properties of
Pillar-Layered Metalâ€“Organic Frameworks. Chemistry of Materials, 2020, 32, 5682-5690. 3.2 15

7249
Elucidating sensing mechanisms of a pyrene excimer-based calix[4]arene for ratiometric detection of
Hg(<scp>ii</scp>) and Ag(<scp>i</scp>) and chemosensor behaviour as INHIBITION or IMPLICATION logic
gates. RSC Advances, 2020, 10, 21963-21973.

1.7 14

7250
Non-traditional intrinsic luminescence of amphiphilic-based ionic liquids from oxazolidines:
Interaction studies in phosphatidylcholine-composed liposomes and BSA optical sensing in solution.
Journal of Molecular Liquids, 2020, 313, 113525.

2.3 8

7251
First principles study of electronic and nonlinear optical properties of Aâ€“Dâ€“Ï€â€“A and Dâ€“Aâ€“Dâ€“Ï€â€“A
configured compounds containing novel quinolineâ€“carbazole derivatives. RSC Advances, 2020, 10,
22273-22283.

1.7 122

7252 Probing the Origin of Adaptive Aromaticity in 16â€•Valenceâ€•Electron Metallapentalenes. Chemistry - A
European Journal, 2020, 26, 12964-12971. 1.7 28

7253
Solvent effect on excited state potential energy surfaces of Thioflavin T. Qualitatively different
results by <scp>TDDFT</scp> and <scp>SAâ€•2â€•CASSCF</scp> methods. Journal of Computational
Chemistry, 2020, 41, 1874-1884.

1.5 2

7254
Electronic investigation and spectroscopic analysis using DFT with the long-range dispersion
correction on the six lowest conformers of 2.2.3-trimethyl pentane. Journal of Molecular Modeling,
2020, 26, 168.

0.8 17



391

Citation Report

# Article IF Citations

7255 Spectroscopic and antimicrobial activity of photoactivatable tricarbonyl Mn(I) terpyridine
compounds. Inorganica Chimica Acta, 2020, 511, 119806. 1.2 15

7256 Learning how planarization can affect dichroic patterns in polyfluorenes. Chirality, 2020, 32, 661-666. 1.3 4

7257 H2CHXhox: Rigid Cyclohexane-Reinforced Nonmacrocyclic Chelating Ligand for [nat/67/68Ga]Ga3+.
Inorganic Chemistry, 2020, 59, 4895-4908. 1.9 15

7258 Optical Properties and Structure of Asâ€“Sb Chalcohalide Glasses by Raman Scattering and Density
Functional Theory Calculations. Journal of Physical Chemistry B, 2020, 124, 2950-2960. 1.2 3

7259 Experimental and DFT studies of sulfadiazine â€˜piano-stoolâ€™ Ru(ii) and Rh(iii) complexes. RSC Advances,
2020, 10, 10673-10680. 1.7 9

7260 Insights into energy transfer pathways between the exciplex host and fluorescent guest: attaining
highly efficient 710 nm electroluminescence. Journal of Materials Chemistry C, 2020, 8, 5704-5714. 2.7 15

7261 Chirality of a rhodamine heterodimer linked to a DNA scaffold: an experimental and computational
study. Physical Chemistry Chemical Physics, 2020, 22, 7516-7523. 1.3 2

7262 Biological assays and theoretical density functional theory calculations of Rh(I), Ir(III), and Ru(II)
complexes of chiral phosphinite ligand. Applied Organometallic Chemistry, 2020, 34, e5658. 1.7 5

7263
Multiâ€•Tier Electronic Structure Analysis of Sita's Mo and W Complexes Capable of Thermal or
Photochemical N<sub>2</sub>Splitting. European Journal of Inorganic Chemistry, 2020, 2020,
1506-1518.

1.0 10

7264 Synthesis and DFT calculations of linear and nonlinear optical responses of novel
2-thioxo-3-N,(4-methylphenyl) thiazolidine-4 one. Journal of Sulfur Chemistry, 2020, 41, 310-325. 1.0 28

7265 Synthesis, solvent interactions and computational study of monocarbohydrazones. Chemical Papers,
2020, 74, 2653-2674. 1.0 2

7266 A highly selective fluorescent anthracene-based chemosensor for imaging Zn2+ in living cells and
zebrafish. Inorganic Chemistry Communication, 2020, 115, 107882. 1.8 7

7267 ESIPT triggered TICT of an Al3+ fluorescence sensor and its sensing mechanism. Journal of
Luminescence, 2020, 223, 117203. 1.5 8

7268 Understanding the properties of dithienylethenes functionalized for supramolecular self-assembly: a
molecular modeling study. Physical Chemistry Chemical Physics, 2020, 22, 6942-6952. 1.3 9

7269 Sextic centrifugal distortion constants: interplay of density functional and basis set for accurate yet
feasible computations. Molecular Physics, 2020, 118, e1734678. 0.8 12

7270 Performance of TDDFT Vertical Excitation Energies of Coreâ€•Substituted Naphthalene Diimides. Journal
of Computational Chemistry, 2020, 41, 1448-1455. 1.5 21

7271 Computational analysis on Dâ€“Ï€â€“A based perylene organic efficient sensitizer in dye-sensitized solar
cells. Optical and Quantum Electronics, 2020, 52, 1. 1.5 19

7272 Designing alkoxy-induced based high performance near infrared sensitive small molecule acceptors
for organic solar cells. Journal of Molecular Liquids, 2020, 305, 112829. 2.3 76



392

Citation Report

# Article IF Citations

7273 The Quest for Highly Accurate Excitation Energies: A Computational Perspective. Journal of Physical
Chemistry Letters, 2020, 11, 2374-2383. 2.1 100

7274
Relative Position and Relative Rotation in Supramolecular Systems through the Analysis of the
Principal Axes of Inertia: Ferrocene/Cucurbit[7]uril and Ferrocenyl Azide/Î²-Cyclodextrin Case Studies.
ACS Omega, 2020, 5, 5013-5025.

1.6 6

7275 Ligand-based electronic effects on the electrocatalytic hydrogen production by thiosemicarbazone
nickel complexes. Dalton Transactions, 2020, 49, 5064-5073. 1.6 20

7276
TDDFT study on the photophysical properties of coumarinyl chalcones and sensing mechanism of a
derived fluorescent probe for hydrogen sulfide. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2020, 234, 118263.

2.0 18

7277 Antimicrobial properties of half-sandwich Ir(iii) cyclopentadienyl complexes with
pyridylbenzimidazole ligands. Dalton Transactions, 2020, 49, 4491-4501. 1.6 20

7278 Palladium speciation in UVâ€•transparent glasses. Journal of the American Ceramic Society, 2020, 103,
4214-4223. 1.9 5

7279 Electrochemical and spectroscopic study of 2-iodobenzoic acid and 2-iodosobenzoic acid anodic
oxidation in aqueous environment. Electrochimica Acta, 2020, 342, 136080. 2.6 12

7280 Prenylated Phenolic Compounds from the Aerial Parts of <i>Glycyrrhiza uralensis</i> as PTP1B and
Î±-Glucosidase Inhibitors. Journal of Natural Products, 2020, 83, 814-824. 1.5 30

7281
X-Ray structures, MÃ¶ssbauer hyperfine parameters, and molecular orbital descriptions of the
phthalocyaninato iron(II) azole complexes. Journal of Porphyrins and Phthalocyanines, 2020, 24,
894-903.

0.4 10

7282
Combined ultrafast spectroscopic and TDDFT theoretical studies on dual fluorescence emissions
promoted by ligand-to-metal charge transfer (LMCT) excited states of tungsten-containing
organometallic complexes. Chemical Physics Letters, 2020, 748, 137396.

1.2 3

7283
Hammett and Brown correlations in the structure and electronic properties of H 2 Si=SiHAr (Ar = p â€•C) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 347 Td (6 H 4 X; X = NH 2 , OH, Me, H, F, Cl, CHO, COOH, CN, NO 2 ) molecules. Journal of the Chinese Chemical

Society, 2020, 67, 1348-1355.
0.8 1

7284 Fungal Light Emitter: Understanding Its Chemical Nature and pH-Dependent Emission in Water
Solution. Journal of Organic Chemistry, 2020, 85, 5503-5510. 1.7 6

7285
Elucidating the role of structural fluctuations, and intermolecular and vibronic interactions in the
spectroscopic response of a bacteriophytochrome. Physical Chemistry Chemical Physics, 2020, 22,
8585-8594.

1.3 15

7286 The mechanism for H2S scavenging by 1,3,5-hexahydrotriazines explored by DFT. Tetrahedron, 2020, 76,
131112. 1.0 6

7287
Effect of Electron-Withdrawing/-Donating Groups on the Sensitizing Action of the Novel Organic Dye
â€œ3-(5-(4-(Diphenylamino)styryl)thiophen-2-yl)-2-cyanoacrylic Acidâ€• for N-Type Dye-Sensitized Solar Cells:
A Theoretical Study. Journal of Physical Chemistry C, 2020, 124, 8526-8540.

1.5 26

7288 Polarons in Halide Perovskites: A Perspective. Journal of Physical Chemistry Letters, 2020, 11, 3271-3286. 2.1 110

7289 Experimental results and computational insight into sequential reactions of Î²-(2-aminophenyl)-Î±,Î²-ynones
with aryl isocyanates/benzoyl isothiocyanate. Organic and Biomolecular Chemistry, 2020, 18, 3177-3189. 1.5 6

7290 From Neutral Aniline to Aniline Trication: A Computational and Experimental Study. Journal of
Physical Chemistry A, 2020, 124, 3120-3134. 1.1 6



393

Citation Report

# Article IF Citations

7291 Theoretical Oâ€“CH3 bond dissociation enthalpies of selected aromatic and non-aromatic molecules.
Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 8

7292 Photoisomerization of IC3N â€” An experimental and theoretical study. Journal of Photochemistry and
Photobiology A: Chemistry, 2020, 395, 112470. 2.0 1

7294 Bioluminescent Nanoluciferaseâ€“Furimamide Complex: A Theoretical Study on Different Protonation
States. Journal of Physical Chemistry B, 2020, 124, 2539-2548. 1.2 5

7295 Optical Properties of Novel Conjugated Nanohoops: Revealing the Effects of Topology and Size.
Journal of Physical Chemistry C, 2020, 124, 7353-7360. 1.5 51

7296 Understanding and Controlling Short- and Long-Range Electron/Charge-Transfer Processes in
Electron Donorâ€“Acceptor Conjugates. Journal of the American Chemical Society, 2020, 142, 7898-7911. 6.6 39

7297 TD-DFT benchmark for UV-visible spectra of fused-ring electron acceptors using global and
range-separated hybrids. Physical Chemistry Chemical Physics, 2020, 22, 7864-7874. 1.3 47

7298 Enhancing Charge Transfer and Photoelectric Characteristics for Organic Solar Cells. Journal of
Nanomaterials, 2020, 2020, 1-12. 1.5 0

7299 Excited State Dynamics of 8-Vinyldeoxyguanosine in Aqueous Solution Studied by Time-Resolved
Fluorescence Spectroscopy and Quantum Mechanical Calculations. Molecules, 2020, 25, 824. 1.7 6

7300 Ultrafast Backbone Protonation in Channelrhodopsin-1 Captured by Polarization Resolved Fs
Vis-pumpâ€”IR-Probe Spectroscopy and Computational Methods. Molecules, 2020, 25, 848. 1.7 6

7301 Bis(pentafluorophenyl)phenothiazylborane â€“ an intramolecular frustrated Lewis pair catalyst for
stannane dehydrocoupling. Dalton Transactions, 2020, 49, 16054-16058. 1.6 6

7302 Pushâ€“Pull (Iso)quinoline Chromophores: Synthesis, Photophysical Properties, and Use for Whiteâ€•Light
Emission. Chemistry - A European Journal, 2020, 26, 8153-8161. 1.7 23

7303
4-(4-Chloro-2-oxo-3(1H-phenanthro[9,10-d]imidazol-2-yl)-2H-chromen-6-yl) benzaldehyde as a
fluorescent probe for medical imaging: linear and nonlinear optical properties. Photochemical and
Photobiological Sciences, 2020, 19, 473-484.

1.6 0

7304 Dealing with Spin States in Computational Organometallic Catalysis. Topics in Organometallic
Chemistry, 2020, , 191-226. 0.7 9

7305
Characterization of the structural, spectroscopic, nonlinear optical, electronic properties and
antioxidant activity of the N-{4â€™-[(E)-3-(Fluorophenyl)-1-(phenyl)-prop-2-en-1-one]}-acetamide. Journal of
Molecular Structure, 2020, 1220, 128765.

1.8 22

7306
Uncovering Structureâ€“Property Relationships in Pushâ€“Pull Chromophores: A Promising Route to
Large Hyperpolarizability and Two-Photon Absorption. Journal of Physical Chemistry C, 2020, 124,
15739-15748.

1.5 27

7307 8-Hydroxyjulolidine aldimine as a fluorescent sensor for the dual detection of Al3+ and Mg2+.
Sensing and Bio-Sensing Research, 2020, 29, 100358. 2.2 4

7308 Computational Protocol To Predict Anti-Kasha Emissions: The Case of Azulene Derivatives. Journal of
Physical Chemistry A, 2020, 124, 7228-7237. 1.1 35

7309
Fabrication of conductive crossâ€•linked polyaniline/<scp>Gâ€•MWCNTS coreâ€•shell</scp> nanocomposite: A
selective sensor for trace determination of chlorophenol in water samples. Polymers for Advanced
Technologies, 2020, 31, 2615-2631.

1.6 17



394

Citation Report

# Article IF Citations

7310 Synthesis, electronic structure and NH-tautomerism of novel mono- and dibenzoannelated
phthalocyanines. Dyes and Pigments, 2020, 181, 108564. 2.0 6

7311 Influence of BN-orientation pattern at spoke location of corannulene on electro-optical properties
and aromaticity. Journal of Molecular Structure, 2020, 1220, 128730. 1.8 4

7312 Computational and experimental study of heterofunctional azo reactive dyes synthesized for
cellulosic fabric. Journal of Molecular Structure, 2020, 1221, 128753. 1.8 13

7313
Improved RISM-CASSCF Optimization via State-Average Treatment and Damping for Characterizing
Excited Molecules in Solution with Multireference Perturbation Theory. Journal of Chemical Theory
and Computation, 2020, 16, 4865-4873.

2.3 7

7314 Designing Triphenylamineâ€•Configured Donor Materials with Promising Photovoltaic Properties for
Highly Efficient Organic Solar Cells. ChemistrySelect, 2020, 5, 7358-7369. 0.7 67

7315 Ionic liquids vs conventional solvents: A comparative study in the selective catalytic oxidations
promoted by oxovanadium(IV) complexes. Applied Catalysis A: General, 2020, 599, 117622. 2.2 10

7316
Piecewise linearity, freedom from self-interaction, and a Coulomb asymptotic potential: three related
yet inequivalent properties of the exact density functional. Physical Chemistry Chemical Physics, 2020,
22, 16467-16481.

1.3 37

7317 The Structural Basis of the Binding of Various Aminopolycarboxylates by the Periplasmic EDTA-Binding
Protein EppA from Chelativorans sp. BNC1. International Journal of Molecular Sciences, 2020, 21, 3940. 1.8 3

7318 CASPT2 Potential Energy Curves for NO Dissociation in a Ruthenium Nitrosyl Complex. Molecules,
2020, 25, 2613. 1.7 15

7319 The electronic properties study of betanin and their derivatives compound: An explanation to betanin
limitation in DSSC application. AIP Conference Proceedings, 2020, , . 0.3 1

7320 16. Description of excited states in photochemistry with theoretical methods. , 2020, , 379-414. 0

7321 Photo-Fries reaction in acetoxyphenyl thiophenes. Journal of Photochemistry and Photobiology A:
Chemistry, 2020, 397, 112502. 2.0 0

7322
A computational investigation of the influence of acceptor moieties on photovoltaic performances
and adsorption onto the TiO2 surface in triphenylamine-based dyes for DSSC application. Journal of
Photochemistry and Photobiology A: Chemistry, 2020, 401, 112745.

2.0 18

7323 Unusual Oxidative Dealkylation Strategy toward Functionalized Phenalenones as Singlet Oxygen
Photosensitizers and Photophysical Studies. Journal of Organic Chemistry, 2020, 85, 10603-10616. 1.7 11

7324 An investigation into the magnetic interactions in a series of Dy<sub>2</sub>single-molecule magnets.
Dalton Transactions, 2020, 49, 10477-10485. 1.6 23

7325 Range-separated hybrid and double-hybrid density functionals: A quest for the determination of the
range-separation parameter. Journal of Chemical Physics, 2020, 152, 244124. 1.2 24

7326 Performance of DFT functionals for calculating the second-order nonlinear optical properties of
dipolar merocyanines. Physical Chemistry Chemical Physics, 2020, 22, 16579-16594. 1.3 58

7327 Ironâ€™s Wake: The Performance of Quantum Mechanical-Derived Versus General-Purpose Force Fields
Tested on a Luminescent Iron Complex. Molecules, 2020, 25, 3084. 1.7 8



395

Citation Report

# Article IF Citations

7328 Assessment of the Performance of Optimally Tuned Rangeâ€•Separated Hybrid Functionals for Nuclear
Magnetic Shielding Calculations. Advanced Theory and Simulations, 2020, 3, 2000083. 1.3 7

7329 An Ultrastable, Small {Ag<sub>7</sub>}<sup>5+</sup> Nanocluster within a Triangular Hollow
Polyoxometalate Framework. Angewandte Chemie - International Edition, 2020, 59, 16361-16365. 7.2 55

7330 Singleâ€•Ion Magnetic Behaviour in an Iron(III) Porphyrin Complex: A Dichotomy Between High Spin and
5/2â€“3/2 Spin Admixture. Chemistry - A European Journal, 2020, 26, 14242-14251. 1.7 9

7331 Performance of DFT functionals for properties of small molecules containing beryllium, tungsten
and hydrogen. Nuclear Materials and Energy, 2020, 22, 100731. 0.6 8

7332 The electronic structure, transport and structural properties of nitrogen-decorated graphdiyne
nanomaterials. Journal of Alloys and Compounds, 2020, 842, 155983. 2.8 22

7333 Difficulties of Popular Density Functionals to Describe the Conformational Isomerism in Iodoacetic
Acid. Journal of Physical Chemistry A, 2020, 124, 5570-5579. 1.1 2

7334 First-principles characterization of the singlet excited state manifold in DNA/RNA nucleobases.
Physical Chemistry Chemical Physics, 2020, 22, 15496-15508. 1.3 14

7335
Synthesis, crystal structures, photophysical, electrochemical studies, DFT and TD-DFT calculations
and Hirshfeld analysis of new 2,2â€²:6â€²,2â€²â€²-terpyridine ligands with pendant 4â€²-(trimethoxyphenyl) groups
and their homoleptic ruthenium complexes. New Journal of Chemistry, 2020, 44, 11471-11489.

1.4 6

7336
Theoretical study of new pushâ€“pull molecules based on transition metals for NLO applications and
determination of ICT mechanisms by DFT calculations. Journal of Theoretical and Computational
Chemistry, 2020, 19, 2050026.

1.8 8

7337
Efficient and Accurate Approach To Estimate Hybrid Functional and Large Basis-Set Contributions to
Condensed-Phase Systems and Moleculeâ€“Surface Interactions. Journal of Chemical Theory and
Computation, 2020, 16, 4790-4812.

2.3 12

7338 <i>Ab Initio</i> Study of Low-Lying Excited States of Carotenoid-Derived Polyenes. Journal of Physical
Chemistry A, 2020, 124, 5790-5803. 1.1 14

7339 Quantitative Analysis of Doping-Induced Polarons and Charge-Transfer Complexes of
Poly(3-hexylthiophene) in Solution. Journal of Physical Chemistry B, 2020, 124, 7694-7708. 1.2 47

7340 DFT study of adiabatic singlet-triplet energy gaps in Ni(II)-based macrocyclic-ligand supramolecular
complexes. AIP Conference Proceedings, 2020, , . 0.3 2

7341 Using electronegativity and hardness to test density functionals. Journal of Chemical Physics, 2020,
152, 244113. 1.2 5

7342 Photoionization of the I 4d and valence orbitals of methyl iodide. Journal of Physics B: Atomic,
Molecular and Optical Physics, 2020, 53, 155101. 0.6 8

7343 Investigation of excited state proton transfer mechanism for
2-(benzo[d]thiazol-2-yl)naphthalene-1,3-diol in different solvents. Chemical Physics, 2020, 538, 110914. 0.9 6

7344 Singlet fission in tetracene: an excited state analysis. Molecular Physics, 2020, 118, e1769870. 0.8 12

7345 State-Targeted Energy Projection: A Simple and Robust Approach to Orbital Relaxation of Non-Aufbau
Self-Consistent Field Solutions. Journal of Chemical Theory and Computation, 2020, 16, 5067-5082. 2.3 62



396

Citation Report

# Article IF Citations

7346 Re-Engineering Organocatalysts for Asymmetric Friedelâ€“Crafts Alkylation of Indoles through
Computational Studies. Journal of Organic Chemistry, 2020, 85, 9969-9978. 1.7 15

7347
Tailoring the ORR selectivity for H<sub>2</sub>O<sub>2</sub> electrogeneration by modification of
Printex L6 carbon with 1,4-naphthoquinone: a theoretical, experimental and environmental application
study. Materials Advances, 2020, 1, 1318-1329.

2.6 10

7348 Computational mechanistic study of human liver glycerol 3â€•phosphate dehydrogenase using ONIOM
method. Journal of Physical Organic Chemistry, 2020, 33, e4104. 0.9 2

7349 Twisted chromophore assist to tetrathiafulvalene-spiropyran hybrid driving four-state molecular
switch. Computational and Theoretical Chemistry, 2020, 1186, 112915. 1.1 2

7350 Studies on spectroscopic constants for H2PO and D2PO free radicals. Chemical Physics Letters, 2020,
754, 137750. 1.2 2

7351 Adsorption and isomerization of amino acids within zeolites: Impacts of acidity, amine
functionalization, pore topology and sidechains. Molecular Catalysis, 2020, 493, 111088. 1.0 1

7352 Revising the pathways of the Li reaction with organic carbonates. Physical Chemistry Chemical
Physics, 2020, 22, 16184-16192. 1.3 4

7353 Electron-donating strength dependent symmetry breaking charge transfer dynamics of quadrupolar
molecules. Physical Chemistry Chemical Physics, 2020, 22, 15743-15750. 1.3 22

7354 Specific Optical Rotation and Absolute Configuration of Flexible Molecules Containing a
2â€•Methylbutyl Residue. European Journal of Organic Chemistry, 2020, 2020, 4768-4774. 1.2 2

7355 Competing excited-state deactivation processes in bacteriophytochromes. Advances in Quantum
Chemistry, 2020, , 243-268. 0.4 2

7356 Quantum chemical study of molecular properties of AsXn (XÂ =Â F and Cl, nÂ =Â 1â€“5) and AsXnâˆ’ (XÂ =Â F and Cl,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 342 Td (nÂ =Â 1â€“6). Computational and Theoretical Chemistry, 2020, 1186, 112919.1.1 1

7357 The role of CT excitations in PDI aggregates. Physical Chemistry Chemical Physics, 2020, 22, 15908-15918. 1.3 14

7358 Exciton-coupled Circular Dichroism-based Glucose and Galactose Selective Sensing in Aqueous Media
with an Anthracene-appended Benzoxaborole Dimer. Chemistry Letters, 2020, 49, 764-767. 0.7 1

7359 What is the nature of bonding in [Fe(CO)3(NO)]âˆ’ and [Fe(CO)4]2âˆ’?. Theoretical Chemistry Accounts,
2020, 139, 1. 0.5 4

7360
Chiral differentiation of - and -penicillamine by Î²-cyclodextrin: Investigated by IRMPD spectroscopy and
theoretical simulations. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 241, 118653.

2.0 8

7361 Theoretical Investigations of Lu<sub>2</sub>C<sub>84</sub>: Unexpected Impact of Metal Electronic
Configuration toward the Metalâ€“Metal Ïƒ-Bond in Fullerene. Inorganic Chemistry, 2020, 59, 10113-10122. 1.9 8

7362 Multitargeting Antibacterial Activity of a Synthesized Mn<sup>2+</sup> Complex of Curcumin on
Gram-Positive and Gram-Negative Bacterial Strains. ACS Omega, 2020, 5, 16342-16357. 1.6 25

7363 Photoinduced Charge Transfer in Donor-Bridge-Acceptor in One- and Two-photon Absorption:
Sequential and Superexchange Mechanisms. Journal of Physical Chemistry C, 2020, 124, 4968-4981. 1.5 39



397

Citation Report

# Article IF Citations

7364 Is the origin of green fluorescence in unsymmetrical four-ring bent-core liquid crystals single or
double proton transfer?. Physical Chemistry Chemical Physics, 2020, 22, 4731-4740. 1.3 11

7365 Hydrogen storage capability of cagelike Li3B12 clusters. Journal of Applied Physics, 2020, 127, . 1.1 9

7366 Effect of the PEDOT:PSS buffer layer on the performance of hybrid ZnO nanorods/polymer
electroluminescent diode. Optical and Quantum Electronics, 2020, 52, 1. 1.5 7

7367
High firstâ€•hyperpolarizabilities of thiobarbituric acid derivativeâ€•based donorâ€•Ï€â€•acceptor nonlinear
opticalâ€•phores: Multiple theoretical investigations of substituents and conjugated bridges effect.
International Journal of Quantum Chemistry, 2020, 120, e26176.

1.0 7

7368 Ground and excited-state properties of 1,3-benzoselenazole derivatives: A combined theoretical and
experimental photophysical investigation. Journal of Molecular Structure, 2020, 1207, 127817. 1.8 6

7369
Physical mechanism of the photoinduced charge transfer in multibranched compounds during one-
and two-photon absorption. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 231, 118144.

2.0 3

7370 Degradation Mechanisms and Substituent Effects of <i>N</i>-Chloro-Î±-Amino Acids: A Computational
Study. Environmental Science &amp; Technology, 2020, 54, 2635-2645. 4.6 18

7371
Prediction of Structures and Atomization Energies of Coinage Metals, (M)<sub><i>n</i></sub>,
<i>n</i> &lt; 20: Extrapolation of Normalized Clustering Energies to Predict the Cohesive Energy.
Journal of Physical Chemistry A, 2020, 124, 1775-1786.

1.1 10

7372 ATRP Initiators Based on Proton Transfer Benzazole Dyes: Solid-State Photoactive Polymer with Very
Large Stokes Shift. ACS Applied Polymer Materials, 2020, 2, 1406-1416. 2.0 28

7373 Theoretical Studies of Photophysical Properties of Dâˆ’Ï€âˆ’Aâˆ’Ï€âˆ’D-Type Diketopyrrolopyrrole-Based
Molecules for Organic Light-Emitting Diodes and Organic Solar Cells. Molecules, 2020, 25, 667. 1.7 30

7374 Non-adiabatic Excited-State Molecular Dynamics: Theory and Applications for Modeling Photophysics
in Extended Molecular Materials. Chemical Reviews, 2020, 120, 2215-2287. 23.0 231

7375 Electronic Transport and Non-linear Optical Properties of Hexathiopentacene (HTP) Nanorings: A DFT
Study. Journal of Electronic Materials, 2020, 49, 3282-3289. 1.0 13

7376 Performance of Electronic Structure Methods for the Description of HÃ¼ckelâ€“MÃ¶bius
Interconversions in Extended Ï€-Systems. Journal of Physical Chemistry A, 2020, 124, 2380-2397. 1.1 22

7377 Bisindole caulerpin analogues as nature-inspired photoresponsive molecules. Journal of Materials
Chemistry C, 2020, 8, 6680-6688. 2.7 1

7378 Quantum chemical investigation of modified coumarin-based organic efficient sensitizers for
optoelectronic applications. European Physical Journal D, 2020, 74, 1. 0.6 11

7379 Groundâ€• and Excitedâ€•State Symmetry Breaking and Solvatofluorochromism in Centrosymmetric
Pyrrolo[3,2â€•<i>b</i>]pyrroles Possessing two Nitro Groups. ChemPhotoChem, 2020, 4, 508-519. 1.5 20

7380 Unsymmetrical Coordination of Bipyridine in Three-Coordinate Gold(I) Complexes. Inorganic
Chemistry, 2020, 59, 4109-4117. 1.9 10

7381 Actinide 2-metallabiphenylenes that satisfy HÃ¼ckelâ€™s rule. Nature, 2020, 578, 563-567. 13.7 43



398

Citation Report

# Article IF Citations

7382
Thiazolo[5,4-<i>d</i>]thiazole-based organic sensitizers with improved spectral properties for
application in greenhouse-integrated dye-sensitized solar cells. Sustainable Energy and Fuels, 2020, 4,
2309-2321.

2.5 42

7383
Mechanism study of TADF and phosphorescence in dinuclear copper (I) molecular crystal using
QM/MM combined with an optimally tuned range-separated hybrid functional. Organic Electronics,
2020, 81, 105667.

1.4 13

7384
Extension of Ï€-conjugation and enhancement of electron-withdrawing ability at terminal indenedione
for A-Ï€-D-Ï€-A small molecules for application in organic solar cells. Organic Electronics, 2020, 81,
105679.

1.4 10

7385 Cyclometalated Pt Complexes of CNC Pincer Ligands: Luminescence and Cytotoxic Evaluation.
Organometallics, 2020, 39, 746-756. 1.1 41

7386 Toward an understanding of electronic excitation energies beyond the molecular orbital picture.
Physical Chemistry Chemical Physics, 2020, 22, 6058-6080. 1.3 60

7387 Excitation energies expressed as orbital energies of Kohnâ€“Sham density functional theory with
longâ€•range corrected functionals. Journal of Computational Chemistry, 2020, 41, 1368-1383. 1.5 17

7388 On the Role of the Special Pair in Photosystems as a Charge Transfer Rectifier. Journal of Physical
Chemistry B, 2020, 124, 1987-1994. 1.2 16

7389
Strategies for Design of Potential Singlet Fission Chromophores Utilizing a Combination of
Ground-State and Excited-State Aromaticity Rules. Journal of the American Chemical Society, 2020, 142,
5602-5617.

6.6 86

7390 Benchmark of Simplified Timeâ€•Dependent Density Functional Theory for UVâ€“Vis Spectral Properties of
Porphyrinoids. Advanced Theory and Simulations, 2020, 3, 1900192. 1.3 13

7391 Is it worthwhile to go beyond the localâ€•density approximation in subsystem density functional
theory?. International Journal of Quantum Chemistry, 2020, 120, e26111. 1.0 6

7392 Density functional theory study on two D-Ï€-A-type organic dyes containing different anchoring
groups for dye-sensitized solar cells. Structural Chemistry, 2020, 31, 1125-1135. 1.0 9

7393 Firefly luciferin precursor 2-cyano-6-hydroxybenzothiazole: Fluorescence Ã  la carte controlled by
solvent and acidity. Dyes and Pigments, 2020, 177, 108285. 2.0 6

7394
Enhancement of the Luminescent Efficiency in Carbene-Au<sup>(I)</sup>-Aryl Complexes by the
Restriction of Rennerâ€“Teller Distortion and Bond Rotation. Journal of the American Chemical
Society, 2020, 142, 6158-6172.

6.6 72

7395 The chemical effect goes resonant â€“ a full quantum mechanical approach on TERS. Nanoscale, 2020, 12,
6346-6359. 2.8 29

7396 TheoDORE: A toolbox for a detailed and automated analysis of electronic excited state computations.
Journal of Chemical Physics, 2020, 152, 084108. 1.2 209

7397 Why thermal isomerization of the chromic switch spiropyran-merocyanine is enhance in polar protic
solvents. A computational study of the reaction mechanism. Physica Scripta, 2020, 95, 055402. 1.2 7

7398 Absorption spectra of xanthines in aqueous solution: a computational study. Physical Chemistry
Chemical Physics, 2020, 22, 5929-5941. 1.3 23

7399 The influence of alkylation on the photophysical properties of BODIPYs and their labeling in blood
plasma proteins. Journal of Molecular Liquids, 2020, 304, 112717. 2.3 16



399

Citation Report

# Article IF Citations

7400 Photoisomerization of DiD: Molecular Dynamics Calculations Reveal the Influence of Tail Lengths.
Journal of Physical Chemistry C, 2020, 124, 5829-5837. 1.5 1

7401 Initial-state preparation effects in time-resolved electron paramagnetic resonance experiments.
Journal of Chemical Physics, 2020, 152, 044304. 1.2 2

7402 Double hybrids and timeâ€•dependent density functional theory: An implementation and benchmark on
charge transfer excited states. Journal of Computational Chemistry, 2020, 41, 1242-1251. 1.5 42

7403
Prediction of the most preferable rotamer of meta-aminophenol in Î²-cyclodextrin cavity in aqueous
medium by using spectroscopic and DFT computational studies. Journal of Inclusion Phenomena and
Macrocyclic Chemistry, 2020, 97, 77-86.

0.9 1

7404 Cladosins L-O, new hybrid polyketides from the endophytic fungus Cladosporium sphaerospermum
WBS017. European Journal of Medicinal Chemistry, 2020, 191, 112159. 2.6 19

7405
Pigments of the Moss <i>Paraleucobryum longifolium</i>: Isolation and Structure Elucidation of
Prenyl-Substituted 8,8â€²-Linked 9,10-Phenanthrenequinone Dimers. Journal of Natural Products, 2020, 83,
268-276.

1.5 8

7406 Theoretical study on the effect of spacer groups on the nonlinear optical properties of polyvinyl
carbazole molecular fragments. Structural Chemistry, 2020, 31, 1471-1479. 1.0 1

7407 DFT/TD-DFT investigation on the photoinduced electron transfer of diruthenium and viologen
complexes. Journal of Luminescence, 2020, 222, 117121. 1.5 6

7408 Local Structures and Electronic States of C-S-Hâ€“Sodiumâ€“H<sub>2</sub>O Interface: NMR and DFT
Studies. Journal of Physical Chemistry C, 2020, 124, 5672-5680. 1.5 9

7409 Si<sub>2</sub>C<sub>5</sub>H<sub>2</sub>isomers â€“ search algorithms<i>versus</i>chemical
intuition. Physical Chemistry Chemical Physics, 2020, 22, 5865-5872. 1.3 19

7410 Substitution tuned electronic absorption, charge transfer and non-linear optical properties of some
Dâ€“A type 2,4,6-trisubstituted-1,3,5-triazines: a DFT study. Bulletin of Materials Science, 2020, 43, 1. 0.8 4

7411 Quantum chemical and kinetic study of the CCl2â€¯+â€¯HClâ€¯â†’â€¯CHCl3 insertion reaction. Computational and
Theoretical Chemistry, 2020, 1176, 112742. 1.1 4

7412 Electronic transitions in layered hydroxides: Consequences of trigonal distortion of octahedral
symmetry. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 233, 118192. 2.0 4

7413 Cationâ€“Ï€ binding ability of BN indole. Chemical Communications, 2020, 56, 3749-3752. 2.2 11

7414
Computational studies of Ni(II) photosensitizers complexes containing
1,1â€²-bis(diphenylphosphino)ferrocene and dithio ligands. Canadian Journal of Chemistry, 2020, 98,
194-203.

0.6 4

7415 The Dependence of Implicit Solvent Model Parameters and Electronic Absorption Spectra and
Photoinduced Charge Transfer. Scientific Reports, 2020, 10, 3713. 1.6 11

7416
Understanding the effects of the co-sensitizing ratio on the surface potential, electron injection
efficiency, and FÃ¶rster resonance energy transfer. Physical Chemistry Chemical Physics, 2020, 22,
5568-5576.

1.3 5

7417 Effect of graphene between photoanode and sensitizer on the intramolecular and intermolecular
electron transfer process. Physical Chemistry Chemical Physics, 2020, 22, 6391-6400. 1.3 32



400

Citation Report

# Article IF Citations

7418 Unveiling Latent Photoreactivity of Imines. Angewandte Chemie, 2020, 132, 3694-3699. 1.6 1

7419 DFT and TDDFT study of chemical reactivity and spectroscopic properties of M(TePh)2 [TMEDA] M=Zn,
Cd, and Hg complexes. Structural Chemistry, 2020, 31, 1493-1503. 1.0 10

7420 Mechanism of Ir-catalyzed hydrogenation: A theoretical view. Coordination Chemistry Reviews, 2020,
412, 213251. 9.5 33

7421 Exciplex formation as an approach to selective Copper(II) fluorescent sensors. Inorganica Chimica
Acta, 2020, 506, 119544. 1.2 6

7423 Vibrational Spectra of the Rutheniumâ€“Tris-Bipyridine Dication and Its Reduced Form in Vacuo. Journal
of Physical Chemistry A, 2020, 124, 2449-2459. 1.1 11

7424 Emerging Nonvalence Anion States of [Isoprene-HÂ·]Â·H<sub>2</sub>O Accessed via Detachment of
OH<sup>â€“</sup>Â·Isoprene. Journal of Physical Chemistry A, 2020, 124, 2279-2287. 1.1 7

7425 Physical mechanism of concentration-dependent fluorescence resonance energy transfer.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 231, 118143. 2.0 6

7426 Structure of Imidazolium-N-phthalolylglycinate Salt Hydrate: Combined Experimental and Quantum
Chemical Calculations Studies. Crystals, 2020, 10, 91. 1.0 1

7427 Photoabsorption, photoionization, and Auger processes at the carbon K edge in CH3I. Physical Review
A, 2020, 101, . 1.0 7

7428
Elucidating the multi-configurational character of the firefly dioxetanone anion and its prototypes
in the biradical region using full valence active spaces. Physical Chemistry Chemical Physics, 2020, 22,
4957-4966.

1.3 5

7429 Structure and electronic spectra of neutral and protonated forms of anticonvulsant drug
lamotrigine. Journal of Molecular Modeling, 2020, 26, 53. 0.8 4

7430

A solvent-catalyzed four-molecular two-path solvolysis mechanism of t-butyl chloride or bromide in
water or alcohol derived by density functional theory calculation and confirmed by high-resolution
electrospray ionization-mass spectrometry. Reaction Kinetics, Mechanisms and Catalysis, 2020, 129,
583-612.

0.8 6

7431 The boron nitride (B116N124) fullerene: Stability and electronic properties from DFT simulations.
Chemical Physics Letters, 2020, 741, 137097. 1.2 19

7432 Photoresponsive N,Nâ€²-disubstituted indigo derivatives. Dyes and Pigments, 2020, 176, 108197. 2.0 14

7433
Benchmark and performance of long-range corrected time-dependent density functional tight binding
(LC-TD-DFTB) on rhodopsins and light-harvesting complexes. Physical Chemistry Chemical Physics,
2020, 22, 10500-10518.

1.3 36

7434 Facile synthesis of â€œdigestibleâ€•, rigid-and-flexible, bio-based building block for high-performance
degradable thermosetting plastics. Green Chemistry, 2020, 22, 1275-1290. 4.6 64

7435 Theoretical Study of the Wavelength Selection for the Photocleavage of Coumarinâ€•caged Dâ€•luciferin.
Photochemistry and Photobiology, 2020, 96, 805-814. 1.3 2

7436
Modelling of the Elementary Steps Involved in the Aluminum Electrochemical Deposition from Ionic
Liquid Based Solution: The <i>BMImCl</i>/<i>AlCl</i><sub>3</sub> System. Journal of the
Electrochemical Society, 2020, 167, 013525.

1.3 3



401

Citation Report

# Article IF Citations

7437 Theoretical Study on the Sensing Mechanism of Novel Hydrazine Sensor TAPHP and Its ESIPT and ICT
Processes. Frontiers in Chemistry, 2019, 7, 932. 1.8 24

7438
Charge transfer and nonlinear optical properties of anthraquinone D-Ï€-A dyes in relation with the
DFT based molecular descriptors and perturbational potential. Computational and Theoretical
Chemistry, 2020, 1174, 112712.

1.1 22

7439 <i>Ab initio</i> modelling of local interfaces in doped organic semiconductors. Physical Chemistry
Chemical Physics, 2020, 22, 3527-3538. 1.3 19

7440 Vibrational spectra and chemical imaging of cyclo[18]carbon by tip enhanced Raman spectroscopy.
Chemical Communications, 2020, 56, 2336-2339. 2.2 38

7441 Dynamical Jahnâ€•Teller effect in the first excited. International Journal of Quantum Chemistry, 2020,
120, e26148. 1.0 4

7442
First-Principles Approach for Assessing Cold Electron Injection Efficiency of Dye-Sensitized Solar
Cell: Elucidation of Mechanism of Charge Injection and Recombination. Journal of Physical Chemistry
C, 2020, 124, 2817-2836.

1.5 25

7443 Electronâ€•donor substituents on the dppzâ€•based ligands to control luminescence from dark to bright
emissive state in Ir(III) complexes. International Journal of Quantum Chemistry, 2020, 120, e26167. 1.0 6

7444 Mono-N-benzyl cyclen: A highly selective, multi-functional â€œturn-onâ€• fluorescence sensor for Pb2+,
Hg2+ and Zn2+. Polyhedron, 2020, 179, 114366. 1.0 6

7445
Effects of interfacial adsorption configurations on dye-sensitized solar cell performance at the
stoichiometric and defective TiO<sub>2</sub> anatase (101) surfaces: a theoretical investigation.
Physical Chemistry Chemical Physics, 2020, 22, 4508-4515.

1.3 4

7446 Synergistic Approach of Ultrafast Spectroscopy and Molecular Simulations in the Characterization
of Intramolecular Charge Transfer in Push-Pull Molecules. Molecules, 2020, 25, 430. 1.7 24

7447 Quantitative Design of Bright Fluorophores and AIEgens by the Accurate Prediction of Twisted
Intramolecular Charge Transfer (TICT). Angewandte Chemie, 2020, 132, 10246-10258. 1.6 36

7448 Terbium Crownâ€•Ether Complex as a Stable Photoprobe. Applied Organometallic Chemistry, 2020, 34,
e5420. 1.7 2

7449 N-(O-methoxyphenyl)aza-15-crown-5-ether derivatives: Highly efficient and wide range nonlinear
optical response based cation recognition. Journal of Molecular Liquids, 2020, 301, 112492. 2.3 10

7450 Synthesis, photophysics and biomolecule interactive studies of new hybrid benzo-2,1,3-thiadiazoles.
New Journal of Chemistry, 2020, 44, 2768-2780. 1.4 10

7451 Excitonic Coupling on a Heliobacterial Symmetrical Type-I Reaction Center: Comparison with
Photosystem I. Journal of Physical Chemistry B, 2020, 124, 389-403. 1.2 8

7452
Scaling exchange and correlation in the on-top density functional of multiconfiguration pair-density
functional theory: effect on electronic excitation energies and bond energies. Theoretical Chemistry
Accounts, 2020, 139, 1.

0.5 3

7453 The photophysical properties of three [M(phen)2dppz]2+ (M=Ru and Zn) derivatives for two-photon
photodynamic therapy: Insights from theoretical investigations. Dyes and Pigments, 2020, 176, 108244. 2.0 9

7454 Open-Circuit Voltage of Organic Photovoltaics: A Time-Dependent and Unrestricted DFT Study in a
P3HT/PCBM Complex. Journal of Physical Chemistry A, 2020, 124, 1300-1305. 1.1 4



402

Citation Report

# Article IF Citations

7455
A Computational Strategy for the Design of Photochromic Derivatives Based on Diarylethene and
Nickel Dithiolene with Large Contrast in Nonlinear Optical Properties. Journal of Physical Chemistry
C, 2020, 124, 4221-4241.

1.5 23

7456 Enhanced molecular yield from a cryogenic buffer gas beam source via excited state chemistry. New
Journal of Physics, 2020, 22, 022002. 1.2 31

7457 Highly Stable, Readily Reducible, Fluorescent, Trifluoromethylated 9â€•Borafluorenes. Chemistry - A
European Journal, 2020, 26, 12794-12808. 1.7 35

7458 Insight into the Expanded Mislinked Porphyrins with High Second Order Nonlinear Optical Response.
Journal of Physical Chemistry A, 2020, 124, 955-965. 1.1 18

7459
<i>Trans</i>-to-<i>cis</i> photoisomerization of cyclocurcumin in different environments
rationalized by computational photochemistry. Physical Chemistry Chemical Physics, 2020, 22,
4749-4757.

1.3 16

7460 Branching effect on the linear and nonlinear optical properties of styrylpyrimidines. Physical
Chemistry Chemical Physics, 2020, 22, 4165-4176. 1.3 16

7461
Deep Red emitting dicyanovinylene isophorone based chromophores: Combined synthesis, optical
properties, viscosity sensitivity, and DFT studies. Journal of Photochemistry and Photobiology A:
Chemistry, 2020, 391, 112389.

2.0 5

7462
Quantitative Design of Bright Fluorophores and AIEgens by the Accurate Prediction of Twisted
Intramolecular Charge Transfer (TICT). Angewandte Chemie - International Edition, 2020, 59,
10160-10172.

7.2 131

7463 3d-transition metals (Cu, Fe, Mn, Ni, V and Zn)-doped pentacene Ï€-conjugated organic molecule for
photovoltaic applications: DFT and TD-DFT calculations. Theoretical Chemistry Accounts, 2020, 139, 1. 0.5 19

7464
Sensitizers for DSSC containing triazole motif with acceptor/donor substituents â€“ Correlation
between theoretical and experimental data in prediction of consistent photophysical parameters.
Journal of Molecular Structure, 2020, 1207, 127771.

1.8 29

7465 Orthogonal cell polarity imaging by multiparametric fluorescence microscopy. Sensors and
Actuators B: Chemical, 2020, 309, 127770. 4.0 10

7466
Enhanced Reverse Saturable Absorption in Substituted Twistacenes from Visible to Near-Infrared:
Modulation of Terminal Twisted Ï€-Conjugated Units. Journal of Physical Chemistry C, 2020, 124,
4701-4708.

1.5 10

7467 Preserving Symmetry and Degeneracy in the Localized Orbital Scaling Correction Approach. Journal of
Physical Chemistry Letters, 2020, 11, 1528-1535. 2.1 31

7468 Electronic Excited States and UVâ€“Vis Absorption Spectra of the Dihydropyrene/Cyclophanediene
Photochromic Couple: a Theoretical Investigation. Journal of Physical Chemistry A, 2020, 124, 1567-1579. 1.1 11

7469 Excited-State Absorption by Linear Response Time-Dependent Density Functional Theory. Journal of
Physical Chemistry C, 2020, 124, 4693-4700. 1.5 22

7470 Ï€-Extended pushâ€“pull azo-pyrrole photoswitches: synthesis, solvatochromism and optical band gaps.
Organic and Biomolecular Chemistry, 2020, 18, 1657-1670. 1.5 22

7471
Investigation of Thermally Activated Delayed Fluorescence from a Donorâ€“Acceptor Compound with
Time-Resolved Fluorescence and Density Functional Theory Applying an Optimally Tuned
Range-Separated Hybrid Functional. Journal of Physical Chemistry A, 2020, 124, 1535-1553.

1.1 15

7472 Photolysis of 5-Azido-3-Phenylisoxazole at Cryogenic Temperature: Formation and Direct Detection of
a Nitrosoalkene. Molecules, 2020, 25, 543. 1.7 5



403

Citation Report

# Article IF Citations

7473
Effect of fused triphenylamine core in star-shaped donor-Ï€-acceptor molecules on their
physicochemical properties and performance in bulk heterojunction organic solar cells. Dyes and
Pigments, 2020, 177, 108260.

2.0 18

7474 Donorâ€“Pyreneâ€“Acceptor Distance-Dependent Intramolecular Charge-Transfer Process: A
State-Specific Solvation Preferred to the Linear-Response Approach. ACS Omega, 2020, 5, 9944-9956. 1.6 16

7475 Designing of benzothiazole based non-fullerene acceptor (NFA) molecules for highly efficient organic
solar cells. Computational and Theoretical Chemistry, 2020, 1181, 112833. 1.1 94

7476 Comparative quantum chemistry study of the F-center in lanthanum trifluoride. Nuclear Instruments
& Methods in Physics Research B, 2020, 474, 57-62. 0.6 9

7477 Investigating the photolysis of NO2 and influencing factors by using a DFT/TD-DFT method.
Atmospheric Environment, 2020, 230, 117559. 1.9 4

7478 How the atomic electron-accepting ability affect the double ESIPT process of
2,5-bis(benzoxazol-2-yl)thiophene-3,4-diol?. Journal of Luminescence, 2020, 225, 117329. 1.5 28

7479 Enhanced DSSC performance by the introduction of hydroxamic acid group into the cyanoacetic acid
dyes. Journal of Photochemistry and Photobiology A: Chemistry, 2020, 398, 112512. 2.0 5

7480
Cobalt(II), Nickel(II) and Zinc(II) complexes based on DHA: Synthesis, X-ray crystal structure,
antibacterial activity and DFT computational studies. Journal of Molecular Structure, 2020, 1217,
128353.

1.8 8

7481 The large subunit of the regulatory [NiFe]-hydrogenase fromRalstonia eutrophaâ€“ a minimal
hydrogenase?. Chemical Science, 2020, 11, 5453-5465. 3.7 20

7482 Detection of Chemical Weapon Agents Using Spectroscopic Probes: A Computational Study. Journal of
Chemistry, 2020, 2020, 1-11. 0.9 2

7483 Chromatograpic resolution of phenylethanolic-azole racemic compounds highlighted stereoselective
inhibition of heme oxygenase-1 by (R)-enantiomers. Bioorganic Chemistry, 2020, 99, 103777. 2.0 11

7484 Excited-state hydrogen bonding: Detecting ammonia using an HHTP-DPB covalent organic framework.
Chemical Physics, 2020, 536, 110822. 0.9 5

7485 Benchmarking computational methods and influence of guest conformation on chirogenesis in zinc
porphyrin complexes. Physical Chemistry Chemical Physics, 2020, 22, 11025-11037. 1.3 5

7486 Status and Challenges of Density Functional Theory. Trends in Chemistry, 2020, 2, 302-318. 4.4 216

7487 Pushâ€“Pull Zinc Phthalocyanine Bearing Hexa-Tertiary Substituted Carbazolyl Donor Groups for
Dye-Sensitized Solar Cells. Molecules, 2020, 25, 1692. 1.7 11

7488

<scp>Surfaceâ€•enhanced</scp> Raman scattering of
<scp>M<sub>2</sub></scp>â€“pyrazineâ€“<scp>M<sub>2</sub></scp> (M = Cu, Ag, Au): Analysis by natural
perturbation orbitals and <scp>density functional theory</scp> functional dependence. Journal of
Computational Chemistry, 2020, 41, 1628-1637.

1.5 3

7489 Analysis of environment response effects on excitation energies within subsystemâ€•based timeâ€•dependent
densityâ€•functional theory. International Journal of Quantum Chemistry, 2020, 120, e26213. 1.0 22

7490 Theoretical study of a novel organic electride with large nonlinear optical responses. International
Journal of Quantum Chemistry, 2020, 120, e26235. 1.0 3



404

Citation Report

# Article IF Citations

7491 Experimental and DFT Studies on the FTâ€•IR, NMR and UV/Vis Spectra of a Xanthene Derivative: The Case of
9â€•benzoylâ€•3,4,5,6,7,9â€•hexahydroâ€•1<i>h</i>â€•xantheneâ€•1,8(2<i>h</i>)â€•dione. ChemistrySelect, 2020, 5, 3971-3980.0.7 9

7492 DFT and TD-DFT studies of new pentacene-based organic molecules as a donor material for
bulk-heterojunction solar cells. Journal of Computational Electronics, 2020, 19, 895-904. 1.3 19

7493
Computational design of new organic (Dâ€“Ï€â€“A) dyes based on benzothiadiazole for photovoltaic
applications, especially dye-sensitized solar cells. Research on Chemical Intermediates, 2020, 46,
3247-3262.

1.3 23

7494 Experimental, Semi-theoretical, and Theoretical Electronic and Non-linear Optical Characteristics of
ECBP. Journal of Electronic Materials, 2020, 49, 3928-3937. 1.0 0

7495 A review of linear carbon chains. Chinese Chemical Letters, 2020, 31, 1746-1756. 4.8 45

7496 Designed network of ternary core-shell PPCOT/NiFe2O4/C-SWCNTs nanocomposites. A Selective Fe3+
ionic sensor. Journal of Alloys and Compounds, 2020, 834, 155020. 2.8 31

7497
The effect of the heteroatom (X=P, As, Si and Ge) on the geometrical and electronic properties of
Î±-Keggin polyoxometalates (M=Mo, W and Nb) â€“ A DFT investigation. Journal of Molecular Structure,
2020, 1213, 128159.

1.8 12

7498 Flexible diphenylsulfone versus rigid dibenzothiophene-dioxide as acceptor moieties in
donor-acceptor-donor TADF emitters for highly efficient OLEDs. Organic Electronics, 2020, 83, 105733. 1.4 11

7499 Theoretical study of new conjugated compounds with a low bandgap for bulk heterojunction solar
cells: DFT and TD-DFT study. Results in Chemistry, 2020, 2, 100040. 0.9 33

7500 New Insights into the Excited State Dynamics of Quinolineâ€“Pyrazole Isomerism. Journal of Physical
Chemistry B, 2020, 124, 3400-3407. 1.2 50

7501 Excited-State Turn-On of Aurophilicity and Tunability of Relativistic Effects in a Series of Digold
Triazolates Synthesized via iClick. Journal of the American Chemical Society, 2020, 142, 8331-8341. 6.6 26

7502
Improving photosensitivity without changing thermal reactivity in photochromic diarylbenzenes
based on accurate prediction by DFT calculations. Photochemical and Photobiological Sciences, 2020,
19, 644-653.

1.6 8

7503 Electronic structure and second-order nonlinear optical properties of lemniscular
[16]cycloparaphenylene compounds. RSC Advances, 2020, 10, 13984-13990. 1.7 9

7504 Experimental and Computational Study of the Structure, Steric Properties, and Binding Equilibria of
Neopentylphosphine Palladium Complexes. Inorganic Chemistry, 2020, 59, 5579-5592. 1.9 3

7505
Synthesis, Photophysical and Electronic Properties of Monoâ€•, Diâ€•, and Triâ€•Aminoâ€•Substituted
Orthoâ€•Perylenes, and Comparison to the Tetraâ€•Substituted Derivative. Chemistry - A European Journal,
2020, 26, 12050-12059.

1.7 8

7506 Synthesis and Structure Insights of Two Novel Broad-Spectrum Antibacterial Candidates Based on
(E)-Nâ€²-[(Heteroaryl)methylene]adamantane-1-carbohydrazides. Molecules, 2020, 25, 1934. 1.7 8

7507 How accurate are TDâ€•DFT excitedâ€•state geometries compared to DFT groundâ€•state geometries?. Journal
of Computational Chemistry, 2020, 41, 1718-1729. 1.5 57

7508 Push/Pull Effect as Driving Force for Different Optical Responses of Azobenzene in a Biological
Environment. Journal of Physical Chemistry C, 2020, 124, 8310-8322. 1.5 11



405

Citation Report

# Article IF Citations

7509 Electronic Structure of Multicomponent Organic Molecular Materials: Evaluation of
Range-Separated Hybrid Functionals. Journal of Chemical Theory and Computation, 2020, 16, 3712-3719. 2.3 20

7510 Twisting and bending photo-excited phenylethynylbenzenes â€“ a theoretical analysis. Physical
Chemistry Chemical Physics, 2020, 22, 9974-9981. 1.3 6

7511 Structural, Spectroscopic, and Chemical Bonding Analysis of Zn(II) Complex [Zn(sal)](H2O): Combined
Experimental and Theoretical (NBO, QTAIM, and ELF) Investigation. Crystals, 2020, 10, 259. 1.0 13

7512 Effect of fluorine on optoelectronic properties in DI-A-DII-A-DI type organic molecules: A combined
experimental and DFT study. Journal of Molecular Structure, 2020, 1210, 128019. 1.8 7

7513 Revisiting the Hole Size in Double Helical DNA with Localized Orbital Scaling Corrections. Journal of
Physical Chemistry B, 2020, 124, 3428-3435. 1.2 5

7514
Establishing best practices to model the electronic structure of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>CuFeO</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>
from first principles. Physical Review B, 2020, 101, .

1.1 8

7515
New thiophene-based poly(azomethine)s bearing tetraphenylsilane moieties along their backbone.
Optical, electronic, thermal properties and theoretical calculations. European Polymer Journal, 2020,
130, 109658.

2.6 13

7516 Characterization of fluorescent chlorophyll charge-transfer states as intermediates in the excited
state quenching of light-harvesting complex II. Photosynthesis Research, 2020, 144, 171-193. 1.6 36

7517 TiO2 thin films sensitization with natural dyes extracted from Bactris guineensis for photocatalytic
applications: Experimental and DFT study. Journal of Saudi Chemical Society, 2020, 24, 407-416. 2.4 21

7518 Eâ†’Z photoinduced isomerization and hydrogen bonding in the peri-acetamido substituted
(1H-pyrrol-2-ylmethylene)benzocycloalkanones. Tetrahedron, 2020, 76, 131202. 1.0 7

7519
Electrical stability study of polymer-based organic transistors in ambient air using an active
semiconducting/insulating polyblend-based pseudo-bilayer. Materials Chemistry Frontiers, 2020, 4,
1679-1688.

3.2 4

7520 Theoretical examination of covalency in berkelium(<scp>IV</scp>) carbonate complexes. International
Journal of Quantum Chemistry, 2020, 120, e26254. 1.0 8

7521 Hybrid functionals with systemâ€•dependent parameters: Conceptual foundations and methodological
developments. Wiley Interdisciplinary Reviews: Computational Molecular Science, 2020, 10, e1476. 6.2 7

7522 Spectroscopic, EPR, X-ray structural, and DFT studies of the complex compound of N4-donor ligand
with copper(II). Journal of Molecular Structure, 2020, 1214, 128204. 1.8 3

7523 Injectable supramolecular nanohydrogel from a micellar self-assembling calix[4]arene derivative and
curcumin for a sustained drug release. Materials Science and Engineering C, 2020, 111, 110842. 3.8 19

7524
Physical mechanism of special type photoinduced charge transfer in one-photon and two-photon
absorption of Mobius rings. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 236, 118264.

2.0 7

7525 Insights into the Electronic Properties and Charge Transfer Mechanism of a Porphyrin
Ruthenium-Based Metalâ€“Organic Framework. Chemistry of Materials, 2020, 32, 4194-4204. 3.2 31

7526
Investigation of the Luminescence of [UO<sub>2</sub>X<sub>4</sub>]<sup>2â€“</sup> (X = Cl, Br)
Complexes in the Organic Phase Using Time-Resolved Laser-Induced Fluorescence Spectroscopy and
Quantum Chemical Simulations. Inorganic Chemistry, 2020, 59, 5896-5906.

1.9 15



406

Citation Report

# Article IF Citations

7527 Approximate versus Exact Embedding for Chiroptical Properties: Reconsidering Failures in Potential
and Response. Journal of Chemical Theory and Computation, 2020, 16, 3104-3120. 2.3 18

7528 Transport and Spectroscopy in Conjugated Molecules: Two Properties and a Single Rationale. Journal
of Chemical Theory and Computation, 2020, 16, 2930-2940. 2.3 4

7529 Investigating the (Poly)Radicaloid Nature of Real-World Organic Compounds with DFT-Based Methods.
Journal of Physical Chemistry A, 2020, 124, 3590-3600. 1.1 7

7530 On the Spectroscopic Modeling of Localized Defects in Sodalites by TD-DFT. Journal of Physical
Chemistry C, 2020, 124, 8949-8957. 1.5 15

7531 Predicting Device Parameters for Dye-Sensitized Solar Cells from Electronic Structure Calculations
to Reproduce Experiment. ACS Applied Energy Materials, 2020, 3, 4367-4376. 2.5 6

7532 <i>Ab initio</i> study on the excited states of pyrene and its derivatives using multi-reference
perturbation theory methods. RSC Advances, 2020, 10, 12988-12998. 1.7 11

7533 A DFT study to probe homo-conjugated norbornylogous bridged spacers in dye-sensitized solar cells:
an approach to suppressing agglomeration of dye molecules. RSC Advances, 2020, 10, 15307-15319. 1.7 16

7534 Symmetry controlled photo-selection and charge separation in butadiyne-bridged
donorâ€“bridgeâ€“acceptor compounds. Physical Chemistry Chemical Physics, 2020, 22, 9664-9676. 1.3 6

7535 Computational insight into the halogen bonded self-assembly of hexa-coordinated metalloporphyrins.
Physical Chemistry Chemical Physics, 2020, 22, 11558-11566. 1.3 13

7536 Ultrafast broadband nonlinear optical properties and excited-state dynamics of two bis-chalcone
derivatives. RSC Advances, 2020, 10, 15199-15205. 1.7 15

7537 Molecular recognition of pyrazine <i>N</i>,<i>N</i>â€²-dioxide using aryl extended calix[4]pyrroles.
Chemical Science, 2020, 11, 5650-5657. 3.7 16

7538 Heteroligand Complexes of Copper(II) with Malonic and Adipic Acids Dihydrazides and L-Histidine.
Russian Journal of General Chemistry, 2020, 90, 404-409. 0.3 0

7539
Synthesis, Spectroscopic Properties, and Quantum Mechanical Study of
5-Oxo-1-phenyl-4-(piperidin-1-ylmethyl)pyrrolidine-3-carboxylic Acid. Russian Journal of Organic
Chemistry, 2020, 56, 476-484.

0.3 0

7540 Fusing Thienyl with N-Annulated Perylene Dyes and Photovoltaic Parameters for Dye-Sensitized Solar
Cells. Journal of Physical Chemistry A, 2020, 124, 3626-3635. 1.1 18

7541
Nitro End Groups: Remarkable Vibrational Reporters for Charge Transfer in the Excited States of
Oligo(<i>p</i>-phenyleneethynylene)-Bridged Donorâ€“Acceptor Dyads. Journal of Physical Chemistry C,
2020, 124, 9755-9764.

1.5 4

7542 The Trip to the Density Functional Theory Zoo Continues: Making a Case for Time-Dependent Double
Hybrids for Excited-State Problems. Australian Journal of Chemistry, 2021, 74, 3. 0.5 39

7543 A comparative study based on molecular structure, spectroscopic, electronic, thermodynamic and
NBO analysis of some nitrogen-containing monomers. Polymer Bulletin, 2021, 78, 663-693. 1.7 20

7544 Description of excited states in photochemistry with theoretical methods. ChemistrySelect, 2021, 6, . 0.7 2



407

Citation Report

# Article IF Citations

7545 Nearâ€•Infrared Boron Difluoride Formazanate Dyes. Chemistry - A European Journal, 2021, 27, 2854-2860. 1.7 11

7546 Enhanced linear and nonlinear optical response of superhalogen (Al7) doped graphitic carbon nitride
(g-C3N4). Optik, 2021, 226, 165923. 1.4 46

7547 Lead ion selective electrodes from dibenzo-18-crown-6 derivatives: An exploratory study. Journal of
Molecular Structure, 2021, 1227, 129575. 1.8 10

7548
Theoretical predictions of the spectroscopic properties of BODIPY dyes: Effects of the fused aromatic
and heteroaromatic rings at the b, g bonds. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2021, 247, 119125.

2.0 2

7549 The complete catalytic mechanism of xanthine oxidase: a computational study. Inorganic Chemistry
Frontiers, 2021, 8, 405-416. 3.0 14

7550 Investigation of Luminescent Triplet States in Tetranuclear Cu<sup>I</sup> Complexes:
Thermochromism and Structural Characterization. Chemistry - A European Journal, 2021, 27, 5439-5452. 1.7 25

7551 The electronic states and vibronic absorption spectrum of berberine in aqueous solution.
International Journal of Quantum Chemistry, 2021, 121, e26537. 1.0 5

7552 pysisyphus: Exploring potential energy surfaces in ground and excited states. International Journal of
Quantum Chemistry, 2021, 121, e26390. 1.0 29

7553 Thienyl/phenyl bay-substituted perylenebisimides: Intersystem crossing and application as heavy
atom-free triplet photosensitizers. Dyes and Pigments, 2021, 184, 108708. 2.0 16

7554 Molecular designing of highâ€•performance 3D starâ€•shaped electron acceptors containing a truxene core
for nonfullerene organic solar cells. Journal of Physical Organic Chemistry, 2021, 34, . 0.9 85

7555 Coordination of indium monohalide with group-10 metal carbonyls [TM(CO)3(InX)]: a DFT study.
Chemical Papers, 2021, 75, 311-324. 1.0 13

7556
Complex of 4-(2-aminophenyl)Â âˆ’1,2,3- thiadiazole with 2,3-dichloro- 5,6-dicyano-1,4-benzoquinone:
Experimental study and investigation at different exchange-correlation functionals. DOS, NBO, QTAIM
and RDG analyses. Journal of Molecular Structure, 2021, 1223, 128855.

1.8 12

7557 Photophysical Properties of Fluorescent 2â€•(Phenylamino)â€•1,10â€•phenanthroline Derivatives â€ .
Photochemistry and Photobiology, 2021, 97, 47-60. 1.3 4

7558 Lipophilic ion aromaticity is not important for permeability across lipid membranes. Biochimica Et
Biophysica Acta - Biomembranes, 2021, 1863, 183483. 1.4 9

7559 Experimental and theoretical investigations of lignin-urea-formaldehyde wood adhesive: Density
functional theory analysis. International Journal of Adhesion and Adhesives, 2021, 104, 102737. 1.4 37

7560 Theoretical investigation of structure, anticancer activity and molecular docking of thiourea
derivatives. Journal of Molecular Structure, 2021, 1225, 129118. 1.8 38

7561 Synthesis, characterization, DFT and TD-DFT study of novel bis(5,6-diphenyl-1,2,4-triazines). Journal of
Molecular Structure, 2021, 1226, 129345. 1.8 12

7562 On the pivotal roles of non-covalent interactions in governing the conformational stability of
halo-salicylic acids: an â€œatoms-in-moleculesâ€• perspective. Structural Chemistry, 2021, 32, 431-443. 1.0 4



408

Citation Report

# Article IF Citations

7563
Designing of benzodithiophene core-based small molecular acceptors for efficient non-fullerene
organic solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021,
244, 118873.

2.0 102

7564
First theoretical framework of Z-shaped acceptor materials with fused-chrysene core for high
performance organic solar cells. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2021, 245, 118938.

2.0 84

7565 Exploring rhenium (I) complexes as potential fluorophores for walled-cells (yeasts and bacteria):
Photophysics, biocompatibility, and confocal microscopy. Dyes and Pigments, 2021, 184, 108876. 2.0 8

7566
A novel fluorescent chemosensor for Cu2+ ion based on a new hexadentate ligand receptor: X-ray
single crystal of the perchlorate salt of the ligand, ion selectivity assays and TD-DFT study. Inorganica
Chimica Acta, 2021, 515, 120061.

1.2 5

7567
Adsorption of nitrosamine conformers on the C24, B12N12, Be12O12 and Al12P12 nanocages and their
conversion to nitrogen and water molecules: A DFT study. Physica E: Low-Dimensional Systems and
Nanostructures, 2021, 127, 114506.

1.3 6

7568 Self-consistent electrostatic embedding for liquid phase polarization. Journal of Molecular Liquids,
2021, 322, 114550. 2.3 7

7569 Ab initio investigation of the ground and lowest excited states of the YAl molecule. Computational
and Theoretical Chemistry, 2021, 1194, 113057. 1.1 0

7570
Structural, physico-chemical landscapes, ground state and excited state properties in different
solvent atmosphere of Avapritinib and its ultrasensitive detection using SERS/GERS on self-assembly
formation with graphene quantum dots. Journal of Molecular Liquids, 2021, 322, 114555.

2.3 28

7571 A theoretical study of the interactions between carbon dioxide and some Group(III) trihalides:
Implications in carbon dioxide sequestration. Journal of Molecular Structure, 2021, 1223, 129212. 1.8 1

7572
The influence of Ï€-linkers configuration on properties of 10-hexylphenoxazine donor-based sensitizer
for dye-sensitized solar cell application â€“ Theoretical approach. Journal of Molecular Graphics and
Modelling, 2021, 102, 107779.

1.3 9

7573 Binding of calcium to l-serine and o-phospho-l-serine as affected by temperature, pH and ionic
strength under milk processing conditions. International Dairy Journal, 2021, 112, 104875. 1.5 10

7574
Synthesis, spectroscopic characterization and antibacterial evaluation by chalcones derived of
acetophenone isolated from Croton anisodontus MÃ¼ll.Arg.. Journal of Molecular Structure, 2021,
1226, 129403.

1.8 25

7575 DFT investigation of atazanavir as potential inhibitor for 2019-nCoV coronavirus M protease. Journal
of Molecular Structure, 2021, 1228, 129461. 1.8 9

7576
Stimuli-responsive emission of quinoxalinone-based compounds. From experimental findings to
theoretical insight by means of multiscale computational spectroscopy approaches. Dyes and
Pigments, 2021, 184, 108797.

2.0 5

7577 Synthesis, spectroscopy, crystal structure, TGA/DTA study, DFT and molecular docking investigations
of (E)-4-(4-methylbenzyl)-6-styrylpyridazin-3(2H)-one. Journal of Molecular Structure, 2021, 1228, 129435. 1.8 55

7578 A userâ€•friendly, Pythonâ€•based quantum mechanics/Gromacs interface: gmx2qmmm. International
Journal of Quantum Chemistry, 2021, 121, e26486. 1.0 5

7579 Fluorescence turn-on and turn-off mechanisms of a dual-selective chemosensor of Bi3+ and pH
changes: Insights from a theoretical perspective. Dyes and Pigments, 2021, 185, 108934. 2.0 11

7580
Enhancement of one- and two-photon absorption and visualization of intramolecular charge transfer
of pyrenyl-contained derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2021, 245, 118897.

2.0 26



409

Citation Report

# Article IF Citations

7581
Assessment of the proposed pseudo-potential theoretical model for the static and dynamic Raman
scattering intensities: Multivariate statistical approach to quantum-chemistry protocols.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 245, 118891.

2.0 0

7582 Impact of the macrocyclic structure and dynamic solvent effect on the reactivity of a localised
singlet diradicaloid with Ï€-single bonding character. Chemical Science, 2021, 12, 613-625. 3.7 16

7583 Cyclophane Molecules Exhibiting Thermally Activated Delayed Fluorescence: Linking Donor Units to
Influence Molecular Conformation. Journal of Organic Chemistry, 2021, 86, 429-445. 1.7 13

7584 The shape selectivity of corannulene dimers based on concaveâ€“convex and convexâ€“convex shape
complementarity as hosts for C60 and C70. Physical Chemistry Chemical Physics, 2021, 23, 405-414. 1.3 8

7585 Modulare Synthese helikalâ€•chiraler Organoborâ€•Verbindungen: Ausschnitte verlÃ¤ngerter Helices.
Angewandte Chemie, 2021, 133, 4396-4403. 1.6 23

7586 Switchable NLO response induced by rotation of the fulvalene diruthenium-linked polyoxometalate
derivatives. Journal of Molecular Structure, 2021, 1230, 129659. 1.8 4

7587

Structural characterization, DFT calculations, ADMET studies, antibiotic potentiating activity,
evaluation of efflux pump inhibition and molecular docking of chalcone
(E)-1-(2-hydroxy-3,4,6-trimethoxyphenyl)-3-(4-methoxyphenyl)prop-2-en-1-one. Journal of Molecular
Structure, 2021, 1227, 129692.

1.8 12

7588 First principle study of lithium and phosphorus co-doped graphitic carbon nitride as a nonlinear
optical material. Materials Today Communications, 2021, 26, 101911. 0.9 4

7589 Efficient self-photo-degradation of cationic textile dyes involved triethylamine and degradation
pathway. Chemosphere, 2021, 266, 129209. 4.2 19

7590 Towards the intercalation of Li cations to the Co(II) and Mn(II) ferrocenyl-phosphinic MOFs. Journal
of Organometallic Chemistry, 2021, 932, 121641. 0.8 2

7591 Structure, conformational dynamics, quantum mechanical studies and potential biological activity
analysis of multiple sclerosis medicine ozanimod. Journal of Molecular Structure, 2021, 1227, 129685. 1.8 37

7592 A new CBD-CC-E spectral similarity scale for optimizing computer-simulated UVâ€“vis spectra.
Computational and Theoretical Chemistry, 2021, 1197, 113116. 1.1 0

7593 Refined standards for simulating UVâ€“vis absorption spectra of acceptors in organic solar cells by
TD-DFT. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 407, 113087. 2.0 9

7594 Separation and configurational assignment of stereoisomeric phenalenones from the marine
mangrove-derived fungus Penicillium herquei MA-370. Bioorganic Chemistry, 2021, 106, 104477. 2.0 14

7595 Combined theoretical and experimental studies on CO2 capture by amine-activated glycerol. Chemical
Engineering Journal, 2021, 408, 128002. 6.6 16

7596 Binding properties of cucurbit[7]uril to neutral and protonated amino acids: A theoretical study.
International Journal of Quantum Chemistry, 2021, 121, e26491. 1.0 5

7597

Functional Group-Directed Photochemical Reactions of Aromatic Alcohols, Amines, and Thiols
Triggered by Excited-State Hydrogen Detachment: Additive-free Oligomerization, Disulfidation, and
C(sp<sup>2</sup>)â€“H Carboxylation with CO<sub>2</sub>. Journal of Organic Chemistry, 2021, 86,
959-969.

1.7 2

7598 Synthesis, Crystal Structures, Fluorescence and Quantum Chemical Investigations of some
Multi-Substituted Quinoline Derivatives. Journal of Fluorescence, 2021, 31, 195-208. 1.3 3



410

Citation Report

# Article IF Citations

7599
Theoretical design and characterization of D-A1-A based organic dyes for efficient DSSC by altering
promising acceptor (A1) moiety. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 407,
113048.

2.0 28

7600 Coordination-promoted photoluminescence induced by configuration twisting regulation. Journal of
Luminescence, 2021, 231, 117783. 1.5 2

7601 Tuning the donating strength of dye sensitizers using molecular electrostatic potential analysis. New
Journal of Chemistry, 2021, 45, 2496-2507. 1.4 5

7602 In silico prediction of annihilators for tripletâ€“triplet annihilation upconversion via auxiliary-field
quantum Monte Carlo. Chemical Science, 2021, 12, 1068-1079. 3.7 7

7603
2â€• and 2,7â€•Substituted <i>para</i>â€•<i>N</i>â€•Methylpyridinium Pyrenes: Syntheses, Molecular and
Electronic Structures, Photophysical, Electrochemical, and Spectroelectrochemical Properties and
Binding to Doubleâ€•Stranded (ds) DNA. Chemistry - A European Journal, 2021, 27, 2837-2853.

1.7 13

7604 Modular Synthesis of Organoboron Helically Chiral Compounds: Cutouts from Extended Helices.
Angewandte Chemie - International Edition, 2021, 60, 4350-4357. 7.2 68

7605 Efficient designing of triphenylamine-based hole transport materials with outstanding photovoltaic
characteristics for organic solar cells. Journal of Materials Science, 2021, 56, 5113-5131. 1.7 86

7606 Molecular design of dibenzo[g,p]chrysene-based hole-transporting materials for perovskite solar
cells: A theoretical study. Synthetic Metals, 2021, 271, 116631. 2.1 13

7607
Cation Radicals of Hachimoji Nucleobases P and Z: Generation in the Gas Phase and Characterization by
UVâ€“Vis Photodissociation Action Spectroscopy and Theory. Journal of the American Society for Mass
Spectrometry, 2021, 32, 373-386.

1.2 8

7608 Cationic Boron Formazanate Dyes**. Angewandte Chemie - International Edition, 2021, 60, 5152-5156. 7.2 14

7609 Monitoring peptide tyrosine nitration by spectroscopic methods. Amino Acids, 2021, 53, 517-532. 1.2 14

7610
Theoretical investigation of superalkali clusters M2OCN and M2NCO (where M=Li, Na, K) as excess
electron system with significant static and dynamic nonlinear optical response. Optik, 2021, 227,
166037.

1.4 15

7611
A novel quinoxalinedione-bicapped tri-ruthenium carbonyl cluster [Ru3(Î¼-H)2(CO)6(Î¼3-HDCQX)2]:
synthesis, characterization, anticancer activity and theoretical investigation of Ruâ€“Ru and Ruâ€“Ligand
bonding interactions. Polyhedron, 2021, 193, 114889.

1.0 0

7612 Intermolecular conical intersections in molecular aggregates. Nature Nanotechnology, 2021, 16, 63-68. 15.6 22

7613
How Does Bridging Core Modification Alter the Photovoltaic Characteristics of Triphenylamineâ€•Based
Hole Transport Materials? Theoretical Understanding and Prediction. Chemistry - A European Journal,
2021, 27, 4197-4210.

1.7 97

7614
Construction of novel trimeric Ï€-interaction subphthalocyanine-sensitized titanium dioxide for
highly efficient photocatalytic degradation of organic pollutants. Journal of Alloys and Compounds,
2021, 855, 157458.

2.8 11

7615
Structural aspects, conformational preference and other physico-chemical properties of Artesunate
and the formation of self-assembly with graphene quantum dots: A first principle analysis and surface
enhancement of Raman activity investigation. Journal of Molecular Liquids, 2021, 325, 114810.

2.3 33

7616 A new light-responsive resistive random-access memory device containing hydrogen-bonded
complexes. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 404, 112914. 2.0 8



411

Citation Report

# Article IF Citations

7617
Synthesis, DFT computational insights on structural, optical, photoelectrical characterizations and
spectroscopic parameters of the novel (2E)-3-(4-methoxy-5-oxo-5H-furo[3,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 737 Td (2-g]chromen-6-yl)acrylonitrile(MOFCA). Journal of Molecular Structure, 2021, 1223, 129316.1.8 10

7618 Excited State Proton Transfer of Quinone Cyanine 9: Implications on the Origin of Superâ€•Photoacidity.
ChemPhotoChem, 2021, 5, 245-252. 1.5 2

7619
Update of CHARMM36's atomic charges for aromatic amino acids in water solution simulations and
spectroscopy analysis via sequential molecular dynamics and DFT calculations. Journal of Molecular
Liquids, 2021, 321, 114739.

2.3 12

7620
Effects of the atomic number of alkali atom and pore size of graphyne on the secondâ€•order nonlinear
optical response of superalkali salts of graphynes OM 3 + @ GYs âˆ’ (M = Li, Na, and K). International
Journal of Quantum Chemistry, 2021, 121, e26477.

1.0 11

7621 Structural investigations, quantum mechanical studies on proton and metal affinity and biological
activity predictions of selpercatinib. Journal of Molecular Liquids, 2021, 325, 114765. 2.3 18

7622 Designing benzothiadiazole based non-fullerene acceptors with high open circuit voltage and higher
LUMO level to increase the efficiency of organic solar cells. Optik, 2021, 228, 166138. 1.4 48

7623 Screening donor and acceptor groups for organic azo-based dyes for dye sensitized solar cells.
Journal of Molecular Structure, 2021, 1228, 129776. 1.8 17

7624 Influence of alkali metal atoms on structure, electronic and non-linear optical properties of
calix[4]arene. Physica E: Low-Dimensional Systems and Nanostructures, 2021, 127, 114539. 1.3 3

7625 The vibronic absorption spectra and electronic states of acridine orange in aqueous solution.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 249, 119302. 2.0 5

7626 How graphene strengthened molecular photoelectric performance of solar cells: A photo
current-voltage assessment. Solar Energy, 2021, 213, 271-283. 2.9 25

7627 Comparison of donors julolidine and triphenylamine in TCF-based NLOphoric dyes â€“ a DFT approach.
Molecular Physics, 2021, 119, e1853266. 0.8 1

7628 Efficient Hybrid Density Functional Calculations for Large Periodic Systems Using Numerical Atomic
Orbitals. Journal of Chemical Theory and Computation, 2021, 17, 222-239. 2.3 12

7629 Superiority of Iridium Photocatalyst and Role of Quinuclidine in Selective Î±-C(sp<sup>3</sup>)â€“H
Alkylation: Theoretical Insights. Journal of Organic Chemistry, 2021, 86, 484-492. 1.7 3

7630 Cationic Boron Formazanate Dyes**. Angewandte Chemie, 2021, 133, 5212-5216. 1.6 2

7631 Mechanistic Investigation on Chemiluminescent Formaldehyde Probes. Chemistry - A European Journal,
2021, 27, 5712-5720. 1.7 7

7632
Synthesis, photophysical, and theoretical studies on Ï€â€•conjugated copolymers based on
benzothiadiazole and cyanopyridine acceptor moieties along with other Ï€â€•bridge units. Journal of
Physical Organic Chemistry, 2021, 34, e4158.

0.9 3

7633 metal ions. Arabian Journal of Chemistry, 2021, 14, 102932. 2.3 6

7634 Long-range exciton diffusion in a non-fullerene acceptor: approaching the incoherent limit. Journal
of Materials Chemistry C, 2021, 9, 1419-1428. 2.7 15



412

Citation Report

# Article IF Citations

7635 UV polarisation spectroscopy of 1,4-diethynylbenzene. Molecular Physics, 2021, 119, . 0.8 1

7636 Direct observation of nystatin binding to the plasma membrane of living cells. Biochimica Et
Biophysica Acta - Biomembranes, 2021, 1863, 183528. 1.4 8

7637
Mildness in preparative conditions directly affects the otherwise straightforward syntheses
outcome of Schiff-base isoniazid derivatives: Aroylhydrazones and their solvolysis-related
dihydrazones. Journal of Molecular Structure, 2021, 1228, 129437.

1.8 0

7638 Excitation Wavelengthâ€•Dependent Charge Generation Dynamics in a Nonfullerene Organic Solar Cell
Interface. Solar Rrl, 2021, 5, 2000719. 3.1 6

7639 Physical mechanism and electric-magnetic interaction in ECD and ROA: Visualization methods on
chirality. Chemical Physics Letters, 2021, 763, 138206. 1.2 1

7640
Accurate Molecular Geometries in Complex Excited-State Potential Energy Surfaces from
Time-Dependent Density Functional Theory. Journal of Chemical Theory and Computation, 2021, 17,
357-366.

2.3 8

7641 Time-resolved imaging of correlation-driven charge migration in light-induced molecular magnets by
X-ray scattering. Faraday Discussions, 2021, 228, 82-103. 1.6 7

7642 Ultrastrong Regulation Effect of the Electric Field on the Allâ€•Carboatomic Ring Cyclo[18]Carbon**.
ChemPhysChem, 2021, 22, 386-395. 1.0 62

7643 Plasma membrane staining with fluorescent hybrid benzothiadiazole and coumarin derivatives: Tuning
the cellular selection by molecular design. Dyes and Pigments, 2021, 186, 109005. 2.0 12

7644 Terpyridine based ReX(CO)3 compounds (XÂ =Â Brâ€“, N3â€“ and triazolate): Spectroscopic and DFT studies.
Polyhedron, 2021, 194, 114954. 1.0 5

7645 Understanding TADF: a joint experimental and theoretical study of DMAC-TRZ. Physical Chemistry
Chemical Physics, 2021, 23, 378-387. 1.3 29

7646 Unraveling a trifecta of weak non-covalent interactions: The dissociation energy of the
anisole-ammonia 1:1 complex. Chemical Physics Letters, 2021, 762, 138106. 1.2 1

7647

An experimental and theoretical study of the electronic spectra of tetraethylammonium
[tris(1,3-dithiole-2-thione-4,5-dithiolato)M] and tetraethylammonium
[tris(1,3-dithiole-2-one-4,5-dithiolato)M], for MÂ =Â Sn(IV) and Sb(V). Journal of Molecular Structure, 2021,
1223, 129219.

1.8 1

7648 Absorption mechanism of dopamine/DOPAC-modified TiO2 nanoparticles by time-dependent density
functional theory calculations. Materials Today Energy, 2021, 19, 100571. 2.5 2

7649
Synthesis, characterization, and computational study of a new zinc derivative
(4.4â€²diaminodiphenylmethane) (meso-tetratolylporphyrinato) zinc {[Zn(TTP) (DADMP)2]}n. Journal of
Solid State Chemistry, 2021, 295, 121920.

1.4 8

7650 Sensing Mechanism of <scp>Excitedâ€•State</scp> Intermolecular Hydrogen Bond for Phthalimide:
Indispensable Role of Dimethyl Sulfoxide. Chinese Journal of Chemistry, 2021, 39, 1113-1120. 2.6 3

7651
Deciphering the Electronic Transitions of Thiopheneâ€•Based Donorâ€•Acceptorâ€•Donor Pentameric Ligands
Utilized for Multimodal Fluorescence Microscopy of Protein Aggregates. ChemPhysChem, 2021, 22,
323-335.

1.0 11

7652 A nitrophenyl-carbazole based push-pull linker as a building block for non-linear optical active
coordination polymers: A structural and photophysical study. Dyes and Pigments, 2021, 186, 109012. 2.0 8



413

Citation Report

# Article IF Citations

7653 Comprehensive Benchmark Study on the Calculation of <sup>29</sup>Si NMR Chemical Shifts.
Inorganic Chemistry, 2021, 60, 272-285. 1.9 14

7654 Spectroscopic ellipsometry of SUâ€•8 photoresist from 190 to 1680 nm (0.740â€“6.50 eV). Surface and
Interface Analysis, 2021, 53, 5-13. 0.8 1

7655 Coumarin-based Dâ€“Ï€â€“A dyes for efficient DSSCs: DFT and TD-DFT study of the Ï€-spacers influence on
photovoltaic properties. Research on Chemical Intermediates, 2021, 47, 875-893. 1.3 14

7656 Effect of protonation on the photophysical properties of 4-substituted and 4,7-disubstituted
quinazoline push-pull chromophores. Dyes and Pigments, 2021, 185, 108948. 2.0 17

7657
Platinum and palladium complexes of tridentate âˆ’C^N^N (phen-ide)-pyridine-thiazol ligands â€“ A case
study involving spectroelectrochemistry, photoluminescence spectroscopy and TD-DFT calculations.
Inorganica Chimica Acta, 2021, 518, 120093.

1.2 18

7658 Dual Emission of meso â€•Phenyleneethynyleneâ€“BODIPY Oligomers: Synthesis, Photophysics, and
Theoretical Optoelectronic Study. Chemistry - A European Journal, 2021, 27, 2493-2505. 1.7 3

7659 Mechanochromic LLDPE Films Doped with NIR Reflective Paliogen Black. Macromolecular Rapid
Communications, 2021, 42, e2000426. 2.0 6

7660
Quantum chemical calculations of <sup>77</sup>Se and <sup>125</sup>Te nuclear magnetic
resonance spectral parameters and their structural applications. Magnetic Resonance in Chemistry,
2021, 59, 359-407.

1.1 21

7661 Tunable perylene-based donor-acceptor conjugated microporous polymer to significantly enhance
photocatalytic uranium extraction from seawater. Chemical Engineering Journal, 2021, 412, 127558. 6.6 64

7662 Halochromic luminescent quinoxalinones as a basis for pH-sensing in organic and aqueous solutions.
Dyes and Pigments, 2021, 186, 108958. 2.0 14

7663
Assessment of local coupled cluster methods for excited states of
<scp>BODIPY</scp>/<scp>Azaâ€•BODIPY</scp> families. Journal of Computational Chemistry, 2021, 42,
144-155.

1.5 9

7664 QM/MM Studies of Light-responsive Biological Systems. Challenges and Advances in Computational
Chemistry and Physics, 2021, , . 0.6 7

7665 Deep in blue with green chemistry: influence of solvent and chain length on the behaviour of <i>N</i>-
and <i>N</i>,<i>N</i>â€²- alkyl indigo derivatives. Chemical Science, 2021, 12, 303-313. 3.7 17

7666 Aromaticity Survival in Hydrofullerenes: The Case of C 66 H 4 with Its Ï€â€•Aromatic Circuits. Chemistry -
A European Journal, 2021, 27, 802-808. 1.7 9

7667 Can density functional theory â€˜Copeâ€™ with highly fluxional shapeshifting molecules?. Chemical
Physics, 2021, 540, 111013. 0.9 15

7668 A MC-spiropyran for smartphone assisted reversible, selective and nanomolar level detection of
formic acid in water and gas phase. Journal of Molecular Structure, 2021, 1223, 129249. 1.8 15

7669 Identifying carbon as the source of visible single-photon emission from hexagonal boron nitride.
Nature Materials, 2021, 20, 321-328. 13.3 210

7670 Theoretical investigation of aromaticity and charge transfer in emission process of triarylmethyl
radicals as <scp>OLED</scp> materials. International Journal of Quantum Chemistry, 2021, 121, e26522. 1.0 6



414

Citation Report

# Article IF Citations

7671 The 1H and 13C chemical shifts of 5â€“5 lignin model dimers: An evaluation of DFT functionals. Journal
of Molecular Structure, 2021, 1226, 129300. 1.8 5

7672
Computation of electrical responsive properties and global reactivity descriptors along the proton
transfer co-ordinate of donorâ€“acceptor substituted pyrazole derivatives. Molecular Physics, 2021,
119, e1811413.

0.8 0

7673 New Y-shaped structures of tetra-gold cation clusters stabilised by absorption of oxygen molecules.
Molecular Physics, 2021, 119, e1812744. 0.8 2

7674 Interaction of hydrogen sulfide with the pristine and B&N-doped beryllium oxide nanotube: DFT study.
Journal of Sulfur Chemistry, 2021, 42, 51-66. 1.0 4

7675 Selective Modification for Redâ€•Shifted Excitability: A Small Change in Structure, a Huge Change in
Photochemistry. Chemistry - A European Journal, 2021, 27, 2212-2218. 1.7 11

7676
The role of the intermediate state in angle-resolved photoelectron studies using (2â€‰+â€‰1)
resonance-enhanced multiphoton ionization of the chiral terpenes, Î±-pinene and 3-carene. Molecular
Physics, 2021, 119, e1808907.

0.8 9

7677 Benchmarking DFT Calculations of 1 H and 13 C Chemical Shifts in Monosubstituted Ferrocenes.
International Journal of Quantum Chemistry, 2021, 121, e26456. 1.0 4

7678 Ultraviolet photodissociation of gas-phase transition metal complexes:
dicarbonylcyclopentadienyliodoiron(II). Molecular Physics, 2021, 119, e1813343. 0.8 1

7679
Structural, electronic, and thermodynamic properties of TiO 2 /organic clusters: performance of
DFTB method with different parameter sets. International Journal of Quantum Chemistry, 2021, 121,
e26427.

1.0 7

7680
Alkali Metal Doping for Enhancement of Nonlinear Optical Properties of
Dicyclopenta[4,3,2,1-ghi:4â€²,3â€²,2â€²,1â€²-pqr]perylene: A New Bowl-Shaped Fragment of Fullerene C70. Journal of
Inorganic and Organometallic Polymers and Materials, 2021, 31, 648-658.

1.9 2

7681
Impact of polycyclic aromatic hydrocarbons and heteroatomic bridges (N, S, and O) on optoelectronic
properties of 1,3,5â€•triazine derivatives: A computational insight. Journal of Physical Organic Chemistry,
2021, 34, .

0.9 3

7682 Effects of rotational conformation on electronic properties of 4,4â€²-bis(carbazol-9-yl)biphenyl (CBP):
the single-molecule picture and beyond. Molecular Physics, 2021, 119, e1876936. 0.8 1

7683 Time-Dependent Density Functional Theory Study of Copper(II) Oxo Active Sites for
Methane-to-Methanol Conversion in Zeolites. Inorganic Chemistry, 2021, 60, 1149-1159. 1.9 10

7684 Effect of Polymerization on the Charge-Transfer Mechanism in the One (Two)-Photon Absorption
Process of Dâ€“A-Type Triphenylamine Derivatives. Journal of Physical Chemistry A, 2021, 125, 777-794. 1.1 11

7685 Effective Ï€-electron number and symmetry perturbation effect on the two-photon absorption of
oligofluorenes. Physical Chemistry Chemical Physics, 2021, 23, 18602-18609. 1.3 7

7686 Triplet state (anti)aromaticity of some monoheterocyclic analogues of benzene, naphthalene and
anthracene. New Journal of Chemistry, 2021, 45, 5060-5074. 1.4 6

7687 Design and Synthesis of N-Substituted 3,4-Pyrroledicarboximides as Potential Anti-Inflammatory
Agents. International Journal of Molecular Sciences, 2021, 22, 1410. 1.8 8

7688 <sup>13</sup>C NMR chemical shifts in substituted benzenes: analysis using natural perturbation
orbitals and substitution effects. Molecular Physics, 2021, 119, e1843722. 0.8 0



415

Citation Report

# Article IF Citations

7689
Theoretical investigations about the effect of electron-withdrawing groups on proprieties of
A-Ï€-D-Ï€-A type small molecules donor for organic solar cells. Journal of Molecular Modeling, 2021, 27,
54.

0.8 10

7690
Metalloporphyrin immobilized CeO<sub>2</sub>: <i>in situ</i> generation of active sites and
synergistic promotion of photocatalytic water oxidation. Catalysis Science and Technology, 2021, 11,
2560-2569.

2.1 1

7691 Design of novel optically active oligomers consist of units similar to BODIPY molecules. Structural
Chemistry, 2021, 32, 1219-1230. 1.0 3

7692 Substituent Effects on the Solubility and Electronic Properties of the Cyanine Dye Cy5: Density
Functional and Time-Dependent Density Functional Theory Calculations. Molecules, 2021, 26, 524. 1.7 18

7693 Electronic structure of the [Ni(Salen)] complex studied by core-level spectroscopies. Physical
Chemistry Chemical Physics, 2021, 23, 11015-11027. 1.3 7

7694
First principles theoretical spectroscopy of methylene blue: Between limitations of time-dependent
density functional theory approximations and its realistic description in the solvent. Journal of
Chemical Physics, 2021, 154, 044106.

1.2 13

7695 Density Functional Theory-Based Calculation Shed New Light on the Bizarre Addition of Cysteine Thiol
to Dopaquinone. International Journal of Molecular Sciences, 2021, 22, 1373. 1.8 9

7696 Review: Simulation Models for Materials and Biomolecules. Engineering Materials, 2021, , 27-82. 0.3 3

7697
Global double hybrids do not work for charge transfer: A comment on â€œDouble hybrids and
timeâ€•dependent density functional theory: An implementation and benchmark on charge transfer
excited statesâ€•. Journal of Computational Chemistry, 2021, 42, 528-533.

1.5 15

7698 Highly twisted carbazole-borane derivatives: Bâ€“N stereodynamic analysis and consequences on their
emission properties. Organic Chemistry Frontiers, 2021, 8, 4496-4507. 2.3 4

7699
A computational study on second-order nonlinear optical properties based on bis-cyclometalated
Ir(<scp>iii</scp>) complexes: redox and substituent effects. New Journal of Chemistry, 2021, 45,
10725-10734.

1.4 8

7700 Theoretical Investigation of Intermolecular Dihydrogen Bonds in C2H2Â·Â·Â·HM and C2H4Â·Â·Â·HM (M = Li, Na) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 302 Td (and K) Complexes: A DFT and ab initio Study. Asian Journal of Chemistry, 2021, 33, 1811-1818.0.1 0

7701
Synthesis, characterization, photophysical properties, and computational studies on
N-hexylphenothiazine/cyanopyridine based Ï€-conjugated copolymers. High Performance Polymers, 2021,
33, 712-726.

0.8 1

7702 Advances, challenges and perspectives of quantum chemical approaches in molecular spectroscopy of
the condensed phase. Chemical Society Reviews, 2021, 50, 10917-10954. 18.7 34

7703 Mechanistic study of L-6-hydroxynicotine oxidase by DFT and ONIOM methods. Journal of Molecular
Modeling, 2021, 27, 53. 0.8 3

7704 Synthesis, characterization, and optoelectronic properties of phenothiazine-based organic
co-poly-ynes. New Journal of Chemistry, 2021, 45, 15082-15095. 1.4 3

7705 Fused Thiazine Tethered Metal-Free Dyes for Dye Sensitized Solar Cells: A Computational Investigation.
Asian Journal of Chemistry, 2021, 33, 2373-2378. 0.1 0

7706 Time-dependent DFT calculations of the dipole moment and polarizability for excited states. Advances
in Quantum Chemistry, 2021, 83, 305-327. 0.4 1



416

Citation Report

# Article IF Citations

7707
Updating atomic charge parameters of aliphatic amino acids: a quest to improve the performance of
molecular modeling <i>via</i> sequential molecular dynamics and DFT-GIAO-NMR calculations.
Physical Chemistry Chemical Physics, 2021, 23, 8413-8425.

1.3 12

7708 Origin of Chiroptic Amplification in Perylene-Diimide Helicenes. Journal of Physical Chemistry C, 2021,
125, 2554-2564. 1.5 17

7709 Copper(II) Complexes of 1,3-Dimethyl-5-(4&apos;/3&apos;-pyridylazo)-6-aminouracil: Structures, Redox,
Magnetic and Protein Binding Properties. SSRN Electronic Journal, 0, , . 0.4 0

7710 Photoinduced electron transfer in nano-Saturn complexes of fullerene. Physical Chemistry Chemical
Physics, 2021, 23, 2126-2133. 1.3 8

7711 Chelates of 3- and 5-hydroxyflavone: Quantum chemical study. Chemical Physics Letters, 2021, 762,
138142. 1.2 3

7712
Spectral, DFTâ€”TDDFT computational investigation and biological studies of transition metal
complexes of dehydroacetic acid schiff base. Journal of the Iranian Chemical Society, 2021, 18,
1625-1640.

1.2 1

7713 Role of Computational Variables on the Performances of COSMO-SAC Model: A Combined Theoretical
and Experimental Investigation. Industrial &amp; Engineering Chemistry Research, 2021, 60, 2314-2325. 1.8 0

7714 Photoelectron spectra and electronic structure of Zn(II)bis-Î²-diketonates with aromatic substituents
by the PES, DFT, and OVGF methods. Journal of Molecular Structure, 2021, 1223, 128815. 1.8 2

7715
Experimental and computational insights into the synthesis and characterization of a novel Schiff
base ligand 2, 2â€²-[(1z, 14e)-2, 5, 8,11,14-pentaazapentadeca-1, 14-diene-diyl] diphenol. CSI Transactions on ICT,
2021, 9, 71-81.

0.7 0

7716 Revising the formation and electronic properties in flavylium derivatives. A theoretical tandem
towards optimized DSSCs. New Journal of Chemistry, 2021, 45, 4453-4463. 1.4 1

7717 Enhanced second-order Stark effect in twisted bilayer graphene quantum dots. Nano Research, 2021,
14, 3935. 5.8 4

7718 Synthesis and electronic coupling studies of cyclometalated diruthenium complexes bridged by
3,3â€²,5,5â€²-tetrakis(benzimidazol-2-yl)-biphenyl. Dalton Transactions, 2021, 50, 4219-4230. 1.6 5

7719
Failure of molecular dynamics to provide appropriate structures for quantum mechanical description
of the aqueous chloride ion charge-transfer-to-solvent ultraviolet spectrum. Physical Chemistry
Chemical Physics, 2021, 23, 9109-9120.

1.3 1

7720 Tuning the first hyperpolarizability of hexaphyrins with different connections of mislinked pyrrole
units: a theoretical study. Physical Chemistry Chemical Physics, 2021, 23, 8489-8499. 1.3 10

7721 Structural and Electronic Properties of Various Useful Metal Oxides. , 2021, , 49-84. 0

7722 Photocatalytic degradation of ibuprofen using titanium oxide: insights into the mechanism and
preferential attack of radicals. RSC Advances, 2021, 11, 27720-27733. 1.7 20

7723 Aggregation-enhanced emission in tetraphenylpyrazine-based luminogens: theoretical modulation and
experimental validation. Materials Chemistry Frontiers, 2021, 5, 5012-5023. 3.2 10

7724 The influence of the shape and configuration of sensitizer molecules on the efficiency of DSSCs: a
theoretical insight. RSC Advances, 2021, 11, 5556-5567. 1.7 7



417

Citation Report

# Article IF Citations

7725 First hyperpolarizability of water at the airâ€“vapor interface: a QM/MM study questions standard
experimental approximations. Physical Chemistry Chemical Physics, 2021, 23, 24932-24941. 1.3 6

7726 Benzobisthiadiazole-based high-spin donorâ€“acceptor conjugated polymers with localized spin
distribution. Materials Advances, 2021, 2, 2943-2955. 2.6 10

7727 Aromaticity descriptors based on electron delocalization. , 2021, , 235-259. 13

7728
A new perspective for evaluating the photoelectric performance of organicâ€“inorganic hybrid
perovskites based on the DFT calculations of excited states. Physical Chemistry Chemical Physics, 2021,
23, 11548-11556.

1.3 23

7729
Enhancing functionalities of organic ultraviolet-visible phototransistors incorporating
spiropyran-merocyanine photochromic materials. Journal of Materials Chemistry A, 2021, 9,
22522-22532.

5.2 9

7730 Study of the structural and optoelectronic properties of dye solar cells based on phosphonic acid
anchoring by DFT functionals. New Journal of Chemistry, 2021, 45, 2723-2733. 1.4 12

7731 A Simple Range-Separated Double-Hybrid Density Functional Theory for Excited States. Journal of
Chemical Theory and Computation, 2021, 17, 927-942. 2.3 38

7732 Bis-BODIPY linked-triazole based on catechol core for selective dual detection of Ag<sup>+</sup> and
Hg<sup>2+</sup>. RSC Advances, 2021, 11, 3703-3712. 1.7 25

7733 The synthesis, properties, and reactivity of Lewis acidic aminoboranes. Organic and Biomolecular
Chemistry, 2021, 19, 4796-4802. 1.5 3

7734
Critical benchmarking of popular composite thermochemistry models and density functional
approximations on a probabilistically pruned benchmark dataset of formation enthalpies. Journal of
Chemical Physics, 2021, 154, 044113.

1.2 10

7735 Rigidochromism by imide functionalisation of an aminomaleimide fluorophore. Chemical Science, 2021,
12, 10550-10557. 3.7 9

7736 A theoretical study on the excited-state deactivation paths for the Aâ€“5FU dimer. Physical Chemistry
Chemical Physics, 2021, 23, 16089-16106. 1.3 3

7737 A quantum chemical study on the effects of varying the central metal in extended photosynthetic
pigments. Physical Chemistry Chemical Physics, 2021, 23, 14404-14414. 1.3 0

7738 SPAAC iClick: progress towards a bioorthogonal reaction in-corporating metal ions. Dalton
Transactions, 2021, 50, 12681-12691. 1.6 11

7739
Investigation of the thermal decomposition mechanism of glycerol: the combination of a theoretical
study based on the Minnesota functional and experimental support. Physical Chemistry Chemical
Physics, 2021, 23, 20466-20477.

1.3 6

7740 A supramolecular double-helix based on complementary phosphateâ€“guanidinium pairing. Chemical
Communications, 2021, 57, 9842-9845. 2.2 4

7741 Heavy-elementâ€“ligand covalence: ligand noninnocence in molybdenum and tungsten Viking-helmet
Corroles. Dalton Transactions, 2021, 50, 12843-12849. 1.6 6

7742 On the factors influencing the chiroptical response of conjugated polymer thin films. Chemical
Communications, 2021, 57, 9914-9917. 2.2 13



418

Citation Report

# Article IF Citations

7743 Influence of TiO2 surface defects on the adsorption of N719 dye molecules. Physical Chemistry
Chemical Physics, 2021, 23, 22160-22173. 1.3 0

7744
Electronic structures and spectroscopic signatures of diiron intermediates generated by
O<sub>2</sub> activation of nonheme iron(<scp>ii</scp>)â€“thiolate complexes. Dalton Transactions,
2021, 50, 14432-14443.

1.6 2

7745 Can a gas phase contact ion pair containing a hydrocarbon carbocation be formed in the ground
state?. RSC Advances, 2021, 11, 4221-4230. 1.7 4

7746 Synthesis and Electronic Properties of Diketopyrrolopyrrole-Based Polymers with and without
Ring-Fusion. Macromolecules, 2021, 54, 970-980. 2.2 23

7747 Exploring vibronic coupling in the benzene radical cation and anion with different levels of
the<i>GW</i>approximation. Physical Chemistry Chemical Physics, 2021, 23, 19054-19070. 1.3 1

7749 Facile preparation of a cobalt diamine diketonate adduct as a potential vapor phase precursor for
Co<sub>3</sub>O<sub>4</sub>films. Dalton Transactions, 2021, 50, 10374-10385. 1.6 9

7750
Structure, Electronic, and Charge Transfer Properties of Organic Photovoltaics from Density
Functional Theory Methods. Challenges and Advances in Computational Chemistry and Physics, 2021, ,
57-79.

0.6 0

7751 In Silico Prediction and Design of Dye-Sensitized Solar Cells. Springer Series in Materials Science, 2021,
, 645-677. 0.4 0

7752 Knecorticosanones Câ€“H from the fruits of <i>Knema globularia</i> (Lam.) warb. RSC Advances, 2021, 11,
4097-4103. 1.7 7

7753
Ultrafast channel I and channel II charge generation processes at a nonfullerene donorâ€“acceptor
PTB7:PDI interface is crucial for its excellent photovoltaic performance. Physical Chemistry Chemical
Physics, 2021, 23, 2097-2104.

1.3 4

7754
Synthesis, Crystal Structure, Spectroscopic Characterization, DFT Calculations and Cytotoxicity
Assays of a New Cu(II) Complex with an Acylhydrazone Ligand Derived from Thiophene. Inorganics,
2021, 9, 9.

1.2 14

7755 Natural and magnetic circular dichroism spectra of nucleosides: effect of the dynamics and
environment. RSC Advances, 2021, 11, 8411-8419. 1.7 4

7756 Impact of tensile and compressive forces on the hydrolysis of cellulose and chitin. Physical Chemistry
Chemical Physics, 2021, 23, 15908-15916. 1.3 15

7757 Trajectory surface-hopping photoinduced dynamics from Rydberg states of trimethylamine. Physical
Chemistry Chemical Physics, 2021, 23, 10964-10977. 1.3 5

7758 Spectral tuning of chlorophylls in proteins â€“ electrostatics <i>vs.</i> ring deformation. Physical
Chemistry Chemical Physics, 2021, 23, 6544-6551. 1.3 16

7759 Photoinduced electron transfer in mechanically interlocked suit[3]ane systems. Journal of Materials
Chemistry C, 2021, 9, 9436-9445. 2.7 9

7760
An interesting possibility of forming special hole stepping stones with high-stacking aromatic rings in
proteins: three-Ï€ five-electron and four-Ï€ seven-electron resonance bindings. RSC Advances, 2021, 11,
26672-26682.

1.7 0

7761 Unravelling the nature of a tolueneâ€“fumaronitrile complex. Physical Chemistry Chemical Physics,
2021, 23, 16128-16141. 1.3 2



419

Citation Report

# Article IF Citations

7762 Cyclopentadienyl radical formation from the reaction of excited nitrogen atoms with benzene: a
theoretical study. Physical Chemistry Chemical Physics, 2021, 23, 12408-12420. 1.3 9

7763 Synthesis, characterization, and theoretical studies of the photovoltaic properties of novel reactive
azonitrobenzaldehyde derivatives. RSC Advances, 2021, 11, 28433-28446. 1.7 42

7764 Theoretical design of asymmetric Aâ€“D<sub>1</sub>Aâ€²D<sub>2</sub>â€“A type non-fullerene acceptors
for organic solar cells. Physical Chemistry Chemical Physics, 2021, 23, 12321-12328. 1.3 20

7765 Investigation of second-order nonlinear optical responses in a series of V-shaped binuclear
platinum(<scp>ii</scp>) complexes. Dalton Transactions, 2021, 50, 4623-4633. 1.6 7

7766
Active Bromoanilineâ€“Aldehyde Conjugate Systems and Their Complexes as Versatile Sensors of
Multiple Cations with Logic Formulation and Efficient DNA/HSA-Binding Efficacy: Combined
Experimental and Theoretical Approach. ACS Omega, 2021, 6, 3659-3674.

1.6 6

7767
Unprecedented interplay of antiferro- and ferromagnetic exchange interactions through
intermolecular hydrogen bonds in mononuclear Cu(<scp>ii</scp>) complexes. New Journal of
Chemistry, 2021, 45, 12236-12246.

1.4 7

7768 Enantioselective Michael addition to vinyl phosphonates <i>via</i> hydrogen bond-enhanced halogen
bond catalysis. Chemical Science, 2021, 12, 7561-7568. 3.7 19

7769 Pairing double hybrid functionals with a tailored basis set for an accurate thermochemistry of
hydrocarbons. RSC Advances, 2021, 11, 26073-26082. 1.7 4

7770 Non-sterical stabilization of one-electron-oxidized NiSalen complex by thiophene core. New Journal
of Chemistry, 2021, 45, 14425-14431. 1.4 0

7771 Excited-State Geometry Optimization of Small Molecules with Many-Body Greenâ€™s Functions Theory.
Journal of Chemical Theory and Computation, 2021, 17, 879-888. 2.3 16

7772 Hydrogen evolution by polymer photocatalysts; a possible photocatalytic cycle. Sustainable Energy
and Fuels, 2021, 5, 2622-2632. 2.5 10

7773 Revealing the effects of molecular orientations on the azo-coupling reaction of nitro compounds
driven by surface plasmonic resonances. Physical Chemistry Chemical Physics, 2021, 23, 21748-21756. 1.3 0

7774 Low temperature insights into the crystal and magnetic structure of a neutral radical ferromagnet.
Chemical Communications, 2021, 57, 10238-10241. 2.2 2

7775 Exciton coupling chirality in helicene-porphyrin conjugates. Chemical Communications, 2021, 57,
10743-10746. 2.2 11

7776 The fluorescence turn-off mechanism of a norbornene-derived homopolymer â€“ an Al<sup>3+</sup>
colorimetric and fluorescent chemosensor. Materials Advances, 0, , . 2.6 6

7777 Chemistry in Fungal Bioluminescence: A Theoretical Study from Luciferin to Light Emission. Journal of
Organic Chemistry, 2021, 86, 1874-1881. 1.7 16

7778 Antiaromaticityâ€“aromaticity transition of cyclo[16]carbon upon metal encapsulation. Physical
Chemistry Chemical Physics, 2021, 23, 8817-8824. 1.3 17

7779 Synthesis, X-Ray Crystallography, Theoretical Investigation and Optical Properties of
2-Chloro-N-(2,4-dinitrophenyl) Acetamide. Journal of Chemical Crystallography, 2021, 51, 523. 0.5 0



420

Citation Report

# Article IF Citations

7780 External electric field modulated second-order nonlinear optical response and visible transparency
in hexalithiobenzene. Journal of Molecular Modeling, 2021, 27, 19. 0.8 3

7781
The hierarchy of <i>ab initio</i> and DFT methods for describing an intramolecular non-covalent Siâ‹¯N
contact in the silicon compounds using electron diffraction geometries. Physical Chemistry Chemical
Physics, 2021, 23, 2762-2774.

1.3 4

7782 Intramolecular charge transfer excitation induced by CH<sub>3</sub>O substitution in the
3-methoxy-1-propoxy radical. Physical Chemistry Chemical Physics, 2021, 23, 2586-2593. 1.3 1

7784
How many shades of grey? On the proximity of density functional approximation to ab initio method
via calculations of electric multipole moments. Journal of Physics: Conference Series, 2021, 1730,
012126.

0.3 0

7785
Tuning the electronic and nonlinear optical properties of black phosphorus quantum dots by
introducing electron-donating/withdrawing molecules (TTF/TCNQ). New Journal of Chemistry, 2021,
45, 12399-12407.

1.4 3

7786 The development of a highly selective fluorescent probe for the rapid detection of HClO in living
cells and zebrafish. New Journal of Chemistry, 2021, 45, 12569-12575. 1.4 1

7787 The dependence of the spectroscopic properties of orcein dyes on solvent proticity: insights from
theory and experiments. Physical Chemistry Chemical Physics, 2021, 23, 15329-15337. 1.3 0

7788 Evaluating the nature of the vertical excited states of fused-ring electron acceptors using TD-DFT and
density-based charge transfer. Physical Chemistry Chemical Physics, 2021, 23, 15282-15291. 1.3 5

7789 The role of the active site tyrosine in the mechanism of lytic polysaccharide monooxygenase. Chemical
Science, 2021, 12, 352-362. 3.7 17

7790
Differences in Intermolecular Interactions and Flexibility between Poly(ethylene terephthalate) and
Poly(butylene terephthalate) Studied by Far-Infrared/Terahertz and Low-Frequency Raman
Spectroscopy. Macromolecules, 2021, 54, 1052-1062.

2.2 18

7791 The Role of Range-Separated Correlation in Long-Range Corrected Hybrid Functionals. Journal of
Physical Chemistry Letters, 2021, 12, 1207-1213. 2.1 7

7792 Donor acceptor fluorophores: synthesis, optical properties, TD-DFT and cytotoxicity studies. Organic
and Biomolecular Chemistry, 2021, 19, 1835-1846. 1.5 12

7793 Dissociations of free radicals to generate protons, electrophiles or nucleophiles: role in DNA strand
breaks. Chemical Society Reviews, 2021, 50, 7496-7512. 18.7 5

7794 Design and DFT study of nitrogen-rich donor systems for improved photovoltaic performance in
dye-sensitized solar cells. New Journal of Chemistry, 2021, 45, 11585-11595. 1.4 16

7795 Key Parameters on the Antibacterial Activity of Silver Camphor Complexes. Antibiotics, 2021, 10, 135. 1.5 7

7796 Cooperative Bâ€“H and Siâ€“H Bond Activations by Îº<sup>2</sup>-<i>N</i>,<i>S</i>-Chelated Ruthenium
Borate Complexes. Inorganic Chemistry, 2021, 60, 1183-1194. 1.9 17

7797 Pitfalls on evaluating pair exchange interactions for modelling molecule-based magnetism. Journal of
Materials Chemistry C, 2021, 9, 10647-10660. 2.7 7

7798 Dynamics of Anthracene Excimer Formation within a Water-Soluble Nanocavity at Room Temperature.
Journal of the American Chemical Society, 2021, 143, 2025-2036. 6.6 33



421

Citation Report

# Article IF Citations

7799 Hydroxyaromatic Fluorophores. ACS Omega, 2021, 6, 3447-3462. 1.6 7

7800 <i>transâ€“cis</i> Photoisomerization of a biomimetic cyclocurcumin analogue rationalized by
molecular modelling. Physical Chemistry Chemical Physics, 2021, 23, 12842-12849. 1.3 12

7801 Theoretical Engineering of Singlet Fission Kinetics in Perylene Bisimide Dimer with Chromophore
Rotation. Journal of Physical Chemistry A, 2021, 125, 875-884. 1.1 6

7802
Charge Transfer Excitation and Asymmetric Energy Transfer at the Interface of
Pentaceneâ€“Perfluoropentacene Heterostacks. ACS Applied Materials &amp; Interfaces, 2021, 13,
5284-5292.

4.0 5

7803 A Computational Analysis of the Reaction of Atomic Oxygen O($$^3$$P) with Acrylonitrile. Lecture
Notes in Computer Science, 2021, , 339-350. 1.0 0

7804

Evidence of topological nodal lines and surface states in the centrosymmetric superconductor
<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi
mathvariant="normal">SnTaS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>. Physical
Review B, 2021, 103, .

1.1 15

7805 Excitonic and charge transfer interactions in tetracene stacked and T-shaped dimers. Journal of
Chemical Physics, 2021, 154, 044306. 1.2 11

7806 The effect of size, charge state and composition on the binding of propene to yttrium-doped gold
clusters. RSC Advances, 2021, 11, 29186-29195. 1.7 6

7807
Effect of the substituents of new coumarin-imidazo[1,2-<i>a</i>]heterocyclic-3-acrylate derivatives on
nonlinear optical properties: a combined experimental-theoretical approach. Physical Chemistry
Chemical Physics, 2021, 23, 22466-22475.

1.3 5

7808 Supramolecular BODIPY based dimers: synthesis, computational and spectroscopic studies. Organic
and Biomolecular Chemistry, 2021, 19, 8118-8127. 1.5 2

7809 First-principles analysis of the optical properties of lead halide perovskite solution precursors.
Physical Chemistry Chemical Physics, 2021, 23, 21087-21096. 1.3 3

7810
The origin of unidirectional charge separation in photosynthetic reaction centers: nonadiabatic
quantum dynamics of exciton and charge in pigmentâ€“protein complexes. Chemical Science, 2021, 12,
8131-8140.

3.7 26

7811
Predicting the structure and NMR coupling constant
<sup>1</sup><i>J</i>(<sup>129</sup>Xeâ€“<sup>19</sup>F) of XeF<sub>6</sub> using quantum mechanics
methods. Physical Chemistry Chemical Physics, 2021, 23, 7240-7246.

1.3 2

7812 Assessment of the performance of DFT functionals in the fulfillment of off-diagonal hypervirial
relationships. Physical Chemistry Chemical Physics, 2021, 23, 15268-15274. 1.3 13

7813 Using computational chemistry to design pumpâ€“probe schemes for measuring nitrobenzene radical
cation dynamics. Physical Chemistry Chemical Physics, 2021, 23, 13338-13348. 1.3 6

7814 Experimental and Theoretical Studies on Effects of Structural Modification of Tin Nanoclusters for
Third-Order Nonlinear Optical Properties. Inorganic Chemistry, 2021, 60, 1885-1892. 1.9 21

7815 Triplet State Baird Aromaticity in Macrocycles: Scope, Limitations, and Complications. Journal of
Physical Chemistry A, 2021, 125, 570-584. 1.1 10

7816
Investigating the Nonradiative Decay Pathway in the Excited State of Silepin Derivatives: A Study with
Second-Order Multireference Perturbation Wavefunction Theory. Journal of Physical Chemistry A,
2021, 125, 559-569.

1.1 2



422

Citation Report

# Article IF Citations

7817
TD-DFT and Experimental Methods for Unraveling the Energy Distribution of Charge-Transfer
Triplet/Singlet States of a TADF Molecule in a Frozen Matrix. Journal of Physical Chemistry A, 2021, 125,
1234-1242.

1.1 13

7818

Optical Properties of the Atomically Precise <i>C</i><sub>4</sub> Core
[Au<sub>9</sub>(PPh<sub>3</sub>)<sub>8</sub>]<sup>3+</sup> Cluster Probed by Transient
Absorption Spectroscopy and Time-Dependent Density Functional Theory. Journal of Physical
Chemistry C, 2021, 125, 2033-2044.

1.5 8

7819 Acceptor substituent effect on triphenylamine-based organic dye sensitizers for DSSCs: quantum
chemical study. Journal of the Iranian Chemical Society, 2021, 18, 1279-1288. 1.2 9

7820 Enhancement in the Photovoltaic Properties of Hole Transport Materials by Endâ€•Capped Donor
Modifications for Solar Cell Applications. Bulletin of the Korean Chemical Society, 2021, 42, 597-610. 1.0 49

7821 Theoretical investigation on bisarylselanylbenzo-2,1,3-selenadiazoles as potential photosensitizers in
photodynamic therapy. Journal of Chemical Physics, 2021, 154, 084113. 1.2 4

7822 Influence of isomeric phthaloperinone monomers on the formation of Ï€-dimers and Ïƒ-bonded segments
in electrochemically-crosslinked products. Electrochimica Acta, 2021, 370, 137669. 2.6 4

7823
Singlet and Triplet Contributions to the Excited-State Activities of Dihydrophenazine, Phenoxazine,
and Phenothiazine Organocatalysts Used in Atom Transfer Radical Polymerization. Journal of the
American Chemical Society, 2021, 143, 3613-3627.

6.6 39

7824 The Vibronic Absorption Spectrum and Electronic States of Nile Red in Aqueous Solution.
ChemistrySelect, 2021, 6, 1297-1304. 0.7 1

7825 Electronic circular dichroism spectra using the algebraic diagrammatic construction schemes of the
polarization propagator up to third order. Journal of Chemical Physics, 2021, 154, 064107. 1.2 12

7826 Assembly of [Ni(Schiff)] Films on an Inert Surface: A Multiscale Computational Study. Journal of
Physical Chemistry C, 2021, 125, 2926-2937. 1.5 4

7827 What Types of Chemical Problems Benefit from Density-Corrected DFT? A Probe Using an Extensive and
Chemically Diverse Test Suite. Journal of Chemical Theory and Computation, 2021, 17, 1368-1379. 2.3 45

7828 Rational Design of an ICT-Based Chemodosimeter with Aggregation-Induced Emission for Colorimetric
and Ratiometric Fluorescent Detection of Cyanide in a Wide pH Range. ACS Omega, 2021, 6, 5287-5296. 1.6 37

7829 The significance of long-range correction to the hydroperoxyl radical-scavenging reaction of
trans-resveratrol and gnetin C. Royal Society Open Science, 2021, 8, 201127. 1.1 4

7830
Hydrogen Bond between a Tyrosine Residue and the <i><b>C</b></i>-Ring Propionate Has a Direct
Influence on Conformation and Absorption of the Bilin Cofactor in Red/Green
Cyanobacteriochromes. Journal of Physical Chemistry B, 2021, 125, 1331-1342.

1.2 5

7831 Electronic Properties of Triangle Molybdenum Disulfide (MoS2) Clusters with Different Sizes and
Edges. Molecules, 2021, 26, 1157. 1.7 8

7832 Lithiated Graphene Quantum Dot and its Nonlinear Optical Properties Modulated by a Single Alkali
Atom: A Theoretical Perspective. Inorganic Chemistry, 2021, 60, 3131-3138. 1.9 13

7833 Density Functional Theory and Information-Theoretic Approach Study on the Origin of Homochirality
in Helical Structures. Journal of Physical Chemistry A, 2021, 125, 1269-1278. 1.1 17

7834 XABOOM: An X-ray Absorption Benchmark of Organic Molecules Based on Carbon, Nitrogen, and
Oxygen 1s â†’ Ï€* Transitions. Journal of Chemical Theory and Computation, 2021, 17, 1618-1637. 2.3 37



423

Citation Report

# Article IF Citations

7835 Quantitative characterisation of the ring normal modes. Pyridine as a study case. Spectrochimica Acta
- Part A: Molecular and Biomolecular Spectroscopy, 2021, 246, 119026. 2.0 11

7836 Functionalized oligoynes: comparison of theoretical parameters with experimental single molecule
conductance. Structural Chemistry, 2021, 32, 1795-1806. 1.0 4

7837 Na3[Ru2(Âµ-CO3)4] as a Homogeneous Catalyst for Water Oxidation; HCO3âˆ’ as a Co-Catalyst. Catalysts,
2021, 11, 281. 1.6 9

7838 Theoretical investigation of a novel xylene-based light-driven unidirectional molecular motor.
Journal of Chemical Physics, 2021, 154, 064111. 1.2 10

7839
The Effect of Auxiliary Nitrogenated Linkers on the Design of New Cadmiumâ€•Based Coordination
Polymers as Sensors for the Detection of Explosive Materials. Chemistry - A European Journal, 2021, 27,
5298-5306.

1.7 8

7840 Describing polymer polarizability with localized orbital scaling correction in density functional
theory. Journal of Chemical Physics, 2021, 154, 054302. 1.2 11

7841 Molecular Recognition of Imidazole Derivatives by Co(III)-Porphyrins in Phosphate Buffer (pH = 7.4) and
Cetylpyridinium Chloride Containing Solutions. Molecules, 2021, 26, 868. 1.7 6

7842 â€œDouble-Twistâ€•-Based Dynamic Induction of Optical Activity in Multichromophoric System. Symmetry,
2021, 13, 325. 1.1 2

7843 Effect of varying the TD-lc-DFTB range-separation parameter on charge and energy transfer in a model
pentacene/buckminsterfullerene heterojunction. Journal of Chemical Physics, 2021, 154, 054102. 1.2 9

7844 Impact of the acceptor units on optoelectronic and photovoltaic properties of (XDADAD)n-type
copolymers: Computational and experimental study. Dyes and Pigments, 2021, 185, 108899. 2.0 0

7845 Quantum Chemical Simulation of the Qy Absorption Spectrum of Zn Chlorin Aggregates for Artificial
Photosynthesis. Molecules, 2021, 26, 1086. 1.7 1

7846 Explicit environmental and vibronic effects in simulations of linear and nonlinear optical
spectroscopy. Journal of Chemical Physics, 2021, 154, 084116. 1.2 10

7847 Structural Integration of Carbazole and Tetraphenylethylene: Ultrafast Excitedâ€•State Relaxation
Dynamics and Efficient Electroluminescence. Advanced Photonics Research, 2021, 2, 2000144. 1.7 2

7848 Oxidation of diclofenac in the presence of iron(II) octacarboxyphthalocyanine. Chemosphere, 2021,
265, 129145. 4.2 5

7849 Magnesium polysulfide catholyte (MgSx): Synthesis, electrochemical and computational study for
magnesium-sulfur battery application. Journal of Power Sources, 2021, 486, 229326. 4.0 21

7850 Benchmarking Density Functional Approximations for Diamagnetic and Paramagnetic Molecules in
Nonuniform Magnetic Fields. Journal of Chemical Theory and Computation, 2021, 17, 1480-1496. 2.3 10

7851 Methine-Quinoidal Fragment Induces Significant Bathochromic Shifts in Organic Dyes. Journal of
Physical Chemistry B, 2021, 125, 1447-1452. 1.2 5

7852
Too big, too small, or just right? A benchmark assessment of density functional theory for predicting
the spatial extent of the electron density of small chemical systems. Journal of Chemical Physics, 2021,
154, 074109.

1.2 15



424

Citation Report

# Article IF Citations

7853 The effect of hydrogen bonds on the ultrafast relaxation dynamics of a BODIPY dimer. Journal of
Chemical Physics, 2021, 154, 084201. 1.2 12

7854 Do Secondary Electrostatic Interactions Influence Multiple Dihydrogen Bonds? AAâˆ’DD Array on an
Amineâ€•Borane Azaâ€•Coronand: Theoretical Studies and Synthesis. ChemPhysChem, 2021, 22, 593-605. 1.0 9

7855 End-capped engineering of truxene core based acceptor materials for high performance organic solar
cells: theoretical understanding and prediction. Optical and Quantum Electronics, 2021, 53, 1. 1.5 50

7856 Nuclear magnetic resonance parameters in Zn2, Cd2 and Hg2 dimers: relativistic calculations.
Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 4

7857 Interplay between Electrostatic Properties of Molecular Adducts and Their Positions at Carbon
Nanotubes. Journal of Physical Chemistry C, 2021, 125, 4785-4793. 1.5 10

7858
Absorption cross-section measurements of ortho-xylyl radical in the 460.1â€“475.1Â nm region and
investigation of its temperature and pressure dependence using cavity ringdown spectroscopy.
Chemical Physics Letters, 2021, 765, 138314.

1.2 0

7859 The Devilâ€™s Triangle of Kohnâ€“Sham density functional theory and excited states. Journal of Chemical
Physics, 2021, 154, 074106. 1.2 9

7860 The critical role of the coordination sphere in the high-efficiency blue-light emission from
aminopyrazine metal-organic polymers. Dyes and Pigments, 2021, 186, 109025. 2.0 2

7861
Excited-state electronic properties, structural studies, noncovalent interactions, and inhibition of
the novel severe acute respiratory syndrome coronavirus 2 proteins in Ripretinib by first-principle
simulations. Journal of Molecular Liquids, 2021, 324, 115134.

2.3 23

7862 Direct Deoxydehydration of Cyclic <i>trans</i>â€•Diol Substrates: An Experimental and Computational
Study of the Reaction Mechanism of Vanadium(V)â€•based Catalysis**. ChemSusChem, 2021, 14, 1545-1553. 3.6 9

7863
Modeling Oneâ€• and Twoâ€•Photon Excitation of 4â€²â€•(Hydroxymethyl)â€•4,5â€²,8â€•trimethylpsoralen in Complex with
DNA: Solving Electron Spillâ€•Out Problems in Polarizable QM/MM Calculations. Advanced Theory and
Simulations, 2021, 4, 2000294.

1.3 4

7864 Benchmarking Magnetizabilities with Recent Density Functionals. Journal of Chemical Theory and
Computation, 2021, 17, 1457-1468. 2.3 43

7865 How Can We Predict Accurate Electrochromic Shifts for Biochromophores? A Case Study on the
Photosynthetic Reaction Center. Journal of Chemical Theory and Computation, 2021, 17, 1858-1873. 2.3 18

7866
Quantum chemical design of nearâ€•infrared sensitive fused ring electron acceptors containing
selenophene as Ï€â€•bridge for highâ€•performance organic solar cells. Journal of Physical Organic
Chemistry, 2021, 34, e4204.

0.9 58

7867 Intramolecular interactions in a target specific anti-tumor nanodrug: a theoretical study. Journal of
Physics Communications, 2021, 5, 035004. 0.5 0

7868 The vibronic absorption spectra and electronic states of acridine yellow in aqueous solution. Journal
of Molecular Liquids, 2021, 326, 115312. 2.3 7

7869 A novel Ru (II) complex with high absorbance coefficient: efficient sensitizer for dye-sensitized solar
cells. Journal of Materials Science: Materials in Electronics, 2021, 32, 9345-9356. 1.1 8

7870 Photoinduced hole hopping through tryptophans in proteins. Proceedings of the National Academy of
Sciences of the United States of America, 2021, 118, . 3.3 13



425

Citation Report

# Article IF Citations

7871 Ensemble generalized Kohnâ€“Sham theory: The good, the bad, and the ugly. Journal of Chemical Physics,
2021, 154, 094125. 1.2 12

7872 Reliable transition properties from excited-state mean-field calculations. Journal of Chemical Physics,
2021, 154, 124106. 1.2 17

7873 Optical Anion Receptors with Urea/Thiourea Subunits on a TentaGel Support. ACS Omega, 2021, 6,
9381-9390. 1.6 10

7874
Analytical Time-Dependent Long-Range Corrected Density Functional Tight Binding (TD-LC-DFTB)
Gradients in DFTB+: Implementation and Benchmark for Excited-State Geometries and Transition
Energies. Journal of Chemical Theory and Computation, 2021, 17, 2266-2282.

2.3 10

7875 Photophysics of Charge Transfer Complexes Formed by Tetracene and Strong Acceptors. Journal of
Physical Chemistry C, 2021, 125, 6313-6323. 1.5 15

7876 [Sn 8 ] 6âˆ’ â€•Bridged Mixedâ€•Valence Zn I /Zn II in {[K 2 ZnSn 8 (ZnMes)] 2 } 4âˆ’ Inverse Sandwichâ€•Type Cluster
Supported by a Zn I âˆ’Zn I Bond. Angewandte Chemie, 2021, 133, 10078-10083. 1.6 0

7877
Fluorescent styryl chromophores with rigid (pyrazole) donor and rigid (benzothiophenedioxide)
acceptorÂ â€“ complete density functional theory (DFT), TDDFT and nonlinear optical study.
ChemistrySelect, 2023, 8, 509-534.

0.7 1

7878 Geometric, optical, and phosphorescent properties of cationic Ir(III) and Rh(III) complexes with
cyclometalated ligands: DFT/TDDFT investigations. Monatshefte FÃ¼r Chemie, 2021, 152, 315-322. 0.9 2

7879 First principles study of the optical response of Au<sub>8</sub> cluster conjugated with methionine,
tryptophan, and tryptophylâ€•methionine dipeptide. Journal of Physical Organic Chemistry, 2021, 34, e4201. 0.9 2

7880 A DFT study on stability and electronic structure of AlN nanotubes. Materials Today Communications,
2021, 26, 102118. 0.9 13

7881 Optoelectronic properties of the newly designed 1,3,5-triazine derivatives with isatin, chalcone and
acridone moieties. Computational and Theoretical Chemistry, 2021, 1197, 113160. 1.1 20

7882 Investigating the biological actions of some Schiff bases using density functional theory study.
ChemistrySelect, 2023, 8, 535-547. 0.7 0

7883
Formation of Dimethyl Carbonate from CO<sub>2</sub> and Methanol Catalyzed by
Me<sub>2</sub>SnO: A Density Functional Theory Approach. Journal of Physical Chemistry A, 2021, 125,
2413-2424.

1.1 7

7884 Designing of Uâ€•shaped acceptor molecules for indoor and outdoor organic solar cell applications.
Journal of Physical Organic Chemistry, 2021, 34, e4210. 0.9 48

7885 Optical Fingerprints of Polynuclear Complexes in Lead Halide Perovskite Precursor Solutions. Journal
of Physical Chemistry Letters, 2021, 12, 2299-2305. 2.1 12

7886 Nature of Asymmetric Electron Transfer in the Symmetric Pathways of Photosystem I. Journal of
Physical Chemistry B, 2021, 125, 2879-2885. 1.2 16

7887 First principle investigation of new metal-free organic dye molecular for DSSCs: effects of
Ï€-conjugated groups. Molecular Simulation, 0, , 1-7. 0.9 2

7888
Non longâ€•range corrected density functionals incorrectly describe the intensity of the Cï£¿H
stretching band in polycyclic aromatic hydrocarbons. Journal of Computational Chemistry, 2021, 42,
1018-1027.

1.5 2



426

Citation Report

# Article IF Citations

7889 Spin-Conserved and Spin-Flip Optical Excitations from the Betheâ€“Salpeter Equation Formalism. Journal
of Chemical Theory and Computation, 2021, 17, 2852-2867. 2.3 15

7890 A Comparative Study on the Photophysical Properties of Anthocyanins and Pyranoanthocyanins.
Chemistry - A European Journal, 2021, 27, 5956-5971. 1.7 9

7891 Synthesis in combination with Biological and Computational evaluations of selenium-N-Heterocyclic
Carbene compounds. Computational and Theoretical Chemistry, 2021, 1197, 113135. 1.1 7

7892 Prediction of Power Conversion Efficiencies of Diphenylthienylamine-Based Dyes Adsorbed on the
Titanium Dioxide Nanotube. ACS Omega, 2021, 6, 8967-8975. 1.6 7

7893 Molecular Design of a Reversible Hydrogen Storage Device Composed of the Graphene
Nanoflakeâ€“Magnesiumâ€“H<sub>2</sub> System. ACS Omega, 2021, 6, 7778-7785. 1.6 10

7894 Designing Organic Electron Transport Materials for Stable and Efficient Performance of Perovskite
Solar Cells: A Theoretical Study. ACS Omega, 2021, 6, 7086-7093. 1.6 12

7895
Gallium chloride phthalocyanines possessing 4â€•(trifluoromethoxy)phenoxy units: Synthesis,
characterization, and photophysicochemical investigations. Journal of the Chinese Chemical Society,
2021, 68, 1466-1477.

0.8 3

7896 Exploring the Spatial Features of Electronic Transitions in Molecular and Biomolecular Systems by
Swift Electrons. Journal of Chemical Theory and Computation, 2021, 17, 2364-2373. 2.3 1

7897 Assembly of Heterometallic AuICu<sub>2</sub>I<sub>2</sub> Cores on the Scaffold of NPPN-Bridging
Cyclic Bisphosphine. Inorganic Chemistry, 2021, 60, 5402-5411. 1.9 11

7898 CAS without SCFâ€”Why to use CASCI and where to get the orbitals. Journal of Chemical Physics, 2021,
154, 090902. 1.2 24

7899 The TDDFT Excitation Energies of the BODIPYs; The DFT and TDDFT Challenge Continues. Molecules,
2021, 26, 1780. 1.7 13

7900 Applicability of DFT functionals for evaluating the first hyperpolarizability of phenol blue in
solution. Journal of Chemical Physics, 2021, 154, 094501. 1.2 6

7901
Theoretical Study on the Nonlinear Optical Property of Boron Nitride Nanoclusters Functionalized by
Electron Donating and Electron Accepting Groups. Journal of Physical Chemistry A, 2021, 125,
2436-2445.

1.1 17

7902 Mechanism of solvothermal conversion of xylose to furfural in rich-methanol solution: A study
based on density functional theory. Journal of Analytical and Applied Pyrolysis, 2021, 154, 104996. 2.6 14

7903
Endâ€•Capped Molecular Engineering of Sâ€•Shaped Heptaâ€•Ringâ€•Containing Fullereneâ€•Free Acceptor Molecules
with Remarkable Photovoltaic Characteristics for Highly Efficient Organic Solar Cells. Energy
Technology, 2021, 9, 2001090.

1.8 39

7904 Modeling of the spectroscopy of core electrons with density functional theory. Wiley
Interdisciplinary Reviews: Computational Molecular Science, 2021, 11, e1527. 6.2 60

7905
The Competitive Aggregation Pathway of an Asymmetric Chiral Oligo(<i>p</i>â€•phenyleneethynylene)
Towards the Formation of Individual <i>P</i> and <i>M</i> Supramolecular Helical Polymers.
Angewandte Chemie - International Edition, 2021, 60, 9919-9924.

7.2 31

7906 Gator: A Pythonâ€•driven program for spectroscopy simulations using correlated wave functions. Wiley
Interdisciplinary Reviews: Computational Molecular Science, 2021, 11, e1528. 6.2 16



427

Citation Report

# Article IF Citations

7907 Investigating Primary Charge Separation in the Reaction Center of Heliobacterium modesticaldum.
Journal of Physical Chemistry B, 2021, 125, 3468-3475. 1.2 5

7908
Analysis of Conformational, Structural, Magnetic, and Electronic Properties Related to Antioxidant
Activity: Revisiting Flavan, Anthocyanidin, Flavanone, Flavonol, Isoflavone, Flavone, and Flavan-3-ol.
ACS Omega, 2021, 6, 8908-8918.

1.6 47

7909
Accurate Prediction of the Excited States in the Fully Conjugated Porphyrin Tapes across the Full
Spectral Range: A Story of the Interplay between Ï€â€“Ï€* and Intramolecular Charge-Transfer Transitions
in Soft Chromophores. Journal of Physical Chemistry A, 2021, 125, 2480-2491.

1.1 2

7910 The structure of dichlorotris(triphenylphosphine)ruthenium(II): a DFT study of interaction energies
and substitution mechanism. Molecular Simulation, 0, , 1-8. 0.9 1

7911
A combined DFT and experimental study into the optoelectronic and charge transport properties of
ninhydrinâ€“glycine Schiff base complexes for efficient LED applications. Optical and Quantum
Electronics, 2021, 53, 1.

1.5 2

7912 Cyanideâ€•Ionâ€•Induced Jâ€•Aggregation of Merocyanine Dye for Paperâ€•Based Colorimetric Detection in Water.
ChemistrySelect, 2021, 6, 3022-3032. 0.7 5

7913 Progress and challenges in understanding of photoluminescence properties of carbon dots based on
theoretical computations. Applied Materials Today, 2021, 22, 100924. 2.3 57

7914 Noncovalent Interactions between Stacked Arenes in 1,8â€•Bisâ€•(1â€•naphthyl)â€•naphthalenes. European Journal
of Organic Chemistry, 2021, 2021, 2594-2603. 1.2 3

7915 Nonadiabatic Absorption Spectra and Ultrafast Dynamics of DNA and RNA Photoexcited Nucleobases.
Molecules, 2021, 26, 1743. 1.7 23

7916 New Insights into the Nâ€“S Bond Formation of a Sulfurized-Polyacrylonitrile Cathode Material for
Lithiumâ€“Sulfur Batteries. ACS Applied Materials &amp; Interfaces, 2021, 13, 14230-14238. 4.0 33

7917 Fully Active Nitrogen Energetic Chains Mg 2 (N 5 ) 2 N 2 [Mg 2 (N 5 ) 2 N 2 ] n under Ambient Conditions.
Advanced Theory and Simulations, 2021, 4, 2000283. 1.3 2

7918
A novel tricationic fullerene C60 as broad-spectrum antimicrobial photosensitizer: mechanisms of
action and potentiation with potassium iodide. Photochemical and Photobiological Sciences, 2021, 20,
327-341.

1.6 22

7919 Computational study of oxidation mechanism of mineral green pigments. Journal of Molecular
Modeling, 2021, 27, 108. 0.8 0

7920 Combining wavefunction frozen-density embedding with one-dimensional periodicity. Journal of
Chemical Physics, 2021, 154, 104114. 1.2 4

7921 Triggering Electron Transfer in Co(I) Dimers: Computational Evidences for a Reversible
Disproportionation Mechanism. ChemPhysChem, 2021, 22, 788-795. 1.0 1

7922 A Density Functional Theory Study of Optical Rotation in Some Aziridine and Oxirane Derivatives.
ChemPhysChem, 2021, 22, 764-774. 1.0 2

7923 Complex structures, formation thermodynamics and substitution reaction kinetics in the copper(II) â€“
glycylglycylglycine â€“ l/d/dl-histidine system. Polyhedron, 2021, 197, 115041. 1.0 6

7924
&lt;i&gt;In Silico&lt;/i&gt; Functional and Structural Insight of Prenylated Pyrazolocurcumin
Derivative Associated with the PGE&lt;sub&gt;2&lt;/sub&gt; Inhibition through mPGES-1 Blocking.
Materials Science Forum, 0, 1025, 219-223.

0.3 0



428

Citation Report

# Article IF Citations

7925 Explaining and Fixing DFT Failures for Torsional Barriers. Journal of Physical Chemistry Letters, 2021,
12, 2796-2804. 2.1 23

7926 Structure and photochemistry of a potential precursor of circumstellar dust: The optical spectrum
of Si4C2+. Journal of Molecular Spectroscopy, 2021, 377, 111427. 0.4 3

7927 Mechanistic insight into the fluorescence activity of forensic fingerprinting reagents. Journal of
Chemical Physics, 2021, 154, 124313. 1.2 3

7929 Quantum Chemical Study of the Structures and Stability of Copper(II) Bis(diketonate) Dimers. Russian
Journal of Coordination Chemistry/Koordinatsionnaya Khimiya, 2021, 47, 174-179. 0.3 3

7930
Photoisomerization and its effect in the opto-electronic properties of organic photovoltaic
materials: A quantum chemistry study. Journal of Photochemistry and Photobiology A: Chemistry,
2021, 409, 113155.

2.0 5

7931 Designing and Screening Highâ€•Performance Nonâ€•Fullerene Acceptors: A Theoretical Exploration of
Modified Y6. Solar Rrl, 2021, 5, 2100023. 3.1 29

7932 An Unsual Cysâ€•Gluâ€•Lys Catalytic Triad is Responsible for the Catalytic Mechanism of the Nitrilase
Superfamily: A QM/MM Study on Nit2. ChemPhysChem, 2021, 22, 796-804. 1.0 7

7933
The Competitive Aggregation Pathway of an Asymmetric Chiral Oligo(<i>p</i>â€•phenyleneethynylene)
Towards the Formation of Individual <i>P</i> and <i>M</i> Supramolecular Helical Polymers.
Angewandte Chemie, 2021, 133, 10007-10012.

1.6 1

7935 Assessing the accuracy of screened range-separated hybrids for bulk properties of semiconductors.
Physical Review Materials, 2021, 5, . 0.9 4

7936 [Sn 8 ] 6âˆ’ â€•Bridged Mixedâ€•Valence Zn I /Zn II in {[K 2 ZnSn 8 (ZnMes)] 2 } 4âˆ’ Inverse Sandwichâ€•Type Cluster
Supported by a Zn I âˆ’Zn I Bond. Angewandte Chemie - International Edition, 2021, 60, 9990-9995. 7.2 9

7937
Characterization of the ionic liquid obtained by chlorosulfonation of 1-methylimidazole:
1-methyl-3-sulfonic acid imidazolium chloride, 1-methylimidazolium chlorosulfate or a zwitterionic
salt?. Journal of Molecular Liquids, 2021, 326, 115276.

2.3 5

7938 AIEâ€•Active Chiral [3]Rotaxanes with Switchable Circularly Polarized Luminescence. Angewandte Chemie
- International Edition, 2021, 60, 9507-9515. 7.2 95

7939
Performable enhancement of C220-based dyes via inserting auxiliary electron acceptors for
dye-sensitized solar cells: a theoretical investigation. Journal of Computational Electronics, 2021, 20,
1277-1288.

1.3 2

7940 Carbon Dots Detect Water-to-Ice Phase Transition and Act as Alcohol Sensors <i>via</i> Fluorescence
Turn-Off/On Mechanism. ACS Nano, 2021, 15, 6582-6593. 7.3 34

7941 Theoretical investigations on forwardâ€“backward ESIPT processes of three fluorophores deriving
from 2-(2â€²-hydroxyphenyl)thiazole. Photochemical and Photobiological Sciences, 2021, 20, 533-546. 1.6 4

7942 Designing of small molecule non-fullerene acceptors with cyanobenzene core for photovoltaic
application. Computational and Theoretical Chemistry, 2021, 1197, 113154. 1.1 43

7943 AIEâ€•Active Chiral [3]Rotaxanes with Switchable Circularly Polarized Luminescence. Angewandte
Chemie, 2021, 133, 9593-9601. 1.6 25

7944 The second-order nonlinear optical property of hydrazones-based photochromic complexes: A DFT
study. Journal of Molecular Liquids, 2021, 327, 114882. 2.3 13



429

Citation Report

# Article IF Citations

7945 Tautomerism in carbohydrate-derived salicylidene schiff bases: Solution, solid-state, and theoretical
investigations. Journal of Molecular Structure, 2021, 1230, 129853. 1.8 5

7946 Conformational and Binding Effects on Interfacial Electron Transfer from Dual-Linker Sensitizers.
Journal of Physical Chemistry C, 2021, 125, 8667-8676. 1.5 4

7947 Ionization Energies and Dyson Orbitals of the Iso-electronic SO2, O3, and S3 Molecules from Electron
Propagator Calculations. Journal of Physical Chemistry A, 2021, 125, 3664-3680. 1.1 3

7948 Assessing the Accuracy of Local Hybrid Density Functional Approximations for Molecular Response
Properties. Journal of Chemical Theory and Computation, 2021, 17, 2928-2947. 2.3 39

7949
Oscillation in Excited State Lifetimes with Size of Sub-nanometer Neutral
(TiO<sub>2</sub>)<sub><i>n</i></sub> Clusters Observed with Ultrafast Pumpâ€“Probe Spectroscopy.
Journal of Physical Chemistry Letters, 2021, 12, 4098-4103.

2.1 12

7950 Continuous color tuning of single-fluorophore emission via polymerization-mediated through-space
charge transfer. Science Advances, 2021, 7, . 4.7 43

7951 Strongly Bound Excitons in Metalâ€“Organic Framework MOF-5: A Many-Body Perturbation Theory
Study. Journal of Physical Chemistry Letters, 2021, 12, 4045-4051. 2.1 15

7952 Koopmansâ€™-Type Theorem in Kohnâ€“Sham Theory with Optimally Tuned Long-Range-Corrected (LC)
Functionals. Journal of Physical Chemistry A, 2021, 125, 3489-3502. 1.1 16

7953 Molecular DFT+U: A Transferable, Low-Cost Approach to Eliminate Delocalization Error. Journal of
Physical Chemistry Letters, 2021, 12, 3633-3640. 2.1 9

7954 Atomistic Modeling of PEDOT:PSS Complexes I: DFT Benchmarking. Macromolecules, 2021, 54, 3634-3646. 2.2 14

7955 Spectroscopic and theoretical investigation on the origin of color in jarosites. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2021, 251, 119414. 2.0 3

7956 Adsorption behaviors of carbon monoxide (CO) over aromatic magnesium nanoclusters: a DFT study.
Structural Chemistry, 2021, 32, 1949-1960. 1.0 2

7957 Photophysics of DFHBI bound to RNA aptamer Baby Spinach. Scientific Reports, 2021, 11, 7356. 1.6 7

7958
Structure Elucidation and Confirmation of Phloroglucinols from the Roots of Garcinia dauphinensis
by Comparison of Experimental and Calculated ECD Spectra and Specific Rotations. Journal of Natural
Products, 2021, 84, 1163-1174.

1.5 2

7959
Molecular engineering of near-infrared active boron dipyrromethene moiety with various donors and
acceptors for tuning the absorption behavior and electron injection of the resultant dyes. Journal of
Photochemistry and Photobiology A: Chemistry, 2021, 410, 113161.

2.0 12

7960 Functionalization of N,N-Dialkylferrocenesulfonamides toward Substituted Derivatives.
Organometallics, 2021, 40, 1129-1147. 1.1 11

7961 1,3-Diradicals Embedded in Curved Paraphenylene Units: Singlet versus Triplet State and In-Plane
Aromaticity. Journal of the American Chemical Society, 2021, 143, 7426-7439. 6.6 15

7962 Efficient naked eye sensing of tartrate/malate based on a Zn-Xylenol orange complex in water and
membrane-based test strips. Dyes and Pigments, 2021, 188, 109239. 2.0 6



430

Citation Report

# Article IF Citations

7963
Extraction and purification of cis/trans asarone from Acorus tatarinowii Schott: Accelerated
solvent extraction and silver ion coordination high-speed counter-current chromatography. Journal
of Chromatography A, 2021, 1643, 462080.

1.8 14

7964 Thermoacoustic and DFT Analysis of N,N-Dimethylacetamide (DMA) with 1-Propanol and Methanol at
293.15, 303.15, and 313.15Â K. Brazilian Journal of Physics, 2021, 51, 515-526. 0.7 4

7965 Theoretical Studies on the Electronic Structure of Nano-graphenes for Applications in Nonlinear
Optics. Chemical Research in Chinese Universities, 2022, 38, 579-587. 1.3 6

7966
The ability of 2,5-disubstituted oxazole dyes derivatives to generate two-photon upconversion
photoluminescence and its brightness evaluation. Journal of Photochemistry and Photobiology A:
Chemistry, 2021, 411, 113214.

2.0 3

7967 Theoretical investigation of X12O12 (XÂ =Â Be, Mg, and Ca) in sensing CH2N2: A DFT study. Computational
and Theoretical Chemistry, 2021, 1198, 113168. 1.1 35

7968 Vibronic and Environmental Effects in Simulations of Optical Spectroscopy. Annual Review of
Physical Chemistry, 2021, 72, 165-188. 4.8 33

7969
Decorating electron redundant Si<i><sub>n</sub></i>Al<sub>12â€“<i>n</i></sub>N<sub>12</sub>
(<i>n</i>â€‰=â€‰1, 2) nanocages with superalkalis M<sub>3</sub>O (Mâ€‰=â€‰Li, Na, K): excess electron D-A
frameworks and nonlinear optical properties. Molecular Physics, 2021, 119, e1909161.

0.8 2

7970 Cross-Linking of Poly(arylenebutadiynylene)s and Its Effect on Charge Carrier Mobilities in Thin-Film
Transistors. Macromolecules, 2021, 54, 4351-4362. 2.2 4

7971 Lack of Excitation Energy Transfer from the Bacteriochlorophyll Soret Band to Carotenoids in
Photosynthetic Complexes of Purple Bacteria. Journal of Physical Chemistry B, 2021, 125, 3538-3545. 1.2 6

7972 New insights into DPP3Th and C70 based planar solar cells: A study combining DFT and experimental
approach. Materials Chemistry and Physics, 2021, 262, 124271. 2.0 4

7973 Effects of Structural Dynamics on Charge Carrier Transfer in B-DNA: A Combined MD and RT-TDDFT
Study. Journal of Physical Chemistry B, 2021, 125, 3986-4003. 1.2 8

7974 Tunable Optical Features of Graphene Quantum Dots from Edge Functionalization. Journal of Physical
Chemistry C, 2021, 125, 9244-9252. 1.5 23

7975 Electronic structure and spectroscopy of C60 nitroaryl radical adducts. Computational and
Theoretical Chemistry, 2021, 1198, 113185. 1.1 7

7976 Operando Raman and UV-Vis spectroscopic investigation of the coloring and bleaching mechanism of
self-powered photochromic devices for smart windows. Nano Energy, 2021, 82, 105721. 8.2 34

7977 Citrate coated magnetite: A complete magneto dielectric, electrochemical and DFT study for detection
and removal of heavy metal ions. Surfaces and Interfaces, 2021, 23, 101004. 1.5 21

7978 A density functional theoretical study of the hydrolysis mechanism of three neonicotinoid based
pesticides. Journal of Molecular Structure, 2021, 1230, 129909. 1.8 13

7979 Optical-electronic performance and mechanism investigation of dihydroindolocarbazole-based
organic dyes for DSSCs. Results in Physics, 2021, 23, 103939. 2.0 8

7980 Second-order nonlinear optical property of carbonâ€“boronâ€“nitride heterostructure: Vertical
carbon-segment into the BN nanosheet. Computational and Theoretical Chemistry, 2021, 1198, 113177. 1.1 3



431

Citation Report

# Article IF Citations

7981 Deep blue fluorescent material with a narrow FWHM based on indolo[3,2,1-jk]carbazol/pyrimidine
hybrids. Tetrahedron, 2021, 86, 132049. 1.0 4

7982 Isomerization of Binuclear Cadmium Carboxylate Complexes [Cd2L2(O2CR)4]. Russian Journal of
Coordination Chemistry/Koordinatsionnaya Khimiya, 2021, 47, 261-271. 0.3 2

7983 A comparison of the chemical bonding and reactivity of Si8H8O12 and Ge8H8O12: A theoretical study.
Journal of Chemical Physics, 2021, 154, 164305. 1.2 2

7984
Torsion-Induced Nonradiative Relaxation of the Singlet Excited State of <i>meso</i>-Thienyl Bodipy
and Charge Separation, Charge Recombination-Induced Intersystem Crossing in Its Compact Electron
Donor/Acceptor Dyads. Journal of Physical Chemistry B, 2021, 125, 4779-4793.

1.2 19

7985 Spirofluorene based small molecules as an alternative to traditional non-fullerene acceptors for
organic solar cells. Optical and Quantum Electronics, 2021, 53, 1. 1.5 19

7986
A QM/MM study of the conformation stability and electronic structure of the photochromic
switches derivatives of DHA/VHF in acetonitrile solution. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2021, 251, 119434.

2.0 10

7987 DFT and TD-DFT study on quadratic NLO response and optoelectronic activity in novel Y-shaped
imidazole-based push-pull chromophores. Journal of Molecular Modeling, 2021, 27, 136. 0.8 5

7988 Full optical rotation tensor at coupled cluster with single and double excitations level in the
modified velocity gauge. Chirality, 2021, 33, 303-314. 1.3 11

7989 Twisted Intramolecular Charge Transfer (TICT) Controlled by Dimerization: An Overlooked Piece of
the TICT Puzzle. Journal of Physical Chemistry A, 2021, 125, 2885-2894. 1.1 36

7990
Modeling Complex Solvent Effects on the Optical Rotation of Chiral Molecules: A Combined
Molecular Dynamics and Density Functional Theory Study. Journal of Physical Chemistry A, 2021, 125,
3095-3108.

1.1 13

7991 Embelinâ€™s Versatile Photochemistry Makes It a Potent Photosensitizer for Photodynamic Therapy.
Journal of Physical Chemistry B, 2021, 125, 3527-3537. 1.2 2

7992
Probing the Dipole-Bound State in the 9-Phenanthrolate Anion by Photodetachment Spectroscopy,
Resonant Two-Photon Photoelectron Imaging, and Resonant Photoelectron Spectroscopy. Journal of
Physical Chemistry A, 2021, 125, 2967-2976.

1.1 12

7993 Photochemistry of 1-Phenyl-4-Allyl-Tetrazol-5-One: A Theoretical Study Contribution towards
Mechanism Elucidation. Applied Sciences (Switzerland), 2021, 11, 4045. 1.3 1

7994
DFT Calculations and In silico Study of Chlorogenic, Ellagic and Quisqualic acids as Potential
Inhibitors of SARS-CoV-2 Main Protease Mpro. Biointerface Research in Applied Chemistry, 2021, 12,
61-73.

1.0 2

7995 Theoretical investigation of the nitrogen-heterocyclic as Ï€-linker in diphenylthienylamine-based dyes
adsorbed on TiO<sub>2</sub> nanotubes for DSSCs applications. Molecular Physics, 2021, 119, e1919772. 0.8 1

7996 Beyond Chemical Accuracy for Alkane Thermochemistry: The DH<i>thermo</i> Approach. Journal of
Organic Chemistry, 2021, 86, 5538-5545. 1.7 10

7997
Benzo[1,2-d:4,5-dâ€²]bisthiazole fluorophores for luminescent solar concentrators: synthesis, optical
properties and effect of the polymer matrix on the device performances. Dyes and Pigments, 2021, 188,
109207.

2.0 17

7998
Identification of a copper ion recognition peptide sequence in the subunit II of cytochrome c oxidase: a
combined theoretical and experimental study. Journal of Biological Inorganic Chemistry, 2021, 26,
411-425.

1.1 4



432

Citation Report

# Article IF Citations

7999

Novel axial substituted subphthalocyanine sensitized titanium dioxide
H<sub>12</sub>SubPcBâ€•OPh<sub>2</sub>OH/TiO<sub>2</sub> photocatalyst: Synthesis, density
functional theory calculation, and photocatalytic properties. Applied Organometallic Chemistry,
2021, 35, e6270.

1.7 8

8000 A trust-region augmented Hessian implementation for restricted and unrestricted Hartreeâ€“Fock and
Kohnâ€“Sham methods. Journal of Chemical Physics, 2021, 154, 164104. 1.2 20

8001 Exploitation of Baird Aromaticity and Clarâ€™s Rule for Tuning the Triplet Energies of Polycyclic
Aromatic Hydrocarbons. Chemistry, 2021, 3, 532-549. 0.9 15

8002
The best <scp>density functional theory</scp> functional for the prediction of <sup>1</sup>H and
<sup>13</sup>C chemical shifts of protonated alkylpyrroles. Journal of Computational Chemistry,
2021, 42, 1248-1262.

1.5 5

8003 Computational Study of Hydrogen Bond Interactions in Water Clusterâ€“Organic Molecule Complexes.
Journal of Physical Chemistry A, 2021, 125, 3369-3377. 1.1 10

8004 Kanamycin complexation with cellulose acetate sulphate: a promissing way from injectable to oral
form of antibiotic. Journal of the Belarusian State University Chemistry, 2021, , 3-20. 0.1 1

8005
Electrochemical and Spectroelectrochemical Studies on the Reactivity of
Perimidineâ€“Carbazoleâ€“Thiophene Monomers towards the Formation of Multidimensional
Macromolecules versus Stable Ï€-Dimeric States. Materials, 2021, 14, 2167.

1.3 6

8006 Two Excited State Collaboration of Heteroleptic Ir(III)-Coumarin Complexes for H2 Evolution
Dye-Sensitized Photocatalysts. Energies, 2021, 14, 2425. 1.6 4

8007 A mononuclear copper complex as bifunctional electrocatalyst for CO2 reduction and water
oxidation. Journal of Electroanalytical Chemistry, 2021, 886, 115106. 1.9 4

8008 Difluoroterthiophene as promising block to build highly planar conjugated polymer for polymer
photovoltaic cells. Dyes and Pigments, 2021, 188, 109206. 2.0 7

8009 The thermochemical, structural, and spectroscopic analyses of the tautomers of sulfur and selenium
modified emissive nucleobases. Canadian Journal of Chemistry, 2021, 99, 390-396. 0.6 0

8010 Light-Triggered Metal Coordination Dynamics in Photoswitchable Dithienyletheneâ€“Ferrocene System.
Inorganic Chemistry, 2021, 60, 6086-6098. 1.9 2

8011 Nonlinear optical response of first-row transition metal doped Al12P12 nanoclusters; a
first-principles study. Journal of Physics and Chemistry of Solids, 2021, 151, 109914. 1.9 18

8012
Effects of edge substitution of subazaphenalenephthalocyanine with electron withdrawing and/or
donating groups on electronic and optical properties: A DFT/TDDFT study. Materials Chemistry and
Physics, 2021, 263, 124420.

2.0 4

8013
A subtle change in substituent enabled multi-ways fluorine anion signals including paper-strip
colorimetric detection using urea-functionalized pushâ€“pull chromophore receptor. Journal of
Photochemistry and Photobiology A: Chemistry, 2021, 410, 113163.

2.0 14

8014
Effect of solvent on the photophysical properties of isoxazole derivative of curcumin: A combined
spectroscopic and theoretical study. Journal of Photochemistry and Photobiology A: Chemistry, 2021,
410, 113164.

2.0 11

8015 Photochemical Oxidation of Pt(IV)Me<sub>3</sub>(1,2-diimine) Thiolates to Luminescent Pt(IV)
Sulfinates. Inorganic Chemistry, 2021, 60, 7031-7043. 1.9 7

8016

Exploring the Superhalogen Properties of Polynuclear Structures without Halogen Ligands: A
Combined <i>Ab Initio</i> and DFT Study on Triple-Bridged
[Mg<sub>2</sub>L<sub>5</sub>]<sup>âˆ’1</sup> (L = âˆ’OCN, âˆ’SCN) Anions. Journal of Physical Chemistry
A, 2021, 125, 3378-3386.

1.1 6



433

Citation Report

# Article IF Citations

8017 Isolation of a carbon nanohoop with MÃ¶bius topology. Science China Chemistry, 2021, 64, 1004-1008. 4.2 19

8018
Novel germanium-based Ïƒ-Ï€ conjugated oligourethanes containing dibenzofuran moieties in the
backbone: Thermal, optical, electronic properties and theoretical simulations. European Polymer
Journal, 2021, 148, 110373.

2.6 2

8019
Modulation of trithiophene-based chalcone positional isomers by twist angle variation: Ultrafast
nonlinear optical properties and excited-state dynamics. Journal of Photochemistry and Photobiology
A: Chemistry, 2021, 411, 113210.

2.0 6

8020 The Early Steps of Molecule-to-Material Conversion in Chemical Vapor Deposition (CVD): A Case Study.
Molecules, 2021, 26, 1988. 1.7 9

8021 DFT study of low-energy electron interaction with pyridine, pyrazine and their halo derivatives.
European Physical Journal D, 2021, 75, 1. 0.6 3

8022 Multi-replica biased sampling for photoswitchable Ï€-conjugated polymers. Journal of Chemical
Physics, 2021, 154, 174108. 1.2 6

8023 Fewest switches surface hopping with Baeck-An couplings. Open Research Europe, 0, 1, 49. 2.0 10

8024 Carbon and Nitrogen K-Edge NEXAFS Spectra of Indole, 2,3-Dihydro-7-azaindole, and 3-Formylindole.
Journal of Physical Chemistry A, 2021, 125, 4160-4172. 1.1 4

8025 Structural Uniqueness of the [Nb(As5)2]5â€“ Cluster in the Zintl Phase Cs5NbAs10. Journal of Physical
Chemistry A, 2021, 125, 4323-4333. 1.1 2

8026 Small Polarons in Two-Dimensional Pnictogens: A First-Principles Study. Journal of Physical Chemistry
Letters, 2021, 12, 4674-4680. 2.1 7

8027 Performance improvement of p-type dye sensitized solar cells by blending of dissimilar dyes.
Computational and Theoretical Chemistry, 2021, 1199, 113219. 1.1 2

8028 Electronic excited states of benzene in interaction with water clusters: influence of structure and
size. Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 4

8029 Accurate prediction of the properties of materials using the <scp>CAMâ€•B3LYP</scp> density functional.
Journal of Computational Chemistry, 2021, 42, 1486-1497. 1.5 35

8030 Reaction Mechanisms of the Degradation of Fluoroethylene Carbonate, an Additive of Lithiumâ€•Ion
Batteries, Unraveled by Radiation Chemistry. Chemistry - A European Journal, 2021, 27, 8185-8194. 1.7 9

8031
Towards significant enhancement of structural and optoelectronic properties of porphyrin
palladium(II) complex: A theoretical and experimental analysis. Journal of Molecular Structure, 2021,
1232, 129933.

1.8 8

8032 Zincâ€• and Cadmium meso â€•Arylâ€•Isoporphyrins: Nonâ€•Aromatic NIR Dyes with Distinct Conformational
Features. Chemistry - A European Journal, 2021, 27, 8021-8029. 1.7 2

8033
Synthesis, characterization, reaction mechanism prediction and biological study of mono, bis and
tetrakis pyrazole derivatives against Fusarium oxysporum f. sp. Albedinis with conceptual DFT and
ligand-protein docking studies. Bioorganic Chemistry, 2021, 110, 104696.

2.0 18

8034
<i>Ab Initio</i> Excited-State Electronic Circular Dichroism Spectra Exploiting the Third-Order
Algebraic-Diagrammatic Construction Scheme for the Polarization Propagator. Journal of Physical
Chemistry Letters, 2021, 12, 5132-5137.

2.1 8



434

Citation Report

# Article IF Citations

8035 Efficient Open-Source Implementations of Linear-Scaling Polarizable Embedding: Use Octrees to Save
the Trees. Journal of Chemical Theory and Computation, 2021, 17, 3445-3454. 2.3 7

8036 Laser-Induced Electron Symmetry Restoration in Oriented Molecules Made Simple. Journal of Physical
Chemistry Letters, 2021, 12, 4421-4427. 2.1 6

8037 Theoretical study by DFT of organometallic complexes based on metallocenes active in NLO. Journal of
Molecular Modeling, 2021, 27, 179. 0.8 7

8038 Electronic structure and reactivity of tirapazamine as a radiosensitizer. Journal of Molecular
Modeling, 2021, 27, 177. 0.8 2

8039
A Simple and Efficient Method for Simulating the Electronic Absorption Spectra of Criegee
Intermediates: Benchmarking on CH<sub>2</sub>OO and CH<sub>3</sub>CHOO. Journal of Physical
Chemistry A, 2021, 125, 4089-4097.

1.1 18

8040 Luminescent Cationic Group 4 Metallocene Complexes Stabilized by Pendant N-Donor Groups.
Inorganic Chemistry, 2021, 60, 7315-7328. 1.9 12

8041 Chasing unphysical TD-DFT excited states in transition metal complexes with a simple diagnostic tool.
Journal of Chemical Physics, 2021, 154, 204102. 1.2 8

8042 Competitive formation of HSO4- and HSO5- from ion-induced SO2 oxidation: Implication in atmospheric
aerosol formation. Atmospheric Environment, 2021, 253, 118362. 1.9 0

8043 Building an Iron Chromophore Incorporating Prussian Blue Analogue for Photoelectrochemical
Water Oxidation. Chemistry - A European Journal, 2021, 27, 8966-8976. 1.7 9

8044 Short hydrogen bonds enhance nonaromatic protein-related fluorescence. Proceedings of the
National Academy of Sciences of the United States of America, 2021, 118, . 3.3 24

8045 Quantum chemical investigation on D-Ï€-A-based phenothiazine organic chromophores with spacer and
electron acceptor effects for DSSCs. Structural Chemistry, 2021, 32, 2199-2207. 1.0 4

8046 Modeling the Energy Landscape of Side Reactions in the Cytochrome bc1 Complex. Frontiers in
Chemistry, 2021, 9, 643796. 1.8 6

8047 Contribution of the Molecular Fluorophore IPCA to Excitation-Independent Photoluminescence of
Carbon Dots. Journal of Physical Chemistry C, 2021, 125, 12140-12148. 1.5 22

8048 Modeling the Photoelectron Angular Distributions of Molecular Anions: Roles of the Basis Set,
Orbital Choice, and Geometry. Journal of Physical Chemistry A, 2021, 125, 4888-4895. 1.1 10

8049 Reference Energies for Intramolecular Charge-Transfer Excitations. Journal of Chemical Theory and
Computation, 2021, 17, 3666-3686. 2.3 51

8050 Electronic Structure of Metallophthalocyanines, MPc (M = Fe, Co, Ni, Cu, Zn, Mg) and Fluorinated
MPc. Journal of Physical Chemistry A, 2021, 125, 4055-4061. 1.1 17

8051 Molecular chirality of Macrolide antibiotics. Chemical Physics, 2021, 545, 111120. 0.9 0

8052 Structural analysis of MDMA in solution by methods of chiroptical spectroscopy supported by DFT
calculations. Vibrational Spectroscopy, 2021, 114, 103255. 1.2 2



435

Citation Report

# Article IF Citations

8053 Se-doped NH2-functionalized graphene quantum dot for single-photon emission at free-space quantum
communication wavelength. Quantum Information Processing, 2021, 20, 1. 1.0 1

8054
Mechanistic evidence for the effect of sulphur-based additive: methionine, on acrylamide reduction.
Food Additives and Contaminants - Part A Chemistry, Analysis, Control, Exposure and Risk Assessment,
2021, 38, 1324-1331.

1.1 4

8055 Density Functional Theory Calculations of Coreâ€“Electron Binding Energies at the K-Edge of Heavier
Elements. Journal of Chemical Theory and Computation, 2021, 17, 3644-3651. 2.3 8

8056 Vinyl Groups Containing Tetraphenylethylene Derivatives as Fluorescent Probes Specific for Palladium
and the Quenching Mechanism<sup>â€ </sup>. Chinese Journal of Chemistry, 2021, 39, 1599-1605. 2.6 12

8057 Solvent effect on static and dynamic first hyperpolarizability of azochromophore with
tricyanopyrrole acceptor moiety. Journal of Molecular Liquids, 2021, 330, 115665. 2.3 6

8058
Superhalogens Among 3<i>d</i>-Metal Compounds: <i>M</i>F<sub>4</sub>, <i>M</i>F<sub>6</sub>,
<i>M</i>F<sub>12</sub>, and <i>M</i>F<sub>18</sub> (<i>M</i> = Scâ€“Zn). Journal of Physical
Chemistry A, 2021, 125, 4409-4419.

1.1 2

8059 Intramolecular Photo-Oxidation as a Potential Source to Probe Biological Electron Damage: A
Carboxylated Adenosine Analogue as Case Study. Molecules, 2021, 26, 2877. 1.7 0

8060 Designing of cyanobenzene based small molecules with suitable photovoltaic parameters for organic
solar cells. International Journal of Quantum Chemistry, 2021, 121, e26673. 1.0 6

8061 Role of Ï€ conjugation in n-hexylphenothiazine dyes for solar cellâ€”a density functional theory
approach. Journal of Molecular Modeling, 2021, 27, 151. 0.8 3

8062
Heteroleptic thiolate diamine nickel complexes: Noble-free-metal catalysts in electrocatalytic and
light-driven hydrogen evolution reaction. International Journal of Hydrogen Energy, 2021, 46,
19705-19716.

3.8 12

8063 Revealing the nature of electron correlation in transition metal complexes with symmetry breaking
and chemical intuition. Journal of Chemical Physics, 2021, 154, 194109. 1.2 36

8064 Role of hydrogen bond alternation and charge transfer states in photoactivation of the Orange
Carotenoid Protein. Communications Biology, 2021, 4, 539. 2.0 30

8065 How Many Electrons Does a Molecular Electride Hold?. Journal of Physical Chemistry A, 2021, 125,
4819-4835. 1.1 7

8066 How Do Defects in Carbon Nanostructures Regulate the Photoinduced Electron Transfer Processes?
The Case of Phenine Nanotubes. ChemPhysChem, 2021, 22, 1178-1186. 1.0 7

8067 Prediction of vibrational spectroscopic characteristics of bioactive natural product using density
functional theory. Journal of Physics: Conference Series, 2021, 1913, 012049. 0.3 0

8068 TD-DFT assessment of UV-vis spectra palladium and platinum complexes with thiols and disulfides.
Journal of Molecular Modeling, 2021, 27, 152. 0.8 6

8069 A critical examination of the DPPH method: Mistakes and inconsistencies in stoichiometry and IC50
determination by UVâ€“Vis spectroscopy. Analytica Chimica Acta, 2021, 1157, 338398. 2.6 30

8070 Exploring Avenues beyond Revised DSD Functionals: I. Range Separation, with <i>x</i>DSD as a Special
Case. Journal of Physical Chemistry A, 2021, 125, 4614-4627. 1.1 29



436

Citation Report

# Article IF Citations

8071 A theoretical study of the photophysical properties of coumarin-carbohydrazone and
coumarin-thiocarbohydrazone. Computational and Theoretical Chemistry, 2021, 1199, 113213. 1.1 3

8072 Electron Transfer Facilitated by Ï€â€“Ï€ Stacking during the Nitrobenzene Recognition Process of an MOF
Sensor. Journal of Physical Chemistry C, 2021, 125, 12433-12440. 1.5 21

8073
Attenuated Total Reflectionâ€“Far-Ultraviolet Spectroscopy and Quantum Chemical Calculations of the
Electronic Structure of the Top Surface and Bulk of Polyethylenes with Different Crystallinities.
Applied Spectroscopy, 2021, 75, 971-979.

1.2 6

8074 Ground-state intramolecular proton transfer and observation of high energy tautomer in
1,4-Dihydroxyanthraquinone. Journal of Molecular Structure, 2021, 1232, 130050. 1.8 6

8075
Investigations of Donorâ€“Acceptor Interactions in 1,3,5-Tris-(3-Methoxy & 3-Methyl Carboxy) Phenyl
Ethynyl Benzene Derivatives Using Experimental and DFT Study. Polycyclic Aromatic Compounds, 0, ,
1-18.

1.4 0

8076 DFT study of effect of substituents on second-order NLO response of novel BODIPY dyes. Theoretical
Chemistry Accounts, 2021, 140, 1. 0.5 1

8077 Halogen bond interaction: Role of hybridization and induction. Chemical Physics Letters, 2021, 771,
138522. 1.2 6

8078
Photodynamic effect of 5,10,15,20-tetrakis(4-carboxyphenyl)porphyrin and (Zn2+ and Sn4+) derivatives
against Leishmania spp in the promastigote stage: experimental and DFT study. Chemical Papers, 2021, 75,
4817.

1.0 6

8079
The Challenge of Accurate Computation of Two-Photon Absorption Properties of Organic
Chromophores in the Condensed Phase. Journal of Chemical Theory and Computation, 2021, 17,
3652-3665.

2.3 5

8080
Three S<sub>0</sub>/S<sub>1</sub> Conical Intersections Control Electron-Transfer-Catalyzed
Chemiluminescence of 1,2-Dioxetanedione. Journal of Chemical Theory and Computation, 2021, 17,
3483-3494.

2.3 9

8081
Analysis of Recent BLYP- and PBE-Based Range-Separated Double-Hybrid Density Functional
Approximations for Main-Group Thermochemistry, Kinetics, and Noncovalent Interactions. Journal of
Physical Chemistry A, 2021, 125, 4026-4035.

1.1 31

8082 NaBr-Assisted Photoelectrochemical and Photochemical Integrated Process for Isomerization of
Maleate Esters to Fumarate Esters. ACS Sustainable Chemistry and Engineering, 2021, 9, 6886-6893. 3.2 5

8083 Solventâ€•Dependent Stabilization of a Charge Transfer State is the Key to Ultrafast Triplet State
Formation in an Epigenetic DNA Nucleoside. Chemistry - A European Journal, 2021, 27, 10932-10940. 1.7 14

8084 Solvent and temperature effects on the tautomerization of a carbonitrile molecule: A conductor-like
polarizable continuum model (CPCM) study. Main Group Chemistry, 2021, 20, 59-68. 0.4 3

8085 Comparison of charge transport and opto-electronic properties of pyrene and anthracene derivatives
for OLED applications. Journal of Molecular Modeling, 2021, 27, 174. 0.8 6

8086 Evaluating the covalent binding of carbapenems on BlaC using noncovalent interactions. Journal of
Molecular Modeling, 2021, 27, 161. 0.8 0

8087 Materials Design and Optimization for Next-Generation Solar Cell and Light-Emitting Technologies.
Journal of Physical Chemistry Letters, 2021, 12, 4638-4657. 2.1 12

8088 Formation of Hydrogen Peroxide from Oâ€“(H2O)n Clusters. Journal of Physical Chemistry A, 2021, 125,
4598-4605. 1.1 9



437

Citation Report

# Article IF Citations

8089 Directional Exciton Migration in Benzoimidazole-Based Metalâ€“Organic Frameworks. Journal of
Physical Chemistry Letters, 2021, 12, 4917-4927. 2.1 10

8090
Photoinduced Release of Volatile Organic Compounds from Fatty Alcohols at the Airâ€“Water
Interface: The Role of Singlet Oxygen Photosensitized by a Carbonyl Group. Environmental Science
&amp; Technology, 2021, 55, 8683-8690.

4.6 28

8091 Donorâ€•Acceptorâ€•Donor Thienopyrazineâ€•Based Dyes as NIRâ€•Emitting AIEgens. European Journal of Organic
Chemistry, 2021, 2021, 2655-2664. 1.2 15

8092 Synthesis and Structure of an <i>o</i>â€•Carboranylâ€•Substituted Threeâ€•Coordinate Borane Radical Anion.
Chemistry - A European Journal, 2021, 27, 8159-8167. 1.7 23

8093 Isolation and structural elucidation of novel fusicoccan dehydroxypericonicin A from
<i>Roussoella</i> sp. Bioscience, Biotechnology and Biochemistry, 2021, 85, 1798-1801. 0.6 1

8094 On the relation between oxidation states and d-electron populations of the 1st row transition metal
complexes I. Tetrachloro complexes. Polyhedron, 2021, 201, 115172. 1.0 4

8095 Synthesis and Photoswitching Properties of Bioinspired Dissymmetric Î³-Pyrone, an Analogue of
Cyclocurcumin. Journal of Organic Chemistry, 2021, 86, 8112-8126. 1.7 12

8096 A computational study of N2 adsorption on aromatic metal Mg16M;(M=Be, Mg, and Ca) nanoclusters.
Journal of Molecular Graphics and Modelling, 2021, 105, 107862. 1.3 3

8097
Effect of ms-substitution on aggregation behavior and spectroscopic properties of BODIPY dyes in
aqueous solution, Langmuir-Schaefer and poly(methyl methacrylate) thin films. Colloids and Surfaces
A: Physicochemical and Engineering Aspects, 2021, 618, 126449.

2.3 12

8099 Significant Improvements of Near-IR Absorption, Electron Injection, and Oxidized Regeneration on
Organic Sensitizers for Solar Cells. Journal of Physical Chemistry C, 2021, 125, 13109-13122. 1.5 13

8100 Antimicrobial, antimalarial, and cytotoxic substances from the insect pathogenic fungus Beauveria
asiatica BCC 16812. Phytochemistry Letters, 2021, 43, 8-15. 0.6 4

8101 Theoretical study of the kinetics of F-atom abstraction reactions from F2, CF2(OF)2, CF3OF and SF5OF
by CO. Molecular Physics, 0, , e1939899. 0.8 0

8102 NMR Indirect Spinâ€“Spin Coupling Constants in a Modern Quasi-Relativistic Density Functional
Framework. Journal of Chemical Theory and Computation, 2021, 17, 3974-3994. 2.3 27

8103
Synthesis, characterization, DFT calculations, protein binding and molecular docking studies of
mononuclear dioxomolybdenum(VI) complexes with ONS donor ligand. Journal of Molecular
Structure, 2021, 1234, 130192.

1.8 18

8104 An analysis of valence electronic structure from a viewpoint of resonance theory: Tautomerization
of formamide and diazadiboretidine. Journal of Computational Chemistry, 2021, 42, 1662-1669. 1.5 3

8105
First principles investigation of structural, electronic and optical properties of synthesized
radiaannulene oligomers for 6,6,12-graphyne. Journal of Physics and Chemistry of Solids, 2021, 153,
109990.

1.9 13

8106 The Sulfolene Protecting Group: Observation of a Direct Photoinitiated Cheletropic Ring Opening.
ChemPhotoChem, 2021, 5, 863-870. 1.5 1

8107 Opening band gaps of low-dimensional materials at the meta-GGA level of density functional
approximations. Physical Review Materials, 2021, 5, . 0.9 18



438

Citation Report

# Article IF Citations

8108 Requirements for an accurate dispersion-corrected density functional. Journal of Chemical Physics,
2021, 154, 230902. 1.2 39

8109 Computational Insights on the Potential of Some NSAIDs for Treating COVID-19: Priority Set and Lead
Optimization. Molecules, 2021, 26, 3772. 1.7 57

8110 Reactions of Photoionization-Induced COâ€“H<sub>2</sub>O Cluster: Direct Ab Initio Molecular
Dynamics Study. ACS Omega, 2021, 6, 16688-16695. 1.6 6

8111 Cyclopropyl Substituents Transform the Viscosity-Sensitive BODIPY Molecular Rotor into a
Temperature Sensor. ACS Sensors, 2021, 6, 2158-2167. 4.0 28

8112 Theoretical design of D-Ï€-A system new dyes candidate for DSSC application. Heliyon, 2021, 7, e07171. 1.4 23

8113
Detailed Structural Examination, Quantum Mechanical Studies of the Aromatic Compound
Solarimfetol and Formation of Inclusion Compound with Cucurbituril. Polycyclic Aromatic
Compounds, 0, , 1-13.

1.4 4

8114 Composition and Structure of Fluorescent Graphene Quantum Dots Generated by Enzymatic
Degradation of Graphene Oxide. Journal of Physical Chemistry C, 2021, 125, 13361-13369. 1.5 4

8115 A Highly Strained Allâ€•Phenylene Conjoined Bismacrocycle. Angewandte Chemie, 2021, 133, 17508-17512. 1.6 11

8116 PEG-stabilized coaxial stacking of two-dimensional covalent organic frameworks for enhanced
photocatalytic hydrogen evolution. Nature Communications, 2021, 12, 3934. 5.8 111

8117 Tuning the optoelectronic properties of dibenzochrysene (DBC) based small molecules for organic
solar cells. Materials Science in Semiconductor Processing, 2021, 127, 105689. 1.9 41

8118
Natural Charge-Transfer Analysis: Eliminating Spurious Charge-Transfer States in Time-Dependent
Density Functional Theory via Diabatization, with Application to Projection-Based Embedding. Journal
of Chemical Theory and Computation, 2021, 17, 4195-4210.

2.3 14

8119 [10]CPPâ€•Based Inclusion Complexes of Charged Fulleropyrrolidines. Effect of the Charge Location on
the Photoinduced Electron Transfer. Chemistry - A European Journal, 2021, 27, 8737-8744. 1.7 10

8120 Synthesis and Characterization of 1,10-Phenanthroline-mono-N-oxides. Molecules, 2021, 26, 3632. 1.7 3

8121
Synthesis, characterization, DFT, and TD-DFT studies of
(E)-5-((4,6-dichloro-1,3,5-triazin-2-yl)amino)-4-hydroxy-3-(phenyldiazenyl)naphthalene-2,7-diylbis(hydrogen) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 217 Td (sulfite). SN Applied Sciences, 2021, 3, 1.1.5 28

8122 Toward an Accurate <i>Ab Initio</i> Description of Low-Lying Singlet Excited States of Polyenes.
Journal of Chemical Theory and Computation, 2021, 17, 4301-4315. 2.3 14

8123 Heterobimetallic Silver(I) and Copper(I) pyrazolates supported with
1,1â€²-bis(diphenylphosphino)ferrocene. Journal of Organometallic Chemistry, 2021, 942, 121813. 0.8 6

8124 Effect of the Chloro-Substitution on Electrochemical and Optical Properties of New Carbazole Dyes.
Materials, 2021, 14, 3091. 1.3 3

8125 Charge density studies of multicentre two-electron bonding of an anion radical at non-ambient
temperature and pressure. IUCrJ, 2021, 8, 644-654. 1.0 8



439

Citation Report

# Article IF Citations

8126
Halogenation of the Side Chains in Donorâ€•Acceptor Based Small Molecules for Photovoltaic
Applications: Energetics and Chargeâ€•Transfer Properties from DFT/TDDFT Studies. ChemistrySelect,
2021, 6, 5254-5265.

0.7 3

8127 Oâ€”H and Câ€”H bond dissociations in non-phenyl and phenyl groups: A DFT study with dispersion and
long-range corrections. Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 1

8128 Synthesis, crystal structure, antibacterial activity and theoretical studies on a novel Zn(II) complex
based on 2,4,6-tris(2-pyridyl)-1,3,5-triazine ligand. Journal of Molecular Structure, 2021, 1234, 130187. 1.8 3

8129 Band gaps of liquid water and hexagonal ice through advanced electronic-structure calculations.
Physical Review Research, 2021, 3, . 1.3 20

8130 Naphthalene Flanked Diketopyrrolopyrrole: A New Functional Dye Based Optical Sensors for
Monitoring Cyanide Ions in Water. Advanced Materials Technologies, 0, , 2100170. 3.0 6

8131
Structural and Energetic Affinity of Annocatacin B with ND1 Subunit of the Human Mitochondrial
Respiratory Complex I as a Potential Inhibitor: An In Silico Comparison Study with the Known Inhibitor
Rotenone. Polymers, 2021, 13, 1840.

2.0 2

8132 From Oligo(Phenyleneethynylene) Monomers to Supramolecular Helices: The Role of Intermolecular
Interactions in Aggregation. Molecules, 2021, 26, 3530. 1.7 2

8133 Chirality and Relativistic Effects in Os3(CO)12. Molecules, 2021, 26, 3333. 1.7 1

8134 Anticancer Activity, DNA Binding, and Photodynamic Properties of a Nâˆ§Câˆ§N-Coordinated Pt(II) Complex.
Inorganic Chemistry, 2021, 60, 10350-10360. 1.9 16

8135 Half-sandwich triazolato Rh(III) compound of pyridylbenzimidazole ligand with cell selective toxicity
towards Cryptococcus neoformans. Journal of Organometallic Chemistry, 2021, 949, 121928. 0.8 4

8136 Chlorination converting one efficient polymeric donor to an effective electron acceptor in organic
solar cells. Nano Select, 0, , . 1.9 3

8137 Comparing molecular and electronic properties of perylene tetracarboxylic diimides decorated at 1,6-
and 1,7-bay-positions using DFT/TDDFT method. Materials Today Communications, 2021, 27, 102446. 0.9 1

8138 Intermediate-size fullerenes as degradation products of interstellar polycyclic aromatic
hydrocarbons. Astronomy and Astrophysics, 2021, 650, A193. 2.1 11

8139 Structureâ€“Property Relationships in Photoluminescent Bismuth Halide Organic Hybrid Materials.
Inorganic Chemistry, 2021, 60, 9727-9744. 1.9 12

8140 Copper-Oxo Active Sites for Methane Câ€“H Activation in Zeolites: Molecular Understanding of Impact
of Methane Hydroxylation on UVâ€“Vis Spectra. Inorganic Chemistry, 2021, 60, 8489-8499. 1.9 11

8141
Organoruthenium (II) complexes featuring pyrazoleâ€•linked thiosemicarbazone ligands: Synthesis,
DNA/BSA interactions, molecular docking, and cytotoxicity studies. Applied Organometallic Chemistry,
2021, 35, e6343.

1.7 8

8142 Evaluation of density functional theory for a large and diverse set of organic and inorganic
equilibrium structures. Journal of Computational Chemistry, 2021, 42, 1590-1601. 1.5 44

8143 Effects of insecticide acephate on membrane mimetic systems: The role played by electrostatic
interactions with lipid polar headgroups. Journal of Molecular Liquids, 2021, 332, 115868. 2.3 12



440

Citation Report

# Article IF Citations

8144 Phenothiazine based organic dyes for dye sensitized solar cells: A theoretical study on the role of
Ï€-spacer. Dyes and Pigments, 2021, 190, 109330. 2.0 21

8145 Novel Triarylamine-Based Hole Transport Materials: Synthesis, Characterization and Computational
Investigation. Materials, 2021, 14, 3128. 1.3 2

8146
Through Bridge Spin Coupling in Homoâ€• and Heterobimetallic Porphyrin Dimers upon Stepwise
Oxidations: A Spectroscopic and Theoretical Investigation. Chemistry - A European Journal, 2021, 27,
11428-11441.

1.7 4

8147
Spin-Opposite-Scaled Range-Separated Exchange Double-Hybrid Models (SOS-RSX-DHs): Marriage
Between DH and RSX/SOS-RSX Is Not Always a Happy Match. Journal of Chemical Theory and
Computation, 2021, 17, 4077-4091.

2.3 7

8148 A Spectroscopically Validated Computational Investigation of Viable Reaction Intermediates in the
Catalytic Cycle of the Reductive Dehalogenase PceA. Biochemistry, 2021, 60, 2022-2032. 1.2 9

8149 Cyclic Diplatinum Complex with a TrÃ¶ger's Base Ligand and Reductive Elimination of a Highly Strained
Ring Molecule. Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2021, 647, 1319-1325. 0.6 2

8150 A Highly Strained Allâ€•Phenylene Conjoined Bismacrocycle. Angewandte Chemie - International Edition,
2021, 60, 17368-17372. 7.2 42

8151
Designing of benzodithiophene acridine based Donor materials with favorable photovoltaic
parameters for efficient organic solar cell. Computational and Theoretical Chemistry, 2021, 1200,
113238.

1.1 55

8152 Assessing locally range-separated hybrid functionals from a gradient expansion of the exchange
energy density. Journal of Chemical Physics, 2021, 154, 214101. 1.2 10

8153
Synthesis, Characterization, Linear and NLO Properties of Novel
N-(2,4-Dinitrobenzylidene)-3-Chlorobenzenamine Schiff Base: Combined Experimental and DFT
Calculations. Journal of Electronic Materials, 2021, 50, 5282.

1.0 13

8154 Photophysics and Excited State Dynamics of Cyclometalated [M(Phbpy)(CN)] (M = Ni, Pd, Pt) Complexes:
A Theoretical and Experimental Study. Inorganic Chemistry, 2021, 60, 8777-8789. 1.9 21

8155 Benzene, Toluene, and Monosubstituted Derivatives: Diabatic Nature of the Oscillator Strengths of
S<sub>1</sub>â†• S<sub>0</sub>Transitions. Journal of Physical Chemistry A, 2021, 125, 5237-5245. 1.1 3

8156
A Halomanganates(II) with P,Pâ€™-Diprotonated Bis(2-Diphenylphosphinophenyl)ether:
Wavelength-Excitation Dependence of the Quantum Yield and Role of the Non-Covalent Interactions.
International Journal of Molecular Sciences, 2021, 22, 6873.

1.8 8

8157 Accurate binding energies of ammonia clusters and benchmarking of hybrid DFT functionals.
Computational and Theoretical Chemistry, 2021, 1200, 113236. 1.1 10

8158 Electronic transitions of tetrathiafulvalene oriented in polyethylene film. Near and vacuum UV
synchrotron radiation polarization spectroscopy. Chemical Physics Impact, 2021, 2, 100009. 1.7 6

8159 Spin-Scaled Range-Separated Double-Hybrid Density Functional Theory for Excited States. Journal of
Chemical Theory and Computation, 2021, 17, 4211-4224. 2.3 25

8160 Decomposed Mean-Field Simulations of Local Properties in Condensed Phases. Journal of Physical
Chemistry Letters, 2021, 12, 6048-6055. 2.1 4

8161 Controlling Peptide Function by Directed Assembly Formation: Mechanistic Insights Using Multiscale
Modeling on an Antimicrobial Peptideâ€“Drugâ€“Membrane System. ACS Omega, 2021, 6, 15756-15769. 1.6 4



441

Citation Report

# Article IF Citations

8162 Absorption Spectra for Firefly Bioluminescence Substrate Analog: TokeOni in Various pH Solutions.
Photochemistry and Photobiology, 2021, 97, 1016-1022. 1.3 2

8163
Electron binding energies and Dyson orbitals of OnH2n+1+,0,âˆ’ clusters: Double Rydberg anions,
Rydberg radicals, and micro-solvated hydronium cations. Journal of Chemical Physics, 2021, 154,
234304.

1.2 6

8164 Sensing capability and diameter-dependent electronic structure of boron nitride nanotubes. Materials
Today Communications, 2021, 27, 102252. 0.9 8

8165 Optical Activity in Saturated Cyclic Amines: Untangling the Roles of Nitrogen-Inversion and
Ring-Puckering Dynamics. Journal of Physical Chemistry A, 2021, 125, 5562-5584. 1.1 4

8166 Design and Synthesis of a Nanopolymer for CO2 Capture and Wastewater Treatment. Industrial &amp;
Engineering Chemistry Research, 2021, 60, 8664-8676. 1.8 4

8167 Degradation mechanism of tris(2-chloroethyl) phosphate (TCEP) as an emerging contaminant in
advanced oxidation processes: A DFT modelling approach. Chemosphere, 2021, 273, 129674. 4.2 12

8168 Role of Dispersion Interactions in Endohedral TM@(ZnS)12 Structures. ACS Omega, 2021, 6, 16612-16622. 1.6 0

8169 Embedded equation-of-motion coupled-cluster theory for electronic excitation, ionisation, electron
attachment, and electronic resonances. Molecular Physics, 2021, 119, . 0.8 17

8170 Plexciton and electronâ€“phonon interaction in tipâ€•enhanced resonance Raman scattering. Journal of
Raman Spectroscopy, 2021, 52, 1685. 1.2 5

8171 Electronic Doping and Enhancement of nâ€•Channel Polycrystalline OFET Performance through Gate
Oxide Modifications with Aminosilanes. Advanced Materials Interfaces, 2021, 8, 2100320. 1.9 9

8172 Quantum chemical designing of banana-shaped acceptor materials with outstanding photovoltaic
properties for high-performance non-fullerene organic solar cells. Synthetic Metals, 2021, 277, 116800. 2.1 50

8173
Fragment Diabatization Linear Vibronic Coupling Model for Quantum Dynamics of
Multichromophoric Systems: Population of the Charge-Transfer State in the Photoexcited
Guanineâ€“Cytosine Pair. Journal of Chemical Theory and Computation, 2021, 17, 4660-4674.

2.3 17

8174
Benzocarbazole-based Dâ€“Diâ€“Ï€â€“A dyes for DSSCs: DFT/TD-DFT study of influence of auxiliary donors on
the performance of free dye and dyeâ€“TiO2 interface. Research on Chemical Intermediates, 2021, 47,
4257-4280.

1.3 31

8175 Phenolate-bridged A<sub>2</sub>B-type subporphyrin dimer. Journal of Porphyrins and
Phthalocyanines, 2021, 25, 975-980. 0.4 2

8176 Decaspirones and palmarumycins from Phaeoseptum sp. KT4106: Chirality reinvestigation of
palmarumycins CP4a and CP5. Tetrahedron, 2021, 92, 132251. 1.0 3

8177 Tuning the optoelectronic properties of oligothienyl silane derivatives and their photovoltaic
properties. Journal of Molecular Graphics and Modelling, 2021, 106, 107918. 1.3 25

8178 Carbon nitride of five-membered rings with low optical bandgap for photoelectrochemical
biosensing. CheM, 2021, 7, 2708-2721. 5.8 64

8179 Non-Covalent Forces in Naphthazarinâ€”Cooperativity or Competition in the Light of Theoretical
Approaches. International Journal of Molecular Sciences, 2021, 22, 8033. 1.8 6



442

Citation Report

# Article IF Citations

8180
Wide-Bite-Angle Diphosphine Ligands in Thermally Activated Delayed Fluorescent Copper(I) Complexes:
Impact on the Performance of Electroluminescence Applications. Inorganic Chemistry, 2021, 60,
10323-10339.

1.9 28

8181 Solvation of potassium cation in helium clusters: Density functional theory versus pairwise method.
Journal of Molecular Graphics and Modelling, 2021, 106, 107912. 1.3 1

8182 Linkage Dependence of Interfacial Charge-Transfer Transitions in ZnO: Carboxylate versus Sulfur
Linker. Journal of Physical Chemistry A, 2021, 125, 5903-5910. 1.1 7

8183 Hydricity of 3d Transition Metal Complexes from Density Functional Theory: A Benchmarking Study.
Molecules, 2021, 26, 4072. 1.7 19

8184 Physical Mechanism of Photoinduced Charge Transfer in One- and Two-Photon Absorption in D-D-Ï€-A
Systems. Materials, 2021, 14, 3925. 1.3 2

8185
Combined DFT calculation, Hirshfeld surface analysis, and Energy framework study of non-covalent
interactions in the crystal structure of (Z)-5-ethylidene-2-thiohydantoin determined by powder X-ray
diffraction. Journal of Molecular Structure, 2021, 1236, 130361.

1.8 2

8186
Intermolecular self-assembly of dopamine-conjugated carboxymethylcellulose and carbon nanotubes
toward supertough filaments and multifunctional wearables. Chemical Engineering Journal, 2021, 416,
128981.

6.6 13

8187 Towards the development of antioxidant-wrapped graphene-based fluorescent nanomaterials having
theranostic potentials: A combined experimental and theoretical study. Carbon Trends, 2021, 4, 100042. 1.4 1

8188

Atomic Cluster <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msup><mml:mrow><mml:msub><mml:mrow><mml:mstyle
mathvariant="normal"><mml:mrow><mml:mtext>Au</mml:mtext></mml:mrow></mml:mstyle></mml:mrow><mml:mrow><mml:mn>10</mml:mn></mml:mrow></mml:msub></mml:mrow><mml:mrow><mml:mo>+</mml:mo></mml:mrow></mml:msup></mml:mrow></mml:math>
Is a Strong Broadband Midinfrared Chromophore. Physical Review Letters, 2021, 127, 033002.

2.9 11

8189
Rotamerism and intramolecular interactions of n-propyl halides and their partially and fully
fluorinated derivatives. Electronic structure, topology and vibrational spectroscopy. Journal of
Molecular Liquids, 2021, 342, 116943.

2.3 2

8190 Competition between the Photothermal Effect and Emission in Potential Phototherapy Agents. Journal
of Physical Chemistry B, 2021, 125, 8733-8741. 1.2 7

8191
Investigating functional performance and substituent effect in modelling molecular structure,
UV-visible spectra, and optical properties of D-Ï€-A conjugated organic dye molecules: a DFT and TD-DFT
study. Journal of Molecular Modeling, 2021, 27, 229.

0.8 5

8192
The vacuum ultraviolet absorption spectrum of norbornadiene: Vibrational analysis of the singlet
and triplet valence states of norbornadiene by configuration interaction and density functional
calculations. Journal of Chemical Physics, 2021, 155, 034308.

1.2 6

8193 Tuning the Polarity of Fullerene C<sub>60</sub> Derivatives for Enhanced Photodynamic
Inactivation<sup>â€ </sup>. Photochemistry and Photobiology, 2021, 97, 1431-1444. 1.3 7

8194 Doping effect on the structure and properties of eight-electron silver nanoclusters. Journal of
Chemical Physics, 2021, 155, 034304. 1.2 10

8195 Theoretical Understanding and Role of Guest Ï€-Bridges in Triphenylamine-Based Donor Materials for
High-Performance Solar Cells. Energy &amp; Fuels, 2021, 35, 12451-12460. 2.5 57

8196 Banana-Shaped Nonfullerene Acceptor Molecules for Highly Stable and Efficient Organic Solar Cells.
Energy &amp; Fuels, 2021, 35, 11496-11506. 2.5 37

8197 Isostructural coordination chains assembled with aminopyrazine: Decreasing photoluminescence
yield by Cd(II) replacement for Mn(II). Journal of Molecular Structure, 2021, 1236, 130352. 1.8 3



443

Citation Report

# Article IF Citations

8198 Spectroscopic behavior of alloxazine-based dyes with extended aromaticity: Theory vs Experiment.
Optical Materials, 2021, 117, 111205. 1.7 4

8199 H<sub>2</sub> Evolution from Electrocatalysts with Redox-Active Ligands: Mechanistic Insights from
Theory and Experiment vis-Ã -vis Co-Mabiq. Inorganic Chemistry, 2021, 60, 13888-13902. 1.9 7

8200 Electronic Structure of Superoxidized Radical Cationic Dodecaborate-Based Clusters. Journal of
Physical Chemistry A, 2021, 125, 6141-6150. 1.1 2

8201
Theoretical and computational study on electronic effect caused by electron
withdrawing/electron-donating groups upon the coumarin thiourea derivatives. Computational and
Theoretical Chemistry, 2021, 1201, 113271.

1.1 29

8202 Toward an Understanding of the Pressure Effect on the Intramolecular Vibrational Frequencies of
Sulfur Hexafluoride. Journal of Physical Chemistry A, 2021, 125, 6362-6373. 1.1 6

8203 [Ag23Pd2(PPh3)10Cl7]: A new family of synthesizable bi-icosahedral superatomic molecules. Journal of
Chemical Physics, 2021, 155, 024302. 1.2 15

8204 Water-Soluble BODIPY-Based fluorescent probe for BSA and HSA detection. Journal of Molecular
Liquids, 2022, 345, 117031. 2.3 19

8205
Oxacarbon superalkali C3X3Y3 (XÂ = O, S and YÂ = Li, Na, K) clusters as excess electron compounds for
remarkable static and dynamic NLO response. Journal of Molecular Graphics and Modelling, 2021, 106,
107922.

1.3 19

8206 Oxalate decarboxylase uses electron hole hopping for catalysis. Journal of Biological Chemistry, 2021,
297, 100857. 1.6 5

8207
Role of acceptor guests in tuning optoelectronic properties of benzothiadiazole core based
non-fullerene acceptors for high-performance bulk-heterojunction organic solar cells. Journal of
Molecular Modeling, 2021, 27, 226.

0.8 34

8208 End-capped engineering of bipolar diketopyrrolopyrrole based small electron acceptor molecules for
high performance organic solar cells. Computational and Theoretical Chemistry, 2021, 1201, 113242. 1.1 40

8209 Excited States of Xanthophylls Revisited: Toward the Simulation of Biologically Relevant Systems.
Journal of Physical Chemistry Letters, 2021, 12, 6604-6612. 2.1 13

8210 DFT/TD-DFT Study of DonorÏ€-Acceptor Organic Dye models contained Triarylamine for an Efficient
Dye-Sensitized Solar Cell. Journal of Physics: Conference Series, 2021, 1963, 012012. 0.3 3

8211 Homogeneous and inhomogeneous line shape of the electronic excitation of a single molecule on a
surface. Physical Review B, 2021, 104, . 1.1 4

8212 Starburst-Shaped Dâˆ’Ï€â€“A Chromophores Possessing a Hexaethynylbenzene Core for Dye-Sensitized
Solar Cells. ACS Applied Materials &amp; Interfaces, 2021, 13, 35739-35749. 4.0 7

8213 High-Throughput Designing and Investigation of <b>Dâ€“Aâˆ’Ï€â€“A</b>-Type Donor Materials for Potential
Application in Greenhouse-Integrated Solar Cells. Energy &amp; Fuels, 2021, 35, 12461-12472. 2.5 20

8214
Density Functional Geometries and Zero-Point Energies in Ab Initio Thermochemical Treatments of
Compounds with First-Row Atoms (H, C, N, O, F). Journal of Chemical Theory and Computation, 2021, 17,
4872-4890.

2.3 22

8215
Novel W-Shaped Oxygen Heterocycle-Fused Fluorene-Based Non-Fullerene Acceptors: First Theoretical
Framework for Designing Environment-Friendly Organic Solar Cells. Energy &amp; Fuels, 2021, 35,
12436-12450.

2.5 67



444

Citation Report

# Article IF Citations

8216 First-principles study of hybrid nanostructures formed by deposited phthalocyanine/porphyrin metal
complexes on phosphorene. Journal of Molecular Liquids, 2021, 333, 115948. 2.3 9

8217 The Quest to Simulate Excited-State Dynamics of Transition Metal Complexes. Jacs Au, 2021, 1, 1116-1140. 3.6 30

8218 Designing and theoretical study of fluorinated small molecule donor materials for organic solar
cells. Journal of Molecular Modeling, 2021, 27, 216. 0.8 31

8219 Porphyrin dimer as efï¬•cient optical thermometer: Experimental and computational evaluation of the
barrier to torsional rotation. Journal of Luminescence, 2021, 235, 117986. 1.5 7

8220
Tuning relaxation pathways and aggregate-state fluorescence properties of
2-(2-hydroxyphenyl)benzothiazole derivatives by switching position of electron-withdrawing
substituent. Dyes and Pigments, 2021, 191, 109359.

2.0 13

8221
Synthesis, characterization and DFT calculations of linear and NLO properties of novel
(Z)-5-benzylidene-3-N(4-methylphenyl)-2-thioxothiazolidin-4-one. Journal of Sulfur Chemistry, 2021, 42,
645-663.

1.0 15

8222 Remarkable electronic and NLO properties of bimetallic superalkali clusters: a DFT study. Journal of
Nanostructure in Chemistry, 2022, 12, 529-545. 5.3 16

8223 Benchmarking of Density Functionals for <i>Z</i>-Azoarene Half-Lives via Automated Transition State
Search. Journal of Physical Chemistry A, 2021, 125, 6474-6485. 1.1 8

8224 Comparison in optoelectronic properties of triphenylamine-imidazole or imidazole as donor for
dye-sensitized solar cell: theoretical approach. Journal of Molecular Modeling, 2021, 27, 225. 0.8 3

8225 Second hyperpolarizability of hexagonal graphene quantum dots: Effects of size and structural
defects. Carbon Trends, 2021, 4, 100054. 1.4 5

8226 O â€•Isopropylferrocenesulfonate: Synthesis of Polysubstituted Derivatives and Electrochemical Study.
European Journal of Inorganic Chemistry, 2021, 2021, 3165-3176. 1.0 8

8227 Understanding the molecular mechanism of the chlorine atom transfer between ammonia and
hypochlorous acid with electron localisation function (ELF). Molecular Physics, 0, , e1961035. 0.8 2

8228 Following in Emil Fischerâ€™s Footsteps: A Site-Selective Probe of Glucose Acidâ€“Base Chemistry. Journal
of Physical Chemistry A, 2021, 125, 6881-6892. 1.1 7

8229 Assessment of Computational Methods for Calculating Accurate Non-covalent Interaction Energies in
1,2,3,5-Dithiadiazolyl Radicals. Crystal Growth and Design, 2021, 21, 4878-4891. 1.4 5

8230 Photoresponsive Amide-Based Derivatives of Azobenzene-4,4â€²-Dicarboxylic Acidâ€”Experimental and
Theoretical Studies. Materials, 2021, 14, 3995. 1.3 2

8231 A theoretical investigation on the intermolecular potential curve between ruthenium tetroxide and
NO X ( X Â =Â 1, 2). International Journal of Quantum Chemistry, 2021, 121, e26781. 1.0 1

8232 Theoretical insights into the directionality of ESIPT behavior of BTHMB molecule with two proton
acceptors in solution. Chemical Physics Letters, 2021, 775, 138670. 1.2 8

8233
Imidazole-Pyrene Hybrid Luminescent Materials for Organic Light-Emitting Diodes: Synthesis,
Characterization &amp; Electroluminescent Properties. Journal of Molecular Structure, 2021, 1236,
130306.

1.8 8



445

Citation Report

# Article IF Citations

8234 Exact Second-Order Corrections and Accurate Quasiparticle Energy Calculations in Density
Functional Theory. Journal of Physical Chemistry Letters, 2021, 12, 7236-7244. 2.1 8

8235 Correlation between Kinetics and Thermodynamics for Excited-State Intramolecular Proton Transfer
Reactions. Journal of Physical Chemistry A, 2021, 125, 6611-6620. 1.1 9

8236 Protecting group-free method for synthesis of N-glycosyl carbamates and an assessment of the
anomeric effect of nitrogen in the carbamate group. Carbohydrate Research, 2021, 505, 108280. 1.1 3

8237 Size-Dependent Ï€g + Ï€u Combination Band Intensities of Polyynes C2nH2 (n = 1â€“9) Analyzed by the Local
CCH Bending and the Linear Response Functions. Journal of Physical Chemistry A, 2021, 125, 6404-6419. 1.1 0

8238
Simple Protocol for Capturing Both Linear-Response and State-Specific Effects in Excited-State
Calculations with Continuum Solvation Models. Journal of Chemical Theory and Computation, 2021,
17, 5155-5164.

2.3 36

8239 Singlet/Triplet State Anti/Aromaticity of CyclopentadienylCation: Sensitivity to Substituent Effect.
Chemistry, 2021, 3, 765-782. 0.9 6

8240 Exploring the Concept of Dimerization-Induced Intersystem Crossing: At the Origins of Spinâ€“Orbit
Coupling Selection Rules. Journal of Physical Chemistry B, 2021, 125, 8572-8580. 1.2 8

8241
Theoretical Investigation of the 4,5-Dibromorodamine Methyl Ester (TH9402) Photosensitizer Used in
Photodynamic Therapy: Photophysics, Reactions in the Excited State, and Interactions with DNA.
Journal of Physical Chemistry B, 2021, 125, 8932-8943.

1.2 4

8242 Structural Factors Determining the Absorption Spectrum of Channelrhodopsins: A Case Study of the
Chimera C1C2. Journal of Chemical Theory and Computation, 2021, 17, 6302-6313. 2.3 8

8243
Comparison of different approaches to derive classical bonded force-field parameters for a
transition metal cofactor: a case study for non-heme iron site of ectoine synthase. Theoretical
Chemistry Accounts, 2021, 140, 1.

0.5 5

8244 Examination of How Well Long-Range-Corrected Density Functionals Satisfy the Ionization Energy
Theorem. Journal of Chemical Theory and Computation, 2021, 17, 4823-4830. 2.3 17

8245 Enhancing the absorption of 1-chloro-1,2,2,2-tetrafluoroethane on carbon nanotubes: an ab initio
study. Bulletin of Materials Science, 2021, 44, 1. 0.8 31

8246 Electronic and geometric structure of cationic and neutral chromium and molybdenum ammonia
complexes. Journal of Chemical Physics, 2021, 155, 014303. 1.2 9

8247 Chiral Resolution of Spinâ€•Crossover Active Iron(II) [2x2] Grid Complexes. Chemistry - A European
Journal, 2021, 27, 15171-15179. 1.7 6

8248 Self-assembly of rylene-decorated guanine ribbons on graphene surface for optoelectronic
applications: a theoretical study. Nanotechnology, 2021, 32, 435405. 1.3 2

8249 Computational Analysis of the Nicotine Oxidoreductase Mechanism by the ONIOM Method. ACS Omega,
2021, 6, 22422-22428. 1.6 7

8250 Software for the frontiers of quantum chemistry: An overview of developments in the Q-Chem 5
package. Journal of Chemical Physics, 2021, 155, 084801. 1.2 518

8251 Theoretical Study of Proton Tunneling in the Imidazoleâ€“Imidazolium Complex. Journal of Physical
Chemistry A, 2021, 125, 6902-6912. 1.1 3



446

Citation Report

# Article IF Citations

8252 The distance between g-tensors of nitroxide biradicals governs MAS-DNP performance: The case of the
bTurea family. Journal of Magnetic Resonance, 2021, 329, 107026. 1.2 11

8253 A Statistically Supported Antioxidant Activity DFT Benchmarkâ€”The Effects of Hartreeâ€“Fock Exchange
and Basis Set Selection on Accuracy and Resources Uptake. Molecules, 2021, 26, 5058. 1.7 21

8254 Observation of Discrete Valence Tautomers in Crystalline Cyclopentadienyl Radicals. Journal of the
American Chemical Society, 2021, 143, 12658-12664. 6.6 3

8255 Rangeâ€•separated multiconfigurational density functional theory methods. Wiley Interdisciplinary
Reviews: Computational Molecular Science, 0, , e1566. 6.2 9

8256
Structure-property relationship for triarylboron-based thermally activated delayed fluorescence
molecules: A theoretical perspective. Materials Science and Engineering B: Solid-State Materials for
Advanced Technology, 2021, 270, 115203.

1.7 3

8257
Laser performance and investigation of the optimal density functional and the dependence of the basis
sets for (E, E)-2,5-bis (3,4-dimethoxystyryl) pyrazine (BDP) molecule. Journal of Molecular Modeling,
2021, 27, 256.

0.8 1

8258 UVPD Spectroscopy of Differential Mobility-Selected Prototropic Isomers of Rivaroxaban. Journal of
Physical Chemistry A, 2021, 125, 8187-8195. 1.1 5

8259
Synthesis, single crystal (XRD), Hirshfeld surface analysis, computational study (DFT) and molecular

benzenesulfonamide. Heliyon, 2021, 7, e07724.
1.4 51

8260 Pseudospectral implementations of <scp>longâ€•range</scp> corrected density functional theory.
Journal of Computational Chemistry, 2021, 42, 2089-2102. 1.5 10

8261 A Simple Effective SCF Method for Computing Optical Gaps in Organic Chromophores. Chemistry - an
Asian Journal, 2021, 16, 2729-2739. 1.7 3

8262 Electronic structure and first hyperpolarizability of triple helicene compounds. Journal of
Molecular Structure, 2021, 1237, 130332. 1.8 4

8263
Extension and Quantification of the Fries Rule and Its Connection to Aromaticity: Large-Scale
Validation by Wave-Function-Based Resonance Analysis. Journal of Chemical Information and
Modeling, 2022, 62, 5136-5148.

2.5 12

8264 Dithiane Based Boronic Acid as a Carbohydrate Sensor in an Aqueous Solution at pH 7.5: Theoretical
and Experimental Approach. Journal of Fluorescence, 2021, 31, 1683-1703. 1.3 5

8265
A Systematic and Comparative Analysis of Four Major Classes of DFT Functionals to Compute Linear
and Nonlinear Optical Properties of Benchmark Molecules. Journal of Computational Biophysics and
Chemistry, 2021, 20, 517-528.

1.0 10

8266
Density functional theory calculation of the Rennerâ€“Teller effect in NCO : Preliminary assessment of
exact exchange energy on the accuracy of the Renner coefficient. International Journal of Quantum
Chemistry, 2021, 121, e26804.

1.0 1

8267 Assessment of the Accuracy of DFT-Predicted Li<sup>+</sup>â€“Nucleic Acid Binding Energies. Journal
of Chemical Theory and Computation, 2021, 17, 5392-5408. 2.3 4

8268 Mild Open-Shell Character of BODIPY and Its Impact on Singlet and Triplet Excitation Energies. Journal
of Chemical Theory and Computation, 2021, 17, 5825-5838. 2.3 12

8269 Quantum Chemical Design of Dâ€“Ï€â€“Aâ€•Type Donor Materials for Highly Efficient, Photostable, and
Vacuumâ€•Processed Organic Solar Cells. Energy Technology, 2021, 9, 2100489. 1.8 46



447

Citation Report

# Article IF Citations

8270 Cycloadditions with a Stable Chargeâ€•Separated Cyclobutadieneâ€•Type Amidoâ€•Substituted Silicon Ring
Compound. Angewandte Chemie - International Edition, 2021, 60, 21761-21766. 7.2 11

8271 Transition-Metal-Free Homopolymerization of Pyrrolo[2,3-<i>d</i>:5,4-<i>d</i>â€²]bisthiazoles via
Nucleophilic Aromatic Substitution. ACS Applied Materials &amp; Interfaces, 2021, 13, 41094-41101. 4.0 8

8272 Enhancement of Reverse Intersystem Crossing in Chargeâ€•Transfer Molecule through Internal Heavy
Atom Effect. Advanced Functional Materials, 2021, 31, 2104646. 7.8 37

8273 Styrylbenzene organogels and how the cyano groups tune the aggregation-induced emission. Dyes and
Pigments, 2021, 192, 109427. 2.0 8

8274 A Bioinspired Ni<sup>II</sup> Superoxide Dismutase Catalyst Designed on an ATCUN-like Binding Motif.
Inorganic Chemistry, 2021, 60, 12772-12780. 1.9 7

8275 Theoretical investigation of favipiravir antiviral drug based on fullerene and boron nitride
nanocages. Diamond and Related Materials, 2021, 117, 108458. 1.8 27

8276
Nonadiabatic Dynamics Mechanism of Chalcone Analogue Sunscreen FPPO-HBr: Excited State
Intramolecular Proton Transfer Followed by Conformation Twisting. Journal of Physical Chemistry B,
2021, 125, 9572-9578.

1.2 15

8277 A DFT mechanistic study of two possible hydrolytic evolution pathways of thiamethoxam; implications
in food and environmental safety. Computational and Theoretical Chemistry, 2021, 1202, 113333. 1.1 6

8278 Feasibility of using the anode functionalized with Calix[4]pyridine in lithium and sodium atom/ion
batteries: DFT study. Computational and Theoretical Chemistry, 2021, 1202, 113332. 1.1 1

8279
Photo-induced electron transfer of [C60â€‰+â€‰Abacavir] nano-complex and feasibility of C60 fullerene
application as a chemical shift reagent: a DFT/TD-DFT insights. Journal of the Iranian Chemical Society,
2022, 19, 937-956.

1.2 2

8280 Formation of Lead Halide Perovskite Precursors in Solution: Insight from Electronicâ€•Structure
Theory. Physica Status Solidi (B): Basic Research, 2021, 258, 2100359. 0.7 3

8281
Exploration of Nonlinear Optical Properties of Triphenylamine-Dicyanovinylene Coexisting
Donor-Ï€-Acceptor Architecture by the Modification of Ï€-Conjugated Linker. Frontiers in Materials,
2021, 8, .

1.2 9

8282
In Silico Pharmacokinetics, ADMET Study and Conceptual DFT Analysis of Two Plant Cyclopeptides
Isolated From Rosaceae as a Computational Peptidology Approach. Frontiers in Chemistry, 2021, 9,
708364.

1.8 12

8283 Langmuirâ€“Blodgett Films of Diketopyrrolopyrroles with Tunable Amphiphilicity. Langmuir, 2021, 37,
10272-10278. 1.6 3

8284
Quantum Chemical Approach of Donorâˆ’Ï€â€“Acceptor Based Arylboraneâ€“Arylamine Macrocycles with
Outstanding Photovoltaic Properties Toward High-Performance Organic Solar Cells. Energy &amp;
Fuels, 2021, 35, 15018-15032.

2.5 66

8285 Synergistic effects of fluorine, chlorine and bromine-substituted end-capped acceptor materials for
highly efficient organic solar cells. Computational and Theoretical Chemistry, 2021, 1202, 113335. 1.1 21

8286 Excited States Symmetry Breaking and In-Plane Polarization Cause Chiral Reversal in Diastereomers.
Molecules, 2021, 26, 4680. 1.7 1

8287
Modulation of the Second Order Nonlinear Optical Properties of Helical Graphene Nanoribbons
Through Introducing Azulene Defects or/and BN Units. Chemical Research in Chinese Universities,
2022, 38, 974-984.

1.3 3



448

Citation Report

# Article IF Citations

8288 Ab initio and steady-state models for uranium isotope fractionation in multi-step biotic and abiotic
reduction. Geochimica Et Cosmochimica Acta, 2021, 307, 212-227. 1.6 5

8289 On assessing functional errors in density functional theory using atomisation energies and electric
field gradients. International Journal of Quantum Chemistry, 0, , e26799. 1.0 1

8290 H4HBEDpa: Octadentate Chelate after A. E. Martell. Inorganic Chemistry, 2021, 60, 12855-12869. 1.9 5

8291 The structure and stability of faecal pigment-Zinc(II) complexes. Journal of Molecular Structure, 2021,
1238, 130440. 1.8 5

8292 Reduced Intrinsic Nonâ€•Radiative Losses Allow Roomâ€•Temperature Triplet Emission from Purely Organic
Emitters. Advanced Materials, 2021, 33, e2101844. 11.1 28

8293 Enhancement of direct electron transfer in graphene bioelectrodes containing novel cytochrome c
variants with optimized heme orientation. Bioelectrochemistry, 2021, 140, 107818. 2.4 7

8294 Unraveling the electrochemical and spectroscopic properties of neutral and negatively charged
perylene tetraethylesters. Scientific Reports, 2021, 11, 16097. 1.6 5

8295 NLO potential exploration for Dâ€“Ï€â€“A heterocyclic organic compounds by incorporation of various
Ï€-linkers and acceptor units. Arabian Journal of Chemistry, 2021, 14, 103295. 2.3 72

8296 A new palladium-based antiproliferative agent: synthesis, characterization, computational
calculations, cytotoxicity, and DNA binding properties. BioMetals, 2021, 34, 1173-1189. 1.8 1

8297 Potential Energy Surfaces for Water Interacting with Heteronuclear Diatomic Molecules: H2Oâ€“HF as
a Case Study. Chemical Physics Letters, 2021, 776, 138692. 1.2 4

8298
Solvatochromism of a D205 indoline dye at the interface of a small TiO<sub>2</sub>-anatase
nanoparticle in acetonitrile: a combined molecular dynamics simulation and DFT calculation study.
Molecular Simulation, 2022, 48, 99-107.

0.9 1

8299 DFT Functionals for Modeling of Polyethylene Chains Cross-Linked by Metal Atoms. DLPNOâ€“CCSD(T)
Benchmark Calculations. Journal of Physical Chemistry A, 2021, 125, 7382-7395. 1.1 8

8300 Noble Gas in a Ring. Molecules, 2021, 26, 4677. 1.7 2

8301
Unexpected Disparity in Photoinduced Reactions of C<sub>60</sub> and C<sub>70</sub> in Water
with the Generation of O<sub>2</sub><sup>â€¢â€“</sup> or <sup>1</sup>O<sub>2</sub>. Jacs Au, 2021, 1,
1601-1611.

3.6 9

8302 Effects of Intermolecular Hydrogen Bonding and Solvation on Enolâ€“Keto Tautomerism and
Photophysics of Azomethineâ€“BODIPY Dyads. Journal of Physical Chemistry B, 2021, 125, 9296-9303. 1.2 13

8303 Electronic Spectra of C<sub>60</sub> Films Using Screened Range Separated Hybrid Functionals.
Journal of Physical Chemistry A, 2021, 125, 7625-7632. 1.1 5

8304 Cycloadditionen mit einer stabilen ladungsseparierten cyclobutadienartigen Siliciumringverbindung.
Angewandte Chemie, 2021, 133, 21929-21934. 1.6 3

8305 Tuning the optoelectronic properties of triphenylamine (TPA) based small molecules by modifying
central core for photovoltaic applications. Journal of Molecular Modeling, 2021, 27, 237. 0.8 60



449

Citation Report

# Article IF Citations

8306 Building a Functionalizable, Potent Chemiluminescent Agent: A Rational Design Study on
6,8-Substituted Luminol Derivatives. Journal of Organic Chemistry, 2021, 86, 11388-11398. 1.7 14

8307 Butterfly-shaped hole transport materials with outstanding photovoltaic properties for organic
solar cells. Optical and Quantum Electronics, 2021, 53, 1. 1.5 26

8308 Modern Theoretical Approaches to Modeling the Excited-State Intramolecular Proton Transfer: An
Overview. Molecules, 2021, 26, 5140. 1.7 28

8309 Assessment of DFT methods for the prediction of detachment energies and electronic structures of
complex and multiply charged anions. Computational and Theoretical Chemistry, 2021, 1202, 113295. 1.1 4

8310 A comparative study of structural, electronic, and optical properties of thiolated gold clusters with
icosahedral vs face-centered cubic cores. Journal of Chemical Physics, 2021, 155, 094304. 1.2 4

8311
In silico designing of efficient C-shape non-fullerene acceptor molecules having quinoid structure
with remarkable photovoltaic properties for high-performance organic solar cells. Optik, 2021, 241,
166839.

1.4 49

8312
Assessment of hybrid functionals for singlet and triplet excitations: Why do some local hybrid
functionals perform so well for triplet excitation energies?. Journal of Chemical Physics, 2021, 155,
124108.

1.2 14

8313 Stacked Ensemble Machine Learning for Range-Separation Parameters. Journal of Physical Chemistry
Letters, 2021, 12, 9516-9524. 2.1 9

8314
A comprehensive investigation of the intermolecular interactions between
CH<sub>2</sub>N<sub>2</sub>and X<sub>12</sub>Y<sub>12</sub>(X = B, Al, Ga; Y = N, P, As) nanocages.
Canadian Journal of Chemistry, 2021, 99, 733-741.

0.6 30

8315
Energy and reactivity profile and proton affinity analysis of rimegepant with special reference to its
potential activity against SARS-CoV-2 virus proteins using molecular dynamics. Journal of Molecular
Modeling, 2021, 27, 276.

0.8 12

8316 Electronically excited state structures and stabilities of organic small molecules: A DFT study of
triphenylamine derivatives. Chemical Physics, 2021, 549, 111256. 0.9 3

8317
Computational and theoretical study of subphthalocyanine based derivatives by varying acceptors to
increase the efficiency of organic solar cells. Computational and Theoretical Chemistry, 2021, 1203,
113356.

1.1 14

8318 UV-fluorescence probe for detection Ni2+ with colorimetric/spectral dual-mode analysis method and
its practical application. Bioorganic Chemistry, 2021, 114, 105103. 2.0 43

8319 Benzothiazoleâ€•based chemosensor: a quick dip into its anion sensing mechanism. Journal of Physical
Organic Chemistry, 2022, 35, e4283. 0.9 2

8320 Evaluation of the excited state dynamics, photophysical properties, and the influence of donor
substitution in a donor-$$pi$$-acceptor system. Journal of Molecular Modeling, 2021, 27, 284. 0.8 34

8321 Fixed- and Partial-Node Approximations in Slater Determinant Space for Molecules. Journal of
Chemical Theory and Computation, 2021, 17, 6092-6104. 2.3 4

8322 Highly sensitive photoresponsive polyamide 6 nanofibrous membrane containing embedded spiropyran.
Journal of Materials Science, 2021, 56, 18775-18794. 1.7 5

8323
Nitrogen <i>K</i>-Edge X-ray Absorption Spectra of Ammonium and Ammonia in Water Solution:
Assessing the Performance of Polarizable Embedding Coupled Cluster Methods. Journal of Physical
Chemistry Letters, 2021, 12, 8865-8871.

2.1 11



450

Citation Report

# Article IF Citations

8324 Role of the Weak Interactions during the 2,4,6-Trinitrophenol Detecting Process of a
Fluorescein-Based Sensor. Journal of Physical Chemistry A, 2021, 125, 7867-7875. 1.1 5

8325 Theoretical study on pentiptycene molecular brake: photoinduced isomerization and photoinduced
electron transfer. Journal of Molecular Modeling, 2021, 27, 289. 0.8 0

8326 DFT study of new organic materials based on PEDOT and 4-[2-(2-N, N-dihydroxy amino thiophene) vinyl]
benzenamine. Journal of Molecular Modeling, 2021, 27, 275. 0.8 2

8327 A self-consistent systematic optimisation of range-separated hybrid functionals from first principles.
Molecular Physics, 0, , . 0.8 3

8328
o-Quinone methide with overcrowded olefinic core as a catalytically-active surrogate of
triarylmethylium salt for dehydridative oxidation of benzylic alcohols under aerobic
photoirradiation conditions. Tetrahedron, 2021, , 132459.

1.0 0

8329 Long-Range Order Promotes Charge-Transfer Excitations in Donor/Acceptor Co-Crystals. Journal of
Physical Chemistry C, 2021, 125, 20821-20830. 1.5 9

8330 Vibronic Excitons and Conical Intersections in Semiconductor Quantum Dots. Journal of Physical
Chemistry Letters, 2021, 12, 9677-9683. 2.1 5

8331 Adsorption mechanisms investigation of methylene blue on the (0 0 1) zeolite 4A surface in aqueous
medium by computational approach and molecular dynamics. Applied Surface Science, 2022, 572, 151381. 3.1 41

8332
Structural, vibrational, optical properties and theoretical studies of new noncentrosymmetric
material: Bis(2-Amino-5-(methylthio)-1,3,4-thiadiazol-3-ium) pentachloroantimonate. Journal of
Molecular Structure, 2021, 1240, 130538.

1.8 1

8334 Second-order NLO properties and two-state switching effects of transition metal redox complexes of
iron and cobalt: A DFT study. Journal of Molecular Graphics and Modelling, 2021, 107, 107975. 1.3 7

8335
Effects of functionalization of Y6 end-groups with electron-withdrawing groups on the
photovoltaic properties at the donor-acceptor interfaces of PM6/Y6 OSCs: A theoretical insight.
Organic Electronics, 2021, 96, 106235.

1.4 12

8336 Methane conversion by transition metal-doped vanadium oxide clusters. Chemical Physics Letters,
2021, 779, 138829. 1.2 5

8337 Towards highly accurate calculations of parity violation in chiral molecules: relativistic
coupled-cluster theory including QED-effects. Molecular Physics, 2021, 119, . 0.8 13

8338 Water hydrogen-bonding effects on the ground and low-lying excited states of dipyridyl isomers.
Journal of Molecular Liquids, 2021, 338, 116767. 2.3 5

8339 Exploring the potential of tetraazaacene derivatives as photovoltaic materials with enhanced
photovoltaic parameters. International Journal of Quantum Chemistry, 2022, 122, e26817. 1.0 19

8340 Spectral Signatures of Oxidation States in a Manganeseâ€•Oxo Cubane Water Oxidation Catalyst.
Chemistry - A European Journal, 2021, 27, 17078-17086. 1.7 4

8341 Aqueous picloram degradation by hydroxyl radicals: Unveiling mechanism, kinetics, and ecotoxicity
through experimental and theoretical approaches. Chemosphere, 2021, 278, 130401. 4.2 15

8342 Tetragonal Silicene and Germanene Quantum Dots: Candidates for Enhanced Nonlinear Optical and
Photocatalytic Activity. Journal of Physical Chemistry C, 2021, 125, 21718-21728. 1.5 10



451

Citation Report

# Article IF Citations

8343 Unveiling the effect of TADF as an energy relay dye in fluorescence resonance energy transfer based
solid-state dye-sensitized solar cells. Journal of Molecular Structure, 2022, 1249, 131576. 1.8 4

8344 An Openâ€•Shell Coronoid with Hybrid Chichibabinâ€“Schlenk Conjugation. Angewandte Chemie -
International Edition, 2021, 60, 22496-22504. 7.2 15

8345 Novel Donorâ€“Electretâ€“Acceptor Framework for Higher Charge Transfer and Distance of Charge
Transfer through Dipole Engineering. Journal of Physical Chemistry C, 2021, 125, 20219-20229. 1.5 1

8346 Oriented External Electric Field Tuning of Unsubstituted Azoheteroarene Thermal Isomerization
Half-Lives. Journal of Physical Chemistry A, 2021, 125, 8238-8248. 1.1 2

8347 Absolute configuration of a [1]rotaxane determined from vibrational and electronic circular
dichroism spectra. Chirality, 2021, 33, 773-782. 1.3 2

8348 Excited-State Energy Surfaces in Molecules Revealed by Impulsive Stimulated Raman Excitation
Profiles. Journal of Physical Chemistry Letters, 2021, 12, 9239-9247. 2.1 12

8349 Photo-Ionization Time Delay in Linearly Extended Ï€-Conjugated Molecular Systems. Journal of Physical
Chemistry A, 2021, 125, 8417-8425. 1.1 1

8350 Synthesis of homo- and heterofunctionalized bay-annulated indigo derivatives and their properties.
Dyes and Pigments, 2021, 193, 109535. 2.0 4

8351 New non-fullerene electron acceptors-based on quinoxaline derivatives for organic photovoltaic
cells: DFT computational study. Synthetic Metals, 2021, 279, 116846. 2.1 29

8352 Investigation of Pharmaceutical Importance of 2H-Pyran-2-One Analogues via Computational
Approaches. Symmetry, 2021, 13, 1619. 1.1 2

8353 Photochemistry of cerium(IV) ammonium nitrate (CAN) in acetonitrile. Journal of Photochemistry and
Photobiology A: Chemistry, 2021, 418, 113440. 2.0 9

8354 A Convenient DFT-Based Strategy for Predicting Transition Temperatures of Valence Tautomeric
Molecular Switches. Inorganic Chemistry, 2021, 60, 14475-14487. 1.9 14

8355 Kojic acid derivatives as double face ligands for metal and phosphate ions.. Journal of Inorganic
Biochemistry, 2021, 222, 111520. 1.5 5

8356
Designing of benzodithiophene (BDT) based non-fullerene small molecules with favorable
optoelectronic properties for proficient organic solar cells. Computational and Theoretical
Chemistry, 2021, 1203, 113359.

1.1 49

8357 Inclusion of Levodopa into Î²-Cyclodextrin: A Comprehensive Computational Study. ACS Omega, 2021, 6,
23814-23825. 1.6 4

8358 Estimation of ground and excited-state dipole moments of three symmetric carbocyanine dyes via the
analysis of luminescence properties. Journal of Molecular Liquids, 2021, 337, 116476. 2.3 5

8359 Influence of intramolecular hydrogen bond formation sites on fluorescence mechanism. Chinese
Physics B, 2022, 31, 038201. 0.7 5

8360
Enhancing the Photoelectric Properties of Zinc Porphyrin Dyes by Introducing Five-Membered
Heterocyclic Rings into the Electron Donor: A Density Functional Theory and Time-Dependent Density
Functional Theory Study. ACS Omega, 2021, 6, 23551-23557.

1.6 6



452

Citation Report

# Article IF Citations

8361 An Openâ€•Shell Coronoid with Hybrid Chichibabinâ€“Schlenk Conjugation. Angewandte Chemie, 2021, 133,
22670-22678. 1.6 3

8362 GW approximation for open-shell molecules: a first-principles study. New Journal of Physics, 2021, 23,
093027. 1.2 5

8363 Multiscale Modeling of Electronic Spectra Including Nuclear Quantum Effects. Journal of Chemical
Theory and Computation, 2021, 17, 6340-6352. 2.3 9

8364 A CDFT-Based Computational Peptidology (CDFT-CP) Study of the Chemical Reactivity and Bioactivity of
the Marine-Derived Alternaramide Cyclopentadepsipeptide. Journal of Chemistry, 2021, 2021, 1-11. 0.9 3

8365 Structural and optical properties of exotic magnesium monochalcogenide nanoparticles. Materials
Today Communications, 2021, 28, 102622. 0.9 1

8366 Effect of polar protic solvents on the photophysical properties of bis(BODIPY) dyes. Journal of
Molecular Liquids, 2021, 337, 116416. 2.3 17

8367 Anharmonic fundamental vibrational frequencies and spectroscopic constants of the potential HSO2
radical astromolecule. Journal of Chemical Physics, 2021, 155, 114301. 1.2 2

8368 Modeling environmental effects in two-photon circular dichroism calculations. Theoretical
Chemistry Accounts, 2021, 140, 1. 0.5 1

8369 Surface-modified ZrO2 nanoparticles with caffeic acid: Characterization and in vitro evaluation of
biosafety for placental cells. Chemico-Biological Interactions, 2021, 347, 109618. 1.7 7

8370 Deciphering the role of invited guest bridges in non-fullerene acceptor materials for high
performance organic solar cells. Synthetic Metals, 2021, 279, 116865. 2.1 55

8371
Intramolecular Charge Transfer in the Azathioprine Prodrug Quenches Intersystem Crossing to the
Reactive Triplet State in 6â€•Mercaptopurine<sup>â€ </sup>. Photochemistry and Photobiology, 2022, 98,
617-632.

1.3 3

8372 Physical Mechanisms on Plasmon-Enhanced Organic Solar Cells. Journal of Physical Chemistry C, 2021,
125, 21301-21309. 1.5 36

8373 Thermodynamics of the Hydrolysis of Lithium Salts: Pathways to the Precipitation of Inorganic SEI
Components in Li-Ion Batteries. Journal of the Electrochemical Society, 2021, 168, 100514. 1.3 11

8374 A DFT and experimental study of the spectroscopic and hydrolytic degradation behaviour of some
benzylideneanilines. Journal of Molecular Structure, 2022, 1249, 131625. 1.8 4

8375 Ïƒ-Donation and Ï€-Backdonation Effects in Dative Bonds of Main-Group Elements. Journal of Physical
Chemistry A, 2021, 125, 7956-7966. 1.1 5

8376 Effects of Self-Assembly on the Photogeneration of Radical Cations in Halogenated Triphenylamines.
Journal of Physical Chemistry C, 2021, 125, 19991-20002. 1.5 5

8377 Switching of second-order nonlinear response effected by different acceptors: The impacts of
environment and frequency dispersion. Dyes and Pigments, 2021, 193, 109502. 2.0 7

8378
Introducing thiophene and benzothiadiazole groups in triphenylamine-based organic dyes with rigidly
fused Ï€-bridge to design high-efficiency solar cells: A theoretical investigation. Solar Energy, 2021,
225, 323-332.

2.9 10



453

Citation Report

# Article IF Citations

8379 Spectral tuning of 11-cis retinal in conjugation with Au14 cluster and concomitant effect on
isomerization: A theoretical outlook. Journal of Photochemistry and Photobiology, 2021, 7, 100051. 1.1 1

8380 Microwave Spectrum of Twoâ€•Top Molecule: 2â€•Acetylâ€•3â€•Methylthiophene. ChemPhysChem, 2021, 22,
2420-2428. 1.0 8

8381
Synthesis, Computational, Antibacterial and Antifungal Investigation of Two Tri-Fluorinated
Chalcones of 1-(2,3-Dihydrobenzo[<i>b</i>][1,4]dioxin-6-yl)ethan-1-one. Polycyclic Aromatic
Compounds, 2022, 42, 6155-6172.

1.4 7

8382 Large Amplitude Motions in 2,3-Dimethylfluorobenzene: Steric Effects Failing to Interpret Hindered
Methyl Torsion. Journal of Physical Chemistry A, 2021, 125, 8542-8548. 1.1 12

8383 Tight distance-dependent estimators for screening two-center and three-center short-range Coulomb
integrals over Gaussian basis functions. Journal of Chemical Physics, 2021, 155, 124106. 1.2 9

8384 An unusual intermolecular interaction between a lone pair and an electron-rich Ï€-electron system of
a quinoid dianion. Crystal Growth and Design, 0, , . 1.4 1

8385 Synthesis, In Vitro, and In Silico Analysis of the Antioxidative Activity of Dapsone Imine Derivatives.
Molecules, 2021, 26, 5747. 1.7 6

8386 Delineating Conformation Control in the Photophysical Behaviour of a Molecular
Donorâ€•Acceptorâ€•Donor Triad. ChemPhysChem, 2021, 22, 2297-2304. 1.0 6

8387

Far-Ultraviolet Spectroscopy and Quantum Chemical Calculation Studies of the Conformational
Dependence on the Electronic Structure and Transitions of Cyclohexane, Methyl and Dimethyl
Cyclohexane, and Decalin; Effects of Axial Substitutions on the Electronic Transitions. Journal of
Physical Chemistry A, 2021, 125, 8205-8214.

1.1 3

8388 Relating the Crystal Structure and Third-order Nonlinear Susceptibility of a New Neolignan
Derivative. Journal of Molecular Structure, 2021, 1249, 131566. 1.8 2

8389 Photoactive polyurethanes based on 2,2â€²-dihydroxyazobenzene fluorescent segments. Journal of
Molecular Liquids, 2021, 337, 116481. 2.3 3

8390 <sup>1</sup>H/<sup>13</sup>C chemical shift calculations for biaryls: DFT approaches to geometry
optimization. Royal Society Open Science, 2021, 8, 210954. 1.1 7

8391 The Catalytic Mechanism of the Retaining Glycosyltransferase Mannosylglycerate Synthase. Chemistry
- A European Journal, 2021, 27, 13998-14006. 1.7 5

8392
Experimental and theoretical insights into the enhanced intramolecular charge transfer
fluorescence of a 3(2H)-furanone based d-Ï€-A compounds tailored with dialkyl chains. Journal of
Molecular Structure, 2021, 1239, 130500.

1.8 2

8393 Photoinduced charge transfer in one-photon and two-photon absorption of C2N: Effects of
edge-modified with oxygenated groups. Chemical Physics Letters, 2021, 778, 138810. 1.2 3

8394 Nearâ€•Infrared Spectrum of the First Excited State of Au 2 +. Chemistry - A European Journal, 2021, 27,
15074-15079. 1.7 5

8395 Rethinking Uncaging: A New Antiaromatic Photocage Driven by a Gain of Resonance Energy. Chemistry -
A European Journal, 2021, 27, 14121-14127. 1.7 7

8396 Combinations of density functionals for accurate molecular properties of Be/W/H compounds.
Nuclear Materials and Energy, 2021, 28, 101026. 0.6 0



454

Citation Report

# Article IF Citations

8397 Definitive assignment and mechanistic study of interfacial charge-transfer transitions between ZnO
and benzenethiol. Chemical Physics Letters, 2021, 778, 138774. 1.2 12

8398 PCDTBT8â€•Doped PffBT4Tâ€•2ODâ€•Based Ternary Solar Cells with Enhanced Openâ€•Circuit Voltage, Fill Factor,
and Charge Separation Efficiency. Solar Rrl, 2021, 5, 2100670. 3.1 16

8399
Computational engineering to enhance the photovoltaic by <scp>endâ€•capped</scp> and bridging core
alterations: Empowering the future with solar energy through synergistic effect in <scp>Dâ€•A</scp>
materials. International Journal of Quantum Chemistry, 2022, 122, e26821.

1.0 14

8400 Equation of motion coupled-cluster study of core excitation spectra II: Beyond the dipole
approximation. Journal of Chemical Physics, 2021, 155, 094103. 1.2 15

8401 Physicochemical, antioxidant properties of carotenoids and its optoelectronic and interaction
studies with chlorophyll pigments. Scientific Reports, 2021, 11, 18365. 1.6 17

8402
Protein Response Effects on Cofactor Excitation Energies from First Principles: Augmenting
Subsystem Time-Dependent Density-Functional Theory with Many-Body Expansion Techniques. Journal
of Chemical Theory and Computation, 2021, 17, 6105-6121.

2.3 9

8403
Optical and Electronic Properties of Organic NIR-II Fluorophores by Time-Dependent Density
Functional Theory and Many-Body Perturbation Theory: GW-BSE Approaches. Nanomaterials, 2021, 11,
2293.

1.9 5

8404 Structure, stability and optical absorption spectra of small TinCx clusters: a first-principles
approach. Monthly Notices of the Royal Astronomical Society, 0, , . 1.6 6

8405 Sideâ€•Chain Engineering of Aggregationâ€•Induced Emission Molecules for Boosting Cancer
Phototheranostics. Advanced Functional Materials, 2021, 31, 2107545. 7.8 37

8406
Ligand-to-Metal Charge-Transfer Photophysics and Photochemistry of Emissive d<sup>0</sup>
Titanocenes: A Spectroscopic and Computational Investigation. Inorganic Chemistry, 2021, 60,
14399-14409.

1.9 17

8407 Action spectroscopy of the isolated red Kaede fluorescent protein chromophore. Journal of Chemical
Physics, 2021, 155, 124304. 1.2 9

8408
Whether the combination of AIE and TADF functional groups produces AIE-type TADF? â€“A theoretical
study on the synergistic effect of TPE and carbazole donor group/thianthrene-tetraoxide acceptor
group. Dyes and Pigments, 2021, 194, 109547.

2.0 10

8409 Quantum chemical exploration on the inhibition performance of indole and some of its derivatives
against copper corrosion. Journal of Molecular Liquids, 2021, 340, 117136. 2.3 11

8410 A computational approach on engineering short spacer for carbazole-based dyes for dye-sensitized
solar cells. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 419, 113447. 2.0 6

8411
Effect of tunable Ï€ bridge on two-photon absorption property and intramolecular charge transfer
process of polycyclic aromatic hydrocarbons. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2021, 259, 119830.

2.0 4

8412 Density functional theory investigation of the electronic and optical properties of
metallo-phthalocyanine derivatives. Optical Materials, 2021, 120, 111315. 1.7 10

8413 Theoretical exploration of optoelectronic performance of PM6:Y6 series-based organic solar cells.
Surfaces and Interfaces, 2021, 26, 101385. 1.5 15

8414 Crystal structure and optical property of a Cadmium(II) complex based on triphenylamine
derivativeâ€”Theoretical and experimental investigation. Journal of Luminescence, 2021, 238, 118270. 1.5 2



455

Citation Report

# Article IF Citations

8415 Research Progress of Intramolecular Ï€â€•Stacked Small Molecules for Device Applications. Advanced
Materials, 2022, 34, e2104125. 11.1 93

8416
Hydroxylic, sulfur-containing and amidic amino acids in water solution: Atomic charges parameters
for computational modeling using molecular dynamics simulation and DFT calculations. Journal of
Molecular Liquids, 2021, 339, 116815.

2.3 6

8417 Integrating electronic properties of Prodan by parameterization: Combining theory with
experimentation. Journal of Molecular Structure, 2021, 1241, 130639. 1.8 1

8418 Terpyridine Zn(II) azide compounds: Spectroscopic and DFT calculations. Journal of Molecular
Structure, 2021, 1242, 130737. 1.8 4

8419 Red light-emitting Carborane-BODIPY dyes: Synthesis and properties of visible-light tuned
fluorophores with enhanced boron content. Dyes and Pigments, 2021, 194, 109644. 2.0 9

8420 Molecular engineering strategy of naphthalimide based small donor molecules for high-performance
organic solar cells. Computational and Theoretical Chemistry, 2021, 1204, 113416. 1.1 43

8421 Theoretical investigation of nonlinear optical behavior for rod and T-Shaped phenothiazine based
D-Ï€-A organic compounds and their derivatives. Journal of Saudi Chemical Society, 2021, 25, 101339. 2.4 37

8422 Solvent enhancement and isomeric effects on the NLO properties of a photoinduced cis-trans
azomethine chromophore: A sequential MC/QM study. Journal of Molecular Liquids, 2021, 340, 116887. 2.3 12

8423 Rovibrational spectroscopic constants and anharmonic force fields of CH3AsH2 and CH2AsH3: An
study. Chemical Physics Letters, 2021, 780, 138917. 1.2 1

8424
First principle theoretical designing of W-shaped Dithienosilole-based acceptor materials having
efficient photovoltaic properties for high-performance organic solar cells. Journal of Physics and
Chemistry of Solids, 2021, 157, 110202.

1.9 36

8425
Tunable keto emission of 2-(2â€²-hydroxyphenyl)benzothiazole derivatives with Ï€-expansion, substitution
and additional proton transfer site for excited-state proton transfer-based fluorescent probes:
Theoretical insights. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 419, 113450.

2.0 9

8426 Assessment of density functional theory in studying on the transition states of a Diiron-mediated N N
bond cleavage reaction. Computational and Theoretical Chemistry, 2021, 1204, 113418. 1.1 1

8427
Microwave prompted solvent-free synthesis of new series of heterocyclic tagged 7-arylidene indanone
hybrids and their computational, antifungal, antioxidant, and cytotoxicity study. Bioorganic
Chemistry, 2021, 115, 105259.

2.0 20

8428

Synthesis, structural investigation, computational study, antimicrobial activity and molecular
docking studies of novel synthesized
(E)-4-((pyridine-4-ylmethylene)amino)-N-(pyrimidin-2-yl)benzenesulfonamide from
pyridine-4-carboxaldehyde and sulfadiazine. Journal of Molecular Structure, 2021, 1241, 130544.

1.8 55

8429 Adsorption of alkali and alkaline earth ions on nanocages using density functional theory.
Computational and Theoretical Chemistry, 2021, 1204, 113391. 1.1 35

8430 Influence of lithiation on electro-optical properties of disk-like coronene molecule. Physica E:
Low-Dimensional Systems and Nanostructures, 2021, 134, 114838. 1.3 1

8431
Density functional study of trans,trans,trans-[Pt(N3)2(OH)2(Py)2] on molecular structure and
vibrational spectroscopy. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2021, 261, 120022.

2.0 3

8432 Reactivity properties and adsorption behavior of a triazole derivative â€“ DFT and MD simulation
studies. Journal of Molecular Liquids, 2021, 341, 117439. 2.3 16



456

Citation Report

# Article IF Citations

8433
Synthesis of three quasi liquid Schiff bases between hexanal and adenine, cytosine, and l-leucine,
structural interpretation, quantum mechanical studies and biological activity prediction. Journal of
Molecular Liquids, 2021, 341, 117305.

2.3 22

8434
Deciphering the role of end-capped acceptor units for amplifying the photovoltaic properties of
donor materials for high-performance organic solar cell applications. Computational and
Theoretical Chemistry, 2021, 1205, 113454.

1.1 24

8435
Zintl based superatom P7M2 (M=Li, Na, K &amp; Be, Mg, Ca) clusters with excellent second and
third-order nonlinear optical response. Materials Science in Semiconductor Processing, 2021, 134,
105986.

1.9 16

8436 Vibronic effect explains ECD spectral shape and tunability of CPL wavelength of two
triarylborane-based [5]helicenes derivatives. Journal of Luminescence, 2021, 239, 118374. 1.5 6

8437 Sumanene as a delivery system for 5-fluorouracil drug â€“ DFT, SAPT and MD study. Journal of
Molecular Liquids, 2021, 342, 117526. 2.3 20

8438
Stabilization of the ruthenium (II) and -(III) centres by chelating N-donor ligands: Synthesis,
characterization, biomolecular affinities and computational studies. Journal of Molecular Structure,
2021, 1244, 130986.

1.8 4

8439 Adsorption properties of two-dimensional carbon material towards the heavy metal ions. Journal of
Molecular Liquids, 2021, 342, 117500. 2.3 4

8440 Photophysical properties of fluorescent nucleobase P-analogues expected to monitor DNA
replication. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 260, 119926. 2.0 9

8441 7-OH quinoline Schiff bases: are they the long awaited tautomeric bistable switches?. Dyes and
Pigments, 2021, 195, 109739. 2.0 22

8442 Ultrafast charge transfer dynamics in the excited state of DCM measured by a 6-fs UV pulse laser.
Chemical Physics, 2021, 551, 111326. 0.9 4

8443 Determination of phthalocyanines energy gaps based on spectroscopic and electrochemical studies
and DFT calculations. Journal of Molecular Liquids, 2021, 341, 116800. 2.3 6

8444 Designing and comparative analysis of 3D subphthalocyanines based non-fullerene acceptor molecules
as an efficient material for organic solar cells. Optik, 2021, 246, 167845. 1.4 13

8445 Optical and NLO properties of zigzag carbon nanobelt compounds. Journal of Molecular Structure,
2021, 1244, 130936. 1.8 2

8446 Anti-inflammatory and anti-proliferative activities of chemical constituents from fungus
Biscogniauxia whalleyi SWUF13-085. Phytochemistry, 2021, 191, 112908. 1.4 7

8447
Structural, optical and photovoltaic properties of unfused Non-Fullerene acceptors for efficient
solution processable organic solar cell (Estimated PCEÂ greater thanÂ 12.4%): A DFT approach. Journal of
Molecular Liquids, 2021, 341, 117428.

2.3 55

8448 Spectroscopy and a theoretical study of colorimetric sensing of fluoride ions by salicylidene based
Schiff base derivatives. Journal of Molecular Structure, 2021, 1245, 131132. 1.8 7

8449 Insights and modelling on the nonlinear optical response, reactivity, and structure of chalcones and
dihydrochalcones. Journal of Molecular Structure, 2021, 1246, 131182. 1.8 6

8450
Synthesis, spectroscopic characterization, molecular docking studies and DFT calculation of novel
Mannich base 1-((4-ethylpiperazin-1-yl)(2-hydroxyphenyl)methyl)naphthalen-2-ol. Journal of Molecular
Structure, 2021, 1246, 131164.

1.8 31



457

Citation Report

# Article IF Citations

8451
A new Schiff base ligand as a fluorescence probe for Cu(II) detection in semi-aqueous solution:
synthesis, characterization, fluorescence and mechanistic insight. Inorganica Chimica Acta, 2021, 528,
120623.

1.2 14

8452 Solvent contribution to ferrocene conformation: Theory and experiment. Radiation Physics and
Chemistry, 2021, 189, 109697. 1.4 4

8453 Investigating the electronic excitations in Polyoxoniobates: (Nb6O19)8âˆ’, (Nb10O28)6âˆ’ and (XNb12O40)Y
with (X=As, P, Si, Ge) and (Y=15âˆ’ and 16âˆ’). Journal of Molecular Structure, 2021, 1246, 131156. 1.8 6

8454 Extremely large static and dynamic nonlinear optical response of small superalkali clusters NM3Mâ€™
(M, Mâ€™=Li, Na, K). Journal of Molecular Graphics and Modelling, 2021, 109, 108031. 1.3 12

8455 Tuning the optoelectronic properties of naphthodithiophene (NDT) for designing of A-D-A type
photovoltaic materials. Optik, 2021, 247, 167892. 1.4 21

8456 Electronic states of nitromethane: Experimental and theoretical studies. Journal of Quantitative
Spectroscopy and Radiative Transfer, 2021, 276, 107933. 1.1 6

8457
Synthesis, spectroscopic characterization, crystal structure, Hirshfeld surface analysis, linear and
NLO properties of new hybrid compound based on tin fluoride oxalate and organic amine molecule
(C12N2H9)2[SnF2(C2O4)2]2H2O. Journal of Molecular Structure, 2022, 1248, 131392.

1.8 14

8458 Tuning the optoelectronic properties of benzodithiophene based donor materials and their
photovoltaic applications. Materials Science in Semiconductor Processing, 2022, 137, 106150. 1.9 34

8459 Multiscale modeling studies for exploring lignocellulosic biomass structure. , 2022, , 257-289. 2

8460 The effects of Cu, Zn doped, and static electrical field on the interaction of mercaptopyridine drug
with B12P12 nanocage: Insight from DFT, TD-DFT. Journal of Molecular Structure, 2022, 1248, 131478. 1.8 3

8461
Effects of ms-aryl substitution on the structure and spectral properties of new CH(Ar)-bis(BODIPY)
luminophores. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 265,
120393.

2.0 6

8462
Fine-tuning directionality of ESIPT behavior of the asymmetric two proton acceptor system via atomic
electronegativity. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 266,
120406.

2.0 14

8463
UV/Feâ…¡NTA as a novel photoreductive system for the degradation of perfluorooctane sulfonate (PFOS)
via a photoinduced intramolecular electron transfer mechanism. Chemical Engineering Journal, 2022,
427, 130923.

6.6 18

8464 Molecular structure, spectroscopy and photochemistry of alprazolam. Journal of Molecular
Structure, 2022, 1247, 131295. 1.8 3

8465 Novel polybenzimidazole/graphitic carbon nitride nanosheets composite membrane for the application
of acid-alkaline amphoteric water electrolysis. Journal of Energy Chemistry, 2022, 64, 607-614. 7.1 19

8466
Structural, spectroscopic (IR, Raman, and NMR), quantum chemical, and molecular docking analysis of
(E)-2-(2,5-dimethoxybenzylidene)hydrazinecarbothioamide and its dimers. Journal of Molecular
Structure, 2022, 1247, 131277.

1.8 14

8467 Spectroscopic investigation, DFT and TD-DFT calculations of 7-(Diethylamino) Coumarin (C466).
Journal of Molecular Structure, 2022, 1248, 131413. 1.8 11

8468
Insight into structural description of novel 1,4-Diacetyl-3,6-bis(phenylmethyl)-2,5-piperazinedione:
synthesis, NMR, IR, Raman, X-ray, Hirshfeld surface, DFT and docking on breast cancer resistance
protein. Journal of Molecular Structure, 2022, 1248, 131435.

1.8 5



458

Citation Report

# Article IF Citations

8469
Probing reactions between imipramine and hydroxyl radical with the photolysis of iron(III) oxalate:
Implications for the indirect photooxidation of tricyclic antidepressants in waters. Journal of
Photochemistry and Photobiology A: Chemistry, 2022, 422, 113559.

2.0 5

8470

From luminescence quenching to high-efficiency phosphorescence: a theoretical study on the
monomeric and dimeric forms of platinum(<scp>ii</scp>) complexes with both
2-pyridylimidazol-2-ylidene and bipyrazolate chelates. Physical Chemistry Chemical Physics, 2021, 23,
5652-5664.

1.3 5

8471 A fluorescent calix[4]arene with naphthalene units at the upper rim exhibits long fluorescence
emission lifetime without fluorescence quenching. RSC Advances, 2021, 11, 11651-11654. 1.7 4

8472 Promoting the thermal back reaction of vinylheptafulvene to dihydroazulene by physisorbtion on
nanoparticles. Physical Chemistry Chemical Physics, 2021, 23, 12889-12899. 1.3 4

8473 Perfluoro effect on the electronic excited states of <i>para</i>-benzoquinone revealed by experiment
and theory. Physical Chemistry Chemical Physics, 2021, 23, 2141-2153. 1.3 2

8474 Photoluminescence Dynamics Defined by Exciton Trapping Potential of Coupled Defect States in
DNA-Functionalized Carbon Nanotubes. ACS Nano, 2021, 15, 923-933. 7.3 15

8475 Absorption Wavelength Along Chromophore Low-Barrier Hydrogen Bonds. SSRN Electronic Journal,
0, , . 0.4 0

8476 Molecular mechanism of direct electron transfer in the robust cytochrome-functionalised graphene
nanosystem. RSC Advances, 2021, 11, 18860-18869. 1.7 3

8477 Electron-Beam-Induced Molecular Plasmon Excitation and Energy Transfer in Silver Molecular
Nanowires. Journal of Physical Chemistry A, 2021, 125, 74-87. 1.1 3

8478 Forecasting System of Computational Time of DFT/TDDFT Calculations under the Multiverse Ansatz via
Machine Learning and Cheminformatics. ACS Omega, 2021, 6, 2001-2024. 1.6 6

8479 Naphthalimide-phenothiazine based Aâ€™-Ï€-D-Ï€-A featured organic dyes for dye sensitized solar cell
applications. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 404, 112820. 2.0 19

8480 Tricarbonyl triazolato Re(<scp>i</scp>) compounds of pyridylbenzimidazole ligands: spectroscopic
and antimicrobial activity evaluation. RSC Advances, 2021, 11, 22715-22722. 1.7 5

8481 Isatin-derived non-fullerene acceptors for efficient organic solar cells. Materials Science in
Semiconductor Processing, 2021, 121, 105345. 1.9 38

8482 o-Quinone methide with overcrowded olefin component as a dehydridation catalyst under aerobic
photoirradiation conditions. Chemical Science, 2021, 12, 2778-2783. 3.7 1

8483 Exploring organic semiconductors in solution: the effects of solvation, alkylization, and doping.
Physical Chemistry Chemical Physics, 2021, 23, 4841-4855. 1.3 9

8484 Benchmarking TD-DFT and Wave Function Methods for Oscillator Strengths and Excited-State Dipole
Moments. Journal of Chemical Theory and Computation, 2021, 17, 1117-1132. 2.3 88

8485 Excited state dynamics of BODIPY-based acceptorâ€“donorâ€“acceptor systems: a combined experimental
and computational study. Physical Chemistry Chemical Physics, 2021, 23, 8900-8907. 1.3 5

8486 Tailoring the nonlinear absorption of fluorescent dyes by substitution at a boron center. Journal of
Materials Chemistry C, 2021, 9, 6225-6233. 2.7 6



459

Citation Report

# Article IF Citations

8487 Effect of electron-withdrawing groups on molecular properties of naphthyl and anthryl
bithiophenes as potential n-type semiconductors. New Journal of Chemistry, 2021, 45, 9794-9804. 1.4 12

8488 Photoreduction Mechanism of CO<sub>2</sub> to CO Catalyzed by a Three-Component Hybrid
Construct with a Bimetallic Rhenium Catalyst. ACS Catalysis, 2021, 11, 1495-1504. 5.5 19

8489
Chemical Bonding as a New Avenue for Controlling Excitedâ€•State Properties and Excitation
Energyâ€•Transfer Processes in Zinc Phthalocyanineâ€“Fullerene Dyads. Chemistry - A European Journal,
2021, 27, 4159-4167.

1.7 10

8490 Adsorption of Transition Metal Catalysts on Carbon Supports: A Theoretical Perspective. Johnson
Matthey Technology Review, 2022, 66, 4-20. 0.5 1

8491 Impact of fluorination and chlorination on the electronic structure, topology and in-plane ring
normal modes of pyridines. Physical Chemistry Chemical Physics, 2021, 23, 18958-18974. 1.3 5

8492 A single isomer rotary switch demonstrating anti-Kasha behaviour: Does acidity function matter?.
Physical Chemistry Chemical Physics, 2021, 23, 13760-13767. 1.3 9

8493
Are all charge-transfer parameters created equally? A study of functional dependence and
excited-state charge-transfer quantification across two dye families. Physical Chemistry Chemical
Physics, 2021, 23, 20583-20597.

1.3 3

8494 Exploration of Graphene Defect Reactivity toward a Hydrogen Radical Utilizing a Preactivated
Circumcoronene Model. Journal of Physical Chemistry A, 2021, 125, 1152-1165. 1.1 10

8495 The influence of triphenylamine as a donor group on Znâ€“porphyrin for dye sensitized solar cell
applications. New Journal of Chemistry, 2021, 45, 2453-2462. 1.4 8

8496 Tuning the edge states in X-type carbon based molecules for applications in nonlinear optics. Physical
Chemistry Chemical Physics, 2022, 24, 7713-7722. 1.3 7

8497 Visible-light photocatalytic selective oxidation of amine and sulfide with CsPbBr<sub>3</sub> as
photocatalyst. New Journal of Chemistry, 2021, 45, 13317-13322. 1.4 9

8498 O,N-Heterocyclic germylenes as efficient catalysts for hydroboration and cyanosilylation of
benzaldehyde. New Journal of Chemistry, 0, , . 1.4 19

8499 Evaluation of charge-transfer rates in fullerene-based donorâ€“acceptor dyads with different density
functional approximations. Physical Chemistry Chemical Physics, 2021, 23, 5376-5384. 1.3 18

8500 Role of the ancillary ligand in controlling the lysozyme affinity and electronic properties of
terpyridine fac-Re(CO)3 complexes. Dalton Transactions, 2021, 50, 1197-1201. 1.6 10

8501 Energetics and optimal molecular packing for singlet fission in BN-doped perylenes: electronic
adiabatic state basis screening. Physical Chemistry Chemical Physics, 2021, 23, 16525-16536. 1.3 6

8502 Electron Symmetry Breaking during Attosecond Charge Migration Induced by Laser Pulses: Point
Group Analyses for Quantum Dynamics. Symmetry, 2021, 13, 205. 1.1 12

8503 Computational and photophysical characterization of a Laurdan malononitrile derivative. Physical
Chemistry Chemical Physics, 2021, 23, 9139-9146. 1.3 2

8504 Theoretical study on adiabatic electron affinity of fatty acids. New Journal of Chemistry, 2021, 45,
16892-16905. 1.4 4



460

Citation Report

# Article IF Citations

8505
Exploring the Franckâ€“Condon region of a photoexcited charge transfer complex in solution to
interpret femtosecond stimulated Raman spectroscopy: excited state electronic structure methods to
unveil non-radiative pathways. Chemical Science, 2021, 12, 8058-8072.

3.7 14

8506 Are charged tips driving TERS-resolution? A full quantum chemical approach. Journal of Chemical
Physics, 2021, 154, 034106. 1.2 13

8507 4-OH coumarin based rotary switches: Tautomeric state and effect of the stator. Dyes and Pigments,
2021, 184, 108861. 2.0 8

8508 Local energy decomposition analysis and molecular properties of encapsulated methane in fullerene
(CH<sub>4</sub>@C<sub>60</sub>). Physical Chemistry Chemical Physics, 2021, 23, 21554-21567. 1.3 19

8509 2-APCAs, the Novel Microtubule Targeting Agents Active against Distinct Cancer Cell Lines. Molecules,
2021, 26, 616. 1.7 8

8510 Efficient and organic hostâ€“guest room-temperature phosphorescence: tunable tripletâ€“singlet
crossing and theoretical calculations for molecular packing. Chemical Science, 2021, 12, 6518-6525. 3.7 83

8511 Achieving high circularly polarized luminescence with pushâ€“pull helicenic systems: from rationalized
design to top-emission CP-OLED applications. Chemical Science, 2021, 12, 5522-5533. 3.7 106

8512
Organotin Schiff bases as halofluorochromic dyes: green synthesis, chemio-photophysical
characterization, DFT, and their fluorescent bioimaging <i>in vitro</i>. Journal of Materials
Chemistry B, 2021, 9, 7698-7712.

2.9 12

8513 Spinâ€•State Energetics of Fe Complexes from an Optimally Tuned Rangeâ€•Separated Hybrid Functional.
Chemistry - A European Journal, 2018, 24, 5173-5182. 1.7 38

8514 Boronâ€“Nitrogenâ€•Doped Nanographenes: A Synthetic Tale from Borazine Precursors. Chemistry - A
European Journal, 2020, 26, 6608-6621. 1.7 20

8515 Unveiling the Dual Emission Photoâ€•Deactivation Mechanism of a Neutral Heteroleptic Iridium (III)
Complex. ChemPhysChem, 2018, 19, 2200-2207. 1.0 7

8516 Improving the predictive quality of timeâ€•dependent density functional theory calculations of the Xâ€•ray
emission spectroscopy of organic molecules. Journal of Computational Chemistry, 2020, 41, 1081-1090. 1.5 16

8517 QM/MM Study of Bioluminescent Systems. Challenges and Advances in Computational Chemistry and
Physics, 2021, , 227-270. 0.6 3

8518 Time-Dependent Density-Functional Theory: Features and Challenges, with a Special View on Matter
Under Extreme Conditions. Lecture Notes in Computational Science and Engineering, 2014, , 1-23. 0.1 2

8519 TDDFT and Quantum-Classical Dynamics: A Universal Tool Describing the Dynamics of Matter. , 2020, ,
75-121. 3

8520 Time-Dependent Reduced Density Matrix Functional Theory. Lecture Notes in Physics, 2012, , 485-498. 0.3 5

8521 Electronic Structure and Transition in the Far-Ultraviolet Region. , 2015, , 29-54. 1

8522 Calculation of Magnetic Properties and Spectroscopic Parameters of Manganese Clusters with
Density Functional Theory. Progress in Theoretical Chemistry and Physics, 2012, , 449-460. 0.2 1



461

Citation Report

# Article IF Citations

8523 Molecular Electric, Magnetic, and Optical Properties. , 2015, , 1-97. 2

8524 Two Photon Absorption in Biological Molecules. , 2015, , 1-19. 2

8525

A DFT/TDDFT investigation on the efficiency of novel dyes with ortho-fluorophenyl units (A1) and
incorporating benzotriazole/benzothiadiazole/phthalimide units (A2) as organic photosensitizers
with Dâ€“A2â€“Ï€â€“A1 configuration for solar cell applications. Journal of Computational Electronics,
2019, 18, 375-395.

1.3 41

8526 DFT studies on ureido-peptide functionalized Au4M2 bimetallic nanoclusters. Chemical Physics Letters,
2020, 753, 137612. 1.2 6

8527 Amides of pyrrole- and thiophene-fused anthraquinone derivatives: A role of the heterocyclic core in
antitumor properties. European Journal of Medicinal Chemistry, 2020, 199, 112294. 2.6 22

8528 A theoretical investigation of the effects of metal substituted boron subphthalocyanine chloride on
the performance of subPC/C60 organic solar cells. Materials Chemistry and Physics, 2020, 243, 122590. 2.0 7

8529 Low-valent oligogermanium amidophenolate complex comprising a unique Ge4 chain. Mendeleev
Communications, 2020, 30, 205-208. 0.6 18

8530 Structural and spectroscopic properties of itraconazole and ketoconazole â€“ Experimental and
theoretical studies. Journal of Molecular Structure, 2017, 1146, 259-266. 1.8 6

8531 Photophysical and TDDFT investigation for (E, E)-2, 5-bis [2-(4-(dimethylamino)phenyl) ethenyl]pyrazine
(BDPEP) laser dye in restricted matrices. Journal of Molecular Structure, 2020, 1217, 128403. 1.8 8

8532 The linear and non-linear optical absorption and asymmetrical electromagnetic interaction in chiral
twisted bilayer graphene with hybrid edges. Materials Today Physics, 2020, 14, 100222. 2.9 52

8533 Synthesis and spectral properties of Methyl-Phenyl pyrazoloquinoxaline fluorescence emitters:
Experiment and DFT/TDDFT calculations. Optical Materials, 2018, 75, 719-726. 1.7 7

8534 One- and two-photon absorption properties of quadrupolar Aâ€“Ï€â€“Dâ€“Ï€â€“A dyes with donors of varying
strengths. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 230, 118015. 2.0 10

8535 Revised excited-state intramolecular proton transfer of the 3-Aminophthalimide molecule: A TDDFT
study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 239, 118386. 2.0 13

8536 Insight into the Substitution Mechanism of Antitumor Au(I) N-Heterocyclic Carbene Complexes by
Cysteine and Selenocysteine. Inorganic Chemistry, 2020, 59, 3312-3320. 1.9 27

8537

Influence of Alkaline Earth Metal Ions on Structures and Luminescent Properties of
Na<sub><i>m</i></sub>M<sub><i>n</i></sub>UO<sub>2</sub>(CO<sub>3</sub>)<sub>3</sub><sup>(4â€“<i>m</i>â€“2<i>n</i>)â€“</sup>
(M = Mg, Ca; <i>m</i>, <i>n</i> = 0â€“2): Time-Resolved Fluorescence Spectroscopy and <i>Ab Initio</i>
Studies. Inorganic Chemistry, 2020, 59, 15036-15049.

1.9 16

8538 Transitioning from Intraligand Ï€,Ï€* to Charge-Transfer Excited States Using Thiophene-Based
Donorâ€“Acceptor Systems. Inorganic Chemistry, 2021, 60, 130-139. 1.9 10

8539
Accurate Prediction of NMR Chemical Shifts in Macromolecular and Condensed-Phase Systems with
the Generalized Energy-Based Fragmentation Method. Journal of Chemical Theory and Computation,
2017, 13, 5231-5239.

2.3 28

8540 Photochemical Activation of a Hydroxyquinone-Derived Phenyliodonium Ylide by Visible Light:
Synthetic and Mechanistic Investigations. Journal of Organic Chemistry, 2021, 86, 1758-1768. 1.7 4



462

Citation Report

# Article IF Citations

8541 Decomposition and Energy-Enhancement Mechanism of the Energetic Binder Glycidyl Azide Polymer at
Explosive Detonation Temperatures. Journal of Physical Chemistry A, 2020, 124, 5542-5554. 1.1 14

8542 On the Accuracy of the Direct Method to Calculate p<i>K</i><sub>a</sub> from Electronic Structure
Calculations. Journal of Physical Chemistry A, 2021, 125, 65-73. 1.1 39

8543 The Elusive Noncanonical Isomers of Ionized 9-Methyladenine and 2â€²-Deoxyadenosine. Journal of
Physical Chemistry A, 2021, 125, 338-348. 1.1 6

8544
Density Functional Theory Study of the Solvent Effects on Systematically Substituted
Dihydroazulene/Vinylheptafulvene Systems: Improving the Capability of Molecular Energy Storage.
Journal of Physical Chemistry A, 2017, 121, 8856-8865.

1.1 18

8545
Excitation Energies of UO<sub>2</sub><sup>2+</sup>, NUO<sup>+</sup>, and NUN Based on
Equation-of-Motion Coupled-Cluster Theory with Spinâ€“Orbit Coupling. Journal of Physical Chemistry
A, 2017, 121, 3966-3975.

1.1 9

8546 Development and Testing of an All-Atom Force Field for Diketopyrrolopyrrole Polymers with
Conjugated Substituents. Journal of Physical Chemistry B, 2020, 124, 11030-11039. 1.2 6

8547 Fluorescence Anisotropy Detection of Barrier Crossing and Ultrafast Conformational Dynamics in
the S<sub>2</sub> State of Î²-Carotene. Journal of Physical Chemistry B, 2020, 124, 9029-9046. 1.2 10

8548
Zn(II)-Porphyrinâ€“Squaraine Dyads as Potential Components for Dye-Sensitized Solar Cells: A Quantum
Chemical Study of Optical and Charge Transport Properties. Journal of Physical Chemistry C, 2020, 124,
12968-12981.

1.5 9

8549 New Structure-Nonlinear Optical Property Correlation in â€œRussian Dollâ€• Complexes Formed by Nested
Pd(II) Nanorings. Journal of Physical Chemistry C, 2020, 124, 12655-12664. 1.5 10

8550 Proton-Coupled Electron-Transfer Dynamics of Water Oxidation at N-Doped Graphene Oxides. Journal
of Physical Chemistry C, 2020, 124, 26688-26698. 1.5 11

8551 Synthesis and Computational and Experimental Investigations of a <i>para</i>-Nicotinic Acid-Bridged
Dirhenium(I) Dimer Complex. ACS Omega, 2020, 5, 12944-12954. 1.6 3

8552 Positive and negative regulation of carbon nanotube catalysts through encapsulation within
macrocycles. Nature Communications, 2018, 9, 2671. 5.8 38

8553 Magneto-structural correlations in a family of Re<sup>IV</sup>Cu<sup>II</sup> chains based on the
hexachlororhenate(<scp>iv</scp>) metalloligand. Dalton Transactions, 2017, 46, 16025-16033. 1.6 13

8554 Vibrations of the guanineâ€“cytosine pair in chloroform: an anharmonic computational study. Physical
Chemistry Chemical Physics, 2020, 22, 5509-5522. 1.3 3

8555 G4 accuracy at DFT cost: unlocking accurate redox potentials for organic molecules using systematic
error cancellation. Physical Chemistry Chemical Physics, 2020, 22, 4439-4452. 1.3 13

8556 Examining the degradation of environmentally-daunting per- and poly-fluoroalkyl substances from a
fundamental chemical perspective. Physical Chemistry Chemical Physics, 2020, 22, 17659-17667. 1.3 33

8557 Quantum dynamics of the Ï€Ï€*/nÏ€* decay of the epigenetic nucleobase 1,5-dimethyl-cytosine in the gas
phase. Physical Chemistry Chemical Physics, 2020, 22, 26525-26535. 1.3 11

8558 Selectivity switch in the aerobic oxygenation of sulfides photocatalysed by visible-light-responsive
decavanadate. Green Chemistry, 2020, 22, 3896-3905. 4.6 40



463

Citation Report

# Article IF Citations

8559 Direct observation of o-benzyne formation in photochemical hexadehydro-Dielsâ€“Alder (hÎ½-HDDA)
reactions. Chemical Science, 2020, 11, 9198-9208. 3.7 11

8560
Exploitation of two-dimensional conjugated covalent organic frameworks based on
tetraphenylethylene with bicarbazole and pyrene units and applications in perovskite solar cells.
Journal of Materials Chemistry A, 2020, 8, 11448-11459.

5.2 88

8561 <i>Meso</i>-Zn(<scp>ii</scp>)porphyrins of tailored functional groups for intensifying the
photoacoustic signal. Journal of Materials Chemistry C, 2020, 8, 8546-8559. 2.7 4

8562 Screening methods for linear-scaling short-range hybrid calculations on CPU and GPU architectures.
Journal of Chemical Physics, 2017, 146, 144108. 1.2 6

8563 Screened range-separated hybrid by balancing the compact and slowly varying density regimes:
Satisfaction of local density linear response. Journal of Chemical Physics, 2020, 152, 044111. 1.2 22

8564
Vibronic structure and predissociation dynamics of 2-methoxythiophenol (S1): The effect of
intramolecular hydrogen bonding on nonadiabatic dynamics. Journal of Chemical Physics, 2019, 151,
244305.

1.2 7

8565 Unveiling the role of short-range exact-like exchange in the optimally tuned range-separated hybrids
for fluorescence lifetime modeling. Journal of Chemical Physics, 2020, 152, 204301. 1.2 8

8566 Isoenergetic two-photon excitation enhances solvent-to-solute excited-state proton transfer. Journal
of Chemical Physics, 2020, 153, 224301. 1.2 4

8567 Coulomb explosion imaging for gas-phase molecular structure determination: An <i>ab initio</i>
trajectory simulation study. Journal of Chemical Physics, 2020, 153, 184201. 1.2 15

8568 Normal mode analysis of spectral density of FMO trimers: Intra- and intermonomer energy transfer.
Journal of Chemical Physics, 2020, 153, 215103. 1.2 11

8569 Excited state diabatization on the cheap using DFT: Photoinduced electron and hole transfer. Journal
of Chemical Physics, 2020, 153, 244111. 1.2 13

8570 Quasirelativistic two-component core excitations and polarisabilities from a damped-response
formulation of the Betheâ€“Salpeter equation. Molecular Physics, 2020, 118, e1755064. 0.8 38

8571 Resonant x-ray absorption of strong-field-ionized CF<sub>3</sub>Br. Journal of Physics B: Atomic,
Molecular and Optical Physics, 2020, 53, 244009. 0.6 4

8573 Displacement of polarons by vibrational modes in doped conjugated polymers. Physical Review
Materials, 2017, 1, . 0.9 27

8574 Nonempirical dielectric-dependent hybrid functional with range separation for semiconductors and
insulators. Physical Review Materials, 2018, 2, . 0.9 122

8575
Transferable screened range-separated hybrids for layered materials: The cases of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>MoS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>and
h-BN. Physical Review Materials, 2019, 3, .

0.9 20

8576

Towards predictive band gaps for halide perovskites: Lessons from one-shot and eigenvalue
self-consistent <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>G</mml:mi><mml:mi>W</mml:mi></mml:mrow></mml:math>.
Physical Review Materials, 2019, 3, .

0.9 39

8577 Nonempirical hybrid functionals for band gaps of inorganic metal-halide perovskites. Physical Review
Materials, 2019, 3, . 0.9 35



464

Citation Report

# Article IF Citations

8578 Tuned and screened range-separated hybrid density functional theory for describing electronic and
optical properties of defective gallium nitride. Physical Review Materials, 2020, 4, . 0.9 17

8579 <i>CTM4DOC</i>: electronic structure analysis from X-ray spectroscopy. Journal of Synchrotron
Radiation, 2016, 23, 1264-1271. 1.0 23

8580 Direct Electrochemical Reduction of Acetochlor at Carbon and Silver Cathodes in
Dimethylformamide. Journal of the Electrochemical Society, 2020, 167, 155517. 1.3 7

8581 A comprehensive analysis of the history of DFT based on the bibliometric method RPYS. Journal of
Cheminformatics, 2019, 11, 72. 2.8 22

8582 Amplified spontaneous emission based on an excited-state intramolecular-proton-transfer molecule
with solid-state-induced emission enhancement. Optical Materials Express, 2019, 9, 1709. 1.6 5

8583 Induction of axial chirality in divanillin by interaction with bovine serum albumin. PLoS ONE, 2017, 12,
e0178597. 1.1 11

8584 DFT investigations on arylsulphonyl pyrazole derivatives as potential ligands of selected kinases. Open
Chemistry, 2020, 18, 857-873. 1.0 6

8585
Diazo-pyrazole analogues as photosensitizers in dye sensitised solar cells: tuning for a better
photovoltaic efficiency using a new modelling strategy using experimental and computational data.
Zeitschrift Fur Physikalische Chemie, 2021, 235, 1227-1245.

1.4 11

8587 A computational study on a series of phenanthrene and phenanthroline based potential organic
photovoltaics. Macedonian Journal of Chemistry and Chemical Engineering, 2017, 36, 239. 0.2 7

8589 Local aromaticity of linear cata-benzocoronenes and acenes: density functional study. Acta Chimica
Slovaca, 2018, 11, 31-42. 0.5 2

8590 An ab initio Study of the amidine formed by tacrine and saccharin: Structural, Electronic and
Spectroscopic Investigation. Turkish Computational and Theoretical Chemistry, 2019, 3, 25-37. 0.5 1

8591 How do the HÃ¼ckel and Baird Rules Fade away in Annulenes?. Molecules, 2020, 25, 711. 1.7 43

8592 Naphthoquinones as Covalent Reversible Inhibitors of Cysteine Proteasesâ€”Studies on Inhibition
Mechanism and Kinetics. Molecules, 2020, 25, 2064. 1.7 20

8593
Fluorine effect in nucleophilic fluorination at C4 of
1,6-anhydro-2,3-dideoxy-2,3-difluoro-Î²-D-hexopyranose. Beilstein Journal of Organic Chemistry, 2020, 16,
2880-2887.

1.3 8

8594 Rapid Induced Aggregation of Gold Nanoparticles by Diolefinic Dyes. Journal of Nanomaterials &
Molecular Nanotechnology, 2014, 03, . 0.1 4

8595
The Effects of Oxidation States, Spin States and Solvents on Molecular Structure, Stability and
Spectroscopic Properties of Fe-Catechol Complexes: A Theoretical Study. Advances in Chemical
Engineering and Science, 2017, 07, 137-153.

0.2 17

8596
Conceptual Density Functional Theory Study of the Chemical Reactivity Properties and Bioactivity
Scores of the Leu-Enkephalin Opioid Peptide Neurotransmitter. Computational Molecular Bioscience,
2019, 09, 13-26.

0.6 11

8597 Non Local Corrections to the Electronic Structure of Non Ideal Electron Gases: The Case of Graphene
and Tyrosine. Journal of Modern Physics, 2013, 04, 522-527. 0.3 2



465

Citation Report

# Article IF Citations

8598 Density Functional Theory Studies on the Addition and Abstraction Reactions of OH Radical with
Benzoate Anion. Open Journal of Physical Chemistry, 2013, 03, 7-13. 0.1 2

8599 Matrix Isolation and Computational Study on the Photolysis of CHCl&lt;sub&gt;2&lt;/sub&gt;COCl.
Open Journal of Physical Chemistry, 2014, 04, 117-125. 0.1 4

8600 Application of Long-range-corrected Density Functional in Metallated Porphyrin Analogues for
Dye-sensitized Solar Cells. Bulletin of the Korean Chemical Society, 2011, 32, 705-708. 1.0 15

8601
Theoretical Approach for the Structures, Energetics and Spectroscopic Properties of
(H<sub>2</sub>O<sub>3</sub>)<sub>n</sub>(n = 1-5) Clusters. Bulletin of the Korean Chemical
Society, 2012, 33, 3017-3024.

1.0 8

8602 Density Functional Theory Study on D-Ï€-A-type Organic Dyes Containing Different Electron-Donors
for Dye-Sensitized Solar Cells. Bulletin of the Korean Chemical Society, 2013, 34, 3211-3217. 1.0 15

8603
Influence of Exchange-Correlation Functional in the Calculations of Vertical Excitation Energies of
Halogenated Copper Phthalocyanines using Time-Dependent Density Functional Theory (TD-DFT).
Bulletin of the Korean Chemical Society, 2013, 34, 2276-2280.

1.0 9

8604
Theoretical Study on the Hydrogen-Bonding Effect of
H<sub>2</sub>O<sub>n</sub>-H<sub>2</sub>O<sub>m</sub>(n=1-4, m=1-4) Dimers. Journal of the
Korean Chemical Society, 2015, 59, 117-124.

0.2 2

8605 Theoretical calculation of the exchange coupling constant in some polymeric nickel(II) complexes
using range-separated functionals. European Journal of Chemistry, 2018, 9, 382-385. 0.3 1

8609 Ionic Liquids - Classes and Properties. , 2011, , . 25

8610 Refractive Index Measurements of Well-Defined Polygon Crystals of Thiophene/Phenylene
Co-Oligomers. Japanese Journal of Applied Physics, 2012, 51, 11PD03. 0.8 9

8611 UV synchrotron radiation linear dichroism spectroscopy of the anti-psoriatic drug anthralin. , 0, 1, e5. 2

8612
NIR absorbing aromatic (antiaromatic) vinylogous carbasapphyrins (3.3.1.0.1) with built-in fused dipolar
aromatic hydrocarbon: synthesis and characterization. Organic Chemistry Frontiers, 2021, 8,
6909-6915.

2.3 3

8613 Photoinduced electron transfer in non-covalent complexes of C60 and phosphangulene oxide
derivatives. Dalton Transactions, 2021, 50, 16214-16222. 1.6 3

8614 Twisted intramolecular charge transfer (TICT) and twists beyond TICT: from mechanisms to rational
designs of bright and sensitive fluorophores. Chemical Society Reviews, 2021, 50, 12656-12678. 18.7 221

8615
A Quantum Chemical Screening of Two Imidazole-Chalcone Hybrid Ligands and Their Pd, Pt and Zn
Complexes for Charge Transport and Nonlinear Optical (NLO) Properties: A DFT Study. Computational
Chemistry, 2021, 09, 215-237.

0.2 5

8616 Coherent internal conversion from high lying electronic states to S1 in boron-dipyrromethene
derivatives. Physical Chemistry Chemical Physics, 2021, 23, 25200-25209. 1.3 3

8617 Single-component panchromatic white light generation, and tuneable excimer-like visible orange and
NIR emission in a Dy quinolinolate complex. Journal of Materials Chemistry C, 2021, 9, 15641-15648. 2.7 7

8618 Color tuning of di-boron derived TADF emitters: molecular design and property prediction. Journal of
Materials Chemistry C, 2021, 9, 15309-15320. 2.7 10



466

Citation Report

# Article IF Citations

8619 Assembled triphenylamine <i>bis</i>-urea macrocycles: exploring photodriven electron transfer from
host to guests. Physical Chemistry Chemical Physics, 2021, 23, 23953-23960. 1.3 5

8620 A diamagnetic iron complex and its twisted sister â€“ structural evidence on partial spin state change in
a crystalline iron complex. Dalton Transactions, 2021, 50, 15831-15840. 1.6 4

8621 A rare earth metallocene containing a 2,2â€²-azopyridyl radical anion. Chemical Science, 2021, 12,
15219-15228. 3.7 10

8622 Computational UV spectra for amorphous solids of small molecules. Physical Chemistry Chemical
Physics, 2021, 23, 24413-24420. 1.3 4

8623
Donâ€™t help them to bury the light. The interplay between intersystem crossing and hydrogen transfer
in photoexcited curcumin revealed by surface-hopping dynamics. Physical Chemistry Chemical Physics,
2021, 23, 24757-24764.

1.3 11

8624 Ultrafast relaxation investigated by photoelectron circular dichroism: an isomeric comparison of
camphor and fenchone. Physical Chemistry Chemical Physics, 2021, 23, 25612-25628. 1.3 11

8625 Excitation wavelength-dependent room-temperature phosphorescence: unusual properties of novel
phosphinoamines. Molecular Systems Design and Engineering, 2021, 6, 1056-1065. 1.7 15

8626 The attochemistry of chemical bonding. International Reviews in Physical Chemistry, 2021, 40, 405-455. 0.9 6

8627 Exploration of efficient electron acceptors for organic solar cells: rational design of
indacenodithiophene based non-fullerene compounds. Scientific Reports, 2021, 11, 19931. 1.6 63

8628
The Ultrafast Quantum Dynamics of Photoexcited Adenineâ€“Thymine Basepair Investigated with a
Fragment-based Diabatization and a Linear Vibronic Coupling Model. Journal of Physical Chemistry A,
2021, 125, 8912-8924.

1.1 5

8629 Unsymmetrical Hexafluorocyclopentene-Linked Twisted Ï€-Conjugated Molecules as Dual-State Emissive
Luminophores. Symmetry, 2021, 13, 1885. 1.1 3

8630
Synthesis, Spectral Characterization, Electronic Structure and Biological Activity Screening of the
Schiff Base 4-((4-Hydroxy-3-Methoxy-5-Nitrobenzylidene)Amino)-N-(Pyrimidin-2-yl)Benzene Sulfonamide
from 5-Nitrovaniline and Sulphadiazene. Polycyclic Aromatic Compounds, 0, , 1-18.

1.4 26

8631 Theoretical Investigation of the Effect of Alkylation and Bromination on Intersystem Crossing in
BODIPY-Based Photosensitizers. Journal of Physical Chemistry B, 2021, 125, 11617-11627. 1.2 8

8632 Local hybrid functionals augmented by a strong-correlation model. Journal of Chemical Physics, 2021,
155, 144101. 1.2 12

8633 Initiating Electron Transfer in Doubly Curved Nanographene Upon Supramolecular Complexation of
C<sub>60</sub>. Angewandte Chemie, 2022, 134, . 1.6 9

8634 Preferential solvation and optical properties of eumelanin building blocks in binary mixture of
methanol and water. Journal of Chemical Physics, 2021, 155, 174504. 1.2 3

8635 Ferromagnetic Coupling in Oxidovanadium(IV)â€“Porphyrin Radical Dimers. Inorganic Chemistry, 2021,
60, 16492-16506. 1.9 3

8636 Polarization Resolved Optical Excitation of Charge-Transfer Excitons in PEN:PFP Cocrystalline Films:
Limits of Nonperiodic Modeling. Journal of Physical Chemistry Letters, 2021, 12, 9899-9905. 2.1 5



467

Citation Report

# Article IF Citations

8637 Ab initio investigation for the adsorption of acrolein onto the surface of C60, C59Si, and C59Ge: NBO,
QTAIM, and NCI analyses. Structural Chemistry, 2022, 33, 363-378. 1.0 26

8638 Switchover from NiIIN2O2 to NiIIN2O2S2 coordination triggered by the redox behaviour of a
non-innocent 2-aminophenolate ligand. Journal of Chemical Sciences, 2021, 133, 1. 0.7 3

8639 Metalâ€•toâ€•Metal Distance Modulated Au(I)/Ru(II) Cyclophanyl Complexes: Cooperative Effects in
Photoredox Catalysis. Chemistry - A European Journal, 2021, 27, 15188-15201. 1.7 8

8640 Designing small organic non-fullerene acceptor molecules with diflorobenzene or quinoline core
and dithiophene donor moiety through density functional theory. Scientific Reports, 2021, 11, 19683. 1.6 29

8641 Interlayer polarizability in twisted bilayer graphene quantum dots. Physical Review B, 2021, 104, . 1.1 5

8642 Electronic and photovoltaic properties of triphenylamine-based molecules with D-Ï€-A-A structures.
Computational and Theoretical Chemistry, 2022, 1207, 113467. 1.1 5

8643 Silver Ion-Complexation High-Speed Countercurrent Chromatography Coupled with Prep-HPLC for
Separation of Sesquiterpenoids from Germacrene A Fermentation Broth. Fermentation, 2021, 7, 230. 1.4 0

8644 Influence of non-adiabatic effects on linear absorption spectra in the condensed phase: Methylene
blue. Journal of Chemical Physics, 2021, 155, 144112. 1.2 13

8645 Synthesis and Characterization of Camphorimine Au(I) Complexes with a Remarkably High Antibacterial
Activity towards B. contaminans and P. aeruginosa. Antibiotics, 2021, 10, 1272. 1.5 3

8646 Performance of new exchangeâ€“correlation functionals in providing vertical excitation energies of
metal complexes. Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 3

8647 Group 4 metallocene derivatives as a new class of singlet oxygen photosensitizers. Journal of
Photochemistry and Photobiology A: Chemistry, 2022, 424, 113619. 2.0 4

8648 Effect of meso-substituents and solvent on the photo- and thermal stability of BODIPY dyes. Journal of
Photochemistry and Photobiology A: Chemistry, 2022, 423, 113620. 2.0 7

8649
Reactivity of the Bicyclic Amidoâ€•Substituted Silicon(I) Ring Compound
Si<sub>4</sub>{N(SiMe<sub>3</sub>)Mes}<sub>4</sub> with FLPâ€•Type Character. Chemistry - A
European Journal, 2021, 27, 17361-17368.

1.7 10

8650
Computational Protocol to Calculate the Phosphorescence Energy of Pt(II) Complexes: Is the Lowest
Triplet Excited State Always Involved in Emission? A Comprehensive Benchmark Study. Inorganic
Chemistry, 2021, 60, 17230-17240.

1.9 11

8651 A simplistic computational procedure for tunneling splittings caused by proton transfer. Structural
Chemistry, 2022, 33, 351-362. 1.0 7

8652 Modeling Spectral Tuning in Red Fluorescent Proteins Using the Dipole Moment Variation upon
Excitation. Journal of Chemical Information and Modeling, 2021, 61, 5125-5132. 2.5 2

8653 Rational Design of Broadly Absorbing Boron Dipyrromethene-Carbazole Dyads for Dye-Sensitized
Solar Cells: A DFT Study. ACS Omega, 2021, 6, 27640-27653. 1.6 8

8654 TDDFT and AIM evaluation of the effect of H and F abstraction from the calix[8]BODIPY molecule.
Computational and Theoretical Chemistry, 2021, 1206, 113494. 1.1 6



468

Citation Report

# Article IF Citations

8655
DFT Study for Adsorbing of Bromine Monochloride onto BNNT (5,5), BNNT (7,0), BC<sub>2</sub>NNT
(5,5), and BC<sub>2</sub>NNT (7,0). Journal of Computational Biophysics and Chemistry, 2021, 20,
765-783.

1.0 35

8656 Initiating Electron Transfer in Doubly Curved Nanographene Upon Supramolecular Complexation of
C<sub>60</sub>. Angewandte Chemie - International Edition, 2022, 61, . 7.2 48

8657
Bridging the Gap from Mononuclear Pd<sup>II</sup> Precatalysts to Pd Nanoparticles: Identification
of Intermediate Linear [Pd<sub>3</sub>(XPh<sub>3</sub>)<sub>4</sub>]<sup>2+</sup> Clusters as
Catalytic Species for Suzukiâ€“Miyaura Couplings (X = P, As). Organometallics, 2021, 40, 3560-3570.

1.1 17

8658
A Temperature-Controlled Switch between FÃ¼rstâ€“Plattner Rule and Anti-FÃ¼rstâ€“Plattner Rule Ring
Opening of 2,3-Epoxy-steroids with Various Halide Sources in the Presence of Imidazolium Ionic
Liquids. ACS Omega, 2021, 6, 26846-26856.

1.6 1

8659 A search for a DFT functional for actinide compounds. Journal of Chemical Physics, 2021, 155, 161103. 1.2 6

8660 Efficient improvement of W05â€•based dyes by inserting auxiliary electron acceptors for dyeâ€•sensitized
solar cells: A theoretical investigation. Journal of Physical Organic Chemistry, 0, , e4290. 0.9 1

8661

Synthesis of Schiff base

potential, structural features, experimental biological screening and quantum mechanical studies.
Journal of Molecular Structure, 2022, 1250, 131762.

1.8 26

8662
Accurate Absorption Energy Calculations in Solution Using the Reference Interaction Site Model
Self-Consistent Field Including the Constrained Spatial Electron Density Distribution. J, 2021, 4,
638-644.

0.6 0

8663 Molecular engineering of indenoindene-3-ethylrodanine acceptors with A2-A1-D-A1-A2 architecture for
promising fullerene-free organic solar cells. Scientific Reports, 2021, 11, 20320. 1.6 39

8664 Intrinsic Structure and Electronic Spectrum of Deprotonated Biliverdin: Cryogenic Ion Spectroscopy
and Ion Mobility. Journal of the American Chemical Society, 2021, 143, 17778-17785. 6.6 7

8665 Effective Enhancement of the Secondâ€•Order Nonlinear Optical Responses of Graphynes by Introducing
Ï€â€•Conjugated Chains with Donor/Acceptor Groups. ChemistrySelect, 2021, 6, 10806-10816. 0.7 7

8666
Novel self-supporting multilevel-3D porous NiO nanowires with metal-organic gel coating via â€œlike
dissolves likeâ€• to trigger high-performance binder-free lithium-ion batteries. Microporous and
Mesoporous Materials, 2021, 328, 111483.

2.2 8

8667 A Resonance Raman spectroscopic study on charge transfer enhancement in photosensitizers.
Materials Today Advances, 2021, 12, 100180. 2.5 1

8668 Theoretical investigation of the effect of auxiliary ligands on dipyrazole-bridged binuclear Cu(II)
complexes. Chemical Physics Letters, 2021, 784, 139102. 1.2 6

8669 Chemical design of carbazole dendrons: Optical properties and DFT analysis. Optical Materials, 2021,
122, 111661. 1.7 4

8670
Linear Response Theory in Connection to Density Functional Theory/Molecular Dynamics and Coupled
Cluster/Molecular Dynamics Methods. Challenges and Advances in Computational Chemistry and
Physics, 2008, , 349-380.

0.6 2

8671 Coupling of Short-range Density-functional with Long-range Post-Hartree-Fock Methods. , 2010, ,
191-201. 0

8672 An Additive Long-range Potential to Correct for the Charge-transfer Failure of Time-dependent
Density Functional Theory. , 2010, , 21-34. 0



469

Citation Report

# Article IF Citations

8673 Helical Compounds Forming Gas-Phase Dimers: A Dispersion-corrected Density Functional
Investigation. Bulletin of the Korean Chemical Society, 2011, 32, 1231-1236. 1.0 0

8674 Theoretical Methods for Nonadiabatic Dynamics â€œon the flyâ€• in Complex Systems and its Control by
Laser Fields. Progress in Theoretical Chemistry and Physics, 2012, , 299-325. 0.2 1

8675 A Computational Perspective on the Photochemistry of Photosensory Proteins: Phytochromes and
Anabaena Sensory Rhodopsin. , 2012, , 169-194. 0

8676 Theoretical study of the benzoquinoneâ€“tetrathiafulvaleneâ€“benzoquinone triad in neutral and
oxidized/reduced states. Highlights in Theoretical Chemistry, 2014, , 157-166. 0.0 0

8677 Electronically excited states and photodynamics: a continuing challenge. , 2012, , 147-160. 1

8678 Formation of Van Der Waals Complexes in Concerted Unimolecular Elimination Processes. , 2012, 2012,
1-7. 1

8679 Effects of mutations on the absorption spectra of copper proteins: a QM/MM study. Highlights in
Theoretical Chemistry, 2014, , 39-47. 0.0 0

8680 Spectrum simulation and decomposition with nuclear ensemble: formal derivation and application to
benzene, furan and 2-phenylfuran. Highlights in Theoretical Chemistry, 2014, , 89-102. 0.0 7

8681 Stabilization of merocyanine by protonation, charge, and external electric fields and effects on the
isomerization of spiropyran: a computational study. Highlights in Theoretical Chemistry, 2014, , 167-179. 0.0 1

8682 Integrated computational approaches for spectroscopic studies of molecular systems in the gas phase
and in solution: pyrimidine as a test case. Highlights in Theoretical Chemistry, 2013, , 319-337. 0.0 0

8683 Theoretical Methods. Physical Chemistry in Action, 2013, , 45-65. 0.1 0

8684 Ï€-Stacking on Density Functional Theory: A Review. , 2014, , 245-270. 1

8686 Corrections for Functionals. , 2014, , 125-160. 0

8689 Optical spectroscopy of polyazomethine-PCBM nanostructures. Elektronika, 2014, 1, 94-96. 0.0 0

8690 Theoretical Modelling of Potential Chk1 Inhibitors. Letters in Drug Design and Discovery, 2014, 12,
60-65. 0.4 0

8691 Electronic structures and second hyperpolarizabilities of annulenes derivatives. Wuli Xuebao/Acta
Physica Sinica, 2015, 64, 127801. 0.2 0

8692 Photoactive Semiconducting Oxides for Energy and Environment: Experimental and Theoretical
Insights. , 2015, , 1-48. 0

8693 Quantum Mechanical Investigations for the Interactions between Fullerene and Encapsulated Waters.
Journal of the Korean Chemical Society, 2015, 59, 9-17. 0.2 0



470

Citation Report

# Article IF Citations

8694 Theoretical Study for the Structures and Binding Energies of HOOO-(H2O)n(n=1~5) Cluster. Journal
of the Korean Chemical Society, 2015, 59, 387-396. 0.2 0

8695 Evaluating the Reduced Hydrophobic Taste Sensor Response of Dipeptides by Theasinensin A by Using
NMR and Quantum Mechanical Analyses. PLoS ONE, 2016, 11, e0157315. 1.1 3

8696 Development of the Divide-and-Conquer Based Single Reference Theory for Static Correlation Systems
with Finite Temperature Scheme. Journal of Computer Chemistry Japan, 2018, 17, 212-214. 0.0 0

8697 Density Functional Theory. Encyclopedia of Earth Sciences Series, 2018, , 347-352. 0.1 0

8698 First Molecular Electronic Hyperpolarizability of Two Oxazoles Dyes in Solution. , 2018, , . 0

8699 Use of density functional theory for modeling optical properties of vacancy defects in nanoclusters
of various SiC polytypes. Functional Materials, 2018, 25, 337-341. 0.4 0

8701
TD-DFT calculations, electronic structure, natural bond orbital analysis, nonlinear optical properties
electronic absorption spectra and antimicrobial activity application of new
bis-spiropipridinon/pyrazole derivatives. European Journal of Chemistry, 2018, 9, 287-302.

0.3 1

8702

Investigation of Structural and Electronic Properties of
[Tris(Benzene-1,2-Dithiolato)M]&amp;lt;sup&amp;gt;3-&amp;lt;/sup&amp;gt; (M = V, Cr, Mn, Fe and Co)
Complexes: A Spectroscopic and Density Functional Theoretical Study. Advances in Chemical
Engineering and Science, 2019, 09, 317-332.

0.2 1

8703 Nonlinear correlations between <i>Î½</i><sub>1</sub> Raman band and global scalar properties for
different length carotenoids. Lithuanian Journal of Physics, 2019, 58, . 0.1 2

8705 Calculation of absorption spectra of silver-thiolate complexes. Computer Research and Modeling,
2019, 11, 275-286. 0.2 1

8706 Excited-State Deactivation Pathways of 7-Mercapto-4-Methyl-Coumarins: Theoretical Insight. Egyptian
Journal of Chemistry, 2019, . 0.1 0

8707 Effect of Initial Configuration on DFT Calculations for Transition Metal Complexes. European Journal
of Science and Technology, 0, , 256-269. 0.5 0

8708 Design, Synthesis and Characterization of Nâ€•Substituted Heteroaromatics: DFTâ€•Studies and Organic
Light Emitting Device Application. ChemistrySelect, 2020, 5, 5903-5915. 0.7 4

8709 Understanding non-covalent interactions by NMR in urea- and thiourea-substituted calixarene
complexes. Monatshefte FÃ¼r Chemie, 2020, 151, 743-749. 0.9 2

8711 Experimental and theoretical study on p-chlorofluorobenzene in the S0, S1 and D0 states. Chinese
Journal of Chemical Physics, 2020, 33, 401-410. 0.6 0

8712 Influence of Membrane Phase on the Optical Properties of DPH. Molecules, 2020, 25, 4264. 1.7 4

8713 Highly Efficient Thermally Activated Delayed Fluorescence from Pyrazineâ€•Fused Carbene Au(I) Emitters.
Chemistry - A European Journal, 2021, 27, 17834-17842. 1.7 27

8714 Mono- and dinuclear zinc complexes bearing identical bis(thiosemicarbazone) ligand that exhibit
alkaline phosphatase-like catalytic reactivity. Journal of Biological Inorganic Chemistry, 2021, , 1. 1.1 1



471

Citation Report

# Article IF Citations

8715
Tuning azulene defects and doping of N atoms in graphene nanosheets: Improving nonlinear optical
properties of carbon-based nano materials. Physica E: Low-Dimensional Systems and Nanostructures,
2022, 136, 115040.

1.3 7

8716 Self-Consistent Auxiliary Density Perturbation Theory. Journal of Chemical Theory and Computation,
2021, 17, 6934-6946. 2.3 6

8717
Schiff Bases from Î±-ionone with Adenine, Cytosine, and l-leucine Biomolecules: Synthesis, Structural
Features, Electronic Structure, and Medicinal Activities. Journal of Computational Biophysics and
Chemistry, 2022, 21, 1-22.

1.0 19

8718 Understanding Hyperporphyrin Spectra: TDDFT Calculations on Diprotonated
Tetrakis(<i>p</i>-aminophenyl)porphyrin. Journal of Physical Chemistry A, 2021, 125, 9953-9961. 1.1 17

8719 Laser-Induced Electronic and Vibronic Dynamics in the Pyrene Molecule and Its Cation. Journal of
Physical Chemistry A, 2021, 125, 9619-9631. 1.1 9

8720 Luminescent Pd(II) Complexes with Tridentate <sup>âˆ’</sup> Arylâ€•pyridineâ€•(benzo)thiazole Ligands.
Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2022, 648, e202100278. 0.6 5

8721 Paramagnetic NMR Shielding Tensors and Ring Currents: Efficient Implementation and Application to
Heavy Element Compounds. Journal of Physical Chemistry A, 2021, 125, 9707-9723. 1.1 17

8722 Electronic second hyperpolarizability of alkaline earth metal chains end capped with âˆ’NH2 and â€“CN.
Journal of the Indian Chemical Society, 2021, 98, 100234. 1.3 2

8723 Synthesis, spectral and theoretical (DFT) investigations of 4,6-diphenyl-6-hydroxy-1-{[(1Z)-1-phenyl
ethylidene] amino}tetrahydropyrimidine-2(1H)-one. Journal of Molecular Structure, 2022, 1250, 131820. 1.8 3

8724 Luminescent Crystalâ€“Control of Excited-State Intramolecular Proton Transfer (ESIPT) Luminescence
Through Polymorphism. , 2020, , 271-298. 1

8725 First-Principles Investigations of Electronically Excited States in Organic Semiconductors. , 2021, ,
155-193. 1

8726 Platinum(II) Complexes of Tridentate â€•Coordinating Ligands Based on Imides, Amides, and Hydrazides:
Synthesis and Luminescence Properties. European Journal of Inorganic Chemistry, 2021, 2021, 335-347. 1.0 9

8727 Dynamic Induction of Optical Activity in Triarylmethanols and Their Carbocations. Journal of Organic
Chemistry, 2021, 86, 643-656. 1.7 5

8728 New 1,3-Disubstituted Benzo[h]Isoquinoline Cyclen-Based Ligand Platform: Synthesis, Eu3+
Multiphoton Sensitization and Imaging Applications. Molecules, 2021, 26, 58. 1.7 0

8729
Magnetic Circular Dichroism of Naphthalene Derivatives: A Coupled Cluster Singles and Approximate
Doubles and Time-Dependent Density Functional Theory Study. Journal of Physical Chemistry A, 2021,
125, 243-250.

1.1 7

8730 Assessing the Performance of DFT Functionals for Excited-State Properties of Pyridine-Thiophene
Oligomers. Journal of Physical Chemistry A, 2021, 125, 115-125. 1.1 16

8731
Structure, reactions, and electronic spectra of the rare gas cyanohydrides and isocyanohydrides,
HRgCN and HRgNC (Rg = Xe or Rn). Journal of Physics B: Atomic, Molecular and Optical Physics, 2020,
53, 245102.

0.6 0

8732
Assessment of longâ€•range corrected density functional theory on the absorption and vibrationally
resolved fluorescence spectrum of carbon nanobelts. Journal of Computational Chemistry, 2021, 42,
505-515.

1.5 7



472

Citation Report

# Article IF Citations

8733
Unraveling Structural and Optical Properties of Two-Dimensional
Mo<sub><i>x</i></sub>W<sub>1â€“<i>x</i></sub>S<sub>2</sub> Alloys. Journal of Physical Chemistry
C, 2021, 125, 774-781.

1.5 17

8734 Properties of Conjugated Materials from Quantum Chemistry Coupled to Molecular Dynamics
Generated Ensembles. Journal of Physical Chemistry A, 2020, 124, 10667-10677. 1.1 1

8735 Molecular Structureâ€“Optical Property Relationship of Salicylidene Derivatives: A Study on the
First-Order Hyperpolarizability. Journal of Physical Chemistry A, 2021, 125, 99-105. 1.1 6

8736 Complexes of In(III) with 8-hydroxyquinoline-5-sulfonate in solution: Structural studies and the effect
of cationic surfactants on the photophysical behaviour. Dalton Transactions, 2021, 50, 16970-16983. 1.6 2

8737 Mechanistic insights into lysine-targeting covalent inhibition through a theoretical study of ester
aminolysis. Organic and Biomolecular Chemistry, 2021, 19, 9996-10004. 1.5 1

8738 Blocking the dark state as sensing mechanism of 3-nitro-1,8-naphthalimide derivatives for detection of
carbon monoxide in the living cells. Dyes and Pigments, 2022, 197, 109905. 2.0 10

8739 Zn(II) complexes based on functional organic ligands: Two-photon activity, theoretical calculation
and bioimaging. Dyes and Pigments, 2022, 197, 109878. 2.0 1

8740 Dipyrromethene chromo-fluorogenic chemosensors for quantitative detection and express analysis
of Zn2+ ions. Journal of Molecular Liquids, 2022, 345, 117834. 2.3 6

8741 Unprecedented platinum(II) coordination compound of sterically hindered
3,3â€²-bis(NH-benzimidazol-2-yl)-2,2â€²-bipyridine ligand. Inorganica Chimica Acta, 2022, 529, 120665. 1.2 0

8742 DFT and molecular dynamic simulation for the dielectric property analysis of polyimides. Chemical
Physics Letters, 2022, 786, 139131. 1.2 25

8743
Impact of Ï€-linker modifications on the photovoltaic performance of rainbow-shaped acceptor
molecules for high performance organic solar cell applications. Physica B: Condensed Matter, 2022,
625, 413465.

1.3 26

8744
Novel donor-acceptor-acceptor ternary conjugated microporous polymers with boosting forward
charge separation and suppressing backward charge recombination for photocatalytic reduction of
uranium (VI). Applied Catalysis B: Environmental, 2022, 301, 120819.

10.8 77

8745 Synthesis, electrochemical, optical and biological properties of new carbazole derivatives.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 267, 120497. 2.0 4

8746

Synthesis of a versatile Schiff base 4-((2-hydroxy-3,5-diiodobenzylidene)amino) benzenesulfonamide
from 3,5-diiodosalicylaldehyde and sulfanilamide, structure, electronic properties, biological activity
prediction and experimental antimicrobial properties. Journal of Molecular Structure, 2022, 1250,
131700.

1.8 18

8747 Enhancement of SERS effect in Graphene-Silver hybrids. Applied Surface Science, 2022, 574, 151724. 3.1 24

8748 Spectroscopic and computational studies of the solid state photophysical properties of a biscoumarin
dye. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 266, 120466. 2.0 1

8749 Superalkali-based alkalides Li3O@[12-crown-4]M (where M= Li, Na, and K) with remarkable static and
dynamic NLO properties; A DFT study. Materials Science in Semiconductor Processing, 2022, 138, 106254. 1.9 35

8750
Tactfully unveiling the effect of solvent polarity on the ESIPT mechanism and photophysical property
of the 3-hydroxylflavone derivative. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 267, 120496.

2.0 8



473

Citation Report

# Article IF Citations

8751 Thermally activated delayed fluorescence materials with aggregation-induced emission properties: a
QM/MM study. Physical Chemistry Chemical Physics, 2021, 23, 25789-25796. 1.3 10

8752 Effect of Polarisation Functions on to Errors of Ab-initio Calculations for Ibuprofen. European
Journal of Science and Technology, 0, , 223-230. 0.5 0

8754 Density functional theory studies on the excited-state properties of Bilirubin molecule. Wuli
Xuebao/Acta Physica Sinica, 2020, 69, 163101. 0.2 0

8755 Probing Intramolecular Interaction of Stereoisomers Using Computational Spectroscopy. Australian
Journal of Chemistry, 2020, 73, 813. 0.5 1

8756 Secondary ligands and the intramolecular hydrogen bonds drive photoluminescence quantum yields
from aminopyrazine coordination polymers. New Journal of Chemistry, 2020, 44, 20259-20266. 1.4 3

8758 Theoretical Methods. Springer Theses, 2020, , 31-39. 0.0 0

8759 Singlet fission relevant energetics from optimally tuned range-separated hybrids. Physical Chemistry
Chemical Physics, 2020, 22, 27060-27076. 1.3 7

8760 A Comparative DFT Study for Ruthenium. Journal of the Turkish Chemical Society, Section A: Chemistry,
0, , 351-360. 0.4 0

8761 Excited-State Dynamics of a Substituted Fluorene Derivative. The Central Role of Hydrogen Bonding
Interactions with the Solvent. Journal of Physical Chemistry B, 2021, 125, 12242-12253. 1.2 2

8762 Dependence of the Fe(II)-Gallic Acid Coordination Compound Formation Constant on the pH. Foods,
2021, 10, 2689. 1.9 15

8763 The Composition of Saturated Vapor over 1-Butyl-3-methylimidazolium Tetrafluoroborate Ionic Liquid:
A Multi-Technique Study of the Vaporization Process. Entropy, 2021, 23, 1478. 1.1 5

8764 Linear and Nonlinear Optical Processes Controlling S2 and S1 Dual Fluorescence in Cyanine Dyes.
Journal of Physical Chemistry A, 2021, 125, 9770-9784. 1.1 4

8765
Assessing Effects of Different Ï€ bridges on Properties of Random Benzodithiophene-thienothiophene
Donor and Non-fullerene Acceptor Based Active Layer. Journal of Physical Chemistry A, 2021, 125,
9852-9864.

1.1 0

8766 Exploration of promising optical and electronic properties of (non-polymer) small donor molecules
for organic solar cells. Scientific Reports, 2021, 11, 21540. 1.6 46

8767 Neutral and charged forms of inubosin B in aqueous solutions at different pH and on the surface of
Ag nanoparticles. Journal of Molecular Structure, 2022, 1250, 131828. 1.8 4

8768 Theoretical study of cellulose II nanocrystals with different exposed facets. Scientific Reports, 2021,
11, 21871. 1.6 4

8769 Stability, optical and charge transport properties of saddle-shaped cyclooctatetrathiophene (COTh)
isomers: a theoretical study. Journal of Sulfur Chemistry, 2022, 43, 180-192. 1.0 3

8770 Effect of donor and acceptor on optoelectronic properties of benzo[1,2-b:4,5-bâ€²]dithiophene.
Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 4



474

Citation Report

# Article IF Citations

8771 Fullerene C60 spectroscopy in [BMIM][PF6] ionic liquid: Molecular dynamics study using polarization
effects. Journal of Molecular Structure, 2022, 1250, 131887. 1.8 5

8772 Picomolar-sensitive Î²-amyloid fibril fluorophores by tailoring the hydrophobicity of biannulated
Ï€-elongated dioxaborine-dyes. Bioactive Materials, 2022, 13, 239-248. 8.6 15

8773
Alkaline Earth Cations Binding Mode Tailors Excited-State Charge Transfer Properties of Guanine
Quadruplex: A TDDFT Study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2021, , 120584.

2.0 0

8774 Understanding Hygroscopicity of Theophylline<i>via</i>a Novel Cocrystal Polymorph: A Charge
Density Study. Journal of Physical Chemistry A, 2021, 125, 9736-9756. 1.1 6

8775
Theoretical Study on the Sensing Mechanism of Luminescent Metal-Organic Framework
[Zn(3-tzba)(2,2â€²-bipy)(H2O)] Â· 3H2O for Formaldehyde Detection. Journal of Computational and
Theoretical Nanoscience, 2020, 17, 2890-2896.

0.4 1

8777 Photo-Active Biological Molecular Materials: From Photoinduced Dynamics to Transient Electronic
Spectroscopies. Challenges and Advances in Computational Chemistry and Physics, 2021, , 77-142. 0.6 4

8778 Polarizable Embedding as a Tool to Address Light-Responsive Biological Systems. Challenges and
Advances in Computational Chemistry and Physics, 2021, , 143-195. 0.6 3

8779 Density Functional Theory Calculations of Redox Potentials of Neptunium Complexes in Ionic Liquid.
Journal of the Electrochemical Society, 2020, 167, 136503. 1.3 3

8780
The role of anchoring groups in ruthenium(II)-bipyridine sensitized p-type semiconductor solar
cellsâ€”a quantum chemical approach. Journal of Physics B: Atomic, Molecular and Optical Physics,
2020, 53, 234001.

0.6 3

8782
The role of excited-state character, structural relaxation, and symmetry breaking in enabling delayed
fluorescence activity in pushâ€“pull chromophores. Physical Chemistry Chemical Physics, 2021, 23,
26135-26150.

1.3 10

8783
The Effects of Oxidation States and Spin States of Chromium Interaction with &lt;i&gt;Sargassum
Sp&lt;/i&gt;.: A Spectroscopic and Density Functional Theoretical Study. Green and Sustainable
Chemistry, 2021, 11, 125-141.

0.8 2

8784 The excited-state dynamics of the radical anions of cyanoanthracenes. Physical Chemistry Chemical
Physics, 2021, 24, 568-577. 1.3 38

8785 Dalpulapans Aâ€“E from the roots of <i>Dalbergia stipulacea</i>. RSC Advances, 2021, 11, 37643-37648. 1.7 2

8786 Against the NEER principle: The third type of photochromism for GFP chromophore derivatives.
Physical Chemistry Chemical Physics, 2021, , . 1.3 1

8787 <i>O</i>-Acetylated sugars in the gas phase: stability, migration, positional isomers and conformation.
Physical Chemistry Chemical Physics, 2022, 24, 1016-1022. 1.3 4

8788 Theoretical studies on dicopper(II) complexes of phenoxido-bridged ligands: Magneto-structural
correlations. Computational and Theoretical Chemistry, 2022, 1207, 113524. 1.1 6

8789
Role of Iodo-Substituted Subphthalocyanine (Subpcs) Ï€-conjugated aromatic N-fused di-Iminoisonidole
units on the performance of non-fullerene small organic solar cells. Computational and Theoretical
Chemistry, 2022, 1207, 113508.

1.1 18

8790 Can time-dependent double hybrid density functionals accurately predict electronic excitation
energies of BODIPY compounds?. Computational and Theoretical Chemistry, 2022, 1207, 113531. 1.1 9



475

Citation Report

# Article IF Citations

8791 Synthesis and optical properties of a fluorene-benzothiadiazole anthracene copolymer. Synthetic
Metals, 2022, 283, 116970. 2.1 3

8792 Exhibiting environment sensitive optical properties through multiscale modelling: A study of
photoactivatable probes. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 425, 113672. 2.0 2

8793 The role of the surface acidic/basic centers and redox sites on TiO2 in the photocatalytic CO2
reduction. Applied Catalysis B: Environmental, 2022, 303, 120931. 10.8 34

8794 Fullerene C60 derivatives as antimicrobial photodynamic agents. Journal of Photochemistry and
Photobiology C: Photochemistry Reviews, 2022, 51, 100471. 5.6 47

8795 Theoretical insights into the excited state processes of a novel fluorescent probe for thiophenol
with large Stokes shift. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 425, 113691. 2.0 3

8796 Benchmarking isotropic hyperfine coupling constants using (QTP) DFT functionals and coupled
cluster theory. Journal of Chemical Physics, 2022, 156, 094107. 1.2 5

8797 Finding New Precursors for Light Harvesting Materials: A Computational Study of the Fluorescence
Potential of Benzanthrone Dyes. ACS Omega, 2021, 6, 32334-32341. 1.6 6

8798 Identification of Isoprene Oxidation Reaction Products via Anion Photoelectron Spectroscopy.
Journal of Physical Chemistry A, 2021, 125, 10089-10102. 1.1 3

8799
New preparation protocols for coumarin-thiosemicarbazone hybrids: Solid state characterization,
and in silico/NMR studies of the Z/E isomerization equilibria in solution. Journal of Molecular
Structure, 2022, 1251, 131980.

1.8 5

8800
Charge-Separation and Charge-Recombination Rate Constants in a Donorâ€“Acceptor Buckybowl-Based
Supramolecular Complex: Multistate and Solvent Effects. Journal of Physical Chemistry A, 2021, 125,
9982-9994.

1.1 3

8801 Bridge-Length- and Solvent-Dependent Charge Separation and Recombination Processes in
Donorâ€“Bridgeâ€“Acceptor Molecules. Journal of Physical Chemistry B, 2021, 125, 13279-13290. 1.2 5

8802 In-situ cation exchange enhances room temperature phosphorescence of a family of metal-organic
frameworks. Science China Chemistry, 2022, 65, 128-134. 4.2 16

8803 BSE49, a diverse, high-quality benchmark dataset of separation energies of chemical bonds. Scientific
Data, 2021, 8, 300. 2.4 9

8804 Two novel mono-hydroxyl pyranoanthocyanidins bearing dimethylamino substituent(s) for
dye-sensitized solar cell. Journal of Molecular Structure, 2021, 1252, 132055. 1.8 7

8805 An inexpensive density functional theory â€•based protocol to predict accurate 19 Fâ€•NMR chemical shifts.
Journal of Computational Chemistry, 2022, 43, 170-183. 1.5 5

8806 Nickel Salicylideniminato 1D MOFs <i>via</i> Electrochemical Polymerization. ChemElectroChem, 2022,
9, . 1.7 4

8807 Prompt and Long-Lived Anti-Kasha Emission from Organic Dyes. Molecules, 2021, 26, 6999. 1.7 22

8808 Optical Spectra of Oligofurans: A Theoretical Approach to the Transition Energies, Reorganization
Energies, and the Vibronic Activity. Molecules, 2021, 26, 7163. 1.7 0



476

Citation Report

# Article IF Citations

8809 Occurrence of Double Bond in Ï€-Aromatic Rings: An Easy Way to Design Doubly Aromatic
Carbon-Metal Structures. Molecules, 2021, 26, 7232. 1.7 5

8810
Reactivity and Fe-complexation investigation by computational simulation studies on phenyltetrazole
derivatives as mild steel corrosion inhibitors in aqueous acidic medium. Journal of Molecular Liquids,
2021, 349, 118169.

2.3 2

8811
Analytical second derivatives of the free energy in solution by the reference interaction site model
self-consistent field explicitly including constrained spatial electron density distribution. Journal of
Chemical Physics, 2021, 155, 204102.

1.2 5

8812 Extended Benchmark Set of Main-Group Nuclear Shielding Constants and NMR Chemical Shifts and Its
Use to Evaluate Modern DFT Methods. Journal of Chemical Theory and Computation, 2021, 17, 7602-7621. 2.3 37

8813 The Magnetic Response of Starphenes. Chemistry, 2021, 3, 1381-1391. 0.9 7

8814 Structural and Energetic Properties of Amino Acids and Peptides Benchmarked by Accurate
Theoretical and Experimental Data. Journal of Physical Chemistry A, 2021, 125, 9826-9837. 1.1 6

8815 ECD exciton chirality method today: a modern tool for determining absolute configurations.
Chirality, 2022, 34, 333-363. 1.3 56

8816 The Dog That Didnâ€™t Bark: A New Interpretation of Hypsoporphyrin Spectra and the Question of
Hypsocorroles. Journal of Physical Chemistry A, 2021, 125, 9962-9968. 1.1 6

8817 Tuning the Quantum Chemical Properties of Flavins via Modification at C8. Journal of Physical
Chemistry B, 2021, 125, 12654-12669. 1.2 7

8818 Thiol-Mediated Î±-Amino Radical Formation via Visible-Light-Activated Ion-Pair Charge-Transfer
Complexes. Journal of the American Chemical Society, 2021, 143, 19268-19274. 6.6 21

8819
Use of dye aggregation phenomenon for spectrophotometric and SIA-LAV determination of bismuth(III)
as a specific ion association complex between tetraiodobismuthate and Astra Phloxine. Journal of
Molecular Structure, 2022, 1251, 132015.

1.8 6

8820 Computational Study of Photochemical Relaxation Pathways of Platinum(II) Complexes. Journal of
Physical Chemistry A, 2021, 125, 10144-10154. 1.1 5

8821 Imaging charge migration in chiral molecules using time-resolved x-ray diffraction. Physical Review A,
2021, 104, . 1.0 13

8822 LSSmScarlet, dCyRFP2s, dCyOFP2s and CRISPRed2s, Genetically Encoded Red Fluorescent Proteins with
a Large Stokes Shift. International Journal of Molecular Sciences, 2021, 22, 12887. 1.8 9

8823 Influence of glucose, sucrose, and dextran coatings on the stability and toxicity of silver
nanoparticles. International Journal of Biological Macromolecules, 2022, 194, 461-469. 3.6 10

8824 Internal rotation arena: Program performances on the low barrier problem of 4-methylacetophenone.
Journal of Chemical Physics, 2021, 155, 224302. 1.2 6

8825 Intra-Molecular Electrical Field Regulated Nonlinear Catalyst Charge Transfer in the Organic
Conjugated Molecular System. Catalysts, 2021, 11, 1375. 1.6 0

8826 A global analysis of excited states: the global transition contribution grids. Theoretical Chemistry
Accounts, 2021, 140, 1. 0.5 1



477

Citation Report

# Article IF Citations

8827 Dopant Free Triphenylamineâ€•Based Hole Transport Materials with Excellent Photovoltaic Properties
for Highâ€•Performance Perovskite Solar Cells. Energy Technology, 2022, 10, 2100838. 1.8 34

8828 Just Add the Gold: Aggregation-Induced-Emission Properties of Alkynylphosphinegold(I) Complexes
Functionalized with Phenyleneâ€“Terpyridine Subunits. Inorganic Chemistry, 2021, 60, 18715-18725. 1.9 6

8829 Coupling of photoactive transition metal complexes to a functional polymer matrix**. Chemistry - A
European Journal, 2021, 27, 17104-17114. 1.7 5

8830 A Mountaineering Strategy to Excited States: Highly Accurate Energies and Benchmarks for Bicyclic
Systems. Journal of Physical Chemistry A, 2021, 125, 10174-10188. 1.1 16

8831 Unexpected benzene oxidation in collisions with superoxide anions. Scientific Reports, 2021, 11, 23125. 1.6 4

8832 Computational investigations on efficient metal-free organic D-Ï€-A dyes with different spacers for
powerful DSSCs applications. Molecular Simulation, 2022, 48, 140-149. 0.9 9

8833 Investigation of the Structural and Thermochemical Properties of [2.2.2]-Bicyclooctadiene
Photoswitches. Journal of Physical Chemistry A, 2021, 125, 10330-10339. 1.1 8

8834 Substituent effect induced the distinctive ESIPT reaction and photophysical property of
N-salycilidene-5-chloroaminopyridine. Journal of Molecular Structure, 2022, 1250, 131923. 1.8 6

8835 Application of TD-DFT Theory to Studying Porphyrinoid-Based Photosensitizers for Photodynamic
Therapy: A Review. Molecules, 2021, 26, 7176. 1.7 6

8836

Can A Double-Doped Device Modification of A Standard Bilayer OLED Improve the Photo- And/or
Electro-luminescence Efficiency? A Case Study of Architecture Design in Fluorescent Devices with A
Potential Roadmap for High-Efficiency Phosphorescent Devices. Comments on Inorganic Chemistry,
2022, 42, 145-173.

3.0 0

8837 Synthesis and Physico-Chemical Properties of Homoleptic Copper(I) Complexes with Asymmetric
Ligands as a DSSC Dye. Molecules, 2021, 26, 6835. 1.7 6

8838 Theoretical modelling of novel indandione-based donor molecules for organic solar cell
applications. Journal of Physics and Chemistry of Solids, 2022, 162, 110508. 1.9 16

8839
Evidence for Quantum Chemical Effects in Receptor-Ligand Binding Between Integrin and Collagen
Fragments â€” A Computational Investigation With an Impact on Tissue Repair, Neurooncolgy and
Glycobiology. Frontiers in Molecular Biosciences, 2021, 8, 756701.

1.6 2

8840 Subspace Occupancy-Constraining Potentials for Modeling Polaron Formation. Journal of Physical
Chemistry C, 2021, 125, 26354-26362. 1.5 4

8841 The GW/BSE Method in Magnetic Fields. Frontiers in Chemistry, 2021, 9, 746162. 1.8 14

8842 Estimation of electron absorption spectra and lifetime of the two lowest singlet excited states of
pyrimidine nucleobases and their derivatives. Journal of Molecular Structure, 2021, 1250, 131863. 1.8 4

8843 Charge delocalization and hyperpolarizability in ionic liquids. Journal of Molecular Liquids, 2022, 349,
118153. 2.3 5

8844
Spectrophotometric studies of charge-transfer complexes formed with ions
N,Nâ€™-alkyldiyl-bis(pyridinium) derivatives and iodide. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2021, , 120664.

2.0 3



478

Citation Report

# Article IF Citations

8845 Environment-sensitive emission of anionic hydrogen-bonded urea-derivativeâ€“acetate-ion complexes
and their aggregation-induced emission enhancement. Communications Chemistry, 2021, 4, . 2.0 4

8846 Competitive nuclear quantum effect and H/D isotope effect on torsional motion of H2O2: An ab initio
path integral molecular dynamics study. Computational and Theoretical Chemistry, 2022, 1208, 113542. 1.1 2

8847 Fine-Tuning of Nonlinear Optical Contrasts of Hexaphyrin-Based Molecular Switches Using Inverse
Design. Frontiers in Chemistry, 2021, 9, 786036. 1.8 5

8848 New luminometric method for quantification of biological sulfur nucleophiles with the
participation of 9â€•cyanoâ€•10â€•methylacridinium salt. Luminescence, 2021, , . 1.5 9

8849
The second-order NLO and TADF properties of a donorâ€“acceptor dihydropyreneâ€“cyclophanediene
system: the impact of molecular architecture and polarizable environment. Journal of Materials
Chemistry C, 2022, 10, 886-898.

2.7 10

8850 Harnessing visible-light energy for unbiased organic photoelectrocatalysis: synthesis of
<i>N</i>-bearing fused rings. Green Chemistry, 2022, 24, 837-845. 4.6 10

8851 Radiative lifetime of a BODIPY dye as calculated by TDDFT and EOM-CCSD methods: solvent and vibronic
effects. Physical Chemistry Chemical Physics, 2021, 23, 26324-26335. 1.3 11

8852
Solvatomorphs of
(Bu<sub>4</sub>N)<sub>2</sub>[{Ag(N<sub>2</sub>-py)}<sub>2</sub>Mo<sub>8</sub>O<sub>26</sub>]:
structure, colouration and phase transition. CrystEngComm, 2021, 23, 8527-8537.

1.3 8

8853 Photovoltaic performance and power conversion efficiency prediction of double fence porphyrins.
Physical Chemistry Chemical Physics, 2021, 23, 27042-27058. 1.3 8

8854 A Single Solvating Benzene Molecule Decouples the Mixed-Valence Complex Through Intermolecular
Orbital Interactions. SSRN Electronic Journal, 0, , . 0.4 0

8855 Dissociation of HCl in water nanoclusters: an energy decomposition analysis perspective. Physical
Chemistry Chemical Physics, 2021, 23, 26737-26749. 1.3 1

8856 Ultrafast and efficient energy transfer in a one- and two-photon sensitized rhodamine-BODIPY dyad: a
perspective for broadly absorbing photocages. Physical Chemistry Chemical Physics, 2022, 24, 1795-1802. 1.3 4

8857
Computational study on the optical and NLO properties of donorâ€“acceptor interaction molecules
containing a triazolobenzothiadiazole or benzothiadiazole central acceptor core. New Journal of
Chemistry, 2021, 45, 22824-22832.

1.4 1

8858 Frontier orbitals stability of nitroxyl organic radicals probed by means of inner shell resonantly
enhanced valence band photoelectron spectroscopy. Physical Chemistry Chemical Physics, 2022, , . 1.3 2

8859 Successes and Challenges in Multiscale Modelling of Artificial Metalloenzymes: the Case Study of
POP-Rh2 Cyclopropanase. Faraday Discussions, 2022, , . 1.6 1

8860 Axial Modified Derivatives of Subphthalocyanine for Small Molecule based Organic Solar Cells. , 2021,
01, 01-12. 2

8861 Intense chiral signal from Î±-helical poly-<scp>l</scp>-alanine observed in low-frequency Raman optical
activity. Physical Chemistry Chemical Physics, 2021, 23, 26501-26509. 1.3 8

8862 Dual fluorescence of 2-(2â€²-hydroxyphenyl) benzoxazole derivatives <i>via</i> the branched decays from
the upper excited-state. Physical Chemistry Chemical Physics, 2021, 23, 27304-27311. 1.3 26



479

Citation Report

# Article IF Citations

8863 Structural parameters versus third-order optical susceptibility of zinc porphyrin molecules. Journal
of Materials Chemistry C, 2021, 9, 17461-17470. 2.7 8

8864 O-BODIPYs as fluorescent labels for sugars: glucose, xylose and ribose. Organic Chemistry Frontiers,
2022, 9, 720-730. 2.3 3

8865
Ti<sub>3</sub>C<sub>2</sub>T<sub><i>x</i></sub> MXene nanosheets hybridized with
bacteriochlorinâ€“carotenoid conjugates for photocatalytic hydrogen evolution. New Journal of
Chemistry, 2022, 46, 2166-2177.

1.4 8

8866 Membrane Permeability of Modified Butyltriphenylphosphonium Cations. Journal of Physical
Chemistry B, 2022, 126, 412-422. 1.2 8

8867 Computational peptidology approach to the study of the chemical reactivity and bioactivity properties
of Aspergillipeptide D, a cyclopentapeptide of marine origin. Scientific Reports, 2022, 12, 506. 1.6 2

8868 Theoretical Investigations on the Detecting Mechanism of a Typical 2,4,6-Trinitrophenol Fluorescence
Sensor and Its Design Strategy. Journal of Physical Chemistry A, 2022, 126, 230-238. 1.1 1

8869 Vibronic Coupling Effect on the Vibrationally Resolved Electronic Spectra and Intersystem Crossing
Rates of a TADF Emitter: 7-PhQAD. Journal of Physical Chemistry A, 2022, 126, 239-248. 1.1 25

8870
Molecular Docking and Quantum Chemical Computations of
4-Chloro-2-[(furan-2-ylmethyl)amino]-5-sulfamoylbenzoic Acid Based on Density Functional Theory.
Polycyclic Aromatic Compounds, 0, , 1-24.

1.4 0

8871
Effect of intramolecular charge transfer on nonlinear optical properties of chalcone derivatives: a
visual description of the charge transfer process. Physical Chemistry Chemical Physics, 2022, 24,
955-965.

1.3 21

8872 NMR Coupling Constants Based on the Betheâ€“Salpeter Equation in the <i>GW</i> Approximation.
Journal of Chemical Theory and Computation, 2022, 18, 1030-1045. 2.3 17

8873 A two-step MM and QM/MM approach to model AIEE of aryloxy benzothiadiazole derivatives for
optoelectronic applications. Physical Chemistry Chemical Physics, 2022, 24, 4051-4064. 1.3 6

8874 Protonation-induced fluorescence modulation of carbazole-based emitters. Materials Advances, 2022,
3, 1703-1712. 2.6 6

8875 The role of tagging atoms on the thermal stability and vibrational behavior of Nb9 clusters. Journal
of Physics and Chemistry of Solids, 2022, 163, 110582. 1.9 3

8876 Effect of protein matrix on CP29 spectra and energy transfer pathways. Biochimica Et Biophysica Acta -
Bioenergetics, 2022, 1863, 148521. 0.5 6

8877 Oxygen-platinum interaction in alcohol-platinum clusters: Substituent effect and implications to
reactivity. Computational and Theoretical Chemistry, 2022, 1208, 113546. 1.1 1

8878



480

Citation Report

# Article IF Citations

8881 Some contribution to W(VI)-peroxo-chemistry: Synthesis, spectroscopic characterization, reactivity
and DFT studies. Journal of the Indian Chemical Society, 2022, 99, 100327. 1.3 0

8882 Linear and nonlinear optical properties of anhydride derivatives: A theoretical investigation. Chemical
Data Collections, 2022, 37, 100809. 1.1 5

8883
Efficient tuning of benzocarbazole based small donor molecules with D-Ï€-A-Ï€-D configuration for
high-efficiency solar cells via Ï€-bridge manipulation: A DFT/ TD-DFT study. Computational and
Theoretical Chemistry, 2022, 1208, 113580.

1.1 10

8884
In silico modelling of acceptor materials by End-capped and Ï€-linker modifications for
High-Performance organic solar Cells: Estimated PCEÂ &gt;Â 18%. Computational and Theoretical
Chemistry, 2022, 1208, 113555.

1.1 19

8885 Is it possible to switch ESIPT-channel of hydroxyanthraquinones with the strategy of modifying
electronic groups?. Journal of Molecular Liquids, 2022, 347, 118343. 2.3 14

8886
A versatile Fe(II) diketonate diamine adduct: Preparation, characterization and validation in the
chemical vapor deposition of iron oxide nanomaterials. Materials Chemistry and Physics, 2022, 277,
125534.

2.0 7

8887 Non-covalent interactions in small thiophene clusters. Journal of Molecular Liquids, 2022, 347, 118301. 2.3 8

8888 Peculiar behavior of the ester carbonyl vibrational modes in anisotropic aliphatic and semi-aromatic
polyesters. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 269, 120710. 2.0 3

8889 DFT study of 2D graphitic carbon nitride based preferential targeted delivery of levosimendan, a
cardiovascular drug. Computational and Theoretical Chemistry, 2022, 1209, 113584. 1.1 6

8890
Investigating ESIPT and donor-acceptor substituent effects on the photophysical and electrochemical
properties of fluorescent 3,5-diaryl-substituted 1-phenyl-2-pyrazolines. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 269, 120768.

2.0 8

8891
Fullerene binding effects in Al(III)/Zn(II) Porphyrin/Phthalocyanine photophysical properties and
charge transport. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 269,
120740.

2.0 9

8892 Copper(II) complexes of 1,3-dimethyl-5-(4â€²/3â€²-pyridylazo)-6-aminouracil: Structures, redox, magnetic and
protein binding properties. Journal of Molecular Structure, 2022, 1252, 132164. 1.8 8

8893 2,2,4,6-Tetraaryl-2H-benzo[h]chromenes: The influence of electronic communication between aryl
substituents on their photochromism. Dyes and Pigments, 2022, 199, 110036. 2.0 2

8894
An insight into non-covalent interactions in binary, ternary and quaternary copper (II) complexes:
Synthesis, X-ray structure, DFT calculations, antimicrobial activity and molecular docking studies.
Inorganica Chimica Acta, 2022, 532, 120748.

1.2 6

8895
DFT analysis of different substitutions on optoelectronic properties of carbazole-based small
acceptor materials for Organic Photovoltaics. Materials Science in Semiconductor Processing, 2022,
140, 106381.

1.9 9

8896

Is it possible to â€•simplyâ€• predict the photoejection of a cation? Example of azacrown-substituted
[(bpy)Re(CO)<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"
id="d1e2405" altimg="si94.svg"><mml:msub><mml:mrow
/><mml:mrow><mml:mn>3</mml:mn></mml:mrow></mml:msub></mml:math>L]<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline" id="d1e2413"
altimg="si17.svg"><mml:msup><mml:mrow
/><mml:mrow><mml:mo>+</mml:mo></mml:mrow></mml:ms

2.0 2

8897 Structural, spectroscopic, quantum chemical, and molecular docking investigation of
(E)-N'-(2,5-dimethoxybenzylidene)picolinohydrazide. Journal of Molecular Structure, 2022, 1253, 132259. 1.8 22

8898
Spectral, thermal and DFT studies of novel nickel(II) complexes of 2-benzoylpyridine-N4-methyl-3-
thiosemicarbazone: Crystal structure of a square planar azido-nickel(II) complex. Journal of
Molecular Structure, 2022, 1253, 132257.

1.8 10



481

Citation Report

# Article IF Citations

8899 Investigation of ultrafast broadband optical nonlinearity and intensity-dependent nonlinear
absorption in novel hydrazone derivatives. Optics and Laser Technology, 2022, 149, 107798. 2.2 7

8900 Organic materials based on thiophene and benzothiadiazole for organic solar cells. Computational
investigations. , 2021, 5, . 1

8901 KID Procedure Applied on the [(PY<sub>5</sub>Me<sub>2</sub>)MoO]<sup>+</sup> Complex. ACS
Omega, 2020, 5, 30549-30555. 1.6 2

8902 Modified fullerenes as acceptors in bulk heterojunction organic solar cells â€“ a theoretical study.
Physical Chemistry Chemical Physics, 2021, 23, 27468-27476. 1.3 3

8903 Quantifiable stretching-induced fluorescence shifts of an elastically bendable and plastically
twistable organic crystal. Chemical Science, 2021, 12, 15423-15428. 3.7 32

8904 Dipole Polarizability of C28 and its Counterparts Nb4B18 and Ta4B18. Insights from a Density
Functional Theory (DFT) Endeavour. Journal of Physics: Conference Series, 2021, 2090, 012172. 0.3 0

8905 New Isoquinoline Alkaloids from Paraphaeosphaeria sporulosa F03, a Fungal Endophyte Isolated from
Paepalanthus planifolius. Planta Medica, 2022, 88, 994-1003. 0.7 3

8906 Tuning the (Chir)Optical Properties and Squeezing out the Inherent Chirality in Polyphenyleneâ€•Locked
Helical Carbon Nanorings. Chemistry - A European Journal, 2022, 28, . 1.7 18

8907 (Dimesityl)boron Benzodithiophenes: Synthesis, Electrochemical, Photophysical and Theoretical
Characterization. ChemistryOpen, 2022, 11, e202100265. 0.9 2

8908 Simulations of x-ray absorption spectra for CO desorbing from Ru(0001) with transition-potential and
time-dependent density functional theory approaches. Structural Dynamics, 2022, 9, 014101. 0.9 1

8909 TanP: A Multifunctional Anionic Peptide From Tityus stigmurus Scorpion Venom. Frontiers in
Molecular Biosciences, 2021, 8, 785316. 1.6 3

8910
(E)-4-((4-Bromobenzylidene) Amino)-N-(Pyrimidin-2-yl) Benzenesulfonamide from 4-Bromobenzaldehyde
and Sulfadiazine, Synthesis, Spectral (FTIR, UVâ€“Vis), Computational (DFT, HOMOâ€“LUMO, MEP, NBO, NPA,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 297 Td (ELF, LOL, RDG) and Molecular Docking Studies. Polycyclic Aromatic Compounds, 2022, 42, 7616-7631.1.4 13

8911
Theoretical study of 8â€•hydroxyquinoline derivatives as potential antennas in lanthanide complexes:
Photophysical properties and elucidation of energy transfer pathways. International Journal of
Quantum Chemistry, 2022, 122, e26880.

1.0 5

8912
Heisenberg Spin Hamiltonian Derived from a Multiple Grand Canonical Spin Density Functional Theory
with a Principal Nonlocal Exchangeâ€“Correlation Energy Functional. Journal of the Physical Society
of Japan, 2022, 91, .

0.7 1

8913 Alloying dichalcogenolate-protected Ag<sub>21</sub> eight-electron nanoclusters: a DFT
investigation. Nanoscale, 2021, 14, 196-203. 2.8 14

8914 Ring Vibrations to Sense Anionic Ibuprofen in Aqueous Solution as Revealed by Resonance Raman.
Molecules, 2022, 27, 442. 1.7 13

8915 The surprising effects of sulfur: achieving long excited-state lifetimes in heteroleptic
copper(<scp>i</scp>) emitters. Journal of Materials Chemistry C, 2022, 10, 3089-3102. 2.7 10

8916 Excitation induced asymmetric fluorescence emission in 2D-WS<sub>2</sub> quantum dots. Materials
Advances, 2022, 3, 1772-1779. 2.6 2



482

Citation Report

# Article IF Citations

8917 Exploring Intra- and Intermolecular Interactions in Selected N-Oxidesâ€”The Role of Hydrogen Bonds.
Molecules, 2022, 27, 792. 1.7 3

8918 Theoretical study and application of 2-phenyl-1,3,4-thiadiazole derivatives with optical and inhibitory
activity against SHP1. Physical Chemistry Chemical Physics, 2022, 24, 861-874. 1.3 7

8919
An assessment of longâ€•range corrected density functional approximations in the calculation of the



483

Citation Report

# Article IF Citations

8935
Novel Starâ€•Shaped Benzotriindoleâ€•Based Nonfullerene Donor Materials: Toward the Development of
Promising Photovoltaic Compounds for Highâ€•Performance Organic Solar Cells. Energy Technology,
2022, 10, .

1.8 18

8936 UV-harvesting dyes featuring a fluorene donor for visibly transparent and colorless dye-sensitized
solar cells. Dyes and Pigments, 2022, 200, 110131. 2.0 4

8937 Computational analysis of altered one- and two-photon CD of sterols inside a protein binding pocket.
Theoretical Chemistry Accounts, 2022, 141, 1. 0.5 0

8938 Interfacial charge transfer complex between TiO2 and non-aromatic ligand squaric acid. Optical
Materials, 2022, 123, 111918. 1.7 6

8939 LibSC: Library for Scaling Correction Methods in Density Functional Theory. Journal of Chemical
Theory and Computation, 2022, 18, 840-850. 2.3 8

8940 Spectroscopic and Computational Investigation of the Epoxyqueuosine Reductase QueG Reveals
Intriguing Similarities with the Reductive Dehalogenase PceA. Biochemistry, 2022, 61, 195-205. 1.2 5

8941 Conceptual DFT-Based Computational Peptidology, Pharmacokinetics Study and ADMET Report of the
Veraguamides Aâ€“G Family of Marine Natural Drugs. Marine Drugs, 2022, 20, 97. 2.2 10

8942 Dissymmetric Chiral Poly(diphenylacetylene)s: Secondary Structure Elucidation and Dynamic
Luminescence. Angewandte Chemie - International Edition, 2022, , . 7.2 18

8943 Charge transfer processes via tandem modification of efficient non-fullerene acceptors for organic
solar cells. Solar Energy, 2022, 231, 503-515. 2.9 12

8944
Photoelectron elliptical dichroism spectroscopy of resonance-enhanced multiphoton ionization
<i>via</i> the 3s, 3p and 3d Rydberg series in fenchone. Physical Chemistry Chemical Physics, 2022, 24,
6415-6427.

1.3 10

8945 Computational Studies of the Photogeneration from Dihydrosanguinarine and the Probable
Cytotoxicity Mechanism of Sanguinarine. Applied Sciences (Switzerland), 2022, 12, 1095. 1.3 2

8946 Photoelectrochemical hybrid cell for unbiased CO2 reduction coupled to alcohol oxidation. , 2022, 1,
77-86. 48

8947 Excited States Computation of Models of Phenylalanine Protein Chains: TD-DFT and Composite
CC2/TD-DFT Protocols. International Journal of Molecular Sciences, 2022, 23, 621. 1.8 3

8948 Fluorinated tolane-based fluorophores bearing a branched flexible unit with aggregation-induced
emission enhancement characteristics. New Journal of Chemistry, 2022, 46, 3392-3400. 1.4 0

8949 Purely Organic Emitters for Multiresonant Thermally Activated Delay Fluorescence: Design of Highly
Efficient Sulfur and Selenium Derivatives. , 2022, 4, 440-447. 33

8950 Lacking of ESIPT Band of Aromatic ortho-Aminoaldehyde Derivatives Triggered by the N-H Vibration.
Physical Chemistry Chemical Physics, 2022, , . 1.3 0

8951
Noncovalent interactions of 1,<scp>4â€•dithiafulvene</scp> and nitroaromatics: A combined
<scp>DFT</scp> and ab initio molecular dynamics (<scp>AIMD</scp>) study. International Journal of
Quantum Chemistry, 2022, 122, .

1.0 1

8952 A benchmark study of aromaticity indexes for benzene, pyridine and the diazines â€“ I. Ground state
aromaticity. RSC Advances, 2022, 12, 2830-2842. 1.7 19



484

Citation Report

# Article IF Citations

8953 Probing the electronic structure and Auâ€“C bonding in AuC2nH (n = 4â€“7) using photoelectron imaging
spectroscopy and quantum chemical calculations. Physical Chemistry Chemical Physics, 2022, , . 1.3 2

8954 From green to near-infrared emission of cyclometalated Iridium (III) complexes modified with
flavonoids: a theoretical insight. Molecular Physics, 2022, 120, . 0.8 0

8955 Reconfiguring Organic Color Centers on the sp<sup>2</sup> Carbon Lattice of Single-Walled Carbon
Nanotubes. ACS Nano, 2022, 16, 2077-2087. 7.3 9

8956
Accurate Spectral Properties within Double-Hybrid Density Functional Theory: A Spin-Scaled
Range-Separated Second-Order Algebraic-Diagrammatic Construction-Based Approach. Journal of
Chemical Theory and Computation, 2022, 18, 865-882.

2.3 14

8957 Quantitative Resonance Theory Based on the Clar Sextet Model. Journal of Physical Chemistry A, 2022,
126, 164-176. 1.1 6

8958 New Light on an Old Story: Breaking Kashaâ€™s Rule in Phosphorescence Mechanism of Organic Boron
Compounds and Molecule Design. International Journal of Molecular Sciences, 2022, 23, 876. 1.8 1

8959 Stable heterocyclic stannylene: The metal, ligandâ€•centered reactivity, and effective catalytic
hydroboration of aldehydes. Applied Organometallic Chemistry, 2022, 36, . 1.7 10

8960 Choosing Bad versus Worse: Predictions of Two-Photon-Absorption Strengths Based on Popular
Density Functional Approximations. Journal of Chemical Theory and Computation, 2022, 18, 1046-1060. 2.3 26

8961 Data-driven approach towards identifying dyesensitizer molecules for higher power conversion
efficiency in solar cells. New Journal of Chemistry, 2022, 46, 4395-4405. 1.4 6

8962 Simultaneous CO<sub>2</sub> capture and functionalization: solvated electron precursors as novel
catalysts. Chemical Communications, 2022, 58, 1310-1313. 2.2 5

8963 Sulfur and Phosphorus Oxyacid Radicals. Journal of Physical Chemistry A, 2022, 126, 760-771. 1.1 2

8964 Ultrafast Kinetics of Chlorinated Polymer Donors: A Faster Excitonic Dissociation Path. ACS Applied
Materials &amp; Interfaces, 2022, 14, 6945-6957. 4.0 18

8965 Modeling the Conformer-Dependent Electronic Absorption Spectra and Photolysis Rates of Methyl
Vinyl Ketone Oxide and Methacrolein Oxide. Journal of Physical Chemistry A, 2022, 126, 485-496. 1.1 10

8966 Substituent and Solvent Effects on the Photoisomerization of Cinnamate Derivatives: An XMS-CASPT2
Study. Journal of Physical Chemistry A, 2022, 126, 497-505. 1.1 3

8967 Theoretical investigations on the nitro-explosive sensing process of a MOF sensor: Roles of hydrogen
bond and Ï€-Ï€ stacking. Chemical Physics Letters, 2022, 793, 139393. 1.2 8

8968 Computational Scaling Relationships Predict Experimental Activity and Rate-Limiting Behavior in
Homogeneous Water Oxidation. Inorganic Chemistry, 2022, 61, 2186-2197. 1.9 3

8969 Catalytic Sulfation of Betulin with Sulfamic Acid: Experiment and DFT Calculation. International
Journal of Molecular Sciences, 2022, 23, 1602. 1.8 12

8970
Environmentally compatible and highly improved hole transport materials (HTMs) based on
benzotrithiophene (BTT) skeleton for perovskite as well as narrow bandgap donors for organic solar
cells. Solar Energy, 2022, 231, 793-808.

2.9 56



485

Citation Report

# Article IF Citations

8971 Dynamics and mechanism of dimer dissociation of photoreceptor UVR8. Nature Communications, 2022,
13, 93. 5.8 9

8972
Accurate predictions of the electronic excited states of BODIPY based dye sensitizers using
spin-component-scaled double-hybrid functionals: a TD-DFT benchmark study. RSC Advances, 2022, 12,
1704-1717.

1.7 11

8973 Low-Symmetry Phthalocyanines Bearing Carboxy-Groups: Synthesis, Spectroscopic and
Quantum-Chemical Characterization. Molecules, 2022, 27, 524. 1.7 1

8974 Exploring the Excited-State Nonadiabatic Effects in the Semisaturated Planar Tetracoordinated
Carbon Molecule C7H4. Atoms, 2022, 10, 10. 0.7 2

8975
Towards a quantitative description of excitonic couplings in photosynthetic pigmentâ€“protein
complexes: quantum chemistry driven multiscale approaches. Physical Chemistry Chemical Physics,
2022, 24, 5014-5038.

1.3 20

8976 Novel Lipophilic Fluorophores with Highly Acidityâ€•Dependent Twoâ€•Photon Response. Chemistry - A
European Journal, 2022, 28, . 1.7 0

8977 Theoretical studies on the two-photon absorption of IIâ€“VI semiconductor nano clusters. Scientific
Reports, 2022, 12, 110. 1.6 3

8978 Modulation of naphthanthryl chalcone derivatives by push-pull electronic substituents: Ultrafast
nonlinear absorption and transient dynamics. Optical Materials, 2022, 123, 111898. 1.7 5

8979 Molecular modeling and simulation for the design of dye sensitizers with mono- and di-substituted
donor moieties. Journal of Computational Electronics, 2022, 21, 52-60. 1.3 3

8980
Drafting novel N-phenylnaphthalen-1-amine-based dyes for designing highly proficient organic solar
cells: theoretical investigation of the Ï€-linker influence on photovoltaic properties. Optical and
Quantum Electronics, 2022, 54, 1.

1.5 5

8981 Hydrogen Storage Mechanism in Sodium-Based Graphene Nanoflakes: A Density Functional Theory
Study. Hydrogen, 2022, 3, 43-52. 1.7 9

8982 Electronic excitations through the prism of mean-field decomposition techniques. Journal of
Chemical Physics, 2022, 156, 061101. 1.2 4

8983 Dissymmetric Chiral Poly(diphenylacetylene)s: Secondary Structure Elucidation and Dynamic
Luminescence. Angewandte Chemie, 2022, 134, . 1.6 5

8984 Oxygen Deficiencies in Titanium Oxide Clusters as Models for Bulk Defects. Journal of Physical
Chemistry A, 2022, 126, 211-220. 1.1 3

8985 Impact of Charge-Resonance Excitations on CT-Mediated J-Type Aggregation in Singlet and Triplet
Exciton States of Perylene Di-Imide Aggregates: A TDDFT Investigation. Computation, 2022, 10, 18. 1.0 4

8986 Density functionals with asymptotic-potential corrections are required for the simulation of
spectroscopic properties of materials. Chemical Science, 2022, 13, 1492-1503. 3.7 7

8987 Elucidating the role of catalytic amino acid residues in the peptide-mediated silica oligomerization
reaction mechanism. Physical Chemistry Chemical Physics, 2022, 24, 3664-3674. 1.3 3

8988 The quantum chemical solvation of indole: accounting for strong soluteâ€“solvent interactions using
implicit/explicit models. Physical Chemistry Chemical Physics, 2022, 24, 3357-3369. 1.3 6



486

Citation Report

# Article IF Citations

8989
Towards Elucidating Structureâ€“Spectra Relationships in Rhamnogalacturonan II: Computational
Protocols for Accurate 13C and 1H Shifts for Apiose and Its Borate Esters. Frontiers in Molecular
Biosciences, 2021, 8, 756219.

1.6 0

8990 Attenuated Total Reflection Far-Ultraviolet (ATR-FUV) Spectroscopy is a Sensitive Tool for
Investigation of Protein Adsorption. Applied Spectroscopy, 2022, 76, 793-800. 1.2 1

8991 Hydrogen-Bonding Interactions Trigger Induction of Chirality via Formation of a Cyclic Dimer.
Inorganic Chemistry, 2022, 61, 2154-2166. 1.9 5

8992
Synthesis, electronic structures, and reactivity of mononuclear and dinuclear low-valent
molybdenum complexes in iminopyridine and bis(imino)pyridine ligand environments. Journal of
Inorganic Biochemistry, 2022, 230, 111744.

1.5 2

8993 Molecular Identification of the Transient Species Mediating the Deactivation Dynamics of Solvated
Guanosine and Deazaguanosine. Molecules, 2022, 27, 989. 1.7 3

8994 Mechanistic Investigation of H<sub>2</sub>O<sub>2</sub>â€•dependent Chemiluminescence from
Tetrabromoâ€•1,4â€•Benzoquinone. ChemPhysChem, 2022, 23, e202100885. 1.0 3

8995 Experimental Measurements of Relative Mobility Shifts Resulting from Isotopic Substitutions with
High-Resolution Cyclic Ion Mobility Separations. Analytical Chemistry, 2022, 94, 2988-2995. 3.2 11

8996
Photoinduced release of odorous volatile organic compounds from aqueous pollutants: The role of
reactive oxygen species in increasing risk during cross-media transformation. Science of the Total
Environment, 2022, 822, 153397.

3.9 4

8997
Improvement of theoretical UVâ€“Vis spectra calculations by empirical solvatochromic parameters:
Case study of 5-arylazo-3-cyano-1-ethyl-6-hydroxy-4-methyl-2-pyridones. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 272, 120978.

2.0 1

8998 Benchmarking of density functionals for the description of optical properties of newly synthesized
Ï€â€•conjugated TADF blue emitters. Chemistry - A European Journal, 2022, , . 1.7 3

8999
Bicarbonate-controlled reduction of oxygen by the Q <sub>A</sub> semiquinone in Photosystem II in
membranes. Proceedings of the National Academy of Sciences of the United States of America, 2022,
119, .

3.3 14

9000 Covalent organic frameworks based on electroactive naphthalenediimide as active electrocatalysts
toward oxygen reduction reaction. Applied Materials Today, 2022, 26, 101384. 2.3 13

9001 Absorption and stationary fluorescent spectra of molecular sensors in solution: A computational
study. Computational and Theoretical Chemistry, 2022, 1209, 113596. 1.1 0

9002 Structural and dynamic non-rigidity of hydrogen-bonded complexes of Aâˆ™âˆ™âˆ™A and Aâˆ™âˆ™âˆ™Bâˆ™âˆ™âˆ™A types and oddâ€“even
effect. Journal of Molecular Liquids, 2022, 350, 118521. 2.3 1

9003
Electrostatic interaction assisted Ca-decorated C20 fullerene loaded to anti-inflammatory drugs to
manage cardiovascular disease risk in rheumatoid arthritis patients. Journal of Molecular Liquids,
2022, 350, 118564.

2.3 18

9004
Reactions introducing 4-cyano-5-dicyanomethylene-2-oxo-3-pyrrolin-3-yl group to
4-ethynyl-N,N-dialkylaniline derivatives and characterization of the resulting dyes. Dyes and Pigments,
2022, 199, 110103.

2.0 3

9005 Calculation of vertical and adiabatic ionization potentials for some benzaldehydes using hybrid DFT,
multilevel G3B3 and MP2 methods. Chemical Physics Letters, 2022, 791, 139349. 1.2 18

9006
Schiff base (Z)-4-((furan-2-ylmethylene)amino) benzenesulfonamide: Synthesis, solvent interactions
through hydrogen bond, structural and spectral properties, quantum chemical modeling and
biological studies. Journal of Molecular Liquids, 2022, 350, 118531.

2.3 42



487

Citation Report

# Article IF Citations

9007 Angle-resolved one and Two-Photon absorption spectrum in twisted bilayer graphene quantum dots.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 271, 120894. 2.0 6

9008 Synchrotron based spectroscopic investigation of N,N-dimethylacetamide. Journal of Quantitative
Spectroscopy and Radiative Transfer, 2022, 280, 108092. 1.1 1

9009 Diorganostannoxanes Stabilized by Intramolecular Nâ†’Sn Coordination Approach: Synthesis, Structure,
TD-DFT and Hirshfeld Surface Analysis. Journal of Molecular Structure, 2022, 1255, 132478. 1.8 5

9010
Highly regioselective and stereoselective photodimerization of azine-containing stilbenes in neat
condition: An efficient synthesis of novel cyclobutanes with heterocyclic substituents. Journal of
Photochemistry and Photobiology A: Chemistry, 2022, 427, 113804.

2.0 2

9011 Thermodynamic and kinetic models for acid chloride formation: A computational and theoretical
mechanistic study. Journal of Molecular Graphics and Modelling, 2022, 112, 108139. 1.3 2

9012
Superphotoacidic properties and pH-switched Stokes shifts in electron-deficient
5-hydroxyisoquinolone derivatives. Journal of Photochemistry and Photobiology A: Chemistry, 2022,
427, 113808.

2.0 3

9013
Unraveling excited state dynamics and photophysical properties for a series of phenol-quinoline
derivatives by controlling hydrogen bond geometry. Journal of Photochemistry and Photobiology A:
Chemistry, 2022, 427, 113799.

2.0 26

9014 A bowl-shaped phenoxido-bridged binuclear zinc complex: Experimental and theoretical studies.
Inorganica Chimica Acta, 2022, 534, 120807. 1.2 11

9015 Origin of the temperature dependence of <sup>13</sup>C pNMR shifts for copper paddlewheel MOFs.
Chemical Science, 2022, 13, 2674-2685. 3.7 2

9016
Optimization of the thermochemical properties of the norbornadiene/quadricyclane photochromic
couple for solar energy storage using nanoparticles. Physical Chemistry Chemical Physics, 2022, 24,
5506-5521.

1.3 5

9017 Hydrogen bond-induced Planarity and ESPT Process: A Theoretical Insight into the Sensing Mechanism
of a Fluorescent Probe for Hypochlorous Acid. Chemical Physics Letters, 2022, , 139466. 1.2 1

9018 Computational Analysis of Histone Deacetylase 10 Mechanism by the ONIOM Method: A Complementary
Approach to X-ray and Kinetics Studies. ACS Omega, 2022, 7, 6393-6402. 1.6 4

9019 Adiabatic Connection for Rangeâ€•Separated Hybrid Functionals. Advanced Theory and Simulations, 2022,
5, . 1.3 1

9020
Molecular design of benzo[c][1,2,5]thiadiazole or thieno[3,4-d]pyridazine-based auxiliary acceptors
through different anchoring groups in D-Ï€-A-A framework: A DFT/TD-DFT study. Journal of Molecular
Graphics and Modelling, 2022, 113, 108148.

1.3 6

9021 Weak intermolecular interactions of cysteine on BNNT, BNAlNT and BC2NNT: a DFT investigation.
Bulletin of Materials Science, 2022, 45, 1. 0.8 29

9022 Dual aggregation in ground state and ground-excited state induced by high concentrations
contributes to chlorophyll stability. Food Chemistry, 2022, 383, 132447. 4.2 2

9023 Progress toward a one-electron model for the non-valence correlation-bound anions of polycyclic
aromatic hydrocarbons. Electronic Structure, 2022, 4, 014010. 1.0 1

9024 Reactions of Arsenoplatin-1 with Protein Targets: A Combined Experimental and Theoretical Study.
Inorganic Chemistry, 2022, 61, 3240-3248. 1.9 5



488

Citation Report

# Article IF Citations

9025 Free Energy Profiles of Proton Transfer Reactions: Density Functional Benchmark from Biased Ab
Initio Dynamics. Journal of Chemical Theory and Computation, 2022, , . 2.3 5

9026 New white light-emitting halochromic stilbenes with remarkable quantum yields and
aggregation-induced emission. Scientific Reports, 2022, 12, 2385. 1.6 4

9027 Do any types of double-hybrid models render the correct order of excited state energies in inverted
singletâ€“triplet emitters?. Journal of Chemical Physics, 2022, 156, 064302. 1.2 6

9028 On the Possibility of Using Aza-Cryptands to Design Superalkalis. Organometallics, 2022, 41, 412-417. 1.1 3

9029 Excitonic-insulator instability and Peierls distortion in one-dimensional semimetals. Physical Review
B, 2022, 105, . 1.1 2

9030 Photophysical properties and sensing mechanism of fluorescent coumarinâ€“chalcone hybrid for
biothiols: A theoretical study. Journal of Physical Organic Chemistry, 2022, 35, . 0.9 1

9031 Accurate redox potentials for solvents in <scp>Liâ€•metal</scp> batteries and assessment of density
functionals. International Journal of Quantum Chemistry, 2022, 122, . 1.0 6

9032 On the Photostability of Cyanuric Acid and Its Candidature as a Prebiotic Nucleobase. Molecules, 2022,
27, 1184. 1.7 1

9033 Excitonic Nature of Carotenoidâ€“Phthalocyanine Dyads and Its Role in Transient Absorption Spectra.
ACS Physical Chemistry Au, 0, , . 1.9 0

9034 Lightâ€•Driven Multiâ€•Charge Separation in a Pushâ€•Pull Rutheniumâ€•Based Photosensitizer â€“ Assessed by
RASSCF and TDDFT Simulations. ChemPhotoChem, 2022, 6, . 1.5 4

9035 Impact of fullerene on the holographic properties of PQ/PMMA photopolymer. Composites Science and
Technology, 2022, 221, 109335. 3.8 14

9036 Linear and Nonlinear Photon-Induced Cross Bridge/Space Charge Transfer in STC Molecular Crystals.
Nanomaterials, 2022, 12, 535. 1.9 7

9037 Circularly polarized luminescence in chiral materials. Matter, 2022, 5, 837-875. 5.0 100

9038 Assembling of Perylene, Naphthalene, and Pyromellitic Diimide-Based Materials and Their Third-Order
Nonlinear Optical Properties. Journal of Physical Chemistry A, 2022, 126, 870-878. 1.1 8

9039
Improving Density Functional Prediction of Molecular Thermochemical Properties with a
Machine-Learning-Corrected Generalized Gradient Approximation. Journal of Physical Chemistry A,
2022, 126, 970-978.

1.1 4

9040 Spirovetivane- and Eudesmane-Type Sesquiterpenoids Isolated from the Culture Media of Two
Cyanobacterial Strains. Journal of Natural Products, 2022, 85, 415-425. 1.5 2

9041 Theoretical investigation of Ga-corrole based dyes with different spatial structure for dye-sensitized
solar cells. Computational and Theoretical Chemistry, 2022, 1209, 113633. 1.1 1

9042
Study of the structural features and solvent effects using ab initio molecular dynamics and energy
decomposition analysis of atogepant in water and ammonia. Journal of Molecular Liquids, 2022, 352,
118672.

2.3 17



489

Citation Report

# Article IF Citations

9043 Tuning the optoelectronic properties of indacenodithiophene based derivatives for efficient
photovoltaic applications: A DFT approach. Chemical Physics Letters, 2022, 793, 139459. 1.2 44

9044 Tuning of diphenylamine subphthalocyanine based small molecules with efficient photovoltaic
parameters for organic solar cells. Journal of Molecular Graphics and Modelling, 2022, 112, 108146. 1.3 12

9045 Synthesis and Computational Characterization of Organic UV-Dyes for Cosensitization of Transparent
Dye-Sensitized Solar Cells. Molecules, 2021, 26, 7336. 1.7 4

9046 Synthesis and Characterization of Novel Copper(II)-Sunitinib Complex: Molecular Docking, DFT
Studies, Hirshfeld Analysis and Cytotoxicity Studies. Inorganics, 2022, 10, 3. 1.2 1

9047 Reaction Dynamics of NO<sup>+</sup> with Water Clusters. Journal of Physical Chemistry A, 2022, 126,
119-124. 1.1 5

9048 Geometrical, electrical, and energetic parameters of hetero-disubstituted cumulenes and polyynes in
the presence and absence of the external electric field. Structural Chemistry, 2022, 33, 479-490. 1.0 3

9049
Plasmonically Generated Tryptophan Radical Anion on Gold Nanoparticles Investigated by Combined
Surface-Enhanced Raman Scattering and Density Functional Theory Calculations. Journal of Physical
Chemistry C, 2021, 125, 27596-27606.

1.5 4

9050 Increased Photostability of the Integral mRNA Vaccine Component N<sub>1</sub>â€•Methylpseudouridine
Compared to Uridine. Chemistry - A European Journal, 2022, 28, . 1.7 4

9051 Mechanistic Understanding of Superoxide Radical-Mediated Degradation of Perfluorocarboxylic
Acids. Environmental Science &amp; Technology, 2022, 56, 624-633. 4.6 45

9052 Hyperfine Coupling Constants in Local Exact Two-Component Theory. Journal of Chemical Theory and
Computation, 2022, 18, 323-343. 2.3 15

9053 Designing Potential Donor Materials Based on DRCN5T with Halogen Substitutions: A DFT/TDDFT Study.
International Journal of Molecular Sciences, 2021, 22, 13498. 1.8 2

9054 New Insights into Ferric Iron-Facilitated Uv254 Photolytic Defluorination of Perfluorooctanoic Acid
(Pfoa): Combined Experimental and Theoretical Study. SSRN Electronic Journal, 0, , . 0.4 0

9055 A theoretical library of N1s core binding energies of polynitrogen molecules and ions in the gas phase.
Physical Chemistry Chemical Physics, 2022, 24, 8196-8207. 1.3 15

9056 Density Functional Theory for Transition Metal Catalysis. , 2024, , 562-585. 0

9057 Supramolecular Dimers Drive the Reaction between Co2 and Alkanolamines Towards Carbonate
Formation. SSRN Electronic Journal, 0, , . 0.4 0

9058 Ultrafast exciton delocalization and localization dynamics of a perylene bisimide quadruple Ï€-stack: a
nonadiabatic dynamics simulation. Physical Chemistry Chemical Physics, 2022, 24, 7293-7302. 1.3 6

9059 Trend in light-induced excited-state spin trapping in Fe(<scp>ii</scp>)-based spin crossover systems.
Physical Chemistry Chemical Physics, 2022, 24, 10201-10209. 1.3 5

9060 Theoretical design and characterization of new terpolymer donors based on PTB7Ir for
high-efficiency triplet-material-based organic photovoltaics. RSC Advances, 2022, 12, 8578-8587. 1.7 1



490

Citation Report

# Article IF Citations

9061 Field-induced mononuclear cobalt(<scp>ii</scp>) single-molecule magnet (SMM) based on a
benzothiadiazole-<i>ortho</i>-vanillin ligand. Dalton Transactions, 2022, 51, 4760-4771. 1.6 7

9062 Assessment of time-dependent density functionals for the electronic excitation energies of organic
dyes used in DSSCs. New Journal of Chemistry, 2022, 46, 7682-7694. 1.4 7

9063
Photophysical properties and optical nonlinearity of cyclo[18]carbon (C<sub>18</sub>) precursors,
C<sub>18</sub>â€“(CO)<sub><i>n</i></sub>(<i>n</i>= 2, 4, and 6): focusing on the effect of the
carbonyl groups. Physical Chemistry Chemical Physics, 2022, 24, 7466-7473.

1.3 32

9064

Computational Investigation on Structural and Reactive Sites (HOMO-LUMO, MEP, NBO, NPA, ELF, LOL,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 632 Td (RDG) Identification, Pharmacokinetic (ADME) Properties and Molecular Docking Investigation of

(E)-4-((4-chlorobenzylidene) amino) Benzene Sulfonamide Compound. Analytical Chemistry Letters,
2022, 12, 58-76.

0.4 39

9065 Generation of multiple triplet states in an orthogonal bodipy dimer: a breakthrough spectroscopic
and theoretical approach. Physical Chemistry Chemical Physics, 2022, 24, 5929-5938. 1.3 10

9066 New Insights into Ferric Iron-Facilitated Uv254 Photolytic Defluorination of Perfluorooctanoic Acid
(Pfoa): Combined Experimental and Theoretical Study. SSRN Electronic Journal, 0, , . 0.4 0

9067 Non-intersecting ring currents in [12]infinitene. Physical Chemistry Chemical Physics, 2022, 24,
6404-6409. 1.3 23

9068
A luminescent 2,1,3-benzoxadiazole-decorated zirconium-organic framework as an exceptionally
sensitive turn-on sensor for ammonia and aliphatic amines in water. Journal of Materials Chemistry C,
2022, 10, 5567-5575.

2.7 12

9069 Excited-state properties of organic semiconductor dyes as electrically pumped lasing candidates from
new optimally tuned range-separated models. Physical Chemistry Chemical Physics, 2022, 24, 8003-8014. 1.3 5

9070 Nitrogen-doped molecular bowls as electron donors in photoinduced electron transfer reactions.
Nanoscale Advances, 2022, 4, 2180-2188. 2.2 6

9071 Modelling Novel Organic Molecule 2-(4-Ethylbenzylidene) Malononitrile (EBM) for Nonlinear Optical
(NLO) Applications. Springer Proceedings in Physics, 2022, , 421-438. 0.1 0

9072
A Redox-Active Perylene-Anthraquinone Donor-Acceptor Conjugated Microporous Polymer with an
Unusual Electron Delocalization Channel for Photocatalytic Reduction of Uranium (Vi) in Strongly
Acidic Solution. SSRN Electronic Journal, 0, , .

0.4 0

9073 Insights into Cqds-Doped Perylene Diimide Photocatalysts for the Oxidation of Emerging
Contaminants. SSRN Electronic Journal, 0, , . 0.4 0

9074
Study of the DNA binding mechanism and <i>in vitro</i> activity against cancer cells of
iron(<scp>iii</scp>) and aluminium(<scp>iii</scp>) kojic acid derivative complexes. Dalton
Transactions, 2022, , .

1.6 2

9075 Pure Hydrocarbon Host Materials Based on 9,9'-Spirobifluorene/Naphthalene Hybrid. Chinese Journal
of Organic Chemistry, 2022, 42, 572. 0.6 2

9076 Structures and electronic states of trimer radical cations of coronene: DFTâ€“ESR simulation study.
Physical Chemistry Chemical Physics, 2022, , . 1.3 3

9077 A theoretical study on the proton affinity of sulfur ylides. New Journal of Chemistry, 0, , . 1.4 5

9078 Triplet photodynamic and up-conversion luminescence in donorâ€“acceptor dyads with slip-stacked
<i>vs.</i> co-facial arrangement. Journal of Materials Chemistry C, 2022, 10, 7093-7102. 2.7 2



491

Citation Report

# Article IF Citations

9079
Improvement of the photostability of cycloalkylamine-7-sulfonyl-2,1,3-benzoxadiazole-based
fluorescent dyes by replacing the dimethylamino substituent with cyclic amino rings. New Journal of
Chemistry, 2022, 46, 7003-7013.

1.4 4

9080 Silver cluster doped graphyne (GY) with outstanding non-linear optical properties. RSC Advances,
2022, 12, 5466-5482. 1.7 29

9081 18.42% efficiency polymer solar cells enabled by terpolymer donors with optimal miscibility and
energy levels. Journal of Materials Chemistry A, 2022, 10, 7878-7887. 5.2 34

9082 THEORETICAL STUDIES ON STRUCTURE-DIRECTING INTERACTIONS OF DIPHENYL N-(2-PYRAZINYL CARBONYL)
PHOSPHORAMIDATE. Journal of Structural Chemistry, 2022, 63, 140-151. 0.3 1

9083 Effects of Non-Local Exchange Functionals in the Density Functional Theories for the Description of
Molecular Vibrations. SSRN Electronic Journal, 0, , . 0.4 0

9084 Revisiting cyclophanes: experimental characterization and theoretical elucidation of the chain length
influence on their structure and reactivity. New Journal of Chemistry, 2022, 46, 6609-6621. 1.4 2

9085 Ab Initio Insight into the Interaction of Metal-Decorated Fluorinated Carbon Fullerenes with
Anti-COVID Drugs. International Journal of Molecular Sciences, 2022, 23, 2345. 1.8 6

9086 Charge-Transfer Excitations within Density Functional Theory: How Accurate Are the Most
Recommended Approaches?. Journal of Chemical Theory and Computation, 2022, 18, 1646-1662. 2.3 30

9087 Charge-Transfer Excitation within a Hybrid-(G)KS Framework through Cartesian Grid DFT. Journal of
Physical Chemistry A, 2022, 126, 1448-1457. 1.1 3

9088 Dâ€“Ï€â€“A manufactured organic dye molecules with different spacers for highly efficient reliable DSSCs
via computational analysis. Molecular Simulation, 2022, 48, 584-593. 0.9 2

9089 Substituent effects on the UVâ€“visible spectrum and excited electronic states of dithiocarboxylates.
Photochemical and Photobiological Sciences, 2022, 21, 303-318. 1.6 2

9090 Strategies for Computer-Aided Discovery of Novel Open-Shell Polymers. Journal of Physical Chemistry
Letters, 2022, 13, 2158-2164. 2.1 3

9091 DFT/TD-DFT investigation of novel Dâ€“Ï€â€“A configuration dyes for improving solar cell efficiency.
Structural Chemistry, 2022, 33, 859-869. 1.0 11

9092 The Potential Energy Profile of the HBr<sup>+</sup> + HCl Bimolecular Collision. Journal of Physical
Chemistry A, 2022, 126, 1465-1474. 1.1 4

9093 Free Energy and Stacking of Eumelanin Nanoaggregates. Journal of Physical Chemistry B, 2022, 126,
1805-1818. 1.2 8

9094 QM/MM study on enzymatic mechanism in sinigrin biosynthesis. Chinese Journal of Chemical Physics,
2022, 35, 193-199. 0.6 0

9095
Analysis of the Geometric and Electronic Structure of Spin-Coupled Ironâ€“Sulfur Dimers with
Broken-Symmetry DFT: Implications for FeMoco. Journal of Chemical Theory and Computation, 2022, 18,
1437-1457.

2.3 16

9096 Determination of two-photon absorption in nucleobase analogues: a QR-DFT perspective.
Photochemical and Photobiological Sciences, 2022, , 1. 1.6 0



492

Citation Report

# Article IF Citations

9097 Effects of Heterocyclic Ring Fusion and Chain Elongation on Chiroptical Properties of
Polyaza[9]helicene: A Computational Study. Journal of Physical Chemistry A, 2022, 126, 1412-1421. 1.1 5

9098
Solvent effects on excited-state relaxation dynamics of paddle-wheel BODIPY-Hexaoxatriphenylene
conjugates: Insights from non-adiabatic dynamics simulations. Chinese Journal of Chemical Physics,
2022, 35, 117-128.

0.6 0

9099 Periâ€•Acenoacene for Solution Processed Distributed Feedback Laser: The Effect of 1,2â€•Oxaborine Doping.
Advanced Optical Materials, 2022, 10, . 3.6 9

9100
Polycyclic Aromatic Hydrocarbons (PAHs) in Interstellar Ices: A Computational Study into How the Ice
Matrix Influences the Ionic State of PAH Photoproducts. ACS Earth and Space Chemistry, 2022, 6,
766-774.

1.2 5

9101 Two-Photon Absorption Cooperative Effects within Multi-Dipolar Ruthenium Complexes: The Decisive
Influence of Charge Transfers. Molecules, 2022, 27, 1493. 1.7 0

9102
Design of a D-Ï€-A-A framework with various auxiliary acceptors on optoelectronic and charge
transfer properties for efficient dyes in DSSCs: A DFT/TD-DFT study. Journal of Computational
Electronics, 2022, 21, 361-377.

1.3 1

9103 Optimized nonlinear optical (NLO) response of silicon carbide nanosheet by alkali metals doping: a DFT
insight. European Physical Journal Plus, 2022, 137, 1. 1.2 23

9104 Quantum chemical designing of novel fullerene-free acceptor molecules for organic solar cell
applications. Journal of Molecular Modeling, 2022, 28, 67. 0.8 8

9105 Approximate functionals in hypercomplex Kohnâ€“Sham theory. Electronic Structure, 2022, 4, 014011. 1.0 3

9106 The Excited State and Charge Transfer of Two Nonfullerene Acceptors from First-Principles
Many-Body Greenâ€™s Function Theory. Journal of Chemistry, 2022, 2022, 1-8. 0.9 0

9107 Comparison of semiâ€•empirical and density functional approaches for the colour and constitution of
anthraquinone dyes using <scp>X</scp>â€•ray structure. Coloration Technology, 2022, 138, 417-426. 0.7 0

9108 Fewest switches surface hopping with Baeck-An couplings. Open Research Europe, 0, 1, 49. 2.0 10

9109
Theoretical insights into the nonlinear optical properties of cyclotriphosphazene (P3N3Cl6),
tris(4â€“hydroxyphenyl) ethane and their various inorganicâ€“organic hybrid derivatives. Journal of
Materials Science, 2022, 57, 6971-6987.

1.7 11

9110
Quasi-Relativistic Calculation of EPR <i>g</i> Tensors with Derivatives of the Decoupling
Transformation, Gauge-Including Atomic Orbitals, and Magnetic Balance. Journal of Chemical Theory
and Computation, 2022, 18, 2246-2266.

2.3 16

9111 Asymmetric Tandem Conjugate Addition and Reaction with Carbocations on Unsaturated Heterocycles.
Advanced Synthesis and Catalysis, 2022, 364, 1337-1344. 2.1 2

9112 Organic Electronics from Nature: Computational Investigation of the Electronic and Optical
Properties of the Isomers of Bixin and Norbixin Present in the Achiote Seeds. Molecules, 2022, 27, 2138. 1.7 0

9113 Anticooperativity of Multiple Halogen Bonds and Its Effect on Stoichiometry of Cocrystals of
Perfluorinated Iodobenzenes. Crystal Growth and Design, 2022, 22, 2644-2653. 1.4 14

9114 Electronic Structure Changes of an Aromatic Amine Photoacid along the FÃ¶rster Cycle. Angewandte
Chemie, 0, , . 1.6 0



493

Citation Report

# Article IF Citations

9115 Hybrid functionals with local range separation: Accurate atomization energies and reaction barrier
heights. Journal of Chemical Physics, 2022, 156, 104109. 1.2 10

9116 Photophysical and Electrochemical Properties of Pushâ€“Pull Oligo(ferrocenyl-phenyleneethynylene)s:
Supramolecular Orders in Molecular Films. Langmuir, 2022, 38, 4077-4089. 1.6 1

9117 Resonant Electron Tunneling Induces Isomerization of <i>Ï€</i> â€•Expanded Oligothiophene Macrocycles
in a 2D Crystal. Advanced Science, 2022, , 2200557. 5.6 1

9118 Theoretical Modeling of Absorption and Fluorescent Characteristics of Cyanine Dyes. Photochem,
2022, 2, 202-216. 1.3 5

9119 Photoinduced bond oscillations in ironpentacarbonyl give delayed synchronous bursts of
carbonmonoxide release. Nature Communications, 2022, 13, 1337. 5.8 2

9120 The sensing mechanism of fluorescent probe for PhSH and the process of ESIPT. Photochemical and
Photobiological Sciences, 2022, , 1. 1.6 5

9121 Estimating Phosphorescent Emission Energies in Ir<sup>III</sup> Complexes Using Largeâ€•Scale Quantum
Computing Simulations**. Angewandte Chemie - International Edition, 2022, 61, e202116175. 7.2 7

9122 Peryleneâ€•Based Linear Nonalternant Nanoribbons with Bright Emission and Ambipolar Redox Behavior.
Angewandte Chemie - International Edition, 2022, 61, . 7.2 19

9123
Evidence for Participation of 4f and 5d Orbitals in Lanthanide Metalâ€“Ligand Bonding and That Y(III) Has
Less of This Complex-Stabilizing Ability. A Thermodynamic, Spectroscopic, and DFT Study of Their
Complexation by the Nitrogen Donor Ligand TPEN. Inorganic Chemistry, 2022, 61, 4627-4638.

1.9 11

9124 A DFT analysis of electronic, reactivity, and NLO responses of a reactive orange dye: the role of
Hartree-Fock exchange corrections. Journal of Molecular Modeling, 2022, 28, 85. 0.8 4

9125 Influence of Ï€-electron conjugation outside the aromatic ring on the methyl internal rotation of
4-methyl-5-vinylthiazole. Molecular Physics, 2022, 120, . 0.8 5

9126
Solid-State Photophysical Properties of Chiral Perylene Diimide Derivatives: AIEnh-Circularly
Polarized Luminescence from Vacuum-Deposited Thin Films. Bulletin of the Chemical Society of Japan,
2022, 95, 751-758.

2.0 3

9127 Synthetic Control of Exciton Dynamics in Bioinspired Cofacial Porphyrin Dimers. Journal of the
American Chemical Society, 2022, 144, 6298-6310. 6.6 17

9128 EPR Spectroscopy of Cu(II) Complexes: Prediction of g-Tensors Using Double-Hybrid Density Functional
Theory. Magnetochemistry, 2022, 8, 36. 1.0 7

9129 Excited states of chlorophyll <i>a</i> and <i>b</i> in solution by time-dependent density functional
theory. Journal of Chemical Physics, 2022, 156, 124111. 1.2 2

9130 Femtosecond Spectroscopy and Nonlinear Optical Properties of azaâ€•BODIPY Derivatives in Solution.
Chemistry - A European Journal, 2022, 28, . 1.7 4

9131 Synthesis of Polysubstituted Ferrocenesulfoxides. Molecules, 2022, 27, 1798. 1.7 4

9132 Benchmark studies on the large errors of calculated binding energies in metallophilic interactions.
Journal of Chemical Physics, 2022, 156, 104103. 1.2 5



494

Citation Report

# Article IF Citations

9133 Novel Thienyl DPP derivatives Functionalized with Terminal Electronâ€•Acceptor Groups: Synthesis,
Optical Properties and OFET Performance. Chemistry - A European Journal, 2022, 28, . 1.7 15

9134 Intersystem Crossings in Late-Row Elements: A Perspective. Journal of Physical Chemistry Letters, 2022,
13, 3039-3046. 2.1 11

9135
Determining the Energy Gap between the S<sub>1</sub> and T<sub>1</sub> States of Thermally
Activated Delayed Fluorescence Molecular Systems Using Transient Fluorescence Spectroscopy.
Journal of Physical Chemistry Letters, 2022, 13, 2507-2515.

2.1 12

9136 Estimating Phosphorescent Emission Energies in Ir<sup>III</sup> Complexes Using Largeâ€•Scale Quantum
Computing Simulations**. Angewandte Chemie, 2022, 134, . 1.6 3

9137 One-Shot Approach for Enforcing Piecewise Linearity on Hybrid Functionals: Application to Band Gap
Predictions. Journal of Physical Chemistry Letters, 2022, 13, 3066-3071. 2.1 10

9138 Synthesis and Selfâ€•assembly of Benzoperylene Benzimidazoles: Tunable Morphology with
Aggregationâ€•Induced Enhanced Emission. Chemistry - an Asian Journal, 2022, 17, . 1.7 1

9139 Computational analysis of carbazole-based newly efficient D-Ï€-A organic spacer dye derivatives for
dye-sensitized solar cells. Structural Chemistry, 2022, 33, 1097-1107. 1.0 7

9140 Designing Special Nonmetallic Superalkalis Based on a Cage-like Adamanzane Complexant. Frontiers in
Chemistry, 2022, 10, 853160. 1.8 3

9141 Basis Set Dependence of Optical Rotation Calculations with Different Choices of Gauge. Journal of
Physical Chemistry A, 2022, 126, 1861-1870. 1.1 5

9142 Electronically Excited Complex Formation in Magnesium Clusterâ€“Halogen Atom Reactions. Journal of
Physical Chemistry A, 2022, 126, 1848-1860. 1.1 1

9143 Exploration of the Intriguing Photovoltaic Behavior for Fused Indacenodithiophene-Based Aâ€“Dâ€“A
Conjugated Systems: A DFT Model Study. ACS Omega, 2022, 7, 11606-11617. 1.6 38

9144
Isolation, Identification, and DFT-Based Conformational Analysis of Sesquikarahanadienone and Its
Congeners from Freshwater Dothideomycetes <i>Neohelicascus Aquaticus</i> KT4120. Bulletin of the
Chemical Society of Japan, 2022, 95, 833-845.

2.0 4

9145 Relative Populations and IR Spectra of Cu38 Cluster at Finite Temperature Based on DFT and Statistical
Thermodynamics Calculations. Frontiers in Chemistry, 2022, 10, 841964. 1.8 3

9146 Super-Exchange Charge Transfer in One-Photon and Two-Photon Absorption of Multibranched
Compounds. ACS Omega, 2022, 7, 9743-9753. 1.6 1

9147 Density Functional Theory Study of Carbamoyl-Substituted Dihydroazulene/Vinylheptafulvene
Derivatives and Solvent Effects. Journal of Physical Chemistry C, 2022, 126, 4815-4825. 1.5 1

9148 Spectroscopic characterization of the a<sup>3</sup><b>Î </b> state of aluminum monofluoride.
Journal of Chemical Physics, 2022, 156, 124306. 1.2 2

9149 Stealth Luminescent Organic Nanoparticles Made from Quadrupolar Dyes for Two-Photon Bioimaging:
Effect of End-Groups and Core. Molecules, 2022, 27, 2230. 1.7 0

9150 Peryleneâ€•Based Linear Nonalternant Nanoribbons with Bright Emission and Ambipolar Redox Behavior.
Angewandte Chemie, 2022, 134, . 1.6 2



495

Citation Report

# Article IF Citations

9151
Vibrational Signatures of HNO<sub>3</sub> Acidity When Complexed with Microhydrated Alkali Metal
Ions, M<sup>+</sup>Â·(HNO<sub>3</sub>)(H<sub>2</sub>O)<sub><i>n</i>=5</sub> (M = Li, K, Na, Rb, Cs),
at 20 K. Journal of Physical Chemistry A, 2022, 126, 1640-1647.

1.1 4

9152 Donor functionalized perylene and different Ï€-spacer based sensitizers for dye-sensitized solar cell
applications â€” a theoretical approach. Journal of Molecular Modeling, 2022, 28, 102. 0.8 6

9153 Electronic Structure Changes of an Aromatic Amine Photoacid along the FÃ¶rster Cycle. Angewandte
Chemie - International Edition, 2022, 61, . 7.2 6

9154 A Benchmark Protocol for DFT Approaches and Data-Driven Models for Halide-Water Clusters.
Molecules, 2022, 27, 1654. 1.7 5

9155 The Tail Wags the Dog: The Far Periphery of the Coordination Environment Manipulates the
Photophysical Properties of Heteroleptic Cu(I) Complexes. Molecules, 2022, 27, 2250. 1.7 1

9156 In Silico Analysis of the Antagonist Effect of Enoxaparin on the ApoE4â€“Amyloid-Beta (AÎ²) Complex at
Different pH Conditions. Biomolecules, 2022, 12, 499. 1.8 3

9157 Polyphenolic Compounds from Lespedeza bicolor Protect Neuronal Cells from Oxidative Stress.
Antioxidants, 2022, 11, 709. 2.2 6

9158 Effects of auxiliary electron-withdrawing moieties on the photovoltaic properties of D-Ï€-Aâ€™-Ï€-A
phosphonic acid-based DSSCs. Computational and Theoretical Chemistry, 2022, 1210, 113645. 1.1 6

9159 Design of the novel calix[n]BODIPY molecules (nâ€‰=â€‰4â€“8): TDDFT and AIM study. Journal of Inclusion
Phenomena and Macrocyclic Chemistry, 2022, 102, 557-568. 0.9 4

9160 Exploring replacement of axially coordinated ligands in ruthenium(II) phthalocyaninates. Polyhedron,
2022, 220, 115821. 1.0 3

9161 Influence of heteroatoms on the optoelectronic properties of triphenylamine-based dyes for DSSCs
application: A computational approach. Computational and Theoretical Chemistry, 2022, 1210, 113644. 1.1 8

9162 Tackling an accurate description of molecular reactivity with double-hybrid density functionals.
Journal of Chemical Physics, 2022, 156, 161101. 1.2 7

9163
Theoretical prediction of pH-dependent electronic spectra in aqueous solution: A combinational
application of QM/MM calculations and constant-pH simulations with configuration-selection
scheme. Chemical Physics Letters, 2022, 798, 139624.

1.2 0

9164 Optimal Tuning Perspective of Range-Separated Double Hybrid Functionals. Journal of Chemical Theory
and Computation, 2022, 18, 2331-2340. 2.3 6

9165

How the Interplay among Conformational Disorder, Solvation, Local, and Charge-Transfer Excitations
Affects the Absorption Spectrum and Photoinduced Dynamics of Perylene Diimide Dimers: A Molecular
Dynamics/Quantum Vibronic Approach. Journal of Chemical Theory and Computation, 2022, 18,
3718-3736.

2.3 12

9166 Quantum chemical study of end-capped acceptor and bridge on triphenyl diamine based molecules to
enhance the optoelectronic properties of organic solar cells. Polymer, 2022, 245, 124675. 1.8 26

9167 NBO technique as a descriptor of aromaticity. Computational and Theoretical Chemistry, 2022, 1210,
113637. 1.1 5

9168 Highly Deepâ€•Blue Luminescent Twisted Diphenylamino Terphenyl Emitters by Bromineâ€•Lithium Exchange
Borylationâ€•Suzuki Sequence. Chemistry - A European Journal, 2022, 28, . 1.7 6



496

Citation Report

# Article IF Citations

9169
Theoretical investigation on the fluorescence properties and ESIPT mechanism of the Al3+ ion sensor
1-((2-hydroxynaphthalen-1â€•yl)methylene)urea(OCN). Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 277, 121237.

2.0 3

9170 Light- and pH-dependent structural changes in cyanobacteriochrome AnPixJg2. Photochemical and
Photobiological Sciences, 2022, 21, 447-469. 1.6 6

9171 Machine learned calibrations to high-throughput molecular excited state calculations. Journal of
Chemical Physics, 2022, 156, 134116. 1.2 5

9172 Guanosine Dianions Hydrated by One to Four Water Molecules. Journal of Physical Chemistry Letters,
2022, , 3230-3236. 2.1 4

9173 Improving Results by Improving Densities: Density-Corrected Density Functional Theory. Journal of the
American Chemical Society, 2022, 144, 6625-6639. 6.6 45

9174
Overlapping electron density and the global delocalization of <i>Ï€</i>â€•aromatic fragments as the
reason of conductivity of the biphenylene network. Journal of Computational Chemistry, 2023, 44,
168-178.

1.5 8

9175 Ca2C MXene monolayer as a superior material for detection of toxic pnictogen hydrides. Materials
Chemistry and Physics, 2022, 281, 125869. 2.0 4

9176 Effect of Electron Donating/Withdrawing Groups on Molecular Photoswitching of Functionalized
Hemithioindigo Derivatives: a Computational Multireference Study. ChemPhotoChem, 2022, 6, . 1.5 4

9177 Enhancement in non-linear optical properties of carbon nitride (C2N) by doping superalkali (Li3O): A
DFT study. Computational and Theoretical Chemistry, 2022, 1211, 113654. 1.1 18

9178 Photomodification of benzyl germanane with group 6 metal carbonyls. FlatChem, 2022, 33, 100354. 2.8 2

9179 Engineering of A2-D-A1-D-A2 type BT-dIDT based non-fullerene acceptors for effective organic solar
cells. Computational and Theoretical Chemistry, 2022, 1211, 113666. 1.1 12

9180
Insight into the spatial interaction of D-Ï€-A bridge derived cyanines and nitroreductase for
fluorescent cancer hypoxia detection. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 273, 121031.

2.0 0

9181
Depicting the role of end-capped acceptors to amplify the photovoltaic properties of benzothiadiazole
core-based molecules for high-performance organic solar cell applications. Computational and
Theoretical Chemistry, 2022, 1211, 113669.

1.1 14

9182 Nonlinear optical response of some Boron-dipyrromethene dyes: An experimental and theoretical
investigation. Materials Chemistry and Physics, 2022, 283, 126057. 2.0 2

9183
Quantum chemical approach to study TIPSTAP derivatives with anticipated minimized crystal
roughness for photovoltaic application with estimated PCE of over 20%. Solar Energy, 2022, 237,
96-107.

2.9 13

9184
Aggregation induced emission (AIE)-active ferrocene conjugated linear Ï€âˆ’extended multi
donorâˆ’Ï€âˆ’acceptor (D-Dâ€²-Ï€-A) chromophores: Synthesis, structural, theoretical, linear and nonlinear
optical studies. Dyes and Pigments, 2022, 201, 110193.

2.0 17

9185
Comparative study on adsorption behaviour of the monolayer graphene, boron nitride and silicon
carbide hetero-sheets towards carbon monoxide: Insights from first-principle studies. Computational
and Theoretical Chemistry, 2022, 1211, 113676.

1.1 8

9186
First example of vinylbenzene based small photovoltaic molecules: Towards the development of
efficient D-Ï€-A configured optoelectronic materials for bulk heterojunction solar cells. Physica B:
Condensed Matter, 2022, 633, 413769.

1.3 18



497

Citation Report

# Article IF Citations

9187 High performance nonlinear optical materials with simple aromatic hydrocarbons. FlatChem, 2022, 33,
100362. 2.8 10

9188
Theoretical investigation of the influence of Ï€-spacer on photovoltaic performances in
carbazole-based dyes for dye-sensitized solar cells applications. Journal of Photochemistry and
Photobiology A: Chemistry, 2022, 428, 113870.

2.0 30

9189
The ionized states of 6,6-dimethylfulvene; the vibrational energy levels studied by photoionization,
configuration interaction and density functional calculations. Chemical Physics Letters, 2022, 796,
139558.

1.2 0

9190
End-capped modification of Y-Shaped dithienothiophen[3,2-b]-pyrrolobenzothiadiazole (TPBT) based
non-fullerene acceptors for high performance organic solar cells by using DFT approach. Surfaces
and Interfaces, 2022, 30, 101875.

1.5 31

9191 Density functional theory investigation of the second hyperpolarizability of the phenol blue in
solution. Chemical Physics Letters, 2022, 796, 139549. 1.2 5

9192 Shedding light on the second order nonlinear optical responses of commercially available acidic azo
dyes for laser applications. Dyes and Pigments, 2022, 202, 110284. 2.0 8

9193 Inhibition mechanism of electric field on polycyclic aromatic hydrocarbon formation during n-decane
pyrolysis: A ReaxFF MD and DFT study. Journal of the Energy Institute, 2022, 102, 82-91. 2.7 16

9194 Luminescence of Reichardt's dye in polyelectrolyte-modified saponite colloids. Colloids and Surfaces
A: Physicochemical and Engineering Aspects, 2022, 642, 128663. 2.3 1

9195 Experimental and theoretical gas-phase absorption spectra of thionated uracils. Chemical Physics,
2022, 558, 111500. 0.9 4

9196 Sensitive 1,1-dicyanovinyl push-pull dye for primary amine sensing in solution by fluorescence. Dyes
and Pigments, 2022, 202, 110258. 2.0 9

9197
Quantum chemical study of the defect laden monolayer boron nitride nanosheets for adsorption of
pesticides from wastewater. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022,
643, 128795.

2.3 19

9198 Is charge-transfer excitation through a polyalkane single-bond chain an intramolecular
charge-transfer?: EOM-CCSD and LC-BOP study. Chemical Physics Letters, 2022, 796, 139563. 1.2 0

9199 A spectroscopic study of benzonitrile. Journal of Quantitative Spectroscopy and Radiative Transfer,
2022, 283, 108159. 1.1 3

9200 Low-lying electronic states of ethanol investigated by theoretical and synchrotron radiation
methods. Journal of Quantitative Spectroscopy and Radiative Transfer, 2022, 285, 108170. 1.1 1

9201 Neolignans from Myristica fragrans seeds, revision of their absolute configurations, reduction
products and biological activities. Phytochemistry, 2022, 199, 113174. 1.4 1

9202 Studies on spectro photophysical properties of PBBO-laser dye. Journal of Molecular Structure, 2022,
1259, 132660. 1.8 0

9203 Electronic structure, optical properties, and electron dynamics in organic dye-sensitized TiO2
interfaces by local hybrid density functionals. Chemical Physics, 2022, 559, 111521. 0.9 2

9204 Intermolecular hydrogen-bonding-induced fluorescence of 3-hydroxyisonicotinealdehyde in different
pH media. Journal of Luminescence, 2022, 247, 118878. 1.5 5



498

Citation Report

# Article IF Citations

9205
Polyethersulfone/polyvinylpyrrolidone/boron nitride composite membranes for high proton
conductivity and long-term stability high-temperature proton exchange membrane fuel cells. Journal
of Membrane Science, 2022, 653, 120512.

4.1 19

9206 Spectral characterization of the main pigments in the plant photosynthetic apparatus by theory and
experiment. Chemical Physics, 2022, 559, 111517. 0.9 9

9207 Attochemistry of hydrogen bonded amide and thioamide model complexes in protein following
vertical ionization. Chemical Physics, 2022, 559, 111508. 0.9 1

9208
Effects of linkage between donors on photoinduced charge transfer in one-photon and two-photon
absorption of Donor-Ï€-Donor-Ï€-Acceptor conjugates. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 275, 121179.

2.0 2

9209
New insights into ferric iron-facilitated UV254 photolytic defluorination of perfluorooctanoic acid
(PFOA): Combined experimental and theoretical study. Journal of Hazardous Materials, 2022, 434,
128865.

6.5 10

9210 Electronic transitions in noncovalent BODIPY dimers: TD-DFT study. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 275, 121151. 2.0 2

9211 Zr6O8-porphyrinic MOFs as promising catalysts for the boosting photocatalytic degradation of
contaminants in high salinity wastewater. Chemical Engineering Journal, 2022, 440, 135883. 6.6 33

9212
Two nickel (II) complexes with side chain isomeric ligands: L-leucine and L-isoleucine to study
non-covalent interactions and metal-ligand bonding. Journal of Molecular Structure, 2022, 1261,
132898.

1.8 2

9213 Concave Pd-M (MÂ =Â Co, Ni, Cu, Rh, Ag, Ir, Pt, and Au) nanocubes explored by molecular dynamics
simulations: A liquid-like expansion mechanism. Applied Surface Science, 2022, 592, 153203. 3.1 3

9214 Synthesis, photophysical, electrochemical and computational studies of novel 2-aminoimidazolones
with D-Ï€-A framework. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 429, 113918. 2.0 5

9215
Theoretical and experimental investigation of 1,4-dihydropyridine-based
hexahydroquinoline-3-carboxylates: Photophysics and bovine serum albumin binding studies. Journal
of Photochemistry and Photobiology A: Chemistry, 2022, 429, 113915.

2.0 3

9216
Conformational Dynamics in Excited States and Photophysical Properties of Meso-Substituted Nitro
Derivatives of Octaethylporphyrin and Their Zn Complexes. Optics and Spectroscopy (English) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 297 Td (Translation of Optika I Spektroskopiya), 2021, 129, 935-940.0.2 1

9217 Fast Approximate but Accurate QM/MM Interactions for Polarizable Embedding. Journal of Chemical
Theory and Computation, 2022, 18, 344-356. 2.3 6

9218 Linear and secondâ€•order nonlinear optical properties of nonâ€•fullerene acceptor derivatives with
Aâ€“Dâ€“A structure. International Journal of Quantum Chemistry, 2022, 122, . 1.0 0

9219 The Density Functional Theory Account of Interplaying Long-Range Exchange and Dispersion Effects in
Supramolecular Assemblies of Aromatic Hydrocarbons with Spin. Molecules, 2022, 27, 45. 1.7 1

9220 Mean-Field Effects on the Phosphorescence of Dinuclear Re(I) Complex Polymorphs. Crystal Growth
and Design, 2022, 22, 772-778. 1.4 1

9221
Variational functionals for excited state saddle points versus traditional
<scp>Hylleraasâ€“Undheim</scp> and <scp>McDonald</scp> higher â€œroots,â€• and a way to instantly
improve a lowest state crude approximant. International Journal of Quantum Chemistry, 2022, 122, .

1.0 0

9222 Quantumâ€•chemical approaches in the study of fullerene and its derivatives by the example of the most
typical cycloaddition reactions: A review. International Journal of Quantum Chemistry, 2022, 122, . 1.0 5



499

Citation Report

# Article IF Citations

9223 The GW Miracle in Many-Body Perturbation Theory for the Ionization Potential of Molecules.
Frontiers in Chemistry, 2021, 9, 749779. 1.8 32

9224 Investigation of OLED and TADF Properties of Phenazine Based Compounds. Journal of the Institute of
Science and Technology, 2021, 11, 2926-2936. 0.3 1

9225 Monitoring Molecular Microparticles through the Amorphous-to-Crystalline Transformation and
Fluorescence Enhancement/Tuning. Chemistry of Materials, 2022, 34, 244-253. 3.2 2

9226 Electronic Energy and Local Property Errors at QTAIM Critical Points while Climbing Perdewâ€™s Ladder
of Density-Functional Approximations. Journal of Chemical Theory and Computation, 2022, 18, 293-308. 2.3 14

9227
Isolation, Structure Determination of Sesquiterpenes from Neurolaena lobata and Their
Antiproliferative, Cell Cycle Arrest-Inducing and Anti-Invasive Properties against Human Cervical
Tumor Cells. Pharmaceutics, 2021, 13, 2088.

2.0 2

9228 Tuning the Gas Sensing Properties of C20 towards H2S and O3 by Doping and External Electric Field.
Russian Journal of Inorganic Chemistry, 2021, 66, 2105-2115. 0.3 2

9229 Double and Charge-Transfer Excitations in Time-Dependent Density Functional Theory. Annual Review
of Physical Chemistry, 2022, 73, 117-140. 4.8 23

9230 Theory of Apparent Circular Dichroism Reveals the Origin of Inverted and Noninverted Chiroptical
Response under Sample Flipping. Journal of the American Chemical Society, 2021, 143, 21519-21531. 6.6 29

9231
Detailed kinetic study of hydrogen abstraction reactions of triphenylene, benzo[e]pyrene,
dibenzo[fg,op]naphtacene, and coronene by H atoms. International Journal of Chemical Kinetics, 2022,
54, 266-276.

1.0 0

9232
Novel quad-rotor-shaped photovoltaic materials: first example of fused-ring non-fullerene acceptors
with proficient photovoltaic properties for high-performance solar cells. Journal of Molecular
Modeling, 2022, 28, 18.

0.8 2

9233 Convergent Synthesis of <i>E</i> â€•Disilene by the Reduction of Diastereomerically Separable
1,2â€•Dichlorodisilanes. European Journal of Inorganic Chemistry, 2022, 2022, . 1.0 0

9234
Data-driven modeling of S â†’ S1 excitation energy in the BODIPY chemical space: High-throughput
computation, quantum machine learning, and inverse design. Journal of Chemical Physics, 2021, 155,
244102.

1.2 11

9235
Exploring Nonemissive Excited-State Intramolecular Proton Transfer by Plasmon-Enhanced
Hyper-Raman Scattering and Two-Photon Excitation Fluorescence. Journal of Physical Chemistry C,
2022, 126, 487-492.

1.5 22

9236 Specific Ion Solvation and Pairing Effects in Glycerol Carbonate. Journal of Physical Chemistry B, 2021,
125, 13635-13643. 1.2 4

9237 Accurate X-ray Absorption Spectra near L- and M-Edges from Relativistic Four-Component Damped
Response Time-Dependent Density Functional Theory. Inorganic Chemistry, 2022, 61, 830-846. 1.9 12

9238 Computational Design of Rhenium(I) Carbonyl Complexes for Anticancer Photodynamic Therapy.
Inorganic Chemistry, 2022, 61, 439-455. 1.9 6

9239 Corrosion Inhibition Performance of Two Ketene Dithioacetal Derivatives for Stainless Steel in
Hydrochloric Acid Solution. Journal of Electrochemical Science and Technology, 2022, 13, 237-253. 0.9 3

9240 Extraction of a One-Particle Reduced Density Matrix from a Quantum Monte Carlo Electronic Density:
A New Tool for Studying Nondynamic Correlation. Computation, 2021, 9, 135. 1.0 1



500

Citation Report

# Article IF Citations

9241 Bithieno Thiophene-Based Small Molecules for Application as Donor Materials for Organic Solar
Cells and Hole Transport Materials for Perovskite Solar Cells. ACS Omega, 2022, 7, 844-862. 1.6 43

9242 Superatomic Chelates: The Cases of Metal Aza-Crown Ethers and Cryptands. Inorganic Chemistry, 2022,
61, 579-585. 1.9 6

9243 Influence of the First Coordination of Uranyl on Its Luminescence Properties: A Study of Uranyl
Binitrate with <i>N</i>,<i>N</i>-Dialkyl Amide DEHiBA and Water. Inorganic Chemistry, 2022, 61, 890-901. 1.9 9

9244
Solar Energy Storage: Competition between Delocalized Charge Transfer and Localized Excited States
in the Norbornadiene to Quadricyclane Photoisomerization. Journal of the American Chemical
Society, 2022, 144, 153-162.

6.6 11

9245 Proton transfer pathway in anion channelrhodopsin-1. ELife, 2021, 10, . 2.8 6

9246 Interaction between Phosgene and B12N12 Nano-Cluster: A Computational Investigation. Russian
Journal of Physical Chemistry A, 2021, 95, S323-S330. 0.1 3

9247
BH9, a New Comprehensive Benchmark Data Set for Barrier Heights and Reaction Energies: Assessment
of Density Functional Approximations and Basis Set Incompleteness Potentials. Journal of Chemical
Theory and Computation, 2022, 18, 151-166.

2.3 27

9248
Donorâ€“Acceptor Boron-Ketoiminate Complexes with Pendent <i>N</i>-Heterocyclic Arms: Switched-on
Luminescence through <i>N</i>-Heterocycle Methylation. Journal of Organic Chemistry, 2022, 87,
184-196.

1.7 5

9249 Systematic Evaluation of Modern Density Functional Methods for the Computation of NMR Shifts of
3d Transition-Metal Nuclei. Journal of Chemical Theory and Computation, 2022, 18, 273-292. 2.3 11

9250 Benchmarking Density Functional Approximations for Excited-State Properties of Fluorescent Dyes.
Molecules, 2021, 26, 7434. 1.7 13

9251 Stepwise copolymerization of polybenzimidazole for a low dielectric constant and ultrahigh heat
resistance. RSC Advances, 2022, 12, 11885-11895. 1.7 6

9252 An open-source framework for fast-yet-accurate calculation of quantum mechanical features.
Physical Chemistry Chemical Physics, 2022, , . 1.3 1

9253 Structure, Bonding and Adaptive Aromaticity in Rhenium-oxo Complexes: A DFT Study. New Journal of
Chemistry, 0, , . 1.4 5

9254 Challenges of modeling nanostructured materials for photocatalytic water splitting. Chemical
Society Reviews, 2022, 51, 3794-3818. 18.7 64

9255 Absolute photodissociation cross sections of thermalized methyl vinyl ketone oxide and
methacrolein oxide. Physical Chemistry Chemical Physics, 2022, 24, 10439-10450. 1.3 11

9256 Nonlinear plexcitons: excitons coupled with plasmons in two-photon absorption. Nanoscale, 2022, 14,
7269-7279. 2.8 27

9257 An energetics assessment of benzo[<i>a</i>]tetracene and benzo[<i>a</i>]pyrene as tripletâ€“triplet
annihilation emitters. Molecular Systems Design and Engineering, 2022, 7, 889-898. 1.7 2

9258 Thermodynamic equilibrium between locally excited and charge-transfer states through thermally
activated charge transfer in 1-(pyren-2â€²-yl)-<i>o</i>-carborane. Chemical Science, 2022, 13, 5205-5219. 3.7 20



501

Citation Report

# Article IF Citations

9259 Synthesis, structure and electrochemical properties of 3,4,5-triaryl-1,2-diphosphaferrocenes.
Inorganic Chemistry Frontiers, 2022, 9, 2608-2616. 3.0 4

9260 Rapid separation of cannabinoid isomer sets using differential mobility spectrometry and mass
spectrometry. Analyst, The, 2022, 147, 2198-2206. 1.7 5

9261 Quinoline based thiosemicarbazones as colorimetric chemosensors for fluoride and cyanide ions and
DFT studies. Scientific Reports, 2022, 12, 4927. 1.6 23

9262
Theoretical Protocol Based on Long-Range Corrected Density Functional Theory and Tuning of
Range-Split Parameter for Two-Electron Two-Proton Reduction of Phenylazocarboxylates. Journal of
Physical Chemistry A, 2022, 126, 2430-2436.

1.1 0

9263 pHâ€•Sensitive Polymethacrylates as Potential Contrast Agents in <sup>19</sup>F MRI. Macromolecular
Chemistry and Physics, 2022, 223, . 1.1 4

9264 Small-Basis Set Density-Functional Theory Methods Corrected with Atom-Centered Potentials. Journal
of Chemical Theory and Computation, 2022, 18, 2913-2930. 2.3 4

9265 Reorganization free energy of copper proteins in solution, in vacuum, and on metal surfaces. Journal
of Chemical Physics, 2022, 156, 175101. 1.2 7

9266 Characterizing Raman modes and gas sensing features of functionalized tetragonal graphyne
quantum dots: A first principles study. Journal of Physics and Chemistry of Solids, 2022, 167, 110737. 1.9 3

9267 Methyl Internal Rotation in Fruit Esters: Chain-Length Effect Observed in the Microwave Spectrum of
Methyl Hexanoate. Molecules, 2022, 27, 2639. 1.7 3

9268 Effect of curvature on the mono-methylation of carbon belt surfaces using density functional
theory. Japanese Journal of Applied Physics, 0, , . 0.8 3

9269 Insights into the photoinduced degradation of terbuthylazine from aqueous solution: The synergic
effects generated from hydrogen-bond interactions. Journal of Molecular Liquids, 2022, 358, 119139. 2.3 4

9270 Low-Barrier Hydrogen Bond in Fujikurin Aâ€“D: A Computational Study. ACS Omega, 2022, 7, 14244-14251. 1.6 2

9271 Hydrogen Bonding in the Dimer and Monohydrate of 2-Adamantanol: A Test Case for
Dispersion-Corrected Density Functional Methods. Molecules, 2022, 27, 2584. 1.7 3

9272
Designing of small organic non-fullerene (NFAs) acceptor molecules with an Aâˆ’Dâˆ’A framework for
high-performance organic solar cells: A DFT and TD-DFT method. Oxford Open Materials Science, 2022,
2, .

0.5 1

9273 Review on the QM/MM Methodologies and Their Application to Metalloproteins. Molecules, 2022, 27,
2660. 1.7 28

9274 Effects of donor position and multiple charge transfer pathways in asymmetric pyridyl-sulfonyl TADF
emitters. Materials Today Communications, 2022, 31, 103550. 0.9 2

9275
First example of N-shaped dipyrrolo[2,3-b:2â€²,3â€²-e]pyrazine-2,6(1H,5H)-dione based small acceptor materials:
Role of cyano (âˆ’Câ‰¡N) free guest acceptors for developing environmental friendly organic solar cells.
European Physical Journal Plus, 2022, 137, .

1.2 4

9276
Theoretical approach to modeling the early nonadiabatic events of ESIPT originating from three-state
conical intersection in quinophthalone. Photochemical and Photobiological Sciences, 2022, 21,
1287-1298.

1.6 1



502

Citation Report

# Article IF Citations

9277 Role of the ancillary ligand in determining the antimicrobial activity of Pd(II) complexes with
N^N^N-tridentate coligand. Polyhedron, 2022, 221, 115857. 1.0 6

9278 Promising low-viscosity phosphorus-containing epoxy compounds: Features of interaction with
aromatic amines. Results in Engineering, 2022, 14, 100421. 2.2 5

9279 A DFT/TD-DFT Study on the ESIPT-Type Flavonoid Derivatives with High Emission Intensity. Materials,
2022, 15, 2896. 1.3 8

9280 Absorption wavelength along chromophore low-barrier hydrogen bonds. IScience, 2022, 25, 104247. 1.9 7

9281 Molecular and electronic structure of substituted BODIPY dyes: Quantum chemical study.
Computational and Theoretical Chemistry, 2022, 1212, 113719. 1.1 1

9282 Optoelectronic properties by solution technique and comprehensive solvatochromism of novel
fluorescent Schiff base derivatives. Journal of Molecular Liquids, 2022, 357, 119110. 2.3 1

9283 Theoretical study for the TADF nature of through-space conjugated [2.2]paracyclophane derivatives
and the design for red-light emission. Dyes and Pigments, 2022, 202, 110268. 2.0 5

9284 Exploring the water hydrogen-bonding effects on the ground and low-lying excited states of
serotonin. Journal of Molecular Liquids, 2022, 357, 119130. 2.3 1

9305
Theoretical Study on Reaction Mechanisms of Dinitrogen Activation and Coupling by
Carbeneâ€•Stabilized Borylenes in Comparison with Intramolecular Câˆ’H Bond Activation. Chemistry - an
Asian Journal, 2022, 17, .

1.7 7

9306 Efficient designing of half-moon-shaped chalcogen heterocycles as non-fullerene acceptors for
organic solar cells. Journal of Molecular Modeling, 2022, 28, 125. 0.8 28

9307 Cytotoxicity of Alizarine versus Tetrabromocathecol Cyclometalated Pt(II) Theranostic Agents: A
Combined Experimental and Computational Investigation. Inorganic Chemistry, 2022, 61, 7188-7200. 1.9 7

9308 Automated Generation of Optimized Auxiliary Basis Sets for Long-Range-Corrected TDDFT Using the
Cholesky Decomposition. Journal of Chemical Theory and Computation, 2022, 18, 2959-2974. 2.3 5

9309
Study on Excited State Kinetics and Optical Limiting Performance of Triphenylamine-Based Chalcone
Derivatives: Effect of the Molecular Ï€-Conjugated Structure. Journal of Physical Chemistry B, 2022,
126, 3327-3337.

1.2 3

9310 Cyclic Peptide Protomer Detection in the Gas Phase: Impact on CCS Measurement and Fragmentation
Patterns. Journal of the American Society for Mass Spectrometry, 2022, 33, 851-858. 1.2 2

9311 Tuning the photodynamics of sub-nanometer neutral chromium oxide clusters through sequential
oxidation. Nanoscale, 2022, , . 2.8 1

9312 Calculated linear and nonlinear optical absorption spectra of phosphine-ligated gold clusters.
Physical Chemistry Chemical Physics, 2022, 24, 11234-11248. 1.3 1

9313 Synergistic end-capped engineering on non-fused thiophene ring-based acceptors to enhance the
photovoltaic properties of organic solar cells. RSC Advances, 2022, 12, 12321-12334. 1.7 19

9314 Water on porous, nitrogen-containing layered carbon materials: the performance of computational
model chemistries. Physical Chemistry Chemical Physics, 2022, , . 1.3 0



503

Citation Report

# Article IF Citations

9315 Symmetry-breaking charge separation in a nitrogen-bridged naphthalene monoimide dimer. Physical
Chemistry Chemical Physics, 2022, 24, 14007-14015. 1.3 8

9316 Get closer to the intrinsic properties of Ni<sup>2+</sup>salen polymer semiconductors accessed by
chain isolation inside silica nanochannels. Journal of Materials Chemistry C, 0, , . 2.7 2

9317 Rationalization and tuning of doublet emission in organic radicals. Journal of Materials Chemistry C,
2022, 10, 13826-13833. 2.7 3

9318
Synthesis, spectral analysis, quantum studies, NLO, and thermodynamic properties of the novel
5-(6-hydroxy-4-methoxy-1-benzofuran-5-ylcarbonyl)-6-amino-3-methyl-1<i>H</i>-pyrazolo[3,4-<i>b</i>]
pyridine (HMBPP). RSC Advances, 2022, 12, 13135-13153.

1.7 8

9319 Noncovalently bound excited-state dimers: a perspective on current time-dependent density functional
theory approaches applied to aromatic excimer models. RSC Advances, 2022, 12, 13014-13034. 1.7 18

9320 First-order hyperpolarizabilities of propellanes: elucidating structureâ€“property relationships.
Physical Chemistry Chemical Physics, 2022, 24, 13534-13541. 1.3 4

9321
Planar in Brooker's mode and twisted in Reichardt's mode: defying the steric forces in biphenyl types
of zwitterionic systems through metameric resonance stabilizations. Physical Chemistry Chemical
Physics, 2022, 24, 13110-13118.

1.3 7

9322 Electronic structure of the ground and excited states of neutral and charged silicon hydrides,
SiH<sub><i>x</i></sub><sup>0/+/âˆ’</sup>, <i>x</i> = 1â€“4. Physical Chemistry Chemical Physics, 2022, , . 1.3 0

9323
Investigating the competing E2 and S<sub>N</sub>2 mechanisms for the microsolvated
HO<sup>âˆ’</sup>(H<sub>2</sub>O)<sub><i>n</i>=0â€“4</sub> + CH<sub>3</sub>CH<sub>2</sub>X (X =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 417 Td (Cl, Br, I) reactions. Physical Chemistry Chemical Physics, 2022, 24, 12993-13005.1.3 8

9324 Strong second order nonlinear optical properties of azulene-based porphyrin derivatives. Physical
Chemistry Chemical Physics, 2022, 24, 13275-13285. 1.3 3

9325 Transition-Based Constrained DFT for the Robust and Reliable Treatment of Excitations in
Supramolecular Systems. Journal of Chemical Theory and Computation, 2022, 18, 3027-3038. 2.3 2

9326
DFT exploration to tune the silyl group as anchoring unit on the performance of dye-sensitized solar
cells: an approach to suppress dye leaching from semiconductor surface. Journal of Molecular
Modeling, 2022, 28, 131.

0.8 6

9327 First steps towards achieving both ultranonlocality and a reliable description of electronic binding
in a meta-generalized gradient approximation. Physical Review Research, 2022, 4, . 1.3 10

9328 Theoretical Study on Nonlinear Optical Properties of M3-Phenalenyl and M3O-Phenalenyl (M = Li, Na, K)
Molecules. Russian Journal of Physical Chemistry A, 2022, 96, S95-S100. 0.1 1

9329 Monolayered Silicon Carbide for Sensing Toxic Gases: a Comprehensive Study Based on the
First-principle Density Functional Theory. Silicon, 2022, 14, 11771-11779. 1.8 15

9330 The nature of supermolecular bonds: Investigating hydrocarbon linked beryllium solvated electron
precursors. Journal of Chemical Physics, 2022, 156, . 1.2 5

9331
Symmetrical endâ€•capped molecular engineering of starâ€•shaped triphenylamine-based derivatives having
remarkable photovoltaic properties for efficient organic solar cells. Journal of Molecular Modeling,
2022, 28, 132.

0.8 2

9332 Theoretical study on some carbohelicenes dyes with tunable emission wavelength: Optical properties,
vibronic effect, quantum yield. Dyes and Pigments, 2022, 204, 110407. 2.0 3



504

Citation Report

# Article IF Citations

9333 Design of Improved Molecular Solarâ€•Thermal Systems by Mechanochemistry: The Case of Azobenzene.
Advanced Sustainable Systems, 0, , 2200097. 2.7 2

9334
Nonfullerene Near-Infrared Sensitive Acceptors â€œOctacyclic Naphtho[1,2-<i>b</i>:5,6-<i>b</i>]
Dithiophene Coreâ€• for Organic Solar Cell Applications: <i>In Silico</i> Molecular Engineering. ACS
Omega, 2022, 7, 16716-16727.

1.6 8

9335 Molecular orbital projectors in non-empirical jmDFT recover exact conditions in transition-metal
chemistry. Journal of Chemical Physics, 2022, 156, 184112. 1.2 2

9336 Quantum Chemical Approaches to the Calculation of NMR Parameters: From Fundamentals to Recent
Advances. Magnetochemistry, 2022, 8, 50. 1.0 20

9337 On the complexity of the 1,3-dithiole-2-thione chromophore. UV-Vis polarization spectroscopy and
theoretical calculations. Chemical Physics, 2022, , 111574. 0.9 1

9338 ESIPT and AIE characteristics of three Schiff base derivatives and the relevant photophysical
mechanism analyses. Journal of Luminescence, 2022, 248, 118951. 1.5 8

9339 DFT exploration of adsorptive performances of borophene to small sulfur-containing gases. Journal
of Molecular Modeling, 2022, 28, 146. 0.8 5

9340
Revisiting the Performance of Time-Dependent Density Functional Theory for Electronic Excitations:
Assessment of 43 Popular and Recently Developed Functionals from Rungs One to Four. Journal of
Chemical Theory and Computation, 2022, 18, 3460-3473.

2.3 61

9341
Electronic Dynamics of a Molecular System Coupled to a Plasmonic Nanoparticle Combining the
Polarizable Continuum Model and Many-Body Perturbation Theory. Journal of Physical Chemistry C,
2022, 126, 8768-8776.

1.5 3

9342 Three-Dimensional Fully Ï€-Conjugated Macrocycles: When 3D-Aromatic and When 2D-Aromatic-in-3D?.
Journal of the American Chemical Society, 2022, 144, 8560-8575. 6.6 28

9343 The effect of intramolecular and intermolecular charge transfers on the third order nonlinear
optical properties of the selfâˆ’assemble chromophores. Journal of Luminescence, 2022, , 118991. 1.5 1

9344 Quantum Chemical Characterization and Design of Quantum Dots for Sensing Applications. Journal of
Physical Chemistry A, 2022, 126, 2899-2908. 1.1 11

9345
Examining fundamental and excitation gaps at the thermodynamic limit: A combined (QTP) DFT and
coupled cluster study on <i>trans</i>-polyacetylene and polyacene. Journal of Chemical Physics, 2022,
156, .

1.2 3

9346 Activity-Based Photosensitizers with Optimized Triplet State Characteristics Toward Cancer Cell
Selective and Image Guided Photodynamic Therapy. ACS Applied Bio Materials, 2022, 5, 2754-2767. 2.3 5

9347 Interaction of the Serine Amino Acid with BNNT, BNAlNT, and BC2NNT. Arabian Journal for Science and
Engineering, 0, , . 1.7 1

9348 Reactions of Graphene Nano-Flakes in Materials Chemistry and Astrophysics. Physchem, 2022, 2, 145-162. 0.5 5

9349 A New Enthalpy of Formation Test Set Designed for Organic Fluorine Containing Compounds.
Advanced Theory and Simulations, 0, , 2200093. 1.3 1

9350
Tuning the optoelectronic properties of cross conjugated small molecules using benzodithiophene as
a core unit with favorable photovoltaic parameters: a DFT study. Journal Physics D: Applied Physics,
2022, 55, 295106.

1.3 3



505

Citation Report

# Article IF Citations

9351 Small-molecule catalyzed H2O2 production via a phase-transfer photocatalytic process. Applied
Catalysis B: Environmental, 2022, 314, 121499. 10.8 15

9352 Decoding the Ambiguous Electron Paramagnetic Resonance Signals in the Lytic Polysaccharide
Monooxygenase from <i>Photorhabdus luminescens</i>. Inorganic Chemistry, 2022, 61, 8022-8035. 1.9 4

9353 Comprehensive Theoretical View of the [Cu2O2] Sideâ€•onâ€•Peroxoâ€•/Bisâ€•Î¼â€•Oxo Equilibria. ChemPhysChem,
2022, , . 1.0 6

9354
Transmembrane Protease Serine 2 Proteolytic Cleavage of the SARS-CoV-2 Spike Protein: A Mechanistic
Quantum Mechanics/Molecular Mechanics Study to Inspire the Design of New Drugs To Fight the
COVID-19 Pandemic. Journal of Chemical Information and Modeling, 2022, 62, 2510-2521.

2.5 8

9355
Charge-Transfer Spectroscopy of Bisaxially Coordinated Iron(II) Phthalocyanines through the Prism
of the Leverâ€™s <i>E</i><sub>L</sub> Parameters Scale, MCD Spectroscopy, and TDDFT Calculations.
Inorganic Chemistry, 2022, 61, 8250-8266.

1.9 6

9356 Substrate Photoswitching for Rate Enhancement of an Organocatalytic Cyclization Reaction.
European Journal of Organic Chemistry, 0, , . 1.2 1

9357 Assessment of XC functionals for the study of organic molecules with superhalogen substitution. A
systematic comparison between DFT and CCSD(T). Journal of Chemical Physics, 2022, 156, 184303. 1.2 4

9358
Aggregation behavior and spectroscopic properties of red-emitting distyryl-BODIPY in aqueous
solution, Langmuir-Schaefer films and PluoronicÂ® F127 micelles. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 278, 121366.

2.0 6

9359 Mechanical Insights into Activation of Peroxides by Quinones: Formation of Oxygen-Centered Radicals
or Singlet Oxygen. Environmental Science &amp; Technology, 2022, 56, 8776-8783. 4.6 20

9360 A Single Solvating Benzene Molecule Decouples the Mixed-valence Complex through Intermolecular
Orbital Interactions. IScience, 2022, , 104365. 1.9 1

9361 Methyl Viologens of Bisâ€•(4â€™â€•Pyridylethynyl)Arenes â€“ Structures, Photophysical and Electrochemical
Studies, and their Potential Application in Biology. Chemistry - A European Journal, 2022, 28, . 1.7 7

9362 Comparative Study of Vibrational Raman Optical Activity with Different Time-Dependent Density
Functional Approximations: The VROA36 Database. Journal of Physical Chemistry A, 2022, 126, 2909-2927. 1.1 4

9363 Study of ultrafast nonlinear optical response and transient dynamics of pyrene derivatives with
intramolecular charge transfer characteristics. Optical Materials, 2022, 128, 112378. 1.7 3

9364 Advanced perfluorinated electrolyte with synergistic effect of fluorinated solvents for high-voltage
LiNi0.5Mn1.5O4/Li cell. Electrochimica Acta, 2022, 421, 140472. 2.6 7

9365
Predicting the modulation of UVâ€“vis absorption and emission of mono-substituted
pyrido[2,3,4-kl]acridines by electronic density variations analysis. Computational and Theoretical
Chemistry, 2022, 1213, 113733.

1.1 0

9366 A unique small molecule class of fluorophores with large Stokes shift based on the electron
deficient 9-methoxypyrroloisoquinolinetrione core. Dyes and Pigments, 2022, 203, 110344. 2.0 6

9367
Theoretical investigation of the electronic structure of the ground and lowest excited states with
dipole moment and rovibrational calculations of the CuSe molecule. Chemical Physics Letters, 2022,
800, 139653.

1.2 0

9368 Remarkable non-linear optical properties of gold cluster doped graphyne (GY): A DFT study. Journal of
Molecular Graphics and Modelling, 2022, 114, 108204. 1.3 9



506

Citation Report

# Article IF Citations

9369 S, N-doped carbon dots-based cisplatin delivery system in adenocarcinoma cells: Spectroscopical and
computational approach. Journal of Colloid and Interface Science, 2022, 623, 226-237. 5.0 6

9370
A redox-active perylene-anthraquinone donor-acceptor conjugated microporous polymer with an
unusual electron delocalization channel for photocatalytic reduction of uranium (VI) in strongly
acidic solution. Applied Catalysis B: Environmental, 2022, 314, 121467.

10.8 80

9371 Diketone-mediated photochemical reduction of selenite to elemental selenium: Role of
carbon-centered radicals and complexation. Chemical Engineering Journal, 2022, 445, 136831. 6.6 5

9372
Ferrocene appended Y-shaped imidazole aldehyde chromophores: Synthesis, the effect of alkyl chain in
the second order nonlinear optical properties and theoretical studies. Journal of Molecular
Structure, 2022, 1264, 133137.

1.8 4

9373 Theoretical study of the structure-activity relationship of the S-shaped acceptor molecules for
organic solar cell applications. Materials Science in Semiconductor Processing, 2022, 148, 106763. 1.9 10

9374 Substituent control of dynamical process for excited state intramolecular proton transfer of
benzothiazole derivatives. Chemical Physics, 2022, 560, 111568. 0.9 3

9375 Highly efficient photocatalytic hydrogen production via porphyrin-fullerene supramolecular
photocatalyst with donor-acceptor structure. Chemical Engineering Journal, 2022, 444, 136621. 6.6 22

9376
Synthesis, experimental antimicrobial activity, theoretical vibrational analysis, quantum chemical
modeling and molecular docking studies of (E)-4-(benzylideneamino)benzenesulfonamide. Journal of
Molecular Structure, 2022, 1263, 133187.

1.8 38

9377 Spectral investigation on single molecular optoelectronics of ladder phenylenes. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 278, 121283. 2.0 3

9378 Stabilization of supramolecular network of fluconazole drug polyiodide: Synthesis, computational
and spectroscopic studies. Journal of Molecular Structure, 2022, 1263, 133192. 1.8 9

9379 Thermally activated delayed fluorescence poly(dendrimer)s â€“ detrapping excitons for reverse
intersystem crossing. Journal of Materials Chemistry C, 2022, 10, 8109-8124. 2.7 1

9380
Theoretical investigation of electronic structures, second-order NLO responses of cyclometalated
Ir(<scp>iii</scp>) and Rh(<scp>iii</scp>) counterpart complexes: effect of metal centers. New Journal
of Chemistry, 2022, 46, 10652-10661.

1.4 7

9381 Modification of benzoindenothiophene-based organic dye with fused thiophenes for efficient
dye-sensitized solar cells. Journal of Molecular Graphics and Modelling, 2022, 115, 108214. 1.3 1

9382
A phthalimide scaffold smart molecule for visualization of acid-base equilibrium and determination
of acid dissociation constants in the non-aqueous medium. Journal of Molecular Liquids, 2022, 359,
119365.

2.3 6

9383 Polarizable Embedding Complex Polarization Propagator in Four- and Two-Component Frameworks.
Journal of Chemical Theory and Computation, 2022, 18, 3671-3686. 2.3 6

9384 The effective interactions of fuchsine and Pararosaniline as two bioactive compounds in different
solvent media: A comparative study. Journal of Molecular Structure, 2022, 1264, 133285. 1.8 3

9385 Chromoneâ€“methanol clusters in the electronic ground and lowest triplet state: a delicate interplay
of non-covalent interactions. Physical Chemistry Chemical Physics, 2022, , . 1.3 0

9386 Recommendation of Orbitals for <i>G</i><sub>0</sub><i>W</i><sub>0</sub> Calculations on
Molecules and Crystals. Journal of Chemical Theory and Computation, 2022, 18, 3523-3537. 2.3 3



507

Citation Report

# Article IF Citations

9387
Optimally tuned starting point for single-shot<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>G</mml:mi><mml:mi>W</mml:mi></mml:mrow></mml:math>calculations
of solids. Physical Review Materials, 2022, 6, .

0.9 11

9388 Assessing Recent Time-Dependent Double-Hybrid Density Functionals on Doubletâ€“Doublet Excitations.
ACS Physical Chemistry Au, 2022, 2, 407-416. 1.9 3

9389 Enhanced photocatalysis and photodetection using highly crystalline CZTS thin films optimized using
stabilizers. Ceramics International, 2022, 48, 35666-35675. 2.3 9

9390 The Hunter Falls Prey: Photoinduced Oxidation of C<sub>60</sub> in Inclusion Complex with
Perfluorocycloparaphenylene. ChemPhysChem, 2022, 23, . 1.0 9

9391 Electric Properties of Photochromic Molecules Physisorbed on Silver and Copper Nanoparticles.
Journal of Physical Chemistry A, 2022, 126, 3145-3156. 1.1 1

9392 Exciton transport in molecular organic semiconductors boosted by transient quantum
delocalization. Nature Communications, 2022, 13, 2755. 5.8 30

9394 Strategic design of a 2,6-disubstituted pyridine-based probe having hard-soft centers: responsive
divergence from one core. New Journal of Chemistry, 2022, 46, 12103-12119. 1.4 4

9395 Controlled assembly of a bicyclic porphyrinoid and its 3-dimensional boron difluoride arrays.
Chemical Science, 2022, 13, 7276-7282. 3.7 6

9396
Spontaneous exciton dissociation in organic photocatalyst under ambient conditions for highly
efficient synthesis of hydrogen peroxide. Proceedings of the National Academy of Sciences of the
United States of America, 2022, 119, .

3.3 17

9397 Structure-based model of fucoxanthinâ€“chlorophyll protein complex: Calculations of chlorophyll
electronic couplings. Journal of Chemical Physics, 2022, 156, . 1.2 7

9398 Excited-State Properties of Some Thermally Activated Delayed Fluorescence Emitters: Quest for an
Accurate and Reliable Computational Method. Journal of Physical Chemistry A, 2022, 126, 3452-3462. 1.1 4

9399 Diclofenac Ion Hydration: Experimental and Theoretical Search for Anion Pairs. Molecules, 2022, 27,
3350. 1.7 7

9400
DFT study of the therapeutic potential of borospherene and metalloborospherenes as a new
drug-delivery system for the 5-fluorouracil anticancer drug. Journal of Molecular Liquids, 2022, 360,
119457.

2.3 8

9401 Highly Oxidized Cobalt Porphyrin Dimer: Control of Spin Coupling via a Bridge. Inorganic Chemistry,
2022, 61, 8419-8430. 1.9 6

9402 A computational inspection of the dissociation energy of mid-sized organic dimers. Journal of
Chemical Physics, 2022, 156, . 1.2 5

9403
Analysis of the hostâ€“guest complex formation involving bridged hexameric pyridiniumâ€“phenyl rings
in the HexaCage6+ host in suit[3]ane: insights from dispersion-corrected DFT calculations for a
nanometric mechanically interlocked device. Journal of Nanostructure in Chemistry, 0, , .

5.3 2

9404 Free charge photogeneration in a single component high photovoltaic efficiency organic
semiconductor. Nature Communications, 2022, 13, . 5.8 66

9405 Ultrafast photo-induced processes in complex environments: The role of accuracy in excited-state
energy potentials and initial conditions. Chemical Physics Reviews, 2022, 3, . 2.6 7



508

Citation Report

# Article IF Citations

9406 Impact of side-chain engineering on the A-Ï€-D-Ï€-A type SM-BF1 donor molecule for bulk heterojunction
and their photovoltaic performance: A DFT approach. Solar Energy, 2022, 240, 38-56. 2.9 25

9407
Strategies toward the end-group modifications of indacenodithiophene based non-fullerene small
molecule acceptor to improve the efficiency of organic solar cells; a DFT study. Computational and
Theoretical Chemistry, 2022, 1213, 113747.

1.1 9

9408 Supramolecular dimers drive the reaction between CO2 and alkanolamines towards carbonate
formation. Journal of CO2 Utilization, 2022, 61, 102054. 3.3 2

9409 Computational investigation of substituent effects on the fluorescence wavelengths of oxyluciferin
analogs. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 431, 114018. 2.0 1

9410 New Cadmium(Ii) Porphyrin-Based Coordination Dimer: Experimental and Theoretic Studies. SSRN
Electronic Journal, 0, , . 0.4 0

9411 IRMPD Spectroscopy of Bare Monodeprotonated Genistein, an Antioxidant Flavonoid. ACS Omega, 0, , . 1.6 2

9412 In Silico Optimization of Charge Separating Dyes for Solar Energy Conversion. ChemSusChem, 0, , . 3.6 3

9413 A mechanistic view of the reaction between phosphine and fluorine atom: Insights into PH3F isomers.
Computational and Theoretical Chemistry, 2022, 1214, 113769. 1.1 0

9414
Theoretical Model of the Far-Red-Light-Adapted Photosystem I Reaction Center of Cyanobacterium
<i>Acaryochloris marina</i> Using Chlorophyll <i>d</i> and the Effect of Chlorophyll Exchange.
Journal of Physical Chemistry B, 2022, 126, 4009-4021.

1.2 8

9415 Molecular docking, synthesis, anticancer activity, and computational investigations of thiazoleâ€•based
ligands and their Cu(II) complexes. Journal of Physical Organic Chemistry, 2023, 36, . 0.9 3

9416 Controlling Antimicrobial Activity of Quinolones Using Visible/NIR Light-Activated BODIPY
Photocages. Pharmaceutics, 2022, 14, 1070. 2.0 10

9417 Photoionization and core resonances from range-separated density-functional theory: General
formalism and example of the beryllium atom. Journal of Chemical Physics, 2022, 156, . 1.2 4

9418 The optical spectra of DMACâ€•based molecules for organic lightâ€•emitting diodes: Hybridâ€•exchange density
functional theory study. Journal of Physical Organic Chemistry, 2022, 35, . 0.9 2

9419
Role of Dielectric Screening in Calculating Excited States of Solvated Azobenzene: A Benchmark Study
Comparing Quantum Embedding and Polarizable Continuum Model for Representing the Solvent.
Journal of Physical Chemistry Letters, 2022, 13, 4849-4855.

2.1 4

9420 Electronic Absorption, Emission, and Two-Photon Absorption Properties of Some Extended
2,4,6-Triphenyl-1,3,5-Triazines. Photochem, 2022, 2, 326-344. 1.3 0

9421 Coumarinolignans with Reactive Oxygen Species (ROS) and NF-ÎºB Inhibitory Activities from the Roots of
Waltheria indica. Molecules, 2022, 27, 3270. 1.7 3

9422 Theoretical Study of the Thermolysis Reaction and Chemiexcitation of Coelenterazine Dioxetanes.
Journal of Physical Chemistry A, 2022, 126, 3486-3494. 1.1 5

9423
Computational study of 2N-atom functionalized corannulene by alkali metals doping: Towards the
development of highly efficient nonlinear optical materials. Physica B: Condensed Matter, 2022, 640,
414041.

1.3 14



509

Citation Report

# Article IF Citations

9424 Revisiting the Dynamics of Triplet Formation in Anthraquinones. Journal of Physical Chemistry A, 2022,
126, 3680-3687. 1.1 0

9425
Fast and Accurate Determination of the Singletâ€“Triplet Gap in Donorâ€“Acceptor and Multiresonance
TADF Molecules by Using Holeâ€“Hole Tammâ€“Dancoff Approximated Density Functional Theory.
Advanced Theory and Simulations, 2022, 5, .

1.3 3

9426 Lanternâ€•type dinickel complexes: An exploration of possibilities for nickelâ€“nickel bonding with
bridging bidentate ligands. Journal of Computational Chemistry, 0, , . 1.5 1

9427 DFT investigation of graphene quantum dot-Ixora floral natural dye (GQD-NDIX) nanocomposites as
visible light harvesters in dye-sensitized solar cells. Journal of Molecular Liquids, 2022, 360, 119531. 2.3 15

9428 The structural origin of the efficient photochromism in natural minerals. Proceedings of the
National Academy of Sciences of the United States of America, 2022, 119, . 3.3 8

9429
Understanding the Deactivating/Activating Mechanisms in Three Optical Chemosensors Based on
Crown Ether with Na<sup>+</sup>/K<sup>+</sup> Selectivity Using Quantum Chemical Tools.
ChemPhysChem, 2022, 23, .

1.0 1

9430 Revisiting the Role of Charge Transfer in the Emission Properties of Carboraneâ€“Fluorophore Systems:
A TDDFT Investigation. Journal of Physical Chemistry A, 2022, 126, 4199-4210. 1.1 5

9431 DFT INVESTIGATION OF TRANSTION METALS ARENE COMPOUNDS WITH FUNCTIONALIZED IONIC LIQUID.
Middle East Journal of Science, 0, , . 0.1 0

9432 Engineering of A-Ï€-D-Ï€-A system based non-fullerene acceptors to enhance the photovoltaic properties
of organic solar cells; A DFT approach. Chemical Physics Letters, 2022, 801, 139750. 1.2 11

9433 Control and Modulation of Photoinduced Charge Transfer in a Rigid Donorâ€“Bridgeâ€“Acceptor System
by Electric Fields. Journal of Physical Chemistry A, 0, , . 1.1 3

9434 Doping Effects in the Thiolate-protected Gold Nanoclusters from the Perspective of Balance between
Ligands and the Core. Journal of Computational Biophysics and Chemistry, 0, , . 1.0 0

9435 [6,6]CNB with controllable external electric field deformation: a theoretical study of the
structure-function relationship. Materials Research Express, 2022, 9, 064001. 0.8 3

9436
Meso-carbazole substituted porphyrin complexes: Synthesis and spectral properties according to
experiment, DFT calculations and the prediction by machine learning methods. Dyes and Pigments, 2022,
204, 110470.

2.0 9

9437 Designing a novel organometallic chalcone with an enormous second-harmonic generation response.
Materials Today Communications, 2022, , 103762. 0.9 1

9438
Theoretical investigation of anthanthrene-based dyes in dyeâ€•sensitized solar cell applications: Effect
of nature of alkyl-substitutions and number of anchoring groups. Arabian Journal of Chemistry, 2022,
15, 103969.

2.3 7

9439 Theoretical studies on the photophysical property of 3DPyM-pDTC in solution and in the solid phase.
Chemical Physics Letters, 2022, 801, 139727. 1.2 0

9440 Synthesis, photophysical properties and two-photon absorption of benzothiazole/benzoxazole
Ï€-expanded carbazole dyes. Dyes and Pigments, 2022, 204, 110447. 2.0 3

9441 Quantum chemical simulations of benzothiadiazole (BT) based small molecule donor materials for
efficient organic solar cells. Chemical Physics Letters, 2022, 801, 139726. 1.2 5



510

Citation Report

# Article IF Citations

9442 Ultrasensitive and rapid colorimetric detection of urotropin boosted by effective electrostatic
probing and non-covalent sampling. Journal of Hazardous Materials, 2022, 436, 129263. 6.5 6

9443 Vacancy defects in monolayer boron carbon nitride for enhanced adsorption of paraben compounds
from aqueous stream: A quantum chemical study. Surface Science, 2022, 723, 122131. 0.8 12

9444
Theoretical enhancement of the electronic and optical properties of a new D-Ï€-A-Ï€-D synthesized
donor molecule for a new generation of fullerene-based bulk heterojunction (BHJ) for new organic
solar cells devices. Journal of Molecular Graphics and Modelling, 2022, 115, 108226.

1.3 4

9445
Synthesis, crystal structures, DFT calculations, and catalytic application in hydrosilylation of
acetophenone derivatives with triethylsilane of novel rhoduim-N-heterocyclic carbene (NHCs)
complex. Journal of Molecular Structure, 2022, 1265, 133397.

1.8 6

9446 A DFT investigation of lithium adsorption on carbonaceous compounds as a potential anode material
in lithium-ion batteries. Journal of Molecular Structure, 2022, 1265, 133384. 1.8 1

9447 Synthesis and investigations of reactive properties, photophysical properties and biological activities
of a pyrazole-triazole hybrid molecule. Journal of Molecular Structure, 2022, 1265, 133363. 1.8 11

9449 Solvent Controlled Excited State Intramolecular Proton Transfer (Esipt) Behavior and Luminescent
Property of a Novel Phthalimide-Based Fluorophore: A Td-Dft Study. SSRN Electronic Journal, 0, , . 0.4 0

9450
How do structural factors determine the linear and non-linear optical properties of
fluorene-containing quadrupolar fluorophores? A theoretical answer. New Journal of Chemistry,
2022, 46, 13431-13441.

1.4 1

9451
<i>Ab initio</i> trajectory surface-hopping dynamics studies of excited-state proton-coupled electron
transfer reactions in trianisoleheptazineâ€“phenol complexes. Physical Chemistry Chemical Physics,
2022, 24, 15925-15936.

1.3 3

9452
Aggregation-induced enhanced fluorescence by hydrogen bonding in Ï€-conjugated tricarbocycles
with a CF<sub>2</sub>CF<sub>2</sub>-containing cyclohexa-1,3-diene skeleton. Molecular Systems
Design and Engineering, 2022, 7, 1129-1137.

1.7 4

9453 Unsaturated amido-substituted six-vertex mixed silicon germanium clusters. Dalton Transactions,
2022, 51, 10535-10542. 1.6 2

9454
Theoretical Investigation by Dft and Tddft the Extension OfÏ€-Conjugation of Novel Carbazole-Based
Donor Materials for Bulk Heterojunction Organic Solar Cell Applications. SSRN Electronic Journal, 0,
, .

0.4 0

9455 Efficient photoswitchable organometallic complexes with azobenzene and stilbene units: the case of
Au(I). Molecular Systems Design and Engineering, 0, , . 1.7 2

9456 Unconventional aliphatic fluorophores discovered as the luminescence origin in citric acidâ€“urea
carbon dots. Nanoscale, 2022, 14, 9516-9525. 2.8 12

9457 Symmetric Spirenes: Promising Building Blocks for New Generation Opto-Electronic Materials.
Physical Chemistry Chemical Physics, 0, , . 1.3 0

9458 Tailored anharmonicâ€“harmonic vibrational profiles for fluorescent biomarkers. Physical Chemistry
Chemical Physics, 2022, 24, 14825-14835. 1.3 1

9459
Dithienylnaphthalenes and quaterthiophenes substituted with electron-withdrawing groups as n-type
organic semiconductors for organic field-effect transistors. Journal of Materials Chemistry C, 2022,
10, 10058-10074.

2.7 3

9460
Zinc(<scp>ii</scp>) Schiff base complexes as dual probes for the detection of
NH<sub>4</sub><sup>+</sup> and HPO<sub>4</sub><sup>2âˆ’</sup> ions. New Journal of Chemistry, 0, ,
.

1.4 5



511

Citation Report

# Article IF Citations

9461 Computational descriptor analysis on excited state behaviours of a series of TADF and non-TADF
compounds. Physical Chemistry Chemical Physics, 2022, 24, 16167-16182. 1.3 6

9462 Modulating singlet fission through interchromophoric rotation. Physical Chemistry Chemical
Physics, 2022, 24, 16193-16199. 1.3 1

9463

Dielectric-dependent hybrid functional calculations on the electronic band gap of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mn>3</mml:mn><mml:mi>d</mml:mi></mml:math>
transition metal doped <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>SnS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>
and their optical properties. Physical Review B, 2022, 105, .

1.1 5

9464
Multicomponent Crystals with Competing Intermolecular Interactions: In Situ Xâ€•ray Diffraction and
Luminescent Features Reveal Multimolecular Assembly of Mechanochemical Conditions. Angewandte
Chemie, 0, , .

1.6 2

9465 Local Phonon Environment as a Design Element for Long-Lived Excitonic Coherence:
Dithia-anthracenophane Revisited. Journal of Physical Chemistry A, 2022, 126, 3765-3773. 1.1 0

9466
Nonlinear optical properties and optimization strategies of D-Ï€-A type phenylamine derivatives in the
near-infrared region. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022,
280, 121539.

2.0 6

9467
Porphyrins and Metalloporphyrins Combined with N-Heterocyclic Carbene (NHC) Gold(I) Complexes
for Photodynamic Therapy Application: What Is the Weight of the Heavy Atom Effect?. Molecules, 2022,
27, 4046.

1.7 7

9468
Excited-State Deactivation Mechanism of 3,5-bis(2-hydroxyphenyl)-1<i>H</i>-1,2,4-triazole: Electronic
Structure Calculations and Nonadiabatic Dynamics Simulations. Journal of Physical Chemistry A, 2022,
126, 4002-4012.

1.1 5

9469 Synthesis, Crystal Structures, Lipophilic Properties and Antimicrobial Activity of
5-Pyridylmethylidene-3-rhodanine-carboxyalkyl Acids Derivatives. Molecules, 2022, 27, 3975. 1.7 4

9470
Exploring the influence of intermolecular hydrogen bonding on the fluorescence properties of HQCT
and HQPH fluorescent chemosensors. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 280, 121537.

2.0 1

9471 UV-Vis Spectroscopy, Electrochemical and DFT Study of Tris(Î²-diketonato)iron(III) Complexes with
Application in DSSC: Role of Aromatic Thienyl Groups. Molecules, 2022, 27, 3743. 1.7 3

9472 Theoretical Study of Alkaline-Earth Metal (Be, Mg, and Ca)-Substituted Aluminum Nitride Nanocages
With High Stability and Large Nonlinear Optical Responses. Frontiers in Chemistry, 0, 10, . 1.8 0

9473
Two methyl internal rotations of 2-acetyl-4-methylthiophene explored by microwave spectroscopy and
quantum chemistry. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022,
280, 121505.

2.0 5

9474
De-scaling, experimental, DFT, and MD-simulation studies of unwanted growing plant as natural
corrosion inhibitor for SS-410 in acid medium. Colloids and Surfaces A: Physicochemical and
Engineering Aspects, 2022, 649, 129333.

2.3 19

9476 Current Status of Quantum Chemical Studies of Cyclodextrin Hostâ€“Guest Complexes. Molecules,
2022, 27, 3874. 1.7 17

9477
Investigation on the feasibility of recycled polyvinylidene difluoride polymer from used membranes
for removal of methylene blue: experimental and DFT studies. Water Science and Technology, 2022, 86,
194-210.

1.2 10

9478
The effect of anchoring group on the performances of metal-free phthalocyanine and
metallophthalocyanine dye/titanium dioxide interface for dye-sensitized solar cells. Surfaces and
Interfaces, 2022, 32, 102089.

1.5 7

9479 Î±-Helix in Cystathionine Î²-Synthase Enzyme Acts as an Electron Reservoir. Journal of Physical Chemistry
B, 0, , . 1.2 1



512

Citation Report

# Article IF Citations

9480 Enhanced adsorption of fluoroquinolone antibiotic on the surface of the Mg-, Ca-, Fe- and Zn-doped
C60 fullerenes: DFT and TD-DFT approach. Materials Today Communications, 2022, 31, 103798. 0.9 10

9481 Theoretical Characterization of Carbonic Acid Clusters in the UV. Journal of Physical Chemistry A,
2022, 126, 3739-3744. 1.1 3

9482 Efficient and Accurate Description of Dielsâ€•Alder Reactions Using Density Functional Theory**.
ChemPhysChem, 2022, 23, . 1.0 6

9483 Laboratory Measurement of Millimeter-wave Transitions of <sup>13</sup>CH<sub>2</sub>DOH for
Astronomical Use. Astrophysical Journal, 2022, 932, 101. 1.6 4

9484 High CT-Fluorophore Featuring a Basic Moiety into Dâ€“A Chain as a p<i>K</i><sub>a</sub> Probe.
Journal of Organic Chemistry, 2022, 87, 7618-7634. 1.7 4

9485 Simulation Studies on Signature Interactions between Cancer DNA and Cysteamine-Decorated AuNPs
for Universal Cancer Screening. ACS Applied Nano Materials, 2022, 5, 9042-9052. 2.4 8

9486 Pushâ€•Pull Phenoxazineâ€•Based Sensitizers for pâ€•Type DSSCs: Effect of Acceptor Units on Photovoltaic
Performance. ChemSusChem, 2022, 15, . 3.6 6

9487 Fluorinated copper phthalocyanine as an electron transport material in perovskite solar cell.
International Journal of Energy Research, 2022, 46, 15127-15142. 2.2 15

9488 Spectroscopy of N-methylpyrroleâ€“RG (RG = Ar, Kr) complexes: first excited neutral and ground
cationic states. Chemical Physics Letters, 2022, , 139800. 1.2 0

9489
Multicomponent Crystals with Competing Intermolecular Interactions: In Situ Xâ€•ray Diffraction and
Luminescent Features Reveal Multimolecular Assembly under Mechanochemical Conditions.
Angewandte Chemie - International Edition, 2022, 61, .

7.2 6

9490 Light-Induced Ultrafast Molecular Dynamics: From Photochemistry to Optochemistry. Journal of
Physical Chemistry Letters, 2022, 13, 5881-5893. 2.1 8

9491 In Silico Screening of Twoâ€•Photon Absorption Properties of a Large Set of Bisâ€•Difluoroborate Dyes.
ChemPhotoChem, 2022, 6, . 1.5 1

9492
A theoretical comparison of the electrical and nonlinear optical properties of <scp>GDY</scp> â€“
<i>Ï€</i> â€“ <scp>TPA</scp> : The important role of <i>Ï€</i> â€•conjugated bridge. International Journal of
Quantum Chemistry, 0, , .

1.0 2

9493 Synthesis, Spectroscopic, Crystal Structure, DFT, Hirshfeld Surface and Molecular Docking Analysis
of Hexahydroquinoline Derivative (HQ). Polycyclic Aromatic Compounds, 2023, 43, 4242-4270. 1.4 12

9494 Effects of non-local exchange functionals in the density functional theories for the description of
molecular vibrations. Journal of Chemical Sciences, 2022, 134, . 0.7 2

9495
Dynamical Effects of S<sub>N</sub>2 Reactivity Suppression by Microsolvation: Dynamics Simulations
of the F<sup>â€“</sup>(H<sub>2</sub>O) + CH<sub>3</sub>I Reaction on a 21-Dimensional Potential
Energy Surface. Journal of Physical Chemistry Letters, 2022, 13, 5253-5259.

2.1 14

9496 Magnetic exchange interactions in binuclear and tetranuclear iron(III) complexes described by spinâ€•flip
DFT and Heisenberg effective Hamiltonians. Journal of Computational Chemistry, 2023, 44, 367-380. 1.5 9

9497 Origin of Nonmonotonical Variation of Luminescence Efficiency under Pressure in Organic Molecule.
Journal of Physical Chemistry A, 2022, 126, 4147-4155. 1.1 11



513

Citation Report

# Article IF Citations

9498
Molecular Modeling of Pentacyclic Aromatic Bislactam-Based Small Donor Molecules by Altering
Auxiliary End-Capped Acceptors to Elevate the Photovoltaic Attributes of Organic Solar Cells. ACS
Omega, 2022, 7, 20528-20541.

1.6 5

9499 Design of frustrated Lewis pair in defective TiO2 for photocatalytic non-oxidative methane coupling.
Chem Catalysis, 2022, 2, 1775-1792. 2.9 12

9500 On the Viability of Divergent Donor Moieties in Malononitrileâ€•Based Donorâ€•Ï€â€•Acceptor NLO active
materials: A DFT/TDâ€•DFT Study. Journal of Physical Organic Chemistry, 0, , . 0.9 4

9501 Combined Experimental and Computational Kinetics Studies for the Atmospherically Important BrHg
Radical Reacting with NO and O<sub>2</sub>. Journal of Physical Chemistry A, 2022, 126, 3914-3925. 1.1 3

9502 Costâ€•effective dyes based on lowâ€•cost donors and Pdâ€•free synthesis for dyeâ€•sensitized solar cells. Solar
Rrl, 0, , . 3.1 0

9503 Accessing Boron-Doped Pentaphene Analogues from 12-Boradibenzofluorene. Inorganic Chemistry,
2022, 61, 9595-9604. 1.9 6

9504 Crystal Prediction and Design of Tunable Light Emission in BTBâ€•Based Metalâ€•Organic Frameworks.
Advanced Optical Materials, 2022, 10, . 3.6 3

9505
Synthesis, structural features, excited state properties, flouresence spectra, and quantum chemical
modeling of (E)-2-hydroxy-5-(((4-sulfamoylphenyl)imino) methyl)benzoic acid. Journal of Molecular
Liquids, 2022, 360, 119557.

2.3 30

9506
Unravelling the interaction between boron nitride nanosheets and organic pesticides through
density functional theory studies. Colloids and Surfaces A: Physicochemical and Engineering Aspects,
2022, 649, 129550.

2.3 10

9507
How do the available density functionals perform on the calculation of eigenvalues of frontier to
deeper orbitals? A metric space evaluation of experimental and quantum chemical findings. Chemical
Physics, 2022, 561, 111600.

0.9 1

9508 The Impact of Axial Ligation on the Excited State Dynamics of Cobalt(II) Phthalocyanine. Journal of
Photochemistry and Photobiology, 2022, 11, 100132. 1.1 3

9509 Piezo-phototronic effect in highly stable lead-free double perovskite Cs2SnI6-PVDF nanocomposite:
Possibility for strain modulated optical sensor. Nano Energy, 2022, 100, 107451. 8.2 22

9510 Optical and structural properties of an octupolar salt: Triphenylguanidinium trithiocyanurate. Solid
State Communications, 2022, 353, 114854. 0.9 0

9511 Structure and non-covalent interactions of (E,Z)3-benzoyl-1,5-bis(4-ethoxyphenyl)formazan: A
crystallographic and DFT/TD-DFT study. Journal of Molecular Structure, 2022, 1266, 133501. 1.8 0

9512
Computational investigation on the geometry and electronic structures and absorption spectra of
metal-porphyrin-oligo- phenyleneethynylenes-[60] fullerene triads. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 280, 121488.

2.0 18

9513 1,7-, 1,6-, and 1,6,7- Isomers of Dodecylthio Perylene Diimides: Synthesis, Characterization, and
Comparison of Electrochemical and Optical Properties. SSRN Electronic Journal, 0, , . 0.4 0

9514 Synthetic approach for the control of self-doping in luminescent organic semiconductors. Materials
Chemistry Frontiers, 0, , . 3.2 0

9515 Rational design of small molecule hole-transporting materials with a linear Ï€-bridge for highly
efficient perovskite solar cells. Physical Chemistry Chemical Physics, 2022, 24, 18793-18804. 1.3 2



514

Citation Report

# Article IF Citations

9516 Structure Property Investigations in Urea Tethered Iodinated Triphenylamines. Physical Chemistry
Chemical Physics, 0, , . 1.3 0

9517 A DFT study of the second-order nonlinear optical properties of Ru(<scp>ii</scp>) polypyridine
complexes. Physical Chemistry Chemical Physics, 2022, 24, 18217-18226. 1.3 4

9518 Exploring the photophysical properties of unusual Ï€â€‘conjugated porphyrin nanohoops. New Journal of
Chemistry, 0, , . 1.4 0

9519 Niobium and Tantalum Octahedral Halides: Vibrational Properties and Intraâ€“Cluster Interactions.
SSRN Electronic Journal, 0, , . 0.4 0

9520 Molecular modeling and nonlinear optical properties of new isostructural halogenated
dihydroquinolinones. New Journal of Chemistry, 2022, 46, 14192-14204. 1.4 2

9521 Interfacial charge transfer complex formation between silver nanoparticles and aromatic amino
acids. Physical Chemistry Chemical Physics, 2022, 24, 16493-16500. 1.3 1

9522 Theoretical study on the mechanism of hot excitons combined with aggregation-induced emission in
efficient red fluorescent molecules. Physical Chemistry Chemical Physics, 2022, 24, 17632-17640. 1.3 5

9523 Exploration of the photocatalytic cycle for sacrificial hydrogen evolution by conjugated polymers
containing heteroatoms. Sustainable Energy and Fuels, 2022, 6, 3756-3767. 2.5 2

9524 Substitution enables significant new decay channels for a non-canonical amino acid. Physical
Chemistry Chemical Physics, 0, , . 1.3 0

9525 A Computational Mechanistic Study of the Hydrolytic Degradation of Three Common Pyrethroid
Insecticides. SSRN Electronic Journal, 0, , . 0.4 1

9526 Following the density evolution using real time density functional theory and density based indexes:
Application to model pushâ€“pull molecules. Journal of Computational Chemistry, 2022, 43, 1464-1473. 1.5 3

9527 Excited States of Metal-Adsorbed Dimethyl Disulfide: A TDDFT Study with Cluster Model. Journal of
Physical Chemistry A, 2022, 126, 4191-4198. 1.1 2

9528 A local hybrid exchange functional approximation from first principles. Journal of Chemical Physics,
2022, 157, . 1.2 18

9529 Electronic structure and photoelectron spectra of fluorinated ZnII thioacetylacetonate complexes.
Russian Chemical Bulletin, 2022, 71, 1209-1223. 0.4 0

9530 Low-Lying Excited States of Natural Carotenoids Viewed by <i>Ab Initio</i> Methods. Journal of
Physical Chemistry A, 2022, 126, 4376-4391. 1.1 2

9531
Modeling the spectral properties of poly(xâ€•phenylenediamine) conducting polymers using a combined
<scp>TDâ€•DFT</scp> and electrostatic embedding approach. Journal of Computational Chemistry, 2022,
43, 2001-2008.

1.5 3

9532 Identifying Vibrations that Control Non-adiabatic Relaxation of Polaritons in Strongly Coupled
Moleculeâ€“Cavity Systems. Journal of Physical Chemistry Letters, 2022, 13, 6259-6267. 2.1 10

9533 Interplay between the Enamine and Imine Forms of the Hydrolyzed Imipenem in the Active Sites of
Metallo-Î²-lactamases and in Water Solution. Journal of Chemical Information and Modeling, 0, , . 2.5 3



515

Citation Report

# Article IF Citations

9534 Exploring the effect of complexant on remarkably high static and dynamic second hyperpolarizability
of aziridine-based diffuse electron systems: a theoretical study. Structural Chemistry, 2023, 34, 539-551. 1.0 5

9535 Isocyanonaphthol Derivatives: Excited-State Proton Transfer and Solvatochromic Properties.
International Journal of Molecular Sciences, 2022, 23, 7250. 1.8 3

9536 Complete Set of Diketopyrrolopyrrole Centrosymmetrical Cofacial Stacked Pairs. ChemPhysChem,
2022, 23, . 1.0 6

9537 Modeling the Electronic Absorption Spectra of the Indocarbocyanine Cy3. Molecules, 2022, 27, 4062. 1.7 8

9538
Structureâ€“Property Relationships in Amorphous
Thieno[3,2-<i>b</i>]thiopheneâ€“Diketopyrrolopyrroleâ€“Thiophene-Containing Polymers. Journal of
Physical Chemistry C, 2022, 126, 10842-10854.

1.5 5

9539 Benchmarking timeâ€•dependent density functional theory predictions of emission spectra and
<scp>CIE</scp> color: A rainbow of error. International Journal of Quantum Chemistry, 0, , . 1.0 1

9540 A DFT study of nonlinear optical response of supersalt (Al(BH<sub>4</sub>)<sub>3</sub>) doped
boron nitride. Journal of Taibah University for Science, 2022, 16, 621-631. 1.1 6

9541 Dioxygen Activation and Mandelate Decarboxylation by Iron(II) Complexes of N4 Ligands: Evidence for
Dioxygen-Derived Intermediates from Cobalt Analogues. Inorganic Chemistry, 2022, 61, 10461-10476. 1.9 2

9542 Hyper-Raman spectroscopy of benzene and pyridine revisited. Journal of Chemical Physics, 2022, 157, . 1.2 2

9543
Ultrafast intramolecular charge transfer dynamics and nonlinear optical properties of
phenothiazine-based pushâ€“pull zinc porphyrin. Journal of Photochemistry and Photobiology A:
Chemistry, 2022, 433, 114141.

2.0 12

9544 Correspondence on â€œHow Aromatic Are Molecular Nanorings? The Case of a Sixâ€•Porphyrin
Nanoringâ€•**. Angewandte Chemie - International Edition, 2022, 61, . 7.2 11

9545 Correspondence on â€œHow Aromatic Are Molecular Nanorings? The Case of a Sixâ€•Porphyrin
Nanoringâ€•**. Angewandte Chemie, 0, , . 1.6 3

9546 Parallelized Raman Difference Spectroscopy for the Investigation of Chemical Interactions. Analytical
Chemistry, 2022, 94, 10346-10354. 3.2 8

9547 Spin-active defects in hexagonal boron nitride. Materials for Quantum Technology, 2022, 2, 032002. 1.2 18

9548 Synthesis, structure, and spectroscopic properties of calcium thiophenecarboxylate polymers.
Structural comparisonÂ with analogous lead complexes. European Journal of Inorganic Chemistry, 0, , . 1.0 0

9549 Scorpion-Shaped Zinc Porphyrins as Tetrafunctional TAR RNA Predators and HIV-1 Reverse
Transcriptase Inhibitors. Inorganic Chemistry, 2022, 61, 10774-10780. 1.9 3

9550

FTIR, NMR and UVâ€“Visible Spectral Investigations, Theoretical Calculations, Topological Analysis,
Chemical Stablity, and Molecular Docking Study on Novel Bioactive Compound: The 5-(5-Nitro) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 102 Td (Furan-2-Ylmethylen), 3- <i>N</i> -(2-Methoxy Phenyl),2- <i>N</i> â€²- (2-Methoxyphenyl) Imino

Thiazolidin-4-One. Polycyclic Aromatic Compounds, 2023, 43, 4685-4706.

1.4 4

9551 Design of two novel dyes having maximum absorption in infrared region: A DFT investigation.
Materials Today: Proceedings, 2022, 68, 2715-2719. 0.9 1



516

Citation Report

# Article IF Citations

9552 mesoâ€•Carbon Atom Nucleophilic Attack Susceptibility in the Sterically Strained Antiaromatic Bisâ€•BODIPY
Macrocycle and Extended Electronâ€•Deficient BODIPY Precursor. Chemistry - A European Journal, 0, , . 1.7 0

9553 Linear and secondâ€•order nonlinear optical properties of B,Nâ€•embedded double hetero[7]helicenes.
International Journal of Quantum Chemistry, 2022, 122, . 1.0 0

9554
Rational design of ZL003-based organic dyes for highly efficient dye-sensitized solar cells: Influence
of alkynyl group and Ï€-spacers on photovoltaic performance. Journal of Molecular Structure, 2022,
1269, 133728.

1.8 6

9555 Photoactivatable properties of water-soluble fac-Mn(CO)3 bearing Nâˆ§O bidentate pyridine ligands.
Polyhedron, 2022, 225, 116048. 1.0 5

9556 Structural, spectral characterization, and topological study of
(E)-5-(diethylamino)-2-((3,5-dinitrophenylimino)methyl)phenol. Structural Chemistry, 2023, 34, 455-466. 1.0 1

9557 Pyrrole â€“ Best additional spacers for azo based dye sensitized solar cells: A computational study.
Journal of Photochemistry and Photobiology A: Chemistry, 2022, 433, 114146. 2.0 7

9558 Influence of Alkali Metal Doping and BN Substitution on the Second-Order Nonlinear Optical
Properties of Graphyne: A Theoretical Perspective. Inorganic Chemistry, 2022, 61, 10756-10767. 1.9 2

9559
Automatized protocol and interface to simulate <scp>QM</scp>/<scp>MM timeâ€•resolved</scp>
transient absorption at <scp>TDâ€•DFT</scp> level with <scp>COBRAMM</scp>. Journal of
Computational Chemistry, 2022, 43, 1641-1655.

1.5 14

9560 The Impact of a 1,2,3-Triazole Motif on the Photophysical Behavior of Non-K Tetrasubstituted Pyrene
with a Substitution Pattern Providing the Long Axial Symmetry. Molecules, 2022, 27, 4314. 1.7 4

9561 Understanding the Stokes shift and nonlinear optical behavior of 1-nitro-2-phenylethane: A sequential
Monte Carlo/Quantum Mechanics discussion. Chemical Physics Letters, 2022, 804, 139867. 1.2 3

9562 Impact of end capped modification on BT-CIC molecule for high-performance photovoltaic attributes: a
DFT approach. Journal of Molecular Modeling, 2022, 28, . 0.8 10

9563 Reference Energies for Cyclobutadiene: Automerization and Excited States. Journal of Physical
Chemistry A, 2022, 126, 4664-4679. 1.1 11

9564
Efficient model photosensitizers based on metallocenyl complexes with thiophene-Nâ€‰=â€‰N-pyrimidine as
Ï€-conjugated bridge and cyanoacrylate as an anchoring group: a density functional theory study.
Journal of Molecular Modeling, 2022, 28, .

0.8 2

9565 Delocalization error: The greatest outstanding challenge in densityâ€•functional theory. Wiley
Interdisciplinary Reviews: Computational Molecular Science, 2023, 13, . 6.2 43

9566
Understanding of the Photodetachment Spectrum of Anionic Mixed Carbonâ€“Boron Cluster
C<sub>3</sub>B<sub>5</sub><sup>â€“</sup> Following Adiabatic and Nonadiabatic Quantum Chemistry
Approaches. Journal of Physical Chemistry A, 2022, 126, 4563-4576.

1.1 2

9567
Photophysical Properties of Donorâ€“Acceptorâˆ’Ï€ Bridgeâ€“Acceptor Sensitizers with a
Naphthobisthiadiazole Auxiliary Acceptor: Toward Longer-Wavelength Access in Dye-Sensitized Solar
Cells. Journal of Physical Chemistry C, 2022, 126, 11875-11888.

1.5 8

9568
Development of a Multifunctional Aggregation-Induced Emission-Active White Light-Emissive Organic
Sensor: A Combined Theoretical and Experimental Approach. ACS Applied Electronic Materials, 2022, 4,
3724-3738.

2.0 3

9569 The role of intramolecular interactions on the stability of the conformers of a spiropyran derivative.
Chemical Physics, 2022, 562, 111654. 0.9 5



517

Citation Report

# Article IF Citations

9570 Molecular properties and tautomeric equilibria of isolated flavins. Journal of Computational
Chemistry, 0, , . 1.5 1

9571 Photovoltaphores: pharmacophore models for identifying metal-free dyes for dye-sensitized solar
cells. Npj Computational Materials, 2022, 8, . 3.5 4

9572 Theoretical investigation of lithium-based clusters Lin (where nâ€‰=â€‰3, 5, 7) with remarkable electronic
and frequency-dependent NLO properties. European Physical Journal Plus, 2022, 137, . 1.2 2

9573

Effects of ligands on excitation energies of
[<scp>UO<sub>2</sub>X<sub>4</sub></scp>]<sup>2âˆ’</sup> and
<scp>UO<sub>2</sub>X<sub>2</sub></scp> (XÂ =Â F, Cl) with the equationâ€•ofâ€•motion coupledâ€•cluster
theory. International Journal of Quantum Chemistry, 2022, 122, .

1.0 2

9574 Modeling of Multiresonant Thermally Activated Delayed Fluorescence Emittersâ”€Properly Accounting
for Electron Correlation Is Key!. Journal of Chemical Theory and Computation, 2022, 18, 4903-4918. 2.3 32

9575
Synthesis, thermal, solution and solid-state emission properties of
1,1-difluoro-3,6-diaryl-1H-1Î»4,8Î»4-[1,3,4]oxadiazolo[3,2-c][1,3,5,2]oxadiazaborinines. Dyes and Pigments,
2022, 206, 110568.

2.0 1

9576 Tuning the electron injection mechanism by changing the adsorption mode: the case study of Alizarin
on TiO2. Materials Today Energy, 2022, 28, 101085. 2.5 3

9577 Exchange Spin Coupling in Optically Excited States. Journal of Chemical Theory and Computation,
2022, 18, 4708-4718. 2.3 3

9578 Electronic structure and thermochemistry for monocarbides MC, MC+ and MCâˆ’ (M=Zn, Cd, Hg):
CCSD(T) and DFT works. Journal of the Indian Chemical Society, 2022, 99, 100600. 1.3 0

9579 Hydrogen bonds in mixed-solvent Au-(CH3OH)(H2O) complex: A joint experimental and theoretical
study. Chemical Physics Letters, 2022, 803, 139854. 1.2 0

9580
Development of thermoresponsive near-ultraviolet photoluminescent liquid crystals using
hexyloxy-terminated fluorinated tolane dimers connected with an alkylene spacer. Journal of
Molecular Liquids, 2022, 362, 119755.

2.3 2

9581 Synthesis, structure and reactivity of a boron-containing spirocycle carbanion. Inorganic Chemistry
Communication, 2022, 143, 109728. 1.8 0

9582 Sumanene as a delivery carrier for methimazole drug: DFT, AIM, SERS and solvent effects.
Computational and Theoretical Chemistry, 2022, 1215, 113811. 1.1 16

9583 New cadmium(II) porphyrin-based coordination dimer: Experimental and theoretic studies. Journal of
Solid State Chemistry, 2022, 314, 123364. 1.4 2

9584 Insights on the enhanced nitrogen dioxide sensing using doped boron nitride nanosheets through the
quantum chemical studies. Chemical Physics, 2022, 562, 111629. 0.9 9

9585 Enhanced interlayer coupling in twisted bilayer graphene quantum dots. Applied Surface Science, 2022,
600, 154148. 3.1 5

9586
The nonlinear optical properties and noncovalent interactions of supramolecular
Donorâˆ’acceptorâˆ’donor assemblies between molecular tweezers and fullerenes. Journal of
Luminescence, 2022, 250, 119094.

1.5 4

9587
Effect of substituent in the acceptor on optical and electronic properties of triphenylamine based
dyes: A density functional theory/time-dependent density functional theory investigation. Materials
Science in Semiconductor Processing, 2022, 150, 106935.

1.9 7



518

Citation Report

# Article IF Citations

9588
Synthesis, comparative theoretical and experimental characterization of some new 1,3,5 triazine based
heterocyclic compounds and in vitro evaluation as promising biologically active agents. Journal of
Molecular Structure, 2022, 1268, 133622.

1.8 7

9589
Insights into the photophysical properties of 2-(2â€²-hydroxyphenyl) benzazoles derivatives: Application
of ESIPT mechanism on UV absorbers. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 280, 121559.

2.0 5

9590
An extension of electron acceptor sites around Thiazolothiazole unit for evaluation of large power
conversion efficiency: A theoretical insight. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 281, 121610.

2.0 7

9591
Structural modification on Dimethoxythienothiophene based non-fullerene acceptor molecule for
construction of high-performance organic chromophores by employing DFT approach. Journal of
Physics and Chemistry of Solids, 2022, 170, 110906.

1.9 20

9592 Thermodynamic Analysis of the Hydrolysis of Borate-Based Lithium Salts by Density Functional Theory.
Journal of the Electrochemical Society, 2022, 169, 070523. 1.3 3

9593
Crystal structures, optical analysis and theoretical calculations of two thiosemicarbazide and
semicarbazide derivatives based on triphenylamine-thiophene. Journal of Molecular Structure, 2022,
1269, 133777.

1.8 0

9594
Molecular and Electronic Structure of Isolated Platinum Sites Enabled by the Expedient Measurement
of<sup>195</sup>Pt Chemical Shift Anisotropy. Journal of the American Chemical Society, 2022, 144,
13511-13525.

6.6 14

9595 Fullerenes Pose a Strain on Hybrid Density Functional Theory. Journal of Physical Chemistry A, 2022,
126, 4709-4720. 1.1 5

9596 Bucket Effect to Improve <scp>Thirdâ€•Order</scp> Nonlinear Optical Response on
<scp>Metalâ€•Heteroaromatic</scp> Compounds. Chinese Journal of Chemistry, 2022, 40, 2611-2617. 2.6 6

9597 Enhanced Optical Properties of Azaborole Helicenes by Lateral and Helical Extension. Chemistry - A
European Journal, 2022, 28, . 1.7 25

9598 Molecular design of siliconâ€•containing diazenes: absorbance of E and Z isomers in nearâ€•infrared
region. Chemistry - A European Journal, 0, , . 1.7 1

9599 Proton-coupled energy transfer in molecular triads. Science, 2022, 377, 742-747. 6.0 13

9600 Phenanthrodiazaporphyrins: 1,10-Phenanthroline-Embedded Diazaporphyrin Analogues. Bulletin of the
Chemical Society of Japan, 2022, 95, 1325-1331. 2.0 2

9601 Effect of double bond on electronic and optical properties of coelenteramide: A time-dependent
density functional theory investigation. Computational and Theoretical Chemistry, 2022, 1215, 113825. 1.1 1

9602
Physical mechanism on linear spectrum and nonlinear spectrum in double helical carbon
nanomoleculeâ€“infinitene. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2022, 282, 121674.

2.0 11

9603
A combined QTAIM/IRI topological analysis of the effect of axial/equatorial positions of NH2 and CN
substituents in the [(PY5Me2)MoO]+ complex. Journal of Molecular Graphics and Modelling, 2022, 116,
108273.

1.3 3

9604 Designing of PC<sub>31</sub>BMâ€•based acceptors for dyeâ€•sensitized solar cell. Journal of Physical
Organic Chemistry, 2023, 36, . 0.9 8

9605
Structural and magnetic characterization of mixed-valence vanadium (IV/V) complex with
{(VO)2(Âµâ€’O)}3+ core: Theoretical and experimental insights. Journal of Molecular Structure, 2022, 1269,
133805.

1.8 8



519

Citation Report

# Article IF Citations

9606 Molecular Electrides: An In Silico Perspective. ChemPhysChem, 2022, 23, . 1.0 4

9607 Development of photoluminescent liquid-crystalline dimers bearing two fluorinated tolane-based
luminous mesogens. Journal of Molecular Liquids, 2022, 363, 119884. 2.3 7

9608 Copper complexes of strongly electron rich and deficient salen ligands. Inorganica Chimica Acta,
2022, 542, 121106. 1.2 4

9609 Polarity effects on the optical responses of some biologically active molecules with different
substituents. Journal of Molecular Structure, 2022, 1269, 133787. 1.8 0

9610 Physical Mechanism of Fluorescence and Chirality of Functionalized Graphene Quantum Dots. Journal
of Physical Chemistry C, 2022, 126, 12845-12859. 1.5 18

9611 Different Positions of Cyano Substitution Controlled Directionality of Esipt Processes with Two
Asymmetric Proton Acceptors System: A Td-Dft Study. SSRN Electronic Journal, 0, , . 0.4 0

9612 Effect of Bridging on D-Ï€-D Structures for Efficient Use in Organic Electronic Devices: DFT
Investigation. , 2022, , . 1

9613 Computational Exploration of the Synergistic Anticancer Effect of a Multi-Action Ru(II)â€“Pt(IV)
Conjugate. Inorganic Chemistry, 2022, 61, 12903-12912. 1.9 9

9614 Localized orbital scaling correction for periodic systems. Physical Review B, 2022, 106, . 1.1 3

9615 Enhanced Removal of Bordeaux B and Red G Dyes Used in Alpaca Wool Dying from Water Using
Iron-Modified Activated Carbon. Water (Switzerland), 2022, 14, 2321. 1.2 1

9616 Recent Advances in Cartesian-Grid DFT in Atoms and Molecules. Frontiers in Chemistry, 0, 10, . 1.8 0

9617 A Density Functional Theory and Information-Theoretic Approach Study of Interaction Energy and
Polarizability for Base Pairs and Peptides. Pharmaceuticals, 2022, 15, 938. 1.7 9

9618 The Complexation between Siloxane Species and Methylsiloxane: Electronic Structure,
Thermodynamic, and Interaction Characteristics. ChemistrySelect, 2022, 7, . 0.7 0

9619 TD-DFT investigation on anion recognition mechanism of anthraldehyde-based fluorescent
thiosemicarbazone derivatives. Journal of Molecular Modeling, 2022, 28, . 0.8 0

9620 Unexpected steric hindrance failure in the gas phase Fâˆ’ + (CH3)3CI SN2 reaction. Nature
Communications, 2022, 13, . 5.8 23

9621 On the planarity of benzyl cyanide. Journal of Molecular Spectroscopy, 2022, 388, 111685. 0.4 3

9622 New designed push-pull organic dyes based on the conjugated Ï€-spacers forÂ application in
dye-sensitized solar cells: a computational chemistry study. Bulletin of Materials Science, 2022, 45, . 0.8 5

9623 Solvent Effects on Ultrafast Charge Transfer Population: Insights from the Quantum Dynamics of
Guanineâ€•Cytosine in Chloroform. Chemistry - A European Journal, 2022, 28, . 1.7 4



520

Citation Report

# Article IF Citations

9624 Intramolecular force field for carboxylate Pt(II)-complexes. Theoretical Chemistry Accounts, 2022, 141,
. 0.5 1

9625
Accurate Calculation of Excited-State Absorption for Small-to-Medium-Sized Conjugated Oligomers:
Multiconfigurational Treatment vs Quadratic Response TD-DFT. Journal of Chemical Theory and
Computation, 2022, 18, 5449-5458.

2.3 1

9626 Structure and Vibrational Spectra of Pyridine Solvated Solid Bis(Pyridine)silver(I) Perchlorate,
[Agpy2ClO4]Â·0.5py. Inorganics, 2022, 10, 123. 1.2 2

9627
Experimental and theoretical studies of the influence of alkyl groups on the photovoltaic properties
of (E)-6-((2, 3-dihydroxylnaphthalene)diazenyl)-1H-benzoisoquinoline-1,3-dione-based organic solar cell.
Journal of Molecular Modeling, 2022, 28, .

0.8 14

9628 Evaluating Znâ€•Porphyrinâ€•Based Nearâ€•IRâ€•Sensitive Nonâ€•Fullerene Acceptors for Efficient Panchromatic
Organic Solar Cells. ChemistryOpen, 2022, 11, . 0.9 5

9629
Cyclized oligomer of tetracyanoquinodimethane-tetrathiafulvalene (TCNQ-TTF): a versatile
macrocyclic molecule by DFT calculations. Journal of Inclusion Phenomena and Macrocyclic
Chemistry, 2022, 102, 751-761.

0.9 2

9630 New Organicâ€“Inorganic Salt Based on Fluconazole Drug: TD-DFT Benchmark and Computational
Insights into Halogen Substitution. International Journal of Molecular Sciences, 2022, 23, 8765. 1.8 8

9631 Benchmarking time-dependent density functional theory for singlet excited states of thermally
activated delayed fluorescence chromophores. Physical Review Research, 2022, 4, . 1.3 10

9632 Investigation of the Geometric and Spectroscopic Properties of Four Twisted Triphenylpyridinium
Donorâ€“Acceptor Dyes. Journal of Physical Chemistry A, 0, , . 1.1 1

9633 External electric field-dependent photoinduced charge transfer in non-fullerene organic solar cells.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2023, 284, 121763. 2.0 3

9635 Synthesis and biological activity of waltherione Fâ€•derived diamide derivatives containing
<scp>4â€•quinolone</scp> group. Journal of Heterocyclic Chemistry, 0, , . 1.4 2

9636 Benefits of Range-Separated Hybrid and Double-Hybrid Functionals for a Large and Diverse Data Set of
Reaction Energies and Barrier Heights. Journal of Physical Chemistry A, 2022, 126, 5492-5505. 1.1 11

9637 Blending the Optical and Redox Properties of Oligoynes and Boron Difluoride Formazanates.
Angewandte Chemie, 0, , . 1.6 0

9638 Design of new hole transport materials based on triphenylamine derivatives using different Ï€-linkers
for the application in perovskite solar cells. A theoretical study. Frontiers in Chemistry, 0, 10, . 1.8 4

9639 DFT-1/2 and shell DFT-1/2 methods: electronic structure calculation for semiconductors at LDA
complexity. Journal of Physics Condensed Matter, 2022, 34, 403001. 0.7 17

9640 DFT and TD-DFT Study of the Chemical Effect in the SERS Spectra of Piperidine Adsorbed on Silver
Colloidal Nanoparticles. Nanomaterials, 2022, 12, 2907. 1.9 4

9641 Physical Mechanisms of Intermolecular Interactions and Cross-Space Charge Transfer in Two-Photon
BDBT-TCNB Co-Crystals. Nanomaterials, 2022, 12, 2757. 1.9 3

9642 Designing Magnetic Superalkalis with Extremely Large Nonlinear Optical Responses. Organometallics,
2022, 41, 2406-2414. 1.1 1



521

Citation Report

# Article IF Citations

9643 Unveiling the effect of 2D silagraphene structural diversity on electronic properties: DFT, DOS, and
ELF studies. Journal of Molecular Modeling, 2022, 28, . 0.8 0

9644 Efficient simulation of resonance Raman spectra with tight-binding approximations to density
functional theory. Journal of Chemical Physics, 2022, 157, 084104. 1.2 1

9645 Towards the description of charge transfer states in solubilised LHCII using subsystem DFT.
Photosynthesis Research, 2023, 156, 39-57. 1.6 4

9646 Density Functional Response Calculations of Dispersion Coefficients <i>C</i><sub>6</sub> and
<i>C</i><sub>9</sub> of Closed- and Open-Shell Systems. Journal of Physical Chemistry A, 0, , . 1.1 0

9647
Investigating the Role of Novel Benzotrithiophene-Based Bat-Shaped Non-Fullerene Acceptors for High
Performance Organic Solar Cells. Journal of Computational Biophysics and Chemistry, 2022, 21,
981-998.

1.0 8

9648 Plasmonic hybridization properties in polyenes octatetraene molecules based on theoretical
computation. Chinese Physics B, 2023, 32, 037102. 0.7 1

9649 Blending the Optical and Redox Properties of Oligoynes and Boron Difluoride Formazanates.
Angewandte Chemie - International Edition, 2022, 61, . 7.2 5

9650 Three-branched coumarin derivatives for two-photon uncaging. How does branching influence the
efficacy?. Dyes and Pigments, 2022, 207, 110656. 2.0 1

9651 Tetrathiafulvalene Derivatives as Hole-Transporting Materials in Perovskite Solar Cell. Journal of
Physical Chemistry A, 2022, 126, 5079-5088. 1.1 5

9652
The impact of optical excitation on the binding in complexes of the cationic gold dimer:
Au2+N2${m{Au}_{2}^{+}} {m{N}_{2}} $ and Au2+N2O${m{Au}_{2}^{+}} {m{N}_{2}{m{O}}} $.
Natural Sciences, 2023, 3, .

1.0 0

9653 Excited state processes in nitrile-substituted 2-(oxazolinyl)-phenols in gas and implicit solvents: A
computational study. Chemical Physics Letters, 2022, 806, 139969. 1.2 1

9654 An optimally tuned range-separated hybrid starting point for <i>ab initio</i> GW plus Betheâ€“Salpeter
equation calculations of molecules. Journal of Chemical Physics, 2022, 157, 074103. 1.2 14

9655 Ligand Coverage and Exciton Delocalization Control Chiral Imprinting in Perovskite Nanoplatelets.
Journal of Physical Chemistry C, 2022, 126, 15986-15995. 1.5 7

9656
Nonlinear optical properties <scp>DFT</scp> calculations of polyacethylene and copolymers models
substituted with aldimines chromophores as side chains. Journal of Computational Chemistry, 2022,
43, 1701-1718.

1.5 2

9657 Consecutive Multicomponent Coupling-Addition Synthesis and Chromophore Characteristics of
Cyclohexene-Embedded Merocyanines and Cyanines. Photochem, 2022, 2, 672-693. 1.3 2

9658 Fully zwitterionic diaminobenzoquinonediimines promoted by cyanoaromatic N-substituents. Dyes and
Pigments, 2022, 206, 110681. 2.0 3

9659 Self-adaptive real-time time-dependent density functional theory for x-ray absorptions. Journal of
Chemical Physics, 2022, 157, . 1.2 6

9660 Accurate Non-Adiabatic Couplings from Optimally-Tuned Range-Separated Hybrid Functionals. Journal
of Chemical Physics, 0, , . 1.2 3



522

Citation Report

# Article IF Citations

9661

Vibronic fine structure in the nitrogen <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mn>1</mml:mn><mml:mi>s</mml:mi></mml:mrow></mml:math>
photoelectron spectra of molecules from Franck-Condon simulations: Azines. Physical Review A, 2022,
106, .

1.0 4

9662 Spirothienoquinoline-based acceptor molecular systems for organic solar cell applications: DFT
investigation. Journal of Molecular Modeling, 2022, 28, . 0.8 0

9663 Theoretical investigation on the sensing mechanism of a fluorescent probe 3TBN for cyanide anion
detection. Computational and Theoretical Chemistry, 2022, 1215, 113837. 1.1 2

9664 Quantum chemical design of near-infrared retinal-based pigments and evaluating their
vibronic/electronic properties. Computational and Theoretical Chemistry, 2022, 1215, 113835. 1.1 0

9665
Theoretical insights into the nature of the bonding between carbon monoxide and iron(II)
phthalocyanine: How do QTAIM descriptors change as a function of the Feâ€“CO distance?. Chemical
Physics Letters, 2022, 804, 139901.

1.2 1

9666 Excited state intramolecular proton transfer and topography of conical intersection of aromatic
hydrazone Schiff bases. Chemical Physics Letters, 2022, 805, 139954. 1.2 1

9667 pH indicator and rotary fluorescent properties of the Sn(IV)-octaetylporphyrin-(BODIPY)2 triad.
Inorganica Chimica Acta, 2022, 542, 121150. 1.2 4

9668
Does the change in the length of the alkyl chain bring us closer to the compounds with the expected
photophysical and biological properties? â€“ Studies based on D-Ï€-D-A imidazole-phenothiazine system.
Journal of Molecular Liquids, 2022, 365, 120076.

2.3 4

9669 Natamycin sequesters ergosterol and interferes with substrate transport by the lysine transporter
Lyp1 from yeast. Biochimica Et Biophysica Acta - Biomembranes, 2022, 1864, 184012. 1.4 10

9670 Transition metals of arene derivatives with functionalized ionic liquid: DFT investigation, biological
applications and electrochemical behavior of complexes. Inorganica Chimica Acta, 2022, 542, 121142. 1.2 2

9671 DFT study of super-halogen (Al7) doped carbon nitride (C2N) and its nonlinear optical properties.
Journal of Molecular Structure, 2022, 1270, 133910. 1.8 4

9672
Upon DFT-D3 dispersion correction and ECD spectral confirmation, only several conformers can
stably coexist for three fungal cycloaspeptides (A, D, G). Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 283, 121710.

2.0 5

9673

Synthesis, and characterization of palladium(II) and platinum(II) complexes with
Î±â€‘hydroxy[1-(2-ethoxyethyl) piperidin-4-yl]phosphonate and use of the palladium(II) complex as
pre-catalyst in Suzuki-Miyaura cross-coupling reactions. Journal of Molecular Structure, 2022, 1270,
133912.

1.8 2

9674 A conjugated polymer with Electron-withdrawing cyano group enables for flexible asymmetric
electrochromic supercapacitors. Chemical Engineering Journal, 2022, 450, 138386. 6.6 20

9675
Synthesis, photophysical, electrochemical and computational investigation of dimethine and
trimethine cyanine-based dyes. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 433,
114189.

2.0 6

9676 Synthesis, characterization and theoretical calculations of four chiral schiff base materials for
second harmonic generation applications. Journal of Molecular Structure, 2022, 1269, 133868. 1.8 2

9677 Photoinduced electron transfer in triazole-bridged donor-acceptor dyads â€“ A critical perspective.
Coordination Chemistry Reviews, 2022, 472, 214764. 9.5 7

9678 Experimental and computational studies on transition metals interaction with Leucine and Isoleucine.
Journal of Molecular Structure, 2022, 1270, 133862. 1.8 0



523

Citation Report

# Article IF Citations

9679 Molecular modelling of ionic liquids: General guidelines on fixed-charge force fields for balanced
descriptions. Journal of Ionic Liquids, 2022, 2, 100043. 1.0 13

9680
A coumarin coupled electron donor-acceptor dyad for cascade detection of aluminium ions and
explosive nitroaromatic compounds. Journal of Photochemistry and Photobiology A: Chemistry, 2022,
433, 114168.

2.0 7

9681 Insights into CQDs-doped perylene diimide photocatalysts for the degradation of naproxen. Chemical
Engineering Journal, 2023, 451, 138571. 6.6 15

9682
Mechanisms for the Deactivation of the Electronic Excited States of
Î±-(2-Hydroxyphenyl)-<i>N</i>-phenylnitrone: From Intramolecular Proton and Charge Transfer to
Structure Twisting and Aggregation. Journal of Physical Chemistry B, 2022, 126, 7373-7384.

1.2 4

9683 Encapsulated layer induces boundary effect and twist angle adjust absorption in h-BN/graphene/h-BN
heterostructure. Materials Research Express, 2022, 9, 095004. 0.8 0

9684 Theoretical study of the Meisenheimer and charge-transfer complexes formed upon colorimetric
determination of nitroaromatic explosives. FirePhysChem, 2022, , . 1.5 1

9685 Bipolar tetraphenylsilane-based host molecules for blue phosphorescence. Dyes and Pigments, 2022,
206, 110684. 2.0 0

9686

Giant quantum anharmonic effects on the stability, vibrational and optical properties of
cyclo[<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si1.svg"><mml:mrow><mml:mn>4</mml:mn><mml:mi>n</mml:mi><mml:mo
linebreak="goodbreak">+</mml:mo><mml:mn>2</mml:mn></mml:mrow></mml:math>]carbon. Carbon
Trends, 2022, 9, 100207.

1.4 2

9687 Novel adamantane substituted polythiophenes as competitors to Poly(3-Hexylthiophene). Polymer,
2022, 258, 125274. 1.8 0

9688 Evaluating the photoelectric performance of D-Ï€-A dyes with different Ï€-conjugated bridges for
DSSCs. Chemical Physics Letters, 2022, 806, 140035. 1.2 6

9689 Assessment of seventeen density functionals to estimate the global reactivity of C20 in the framework
of the conceptual density functional theory. Chemical Physics Letters, 2022, 806, 140005. 1.2 1

9690 DFT molecular modeling of A2-D-A1-D-A2 type DF-PCIC based small molecules acceptors for organic
photovoltaic cells. Chemical Physics Letters, 2022, 806, 140026. 1.2 17

9691 Impact of an ortho-cyano group on photophysical properties and performance of OLEDs based on
D-Aâ€“A type pyrazine push-pull system. Dyes and Pigments, 2022, 207, 110716. 2.0 4

9692 Axial complexes of Sn(IV)-tetra(4-sulfophenyl)porphyrin with azorubine in aqueous media: Fluorescent
probes of local viscosity and pH indicators. Journal of Molecular Liquids, 2022, 366, 120277. 2.3 2

9693
Synthesis and performance of two ecofriendly epoxy resins as a highly efficient corrosion inhibition
for carbon steel in 1Â M HCl solution: DFT, RDF, FFV and MD approaches. Chemical Physics Letters, 2022,
806, 139995.

1.2 29

9694 A computational mechanistic study of the hydrolytic degradation of three common pyrethroid
insecticides. Computational and Theoretical Chemistry, 2022, 1217, 113870. 1.1 2

9695 A benzothiadiazole-based colorimetric chemosensor for detecting Cu2+ and sequential H2S in
practical samples. Inorganica Chimica Acta, 2022, 543, 121180. 1.2 9

9696 Designing and theoretical characterization of D-Ï€-A1-Ï€-A2 typed organic small molecule donor
materials. Materials Science in Semiconductor Processing, 2022, 152, 107097. 1.9 3



524

Citation Report

# Article IF Citations

9697 Adsorption of trivalent and pentavalent arsenic ions from the aqueous stream using natural Bombax
ceiba fibers: Insights from density functional theory calculations. , 2022, 3-4, 100012. 0

9698 Synthesis, crystal structure, vibrational studies, optical properties and DFT calculation of a new Bi(III)
halide complex: (C9H14N3)4[Bi2Cl11][BiCl6].4H2O. Journal of Solid State Chemistry, 2022, 316, 123572. 1.4 1

9699 Unveiling the molecular mechanism of spiropyran-based receptors toward cyanide sensing: A
theoretical study. Materials Today Communications, 2022, 33, 104346. 0.9 0

9700
Synthesis and spectral properties of novel series of fluorene-based azo dyes containing thiazole
scaffold: Studying of the solvent and substituent effect on absorption spectra. Journal of Molecular
Structure, 2023, 1271, 134002.

1.8 7

9701
Solvent controlled excited state intramolecular proton transfer (ESIPT) behavior and luminescent
property of a novel phthalimide-based fluorophore: A TD-DFT Study. Journal of Molecular Structure,
2023, 1272, 134123.

1.8 5

9702 Tetrahydroxyphthalocyanine as a potential nonlinear optical material. Journal of Molecular
Structure, 2023, 1271, 134046. 1.8 1

9703 Cyclo[18]carbonâ€•A new class of electron acceptor for organic solar cells applications. Journal of
Molecular Structure, 2023, 1271, 134025. 1.8 4

9704 Density-functional theory. , 2023, , 27-65. 0

9705 The resolution-<i>vs.</i>-accuracy dilemma in machine learning modeling of electronic excitation
spectra. , 2022, 1, 689-702. 4

9706 Spin engineering of triangulenes and application for nano nonlinear optical materials design. Physical
Chemistry Chemical Physics, 2022, 24, 18529-18542. 1.3 6

9707 First hyperpolarizability of water in bulk liquid phase: long-range electrostatic effects included
<i>via</i> the second hyperpolarizability. Physical Chemistry Chemical Physics, 2022, 24, 19463-19472. 1.3 4

9708
Mechanism of photo-induced ring-opening reaction in benzothiazolinic spiropyran BTSPâ€“X1â€“3 (X1â€“3 =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 307 Td (NO2, OMe, and NH2) derivatives in gas and solvent media: A TDâ€“CAMâ€“B3LYP study. New Journal of

Chemistry, 0, , .
1.4 0

9709 Complex Structures, Formation Thermodynamics and Substitution Reaction Kinetics in the Copper(Ii) â€“
Glycylglycyl-L-Tyrosine â€“ L/D-Histidine Systems. SSRN Electronic Journal, 0, , . 0.4 0

9710 Theoretical studies on the effects of Ï€-bridge engineering on the photoelectric performance of Y6.
New Journal of Chemistry, 2022, 46, 19963-19974. 1.4 1

9711
Synthesis and computationally assisted spectroscopic study of tautomerism in
3-(phenyl(2-arylhydrazineylidene)methyl)quinoxalin-2(1<i>H</i>)-ones. New Journal of Chemistry, 2022,
46, 17889-17902.

1.4 5

9712 Realization of switching between TADF and HLCT emissions through modulation of the
intramolecular charge transfer character. Journal of Materials Chemistry C, 2022, 10, 13124-13136. 2.7 8

9713 Pericyclic reaction benchmarks: hierarchical computations targeting CCSDT(Q)/CBS and analysis of
DFT performance. Physical Chemistry Chemical Physics, 2022, 24, 18028-18042. 1.3 14

9714 Isoelectronic Pt(II) Complexes of Cyclometalating C^N^N Ligands with Phenyl/(Benzo)thiophenyl and
Pyridyl/(Benzo)thiazolyl Moieties. Dalton Transactions, 0, , . 1.6 2



525

Citation Report

# Article IF Citations

9715 Molecular strategy towards ROMP-derived hyperbranched poly(olefin)s featuring various Ï€-bridged
perylene diimides. Polymer Chemistry, 0, , . 1.9 0

9716 Suppression of reversible photocyclization reaction induced fluorescence enhancement: a
theoretical study. Physical Chemistry Chemical Physics, 2022, 24, 25487-25494. 1.3 5

9717 Dithia[9]helicenes: Molecular design, surface imaging, and circularly polarized luminescence with
enhanced dissymmetry factors. Journal of Materials Chemistry C, 2022, 10, 14306-14318. 2.7 14

9718 Photovoltaic properties of hole transport materials for organic solar cell (OSC) applications:
physiochemical insight and in silico designing. Australian Journal of Chemistry, 2022, 75, 399-411. 0.5 4

9719
A theoretical study on the donor ability adjustment of tris(2,4,6-trichlorophenyl)methyl-triarylamine
(TTM-TPA) radicals aiming to develop better organic luminescent materials. New Journal of Chemistry,
2022, 46, 16325-16332.

1.4 5

9720 Synthesis, photophysical and nonlinear optical properties of pushâ€“pull tetrazoles. RSC Advances,
2022, 12, 22331-22341. 1.7 1

9721 Magnetic response properties of carbon nano-onions. Physical Chemistry Chemical Physics, 2022, 24,
22487-22496. 1.3 5

9722 Accurate computed singletâ€“triplet energy differences for cobalt systems: implication for two-state
reactivity. Physical Chemistry Chemical Physics, 2022, 24, 21841-21852. 1.3 5

9723 Redox-switchable hostâ€“guest complexes of metallocenes and [8]cycloparaphenylene. Nanoscale, 2022,
14, 14276-14285. 2.8 6

9724 Kinetics and mechanism of sequential ring methyl Câ€“H activation in cyclopentadienyl
rhodium(<scp>iii</scp>) complexes. Dalton Transactions, 2022, 51, 16070-16081. 1.6 2

9725
Toward highly efficient hyperfluorescence-based emitters through excited-states alignment using
novel optimally tuned range-separated models. Physical Chemistry Chemical Physics, 2022, 24,
23718-23736.

1.3 2

9726 Ruthenium phthalocyanines in nitric oxide modulation and singlet oxygen release: Selectivity and
cytotoxic effect on cancer cell lines. Advances in Inorganic Chemistry, 2022, , . 0.4 2

9727 Engineering of W-shaped benzodithiophenedione-based small molecular acceptors with improved
optoelectronic properties for high efficiency organic solar cells. RSC Advances, 2022, 12, 21801-21820. 1.7 12

9728 Symmetry-driven diastereoselective functionalization of simple trianglamine. Organic and
Biomolecular Chemistry, 2022, 20, 7216-7220. 1.5 1

9729 Design New Organic Material Based on Indandione as an Electron Acceptor for High Performance
Solar Cells. â€Žâ€Ž. SSRN Electronic Journal, 0, , . 0.4 0

9730 Cytotoxicity of <i>fac</i>-Mn(CO)<sub>3</sub> complexes with a bidentate quinoline ligand towards
triple negative breast cancer. Dalton Transactions, 2022, 51, 14041-14048. 1.6 4

9731 Solvent-free photochemical decomposition of sulfur hexafluoride by phosphines: formation of
difluorophosphoranes as versatile fluorination reagents. Green Chemistry, 0, , . 4.6 2

9732
Impact of various heterocyclic Ï€-linkers and their substitution position on the opto-electronic
attributes of the Aâ€“Ï€â€“Dâ€“Ï€â€“A type IECIO-4F molecule: a comparative analysis. RSC Advances, 2022, 12,
20792-20806.

1.7 22



526

Citation Report

# Article IF Citations

9733 <i>E</i>/<i>Z</i> photoisomerization pathway in pristine and fluorinated di(3-furyl)ethenes. Physical
Chemistry Chemical Physics, 2022, 24, 23749-23757. 1.3 1

9734 Non-Aufbau orbital ordering and spin density modulation in high-spin donorâ€“acceptor conjugated
polymers. Physical Chemistry Chemical Physics, 2022, 24, 23699-23711. 1.3 4

9735 Excited state dynamics of a spontaneously generated TTF radical cation inside a water-soluble
nanocage. Physical Chemistry Chemical Physics, 2022, 24, 18635-18644. 1.3 0

9736 On the origin of the inverted singletâ€“triplet gap of the 5th generation light-emitting molecules.
Physical Chemistry Chemical Physics, 2022, 24, 18713-18721. 1.3 23

9737 Size-dependent properties and unusual reactivity of novel nonplanar heterocycloarenes. Chemical
Science, 2022, 13, 11174-11182. 3.7 5

9738 Light-driven reduction of CO<sub>2</sub>: thermodynamics and kinetics of hydride transfer
reactions in benzimidazoline derivatives. Physical Chemistry Chemical Physics, 2022, 24, 20357-20370. 1.3 3

9739 Excited-state photochemistry dynamics of 2-(1-naphthyl) phenol: electronic structure calculations
and non-adiabatic dynamics simulations. Physical Chemistry Chemical Physics, 2022, 24, 21358-21366. 1.3 2

9740
A novel acid-controlled second-order nonlinear optical switch based on
dimethyldihydropyrene/cyclophanediene photoswitch. Journal of Materials Chemistry C, 2022, 10,
12338-12349.

2.7 4

9741
Molecular electrostatic potential as a general and versatile indicator for electronic substituent
effects: statistical analysis and applications. Physical Chemistry Chemical Physics, 2022, 24,
25740-25752.

1.3 11

9742 On the non-existence of a square-planar pentaiodide coordination complex
I(<scp>i</scp>)<sub>4</sub><sup>âˆ’</sup>. Dalton Transactions, 2022, 51, 14182-14189. 1.6 0

9743 Using diketopyrrolopyrroles to stabilize double excitation and control internal conversion. Physical
Chemistry Chemical Physics, 2022, 24, 23279-23288. 1.3 2

9744 Charge transfer regulated by domain differences between host and guest donors in ternary organic
solar cells. Journal of Materials Chemistry A, 2022, 10, 22477-22487. 5.2 4

9745 Triphenyl Borate as an Effective Film-Modification Additive for Regulating the Solid Electrolyte
Interphase Formed on Graphite and Silicon Based Anode. SSRN Electronic Journal, 0, , . 0.4 0

9746
Theoretical insights into the central â€œacceptorâ€• bridge function on the whole visible light and
near-infrared emission in tetraphenylpyrazine-based luminogens. New Journal of Chemistry, 2022, 46,
16932-16940.

1.4 3

9747 Octa-coordination in complexes of lanthanides with N2 confirmed by matrix-isolation IR spectroscopy
and DFT calculations. Journal of Molecular Structure, 2023, 1272, 134222. 1.8 3

9748
Coexistence of ground and excited state intramolecular proton transfer of the Schiff base
2-((E)-(naphthalene-3-ylimino)-methyl)phenol: A combined experimental and computational study.
Journal of Photochemistry and Photobiology A: Chemistry, 2023, 435, 114296.

2.0 2

9749 Wave Packet Calculation of Absolute UV Cross Section of Criegee Intermediates. Journal of Physical
Chemistry A, 2022, 126, 6080-6090. 1.1 2

9750
Designing of Difluorobenzene Based Donor Molecules with Efficient Photovoltaic Properties
towards High Performance Organic Solar Cells. Russian Journal of Physical Chemistry A, 2022, 96,
1817-1827.

0.1 3



527

Citation Report

# Article IF Citations

9751 Synthesis and Strong Solvatochromism of Push-Pull Thienylthiazole Boron Complexes. Molecules,
2022, 27, 5510. 1.7 4

9752
Zinc oxide nanoclusters and their potential application as <scp>CH<sub>4</sub></scp> and
<scp>CO<sub>2</sub></scp> gas sensors: Insight from <scp>DFT</scp> and <scp>TDâ€•DFT</scp>. Journal
of Computational Chemistry, 2022, 43, 1839-1847.

1.5 11

9753
Understanding the Interaction between Polybutadiene and Alumina via Density Functional Theory
Calculations and Machine-Learned Atomistic Simulations. Journal of Physical Chemistry C, 2022, 126,
16792-16803.

1.5 5

9754 Halogen-atom and group transfer reactivity enabled by hydrogen tunneling. Science, 2022, 377,
1323-1328. 6.0 46

9755 Accurate Vertical Excitation Energies of BODIPY/Aza-BODIPY Derivatives from Excited-State Mean-Field
Calculations. Journal of Physical Chemistry A, 0, , . 1.1 5

9756 Probing the effect of molecular structure saddling on ultrafast charge migration via time-resolved
x-ray diffraction. Physical Review A, 2022, 106, . 1.0 2

9757
Electronic and Vibrational Manifold of Tetracyanoethyleneâ€“Chloronaphthalene Charge Transfer
Complex in Solution: Insights from TD-DFT and Ab Initio Molecular Dynamics. Journal of Physical
Chemistry A, 2022, 126, 7179-7192.

1.1 5

9758 Experimental and theoretical study of optical properties of pyrromethene (PMâ€•597) laser dye in binary
ecoâ€•friendly solvent. Journal of Physical Organic Chemistry, 2023, 36, . 0.9 2

9759 Predicting and Designing Thermally Activated Delayed Fluorescence Molecules with Balanced
Î”<i>E</i><sub>ST</sub> and Transition Dipole Moment. Advanced Theory and Simulations, 2022, 5, . 1.3 5

9760 Mechanistic insight into the tautomerization of histidine initiated by water-catalyzed Nâ€“H and Câ€“H
cleavages. Journal of Molecular Modeling, 2022, 28, . 0.8 1

9761 Toxicity of Silver Nanoparticles Supported by Surface-Modified Zirconium Dioxide with
Dihydroquercetin. Nanomaterials, 2022, 12, 3195. 1.9 2

9762
Multiconfigurational SCF and Short-Range DFT Combined with Polarizable Density Embedding:
Comparison of Linear-Response and State-Specific Solvatochromic Shifts of Acrolein and
<i>Para</i>-nitrophenolate in Water. Journal of Chemical Theory and Computation, 2022, 18, 6231-6239.

2.3 2

9763
The performance of exchangeâ€”correlation functionals in describing electron density parameters of
saddle point structures along chemical reactions. Journal of Computational Chemistry, 2022, 43,
1830-1838.

1.5 1

9764 Aromaticity study of singletâ€• and tripletâ€•state corannulene dianion and dication. Journal of Physical
Organic Chemistry, 0, , . 0.9 2

9765
Electronic structures and photophysical properties of carbazole and thiophene based organic
compounds used as holeâ€•injecting layer for organic lightâ€•emitting diodes ( <scp>OLEDs</scp> ).
Canadian Journal of Chemical Engineering, 0, , .

0.9 1

9766 Excitedâ€•State Intramolecular Chargeâ€•Transfer Dynamics in 4â€•Dimethylaminoâ€•4â€²â€•cyanodiphenylacetylene: An
Ultrafast Raman Loss Spectroscopic Perspective. ChemPhotoChem, 2022, 6, . 1.5 2

9767
The charge-transfer states and excitation energy transfers of halogen-free organic molecules from
first-principles many-body Greenâ€™s function theory. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2023, 286, 121925.

2.0 1

9768 Trajectory Surface Hopping for a Polarizable Embedding QM/MM Formulation. Journal of Physical
Chemistry A, 2022, 126, 6780-6789. 1.1 6



528

Citation Report

# Article IF Citations

9770 Isolation of cyclohumulanoids from Daedaleopsis tricolor and their biosynthesis based on in silico
simulations. Tetrahedron, 2022, 123, 133006. 1.0 1

9771 Fundamental Properties of Hydrogen-Functionalized GaSe Monolayer. ACS Omega, 2022, 7, 34868-34876. 1.6 1

9772 A DFT Study on the Excited Electronic States of Cyanopolyynes: Benchmarks and Applications.
Molecules, 2022, 27, 5829. 1.7 3

9773 Synthesis and Structural Diversification of CPL Active, Helically Chiral â€˜Confusedâ€™ N,N,O,Câ€•BODIPYs.
ChemPhotoChem, 0, , . 1.5 0

9774 Highâ€•Quality Cs<sub>3</sub>Cu<sub>2</sub>I<sub>5</sub> Singleâ€•Crystal is a Fastâ€•Decaying
Scintillator. Advanced Optical Materials, 2022, 10, . 3.6 19

9775 Self-Assembled Oligothiophenes for Photocatalytic Hydrogen Production and Simultaneous Organic
Transformation. ACS Applied Nano Materials, 2022, 5, 14746-14758. 2.4 3

9776
Volumetric, Compressibility, Spectroscopic, and Theoretical Evaluation of Interactions between
Caffeine and Ethanolammonium Butyrate in Aqueous Solutions. Journal of Chemical &amp; Engineering
Data, 2022, 67, 2920-2930.

1.0 4

9777
Pyramid-Like Au<sub>2</sub>-CNC under an External Electric Field: Charge Transfer, UVâ€“Vis
Absorption Spectra, and Nonlinear Optical Property. Journal of Physical Chemistry C, 2022, 126,
16236-16242.

1.5 4

9778 Thorough Understanding of Bioluminophore Production in Bacterial Bioluminescence. Journal of
Physical Chemistry A, 2022, 126, 6604-6616. 1.1 3

9779 Niobium and Tantalum Halocyanide Clusters: The Complete Family. Inorganic Chemistry, 0, , . 1.9 2

9780 Deciphering the role of (anti)aromaticity in cofacial excimers of linear acenes. Journal of Physical
Organic Chemistry, 2023, 36, . 0.9 4

9781
Spinâ€“Orbit Coupling Calculation Combined with the Reference Interaction Site Model Self-Consistent
Field Explicitly Including Constrained Spatial Electron Density Distribution. Journal of Chemical
Theory and Computation, 2022, 18, 6043-6051.

2.3 3

9782 Density functionals for core excitations. Journal of Chemical Physics, 2022, 157, . 1.2 1

9783 Exploring the Photophysics of a Zn<sup>2+</sup> Fluorescence Sensor and Its Sensing Mechanism.
Journal of Physical Chemistry A, 2022, 126, 6124-6134. 1.1 0

9784 Reduction of Substituted Benzo-Fused Cyclic Sulfonamides with Mg-MeOH: An Experimental and
Computational Study. Journal of Organic Chemistry, 2022, 87, 12087-12095. 1.7 2

9785 Atomic Group Decomposition of Charge Transfer Excitation Global Indexes. Journal of Physical
Chemistry A, 2022, 126, 6314-6328. 1.1 1

9786
Environmental Control of the Magnetic Behavior of Transition Metal Complexes: Density Functional
Theory Study of Zeolite Y Embedded Complexes [M(bpy)<sub>3</sub>]<sup>2+</sup>@Y (M =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 97 Td (Fe<sup>2+</sup>, Co<sup>2+</sup>). Journal of Physical Chemistry A, 2022, 126, 6221-6235.1.1 1

9787 In the quest of HÃ¼ckelâ€•HÃ¼ckel and HÃ¼ckelâ€•Baird double aromatic tropylium (tri)cation and anion
derivatives. Journal of Physical Organic Chemistry, 0, , . 0.9 3



529

Citation Report

# Article IF Citations

9788 Size-dependent adsorption performance of ZnO nanoclusters for drug delivery applications.
Structural Chemistry, 2023, 34, 1061-1071. 1.0 9

9789 Mechanism and the Origins of Periselectivity in Cycloaddition Reactions of Benzyne with Dienes.
Journal of Organic Chemistry, 2022, 87, 12954-12962. 1.7 4

9790 Monolayer Silicon Carbide as an Efficient Adsorbent for Volatile Organic Compounds: An Ab Initio
Approach. Silicon, 0, , . 1.8 4

9791 Theoretical studies on the mechanism, kinetics, and degradation pathways of auxin mimic herbicides by
â€¢OH radical in aqueous media. Structural Chemistry, 0, , . 1.0 1

9792 Modeling Absorption and Emission Spectroscopies of Symmetric and Asymmetric Azaoxahelicenes in
Vacuum and Solution. Journal of Physical Chemistry A, 2022, 126, 6467-6472. 1.1 6

9793 Charge-Transfer Luminescence in a Molecular Donorâ€“Acceptor Complex: Computational Insights.
Journal of Physical Chemistry Letters, 2022, 13, 8755-8760. 2.1 4

9794 Investigation of the Electronic Structure and Optical Spectra of Uranium (IV), (V), and (VI) Complexes
Using Multiconfigurational Methods. Journal of Physical Chemistry A, 2022, 126, 6059-6066. 1.1 0

9795 Reaction Pathways of Diplatinum Complexes Bearing a Phenylpropeneâ€• Derived Ï€/Ïƒâ€•Chelator with
Weak/Strong <i>Ïƒ</i> â€•Donor Neutral Ligands. ChemistrySelect, 2022, 7, . 0.7 1

9796 Revisiting fundamental properties of TiO<sub>2</sub> nanoclusters as condensation seeds in
astrophysical environments. Astronomy and Astrophysics, 2022, 668, A35. 2.1 5

9797 Probing Electronic Symmetry Reduction during Charge Migration via Timeâ€•Resolved Xâ€•Ray Diffraction.
ChemPhysChem, 0, , . 1.0 1

9798 Silicon-doped Boron Nitride Nanosheets for Enhanced Toxic Gas Sensing: An ab initio Approach.
Silicon, 0, , . 1.8 1

9799 Theoretical investigation of the mechanism of ethanol to propene catalyzed by phosphorus-modified
FAU zeolite. Theoretical Chemistry Accounts, 2022, 141, . 0.5 2

9800 Determination of FRET orientation factor between artificial fluorophore and photosynthetic
light-harvesting 2 complex (LH2). Scientific Reports, 2022, 12, . 1.6 4

9801 Quantum chemistry calculation and experimental research on the component proportion of black
disperse dye. Textile Reseach Journal, 2023, 93, 750-761. 1.1 1

9803
Intracluster Reaction Dynamics of Ionized Micro-Hydrated Hydrogen Peroxide
(H<sub>2</sub>O<sub>2</sub>): A Direct Ab Initio Molecular Dynamics Study. ACS Omega, 2022, 7,
33866-33872.

1.6 2

9804

Theoretical investigation of the effect of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si129.svg" display="inline"
id="d1e2003"><mml:mrow><mml:mi mathvariant="normal">O</mml:mi><mml:mo linebreak="goodbreak"
linebreakstyle="after">â‹¯</mml:mo><mml:mi mathvariant="normal">M</mml:mi><mml:mo
linebreak="goodbreak" linebreakstyle="after">=</mml:mo><mml:mrow><mml:mo>{</mml:mo><mml:mi
mathvariant="normal">Ti</mml:mi><mml:mo>,</mml:mo><mml:mi
mathvariant="normal">Zr</mml:mi><

1.3 4

9805
Unique Fluorescence Turn-On and Turn-Offâ€“On Responses to Acids by a Carbazole-Based
Metalâ€“Organic Framework and Theoretical Studies. Journal of the American Chemical Society, 2022,
144, 17054-17063.

6.6 36

9806 Electron Scattering with Ethane Adsorbed on Rare Gas Multilayers: Hole Transfer, Coulomb Decay and
Ion Dissociation. Journal of Chemical Physics, 0, , . 1.2 0



530

Citation Report

# Article IF Citations

9807
Computational Design of Crescent Shaped Promising Nonfullerene Acceptors with
1,4-Dihydro-2,3-quinoxalinedione Core and Different Electron-withdrawing Terminal Units for
Photovoltaic Applications. Journal of Physical Chemistry A, 2022, 126, 7110-7126.

1.1 2

9809 A computational approach for modeling electronic circular dichroism of solvated chromophores.
Journal of Computational Chemistry, 2022, 43, 2023-2036. 1.5 10

9810 Size and Solvation Effects on Electronic and Optical Properties of PbS Quantum Dots. Journal of
Physical Chemistry Letters, 2022, 13, 9044-9050. 2.1 2

9811 Charge-Separated Reactive Intermediates from the UV Photodissociation of Chlorobenzene in
Solution. Journal of Physical Chemistry A, 2022, 126, 6934-6943. 1.1 1

9812 Probing Intermolecular H-Bonding Interactions in Cyanuric Acid Networks: Quenching of the N
<i>K</i>-Edge Sigma Resonances. Journal of Physical Chemistry A, 2022, 126, 6870-6881. 1.1 2

9813
The excited states of azulene: A study of the vibrational energy levels for the lower Ï€Ï€*-valence states
by configuration interaction and density functional calculations, and theoretical studies of the
Rydberg states. Journal of Chemical Physics, 2022, 157, .

1.2 2

9814 Non-radiative deactivation of excited cytosine: probing of different DFT functionals and basis sets in
solvents with different polarity. Journal of Molecular Modeling, 2022, 28, . 0.8 0

9815 How Computations Can Assist the Rational Design of Drugs for Photodynamic Therapy:
Photosensitizing Activity Assessment of a Ru(II)-BODIPY Assembly. Molecules, 2022, 27, 5635. 1.7 4

9816 Computational Analysis of the Behavior of BODIPY Decorated Monofunctional Platinum(II) Complexes
in the Dark and under Light Irradiation. Journal of Physical Chemistry A, 2022, 126, 7159-7167. 1.1 3

9817
Designing of symmetrical A-D-A type non-fullerene acceptors by side-chain engineering of an
indacenodithienothiophene (IDTT) core based molecule: A computational approach. Computational and
Theoretical Chemistry, 2022, 1217, 113904.

1.1 28

9818 Charge Delocalization and Vibronic Couplings in Quadrupolar Squaraine Dyes. Journal of the
American Chemical Society, 2022, 144, 19150-19162. 6.6 7

9819 Quest for the Most Aromatic Pathway in Charged Expanded Porphyrins. Chemistry - A European
Journal, 2023, 29, . 1.7 6

9820 Structural, photophysical and optoelectronic activity of triphenylamine-based pushâ€“pull
chromophores: a theoretical study. Optical and Quantum Electronics, 2022, 54, . 1.5 1

9821 Chiralâ€•atâ€•Cage Carboranes for Circularly Polarized Luminescence and Aggregationâ€•Induced
Electrochemiluminescence. Angewandte Chemie, 2022, 134, . 1.6 0

9822 Wavefunction frozen-density embedding with one-dimensional periodicity: Electronic polarization
effects from local perturbations. Journal of Chemical Physics, 2022, 157, . 1.2 1

9823 Theoretical analysis of the effects of counterions on the supramolecular arrangement of
sulfamethoxazole. Journal of Molecular Modeling, 2022, 28, . 0.8 0

9824 Chiralâ€•atâ€•Cage Carboranes for Circularly Polarized Luminescence and Aggregationâ€•Induced
Electrochemiluminescence. Angewandte Chemie - International Edition, 2022, 61, . 7.2 12

9825 Influence of Acid on Ring-Opening, Fluorescence, Aggregation, Electrochemical Oxidation, and Câ€“C
Bond Coupling of Spiropyran Derivatives. Journal of the Electrochemical Society, 2022, 169, 106516. 1.3 4



531

Citation Report

# Article IF Citations

9826 Acidic Devinylation of Nickel Chlorophyll Derivatives. Bulletin of the Chemical Society of Japan, 2022,
95, 1553-1560. 2.0 6

9827
Decreased Na<sup>+</sup>/K<sup>+</sup> pump activity in the erythrocyte membrane due to
malondialdehyde in rheumatoid arthritis: an in vivo and in silico study. Canadian Journal of
Physiology and Pharmacology, 2022, 100, 968-982.

0.7 1

9828 How good are recent density functionals for ground and excited states of one-electron systems?.
Journal of Chemical Physics, 2022, 157, . 1.2 6

9829
General Design Strategy to Precisely Control the Emission of Fluorophores via a Twisted
Intramolecular Charge Transfer (TICT) Process. Journal of the American Chemical Society, 2022, 144,
19778-19790.

6.6 41

9830 Computational study of novel pentacene derivatives: Prediction of structural, electronic, and optical
properties. Journal of Physical Organic Chemistry, 2023, 36, . 0.9 0

9831 Elucidating Conformation and Hydrogen-Bonding Motifs of Reactive Thiourea Intermediates. ACS
Catalysis, 2022, 12, 12689-12700. 5.5 4

9832

Unraveling the T<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si199.svg"
display="inline" id="d1e1788"><mml:msub><mml:mrow
/><mml:mrow><mml:mn>1</mml:mn></mml:mrow></mml:msub></mml:math> formation in mono-arm
styrylbenzene heteroanalogues. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 435,
114327.

2.0 0

9833 Controlling Aggregation-Induced Two-Photon Absorption Enhancement via Intermolecular
Interactions. ACS Applied Materials &amp; Interfaces, 2022, 14, 45644-45657. 4.0 1

9834 Wide-range IR spectra of diarylethene derivatives and their simulation using the density functional
theory. Scientific Reports, 2022, 12, . 1.6 1

9835 Designing easily synthesizable non-fused small acceptors for organic solar cells. Solar Energy, 2022,
246, 23-35. 2.9 17

9836 Molecular modelling of ionic liquids: Physical properties of species with extremely long aliphatic
chains from a near-optimal regime. Journal of Molecular Liquids, 2022, 367, 120492. 2.3 9

9837 Sum-frequency vibrational spectroscopy of methanol at interfaces due to Fermi resonance. Physical
Chemistry Chemical Physics, 2022, 24, 27204-27211. 1.3 3

9838 Insights into the binding of arginine to adenosine phosphate from mimetic complexes. Physical
Chemistry Chemical Physics, 0, , . 1.3 0

9839 New organic dye-sensitized solar cells based on the Dâ€“Aâ€“Ï€â€“A structure for efficient DSSCs:
DFT/TD-DFT investigations. RSC Advances, 2022, 12, 30626-30638. 1.7 11

9840
Theoretical and experimental insights into the properties of donorâ€“Ïƒâ€“acceptor type derivatives of
quinoxaline and methanone containing different donor moieties. New Journal of Chemistry, 2022, 46,
20768-20776.

1.4 4

9841 Evaluation of cytotoxic properties of two fluorescent <i>fac</i>-Re(CO)<sub>3</sub> complexes
bearing an <i>N</i>,<i>N</i>-bidentate benzimidazole coligand. RSC Advances, 2022, 12, 30829-30837. 1.7 1

9842 The involvement of triplet states in the isomerization of retinaloids. Physical Chemistry Chemical
Physics, 2022, 24, 26223-26231. 1.3 3

9843 Organic memory devices and synaptic simulation based on indacenodithienothiophene (IDTT)
copolymers with improved planarity. Journal of Materials Chemistry C, 2022, 10, 16604-16613. 2.7 4



532

Citation Report

# Article IF Citations

9844 The effect of halides and coordination mode of 4-amino-2,1,3-benzothiadiazole on the luminescence
properties of its Zn complexes. CrystEngComm, 2022, 24, 8256-8265. 1.3 2

9845 A photo-switchable molecular capsule: sequential photoinduced processes. Chemical Science, 2022, 13,
13732-13740. 3.7 3

9846 Revealing the sensing mechanism of a fluorescent pH probe based on a bichromophore approach.
Physical Chemistry Chemical Physics, 2022, 24, 26731-26737. 1.3 4

9847

Which DFT factors influence the accuracy of <sup>1</sup>H, <sup>13</sup>C and <sup>195</sup>Pt
NMR chemical shift predictions in organopolymetallic square-planar complexes? New scaling
parameters for homo- and hetero-multimetallic compounds and their direct applications. Physical
Chemistry Chemical Physics, 2022, 24, 26642-26658.

1.3 6

9848 Q-Band relaxation in chlorophyll: new insights from multireference quantum dynamics. Physical
Chemistry Chemical Physics, 2022, 24, 27212-27223. 1.3 4

9849
Efficient deep red/near-infrared thermally activated delayed fluorescence emitters <i>via</i>
molecular reconstruction: theoretical insights. Physical Chemistry Chemical Physics, 2022, 24,
26764-26775.

1.3 4

9850
Ultrafast charge transfer in a nonfullerene all-small-molecule organic solar cell: a nonadiabatic
dynamics simulation with optimally tuned range-separated functional. Physical Chemistry Chemical
Physics, 2022, 24, 27173-27183.

1.3 2

9851
A polarizable coarse-grained model for metal, metal oxide and composite metal/metal oxide
nanoparticles: development and implementation. Physical Chemistry Chemical Physics, 2022, 24,
27731-27741.

1.3 2

9852
Quantum chemical modification of indaceno dithiophene-based small acceptor molecules with
enhanced photovoltaic aspects for highly efficient organic solar cells. RSC Advances, 2022, 12,
28608-28622.

1.7 9

9853
Exploration of the interesting photovoltaic behavior of the fused benzothiophene dioxide moiety as a
core donor with modification in acceptors for high-efficacy organic solar cells. RSC Advances, 2022,
12, 29010-29021.

1.7 6

9854 Electronic absorption spectral analysis of chlorin-based dyad sensitizers by TD-DFT calculations.
Journal Physics D: Applied Physics, 2022, 55, 504001. 1.3 0

9855 Onâ€•offâ€•on Control of Molecular Inversion Symmetry via Multiâ€•stage Protonation: Elucidating Vibronic
Laporte Rule. Angewandte Chemie, 0, , . 1.6 0

9856 Experimentally Calibrated Computational Prediction Enables Accurate Fineâ€•Tuning of Nearâ€•Infrared
Rhodamines for Multiplexing. Chemistry - A European Journal, 2023, 29, . 1.7 2

9857
Exploring Solvent and Substituent Effects on the Excited State Dynamics and Symmetry Breaking of
Quadrupolar Triarylamine End-Capped Benzothiazole Chromophores by Femtosecond Spectroscopy.
Journal of Physical Chemistry B, 2022, 126, 8532-8543.

1.2 8

9858 Photoinduced electron transfer in hostâ€“guest complexes of double nanohoops. Journal of
Nanostructure in Chemistry, 0, , . 5.3 4

9859 First principle investigation of new dithienosilole-based dyes for DSSCs: effects of auxiliary acceptor
groups. Theoretical Chemistry Accounts, 2022, 141, . 0.5 2

9860 Onâ€•offâ€•on Control of Molecular Inversion Symmetry via Multiâ€•stage Protonation: Elucidating Vibronic
Laporte Rule. Angewandte Chemie - International Edition, 2022, 61, . 7.2 3

9861 Bifacial Dye Membranes: Ultrathin and Freeâ€•Standing although not Being Covalently Bound. Advanced
Materials, 2023, 35, . 11.1 3



533

Citation Report

# Article IF Citations

9862 Constitutional isomerism of the linkages in donorâ€“acceptor covalent organic frameworks and its
impact on photocatalysis. Nature Communications, 2022, 13, . 5.8 63

9863 Design of A-D-A-Type Organic Third-Order Nonlinear Optical Materials Based on Benzodithiophene: A
DFT Study. Nanomaterials, 2022, 12, 3700. 1.9 7

9864
Naphthalimide-phenothiazine dyads: effect of conformational flexibility and matching of the energy of
the charge-transfer state and the localized triplet excited state on the thermally activated delayed
fluorescence. Beilstein Journal of Organic Chemistry, 0, 18, 1435-1453.

1.3 4

9865 Butterflyâ€•Shaped Nanographenes with Excellent Secondâ€•Order Nonlinear Optical Properties: The
Synergy of B/N and Azulene. Chemistry - A European Journal, 2023, 29, . 1.7 1

9866 An automated method for graphâ€•based chemical space exploration and transition state finding. Journal
of Computational Chemistry, 2023, 44, 27-42. 1.5 6

9867
Computational Model for Electrochemical Surface-Enhanced Raman Scattering: Key Role of the
Surface Charges and Synergy between Electromagnetic and Charge-Transfer Enhancement
Mechanisms. Journal of Chemical Theory and Computation, 2022, 18, 6802-6815.

2.3 4

9868 Modeling of excited state potential energy surfaces with the Betheâ€“Salpeter equation formalism: The
4-(dimethylamino)benzonitrile twist. Journal of Chemical Physics, 2022, 157, . 1.2 9

9869 An investigation into the structural, electronic, and non-linear optical properties in CN (Nâ€‰=â€‰20, 24, 26,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 462 Td (28, 30, 32, 34, 36, and 38) fullerene cages. Journal of Molecular Modeling, 2022, 28, .0.8 3

9870 Polarons in Conjugated Polyelectrolytes: A Firstâ€•Principles Perspective. Advanced Functional
Materials, 0, , 2209394. 7.8 2

9871 Chiroptical spectroscopic studies for the absolute configuration determination of
hexahydrocurcumin and octahydrocurcumin. Chirality, 0, , . 1.3 0

9873

Excitonic switching across a <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi
mathvariant="double-struck">Z</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math> topological
phase transition: From Mott-Wannier to Frenkel excitons in organic materials. Physical Review B,
2022, 106, .

1.1 0

9874
Carbazole-based donor materials with enhanced photovoltaic parameters for organic solar cells and
hole-transport materials for efficient perovskite solar cells. Journal of Molecular Modeling, 2022,
28, .

0.8 4

9875 Non-empirical double-hybrid density functionals as reliable tools for electronic structure
calculations. Electronic Structure, 2022, 4, 043001. 1.0 4

9876 Theoretical design and prediction of novel fluorene-based non-fullerene acceptors for
environmentally friendly organic solar cell. Arabian Journal of Chemistry, 2023, 16, 104374. 2.3 2

9877 Bromine Substitution Effect on Structure, Reactivity, and Linear and Third-Order Nonlinear Optical
Properties of 2,3-Dimethoxybenzaldehyde. Journal of Physical Chemistry A, 2022, 126, 7852-7863. 1.1 3

9878 Computational investigations on acceptor substituent influence of metal-free efficient
chromophores for optoelectronic properties. Journal of Molecular Modeling, 2022, 28, . 0.8 3

9879 A posteriori localization of manyâ€•body excited states through simultaneous diagonalization. Journal
of Computational Chemistry, 2023, 44, 105-116. 1.5 1

9880 Molecular Tuning in Diaryl-Capped Pyrrolo[2,3-d:5,4-dâ€²]bisthiazoles: Effects of Terminal Aryl Unit and
Comparison to Dithieno[3,2-b:2â€²,3â€²-d]pyrrole Analogues. Molecules, 2022, 27, 6638. 1.7 0



534

Citation Report

# Article IF Citations

9881 Photobehavior of an Acidochromic Dinitrophenyl-Hydrazinylidene Derivative: A Case of Total Internal
Conversion. Photochem, 2022, 2, 849-865. 1.3 0

9882
Conformation, hydration, and ligand exchange process of ruthenium nitrosyl complexes in aqueous
solution: Freeâ€•energy calculations by a combination of molecularâ€•orbital theories and different
solvent models. Journal of Computational Chemistry, 2023, 44, 546-558.

1.5 1

9883 Trapping of Ag+ into a Perfect Six-Coordinated Environment: Structural Analysis, Quantum Chemical
Calculations and Electrochemistry. Molecules, 2022, 27, 6961. 1.7 8

9884 Ag(I), In (III), and Sn (II) chelates of azo mesalamine drug: Characterization, DFT studies, molecular
docking and biological evaluation. Applied Organometallic Chemistry, 2023, 37, . 1.7 7

9885 Fast Charge Separation in Distant Donorâ€“Acceptor Dyads Driven by Relaxation of a Hot Excited State.
Journal of Physical Chemistry C, 0, , . 1.5 4

9886 Acceleration of Nonradiative Charge Recombination Reactions at Larger Distances in Kinked
Donorâ€“Bridgeâ€“Acceptor Molecules. Journal of Physical Chemistry B, 2022, 126, 8851-8863. 1.2 0

9887 Phenothiazine functionalized fulleropyrrolidines: synthesis, charge transport and applications to
organic solar cells. Photochemical and Photobiological Sciences, 0, , . 1.6 0

9888 DFT Studies of p-N,N-(Dimethylamino) Benzoic Acid with Para or Metaâ€“Electron Withdrawing or
Donating Moieties for Dye-Sensitized Solar Cells (DSSCs). Journal of Renewable Energy, 2022, 2022, 1-12. 2.1 1

9889 Toward High-Performance Quinoxaline Based Non-fullereneÂ Small Molecule Acceptors for Organic
Solar Cells. Electronic Materials Letters, 2023, 19, 38-54. 1.0 4

9890 Fused Cycloheptatrieneâ€“BODIPY Is a High-Performance Near-Infrared Probe to Image Tau Tangles.
Journal of Medicinal Chemistry, 2022, 65, 14527-14538. 2.9 12

9891 Insights into caffeine adsorption on the surface of corannulene: A sensor study. Journal of
Molecular Liquids, 2022, 368, 120592. 2.3 22

9892 Reversible Dioxygen Binding to Co(II) Complexes with Noninnocent Ligands. Inorganic Chemistry, 2022,
61, 16664-16677. 1.9 4

9893 Stacked antiaromaticity in the Ï€â€•congested space between the aromatic rings in the anthracene dimer.
Journal of Physical Organic Chemistry, 2023, 36, . 0.9 7

9894
Theoretical investigation by DFT and TDDFT the extension of Ï€-conjugation of novel carbazole-based
donor materials for bulk heterojunction organic solar cell applications. Journal of Molecular
Modeling, 2022, 28, .

0.8 3

9895 Together, Not Separately, OH and O<sub>3</sub> Oxidize Hg<sup>(0)</sup> to Hg<sup>(II)</sup> in the
Atmosphere. Journal of Physical Chemistry A, 2022, 126, 8266-8279. 1.1 8

9896 Modeling Charge Transfer Reactions by Hopping between Electronic Ground State Minima: Application
to Hole Transfer between DNA Bases. Molecules, 2022, 27, 7408. 1.7 3

9897
Modeling the nocturnal/diurnal and seasonal real world absorption spectra of polycyclic aromatic
hydrocarbons and their derivatives in two Chinese polluted cities. Journal of Environmental
Chemical Engineering, 2022, 10, 108912.

3.3 0

9898 Visâ€“NIR Electrochromism and NIRâ€“Green Electroluminochromism in Dual Functional
Benzothiadiazoleâ€•Arylamine Mixedâ€•Valence Compounds. Advanced Optical Materials, 2023, 11, . 3.6 11



535

Citation Report

# Article IF Citations

9899 Redoxâ€•active ligands as a challenge for electronic structure methods. Journal of Computational
Chemistry, 2023, 44, 468-479. 1.5 2

9900 Revealing the Unexplored Mechanism of Photochemical Oxaziridine Conversion Process of
2Hâ€•imidazole 1â€•oxides. ChemistrySelect, 2022, 7, . 0.7 0

9901 Comparative analyses and molecular videography of MD simulations on WT human SOD1.
Computational and Theoretical Chemistry, 2022, 1217, 113929. 1.1 0

9902 How to Stabilize Carbenes in Enzyme Active Sites without Metal Ions. Journal of the American
Chemical Society, 2022, 144, 20739-20751. 6.6 5

9903
A new Fe3+-selective, sensitive, and dual-channel turn-on probe based on rhodamine carrying
thiophenecarboxaldehyde: Smartphone application and imaging in living cells. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2023, 287, 122060.

2.0 7

9904 Novel endohedrally and exohedrally metals (Li, Na, and K, Ag) doped (15-crown-5) with remarkable
electronic, static and dynamic NLO response. Optik, 2022, 271, 170169. 1.4 3

9905 Azaboracyclooctatetraenes reveal that the different aspects of triplet state Bairdâ€•aromaticity are
nothing but different. Journal of Physical Organic Chemistry, 2023, 36, . 0.9 6

9906 Spin-vibronic interaction induced reverse intersystem crossing: A case study with TXO-TPA and
TXO-PhCz molecules. Journal of Chemical Physics, 2022, 157, . 1.2 3

9907 Complex structures, formation thermodynamics and substitution reaction kinetics in the copper(II) â€“
glycylglycyl-l-tyrosine â€“ l/d-histidine systems. Polyhedron, 2022, 228, 116176. 1.0 4

9908
Syntheses, crystal structures, DFT calculation and solid-state spectroscopic properties of new
zincate(II) complexes with N-(4-substituted phenyl)-N'-(4-nitrophenyl)-oxamate. Arabian Journal of
Chemistry, 2022, 15, 104349.

2.3 6

9909 Dicyanomethylene-functionalized s-indacene-based D-Ï€-A-Ï€-D dyes exhibiting large near-infrared
two-photon absorption cross-section. Dyes and Pigments, 2023, 208, 110864. 2.0 2

9910 Solvatochromic fluorescent styryl pyrene probes for the quantitative determination of water
content in organic solvents. Dyes and Pigments, 2023, 208, 110847. 2.0 4

9911 Isoindigo dyes functionalized with terminal electron-withdrawing groups: Computational, optical
and electrical characterization. Dyes and Pigments, 2023, 208, 110866. 2.0 2

9912 Theoretical study of multi-coordinated Xe(AuF) (nÂ =Â 2â€“4): Intriguing bond-bending isomerism. Chemical
Physics, 2023, 565, 111743. 0.9 1

9913 Molecular electrides: An overview of their structure, bonding, and reactivity. , 2023, , 275-295. 0

9914 Femtosecond transient absorption spectroscopy on the thermally activated delayed fluorescence of
bis[4-(9-H-carbazole)phenyl] sulfone. Journal of Luminescence, 2023, 253, 119459. 1.5 1

9915 Carbazole based D-Ï€i-Ï€-A dyes for DSSC applications: DFT/TDDFT study of the influence of Ï€i-spacers on
the photovoltaic performance. Chemical Physics, 2023, 565, 111738. 0.9 5

9916
Uncovering the dependence of ESIPT behaviors and fluorescence properties of two new
benzothiazole-based fluorophores on solvent polarity: A TD-DFT study. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 286, 121991.

2.0 8



536

Citation Report

# Article IF Citations

9917 Sunflower oil as renewable biomass source to develop highly effective oil-soluble catalysts for
in-situ combustion of heavy oil. Chemical Engineering Journal, 2023, 453, 139813. 6.6 12

9918
Combined experimental, computational studies (synthesis, crystal structural, DFT calculations,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 707 Td (spectral analysis) and biological evaluation of the new homonuclear complex Di-Âµ-benzoato-bis

[benzoatodipyridine-cobalt (II)]. Journal of Molecular Structure, 2023, 1273, 134331.
1.8 3

9919
Investigation of embelin synthetic hybrids as potential COVID-19 and COX inhibitors: Synthesis,
spectral analysis, DFT calculations and molecular docking studies. Journal of Molecular Structure,
2023, 1273, 134356.

1.8 14

9920
Different positions of cyano substitution controlled directionality of ESIPT processes with two
asymmetric proton acceptors system: A TD-DFT study. Journal of Photochemistry and Photobiology A:
Chemistry, 2023, 436, 114353.

2.0 6

9921 Variation in nonadiabaticity and dual fluorescence causality by extension with aromatic rings in
tropolone. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 435, 114337. 2.0 0

9922
The organic co-crystals formed using naphthalenediimide-based triangular macrocycles and
coronene: intermolecular charge transfers and nonlinear optical properties. Physical Chemistry
Chemical Physics, 2022, 24, 29747-29756.

1.3 5

9923 Benchmarking acetylthiophene derivatives: methyl internal rotations in the microwave spectrum of
2-acetyl-5-methylthiophene. Physical Chemistry Chemical Physics, 2022, 25, 509-519. 1.3 4

9924 Data-driven discovery of molecular photoswitches with multioutput Gaussian processes. Chemical
Science, 2022, 13, 13541-13551. 3.7 12

9925 Theoretical exploration of molecular packing and the charge transfer mechanism of organic solar
cells based on PM6:Y6. Journal of Materials Chemistry A, 2022, 10, 25611-25619. 5.2 6

9926 Theoretical probing of 3d nano metallic clusters as next generation non-linear optical materials.
Results in Chemistry, 2022, 4, 100627. 0.9 10

9927 Optical properties, bioimaging and theoretical calculation of a Zn(II) complex based on triphenylamine
derivative. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2023, 286, 122012. 2.0 1

9928 Near and vacuum UV polarization spectroscopy of 1,4-distyrylbenzene. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 286, 122019. 2.0 2

9929 Investigation and design of efficient intramolecular charge transfer dyes with DBTP-based
dual-electron-donor structure. Materials Science in Semiconductor Processing, 2023, 154, 107203. 1.9 0

9930 Revisiting the Fluorescence of Benzothiadiazole Derivatives: Antiâ€•Kasha Emission or Not?.
ChemPhotoChem, 0, , . 1.5 0

9931 Efficient Synthesis of Fluorescent Coumarins and Phosphorous-Containing Coumarin-Type
Heterocycles via Palladium Catalyzed Cross-Coupling Reactions. Molecules, 2022, 27, 7649. 1.7 1

9932
Mechanistic Studies of the Electrocatalytic Carbonâ€“Bromine Cleavage and the Hydrogen Atom
Incorporation from 1,1,1,3,3,3-Hexaflouroisopropanol. Journal of the Electrochemical Society, 2022,
169, 115502.

1.3 3

9933
Extending the Ï€-system of inverted solvatochromic phenolate-based dyes shifts their inversion point
due to an increment in their sensitivity to solvent polarizability. Journal of Molecular Liquids, 2022,
368, 120784.

2.3 5

9934 Novel A-Ï€-D-Ï€-A-type non-fullerene acceptors for solution-processed organic photovoltaic cells: A DFT
study. Journal of Solid State Chemistry, 2023, 317, 123714. 1.4 6



537

Citation Report

# Article IF Citations

9935
Exploration of Non Covalent Interactions, Structural, Vibrational, Chemical Reactivity and NLO
Properties of 1, 2-Diphenyl-2-Methoxyethanone Oxime: A Theoretical Approach. Polycyclic Aromatic
Compounds, 0, , 1-29.

1.4 0

9936 Functionalized electrodes embedded in nanopores: readâ€•out enhancement?. Chemistry - an Asian
Journal, 0, , . 1.7 1

9937 UV-Vis and ECD Spectroelectrochemistry of Atropisomeric Naphthalenediimide Derivative.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, , 122089. 2.0 1

9938 Conformational Flexibility-Controlled Piezochromic Behavior of Organic Fluorophores. Chemistry of
Materials, 2022, 34, 10711-10720. 3.2 4

9939 Donorâ€•Ï€â€•Acceptor <i>N</i>â€•Methylâ€•4,5â€•Diazacarbazole Based Ultraâ€•High Performance Organic Solar Cells:
A Density Functional Theory Study. Energy Technology, 2023, 11, . 1.8 6

9940
Unraveling the Mechanistic Pathway for the Dual Fluorescence in Green Fluorescent Protein (GFP)
Chromophore Analogue: A Detailed Theoretical Investigation. Journal of Physical Chemistry B, 2022,
126, 9930-9944.

1.2 2

9941 Ultrafast inverse design of quantum dot optical spectra via a joint TD-DFT learning scheme and deep
reinforcement learning. AIP Advances, 2022, 12, . 0.6 3

9942 Comparative study on adsorption of volatile organic compounds on graphene, boron nitride and
boron carbon nitride nanosheets. Solid State Communications, 2023, 359, 115021. 0.9 8

9943 Recent Development of Nano-Carbon Material in Pharmaceutical Application: A Review. Molecules,
2022, 27, 7578. 1.7 8

9944
Revealing the photoelectric performance and multistep electron transfer mechanism in D-A-Ï€-A dyes
coupled with a chlorophyll derivative for co-sensitized solar cells. Journal of Molecular Liquids,
2022, 368, 120797.

2.3 5

9945 Organocatalytic Synthesis and DFT Study of Versatile Biologically Active Scaffold of Isatylidene
Malononitrile Derivatives. ChemistrySelect, 2022, 7, . 0.7 0

9946 DFT Investigation, Hirshfield Analysis and Molecular Docking of Cu(II) Complex of Oâ€•Vanillin Based
Ligand. ChemistrySelect, 2022, 7, . 0.7 1

9947 Cuâ€•Catalyzed Atom Transfer Radical Polymerization: The Effect of Cocatalysts. Macromolecular
Chemistry and Physics, 2023, 224, . 1.1 10

9948 Computationally rational design of metalâ€•involving halogen bonds with Ï€â€•covalency: Structures and
bonding analysis. Journal of Computational Chemistry, 0, , . 1.5 0

9949
Molecular Structure, Vibrational Spectrum and Conformational Properties of
4-(4-Tritylphenoxy)phthalonitrile-Precursor for Synthesis of Phthalocyanines with Bulky Substituent.
International Journal of Molecular Sciences, 2022, 23, 13922.

1.8 1

9950
Tetraphenylsilane-based oligo(azomethine)s containing 3,4-ethylenedioxythiophene units along their
backbone: Optical, electronic, thermal properties and computational simulations. European Polymer
Journal, 2022, 181, 111712.

2.6 1

9951 Strategies to Enhance the Rate of Protonâ€•Coupled Electron Transfer Reactions in Dyeâ€•Water Oxidation
Catalyst Complexes. ChemPhotoChem, 0, , . 1.5 0

9952
Theoretical Study at the Molecular Mechanics Level of the Interaction of Tetracycline and
Chloramphenicol with the Antibiotic Receptors Present in Enterococcus faecalis (Q839F7) and
Streptococcus mutans (Q8DS20). Antibiotics, 2022, 11, 1640.

1.5 0



538

Citation Report

# Article IF Citations

9953 Rational design of dithieno[2,3-D:2Ê¹,3Ê¹-DÊ¹]-benzo[1,2-B:4,5-BÊ¹] dithiophene based small molecule donor for
plausible performance organic solar cell. Optical and Quantum Electronics, 2023, 55, . 1.5 8

9954 Pseudohalide coligands guided structural motifs, magnetism and BSA-interactions of copper(II)
complexes derived from 1,3-dimethy-6-aminouracil. Polyhedron, 2023, 230, 116215. 1.0 2

9955 Synthesis, Characterization, DFT Study and Antifungal Activities of Some Novel
2-(Phenyldiazenyl)phenol Based Azo Dyes. Materials, 2022, 15, 8162. 1.3 2

9956 Molecular dynamic simulation of LiHâ€“H2O reactions using the ReaxFF reactive force field.
International Journal of Hydrogen Energy, 2023, 48, 4329-4338. 3.8 2

9957 Theoretical Study on Spectrum and Luminescence Mechanism of Indocyanine Green Dye Based on
Density Functional Theory (DFT). Journal of Chemistry, 2022, 2022, 1-8. 0.9 1

9958 Chiroptical activity of gas-phase propylene oxide predicting the handedness of interstellar circular
polarization in the presolar nebula. Science Advances, 2022, 8, . 4.7 1

9959 Atypical Angucyclinones with Ring Expansion and Cleavage from a Marine <i>Streptomyces</i> sp..
Journal of Organic Chemistry, 2022, 87, 15998-16010. 1.7 4

9960 Surface modifications of eight-electron palladium silver superatomic alloys. Communications
Chemistry, 2022, 5, . 2.0 5

9961
Sulfication-induced non-radiative electron-hole recombination dynamics in graphene quantum dots
for tuning photocatalytic performance. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2023, 287, 122117.

2.0 3

9962
Intrinsic influence of selenium substitution in thiophene and benzo-2,1,3-thiadiazole on the electronic
structure, excited states and photovoltaic performances evaluated using theoretical calculations.
New Journal of Chemistry, 2023, 47, 1797-1807.

1.4 5

9963 Aromaticity controls the excited-state properties of hostâ€“guest complexes of nanohoops. Nanoscale,
2023, 15, 1221-1229. 2.8 7

9964 Bis-TTF-Ge derivatives: promising linear and nonlinear optical properties, a theoretical investigation.
New Journal of Chemistry, 2023, 47, 1234-1246. 1.4 8

9965
Backbone-controlled LUMO energy induces intramolecular Câ€“H activation
in<i>ortho</i>-bis-9-borafluorene-substituted phenyl and<i>o</i>-carboranyl compounds leading to
novel 9,10-diboraanthracene derivatives. Chemical Science, 2022, 13, 14165-14178.

3.7 12

9966 Solvent dependent triplet state delocalization in a co-facial porphyrin heterodimer. Physical
Chemistry Chemical Physics, 2022, 24, 30051-30061. 1.3 2

9967 Tunning the optical properties of a photocatalytic metalâ€“organic framework by means of molecular
modelling. New Journal of Chemistry, 2023, 47, 3430-3444. 1.4 2

9968 Estimating the Incoherent Second-Harmonic Generation of Organic Molecules. , 2022, , . 0

9969 Quantum chemistry of the excited state: advances in 2020â€“2021. Photochemistry, 2022, , 28-66. 0.2 0

9970 Colour-tuneable solid-state fluorescence of crystalline powders formed from pushâ€“pull substituted
2,5-diphenyl-stilbenes. RSC Advances, 2022, 12, 34797-34807. 1.7 4



539

Citation Report

# Article IF Citations

9971 Computational and experimental investigation of photoresponsive behavior of
4,4â€²-dihydroxyazobenzene diglycidyl ether. Results in Chemistry, 2023, 5, 100709. 0.9 0

9972
A strategy to enhance <i>V</i><sub>OC</sub> of Ï€-conjugated molecules based on thieno[2,3-<i>b</i>]
indole for applications in bulk heterojunction organic solar cells using DFT, TD-DFT, and 3D-QSPR
modeling studies. New Journal of Chemistry, 2023, 47, 812-827.

1.4 4

9973 Organic microspheres and microcrystals made from pyridine-functionalized chromophores and a
chiral phosphoric acid. Journal of Materials Chemistry C, 2023, 11, 676-684. 2.7 2

9974
Solvate ionic liquid-derived solid polymer electrolyte with lithium bis(oxalato) borate as a
functional additive for solid-state lithium metal batteries. Journal of Materials Chemistry A, 2023, 11,
1301-1311.

5.2 13

9975 A computational study of thiophene containing small-molecule electron acceptors for non-fullerene
organic photovoltaic cells. Materials Science for Energy Technologies, 2023, 6, 137-144. 1.0 1

9976 First-principles studies of the caged germanium clusters with gold doping and their adsorption on
graphdiyne nanosheets. Journal of Molecular Liquids, 2023, 370, 120968. 2.3 2

9977
A novel strategy for the functionalization and design of 4-methylene-4<i>H</i>-pyran
merocyanines<i>via</i>enamination and 1,8-conjugate addition. Organic and Biomolecular Chemistry,
2023, 21, 600-620.

1.5 1

9978 Engineering aluminosilicate's photochromism by quantum chemistry. Journal of Materials Chemistry
C, 2023, 11, 730-741. 2.7 2

9979 Phenylethynylanthracene based pushâ€“pull molecular systems: tuning the photophysics through
<i>para</i>-substituents on the phenyl ring. Physical Chemistry Chemical Physics, 0, , . 1.3 0

9980
Synthesis and characterization of novel HMPM bridged ball-type metallophthalocyanines, and their
DFT studies and electrochemical performance as supercapacitor electrodes. Synthetic Metals, 2023,
292, 117242.

2.1 4

9981 Neutron crystallography and quantum chemical analysis of bilin reductase PcyA mutants reveal
substrate and catalytic residue protonation states. Journal of Biological Chemistry, 2023, 299, 102763. 1.6 0

9982 A comprehensive benchmark investigation of quantum chemical methods for carbocations. Physical
Chemistry Chemical Physics, 2023, 25, 1903-1922. 1.3 3

9983 New members of radical bridged Ln<sub>2</sub>metallocene single-molecule magnets based on the
unsubstituted 1,2,4,5-tetrazine ligand. Inorganic Chemistry Frontiers, 2022, 10, 259-266. 3.0 11

9984 Magneto-structural correlations of dinickel(II) complexes with phenoxido/azido coligands: A
theoretical investigation. Chemical Physics Letters, 2023, 811, 140241. 1.2 2

9985 Energetic, conformational and vibrational features of the tripeptide (Gly)3. Data from MP2 and DFT
calculations. Computational and Theoretical Chemistry, 2023, 1220, 113989. 1.1 1

9986 Excited state intramolecular proton transfer in 1,4-dihydroxyanthraquinone. Chemical Physics, 2023,
566, 111783. 0.9 0

9987 Microwave-ultra-fast recovery of valuable metals from spent lithium-ion batteries by deep eutectic
solvents. Waste Management, 2023, 156, 139-147. 3.7 8

9988 Theoretical study on the vibrational structures in the conductance spectra of a weakly coupled
polycyclic aromatic hydrocarbon molecule. Chemical Physics Letters, 2023, 812, 140272. 1.2 0



540

Citation Report

# Article IF Citations

9989 Theoretical investigation of the electronic absorption spectra of the glucosides. Biophysical
Chemistry, 2023, 293, 106945. 1.5 0

9990
Uncovering the effect of atom substitution on ESIPT direction and Luminescent property of the
asymmetric two proton acceptor compound: A TD-DFT study. Journal of Molecular Structure, 2023,
1276, 134693.

1.8 2

9991
Adsorption behaviour of graphene, boron nitride and boron carbon nitride nanosheets towards
pharmaceutical and personal care products. Computational and Theoretical Chemistry, 2023, 1220,
113995.

1.1 5

9992 Effect of meso-substituent and solvent nature on spectral properties, pH-stability and affinity to
blood transport proteins of BODIPY dyes. Journal of Molecular Liquids, 2023, 371, 121078. 2.3 1

9993
Effects of external field wavelength and solvation on the photophysical property and optical
nonlinearity of 1,3-thiazolium-5-thiolates mesoionic compound. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 289, 122227.

2.0 4

9994
Recognition mechanism of imidazo[1,5-Î±]pyridine-based fluorescence probe towards thiophenols with
multi-mechanisms of PET and ESIPT. Journal of Photochemistry and Photobiology A: Chemistry, 2023,
437, 114477.

2.0 5

9995
Toward the design of inorganicâ€“organic hybrid Ir(III) complexes containing borazine and benzene
ligands with excellent second-order NLO responses: An appropriate substitution and Ï€-conjugated
extension. Journal of Molecular Liquids, 2023, 371, 121081.

2.3 3

9996
Gallium and indium complexes with isoniazid-derived ligands: Interaction with biomolecules and
biological activity against cancer cells and Mycobacterium tuberculosis. Journal of Inorganic
Biochemistry, 2023, 240, 112091.

1.5 2

9997 para-substituted pyridines: Effects on the interaction with 2-perfluoropropyl iodide and vibrations.
Journal of Molecular Structure, 2023, 1275, 134632. 1.8 2

9998 Application of the pyrazolone derivatives as effective modulators in the opto-electronic networks.
Journal of Photochemistry and Photobiology A: Chemistry, 2023, 437, 114482. 2.0 1

9999
1,7-, 1,6-, and 1,6,7- Derivatives of dodecylthio perylene diimides: Synthesis, characterization, and
comparison of electrochemical and optical properties. Journal of Photochemistry and Photobiology
A: Chemistry, 2023, 437, 114441.

2.0 1

10000 Synthesis, crystal structure, and chromotropism properties of Dihalo N-2-ethanolpicolylamine
copper(II). Journal of Molecular Structure, 2023, 1276, 134801. 1.8 2

10001 Electronically excited states of formic acid investigated by theoretical and experimental methods.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2023, 289, 122237. 2.0 3

10002
Quantum mechanical modeling of fused rings-based small-donor molecules with enhanced
optoelectronic attributes for high performance organic photovoltaic cells. Journal of Physics and
Chemistry of Solids, 2023, 174, 111140.

1.9 8

10003 Photoisomerization of phytochrome chromophore models: an XMS-CASPT2 study. Physical Chemistry
Chemical Physics, 2022, 24, 29393-29405. 1.3 2

10004
Experimental and theoretical study on the regioselective bis- or polyalkylation of
6-amino-2-mercapto-3<i>H</i>-pyrimidin-4-one using zeolite nano-gold catalyst and a quantum hybrid
computational method. RSC Advances, 2022, 12, 35794-35808.

1.7 2

10005
A turn-on bis-BODIPY chemosensor for copper recognition based on the <i>in situ</i> generation of a
benzimidazoleâ€“triazole receptor and its applications in bioimaging. New Journal of Chemistry, 2022,
46, 22525-22532.

1.4 5

10006 Remarkable static and dynamic nonlinear optical responses of Al<sub>13</sub>-TCNQ/F4-TCNQ
complexes: a quantum chemical study. New Journal of Chemistry, 2022, 46, 22786-22796. 1.4 0



541

Citation Report

# Article IF Citations

10007 Decomposition analysis on the excitation behaviors of thiazolothiazole (TTz)-based dyes <i>via</i> the
time-dependent dielectric density functional theory approach. RSC Advances, 2022, 12, 34685-34693. 1.7 3

10008 Revealing incorporation of NH2 group into the edge of carbon dots for H2O2 sensing via Câ€“NÂ·Â·Â·H
hydrogen bond interaction. Physical Chemistry Chemical Physics, 0, , . 1.3 2

10009 Density Functional Theory Investigation on the Molecular Structure and Vibrational Spectra of
Triclosan. Spectroscopy (Santa Monica), 2022, , 23-32. 0.3 0

10010 Computational Exploration of Structural and Electroinc Peoperties of Phâ€“B12N12â€“C6F5 â€“ nHn (n =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 622 Td (0â€“5) Molecules. Russian Journal of Physical Chemistry B, 2022, 16, 839-845.0.2 1

10011 The Effect of Molecular Structure on the Strength of Câ€“NO2 Bonds of Nitropentanes. Russian
Journal of Physical Chemistry B, 2022, 16, 862-868. 0.2 1

10012 Solvent-Dependent Fluorescence Properties of CH2-bis(BODIPY)s. International Journal of Molecular
Sciences, 2022, 23, 14402. 1.8 3

10013 Triplet Emitting C^N^C Cyclometalated Dibenzo[c,h]Acridine Pt(II) Complexes. Molecules, 2022, 27,
8054. 1.7 2

10014
Intramolecular Hydrogen Bond in Pyridine Schiff Bases as Ancillary Ligands of Re(I) Complexes Is a
Switcher between Visible and NIR Emissions: A Relativistic Quantum Chemistry Study. Journal of
Physical Chemistry A, 2022, 126, 8997-9007.

1.1 0

10015
The vertical excitation energies and a lifetime of the two lowest singlet excited states of the
conjugated polyenes from <scp>C2</scp> to <scp>C22</scp>: Ab initio, <scp>DFT,</scp> and
semiclassical <scp>MNDOâ€•MD</scp> simulations. Journal of Computational Chemistry, 2023, 44, 777-787.

1.5 4

10016 A Simplified Treatment for Efficiently Modeling the Spectral Signal of Vibronic Transitions:
Application to Aqueous Indole. Molecules, 2022, 27, 8135. 1.7 3

10017 Protocols for Understanding the Redox Behavior of Copper-Containing Systems. ACS Omega, 2022, 7,
45057-45066. 1.6 2

10018
Spin-State Splittings in 3d Transition-Metal Complexes Revisited: Benchmarking Approximate Methods
for Adiabatic Spin-State Energy Differences in Fe(II) Complexes. Journal of Chemical Theory and
Computation, 2022, 18, 7442-7456.

2.3 11

10019
Either Accurate Singletâ€“Triplet Gaps or Excited-State Structures: Testing and Understanding the
Performance of TD-DFT for TADF Emitters. Journal of Chemical Theory and Computation, 2022, 18,
7702-7713.

2.3 7

10020
First theoretical framework for highly efficient photovoltaic parameters by structural modification
with benzothiophene-incorporated acceptors in dithiophene based chromophores. Scientific Reports,
2022, 12, .

1.6 26

10021
Structural, electronic, and nonlinear optical properties of small silver clusters doped graphyne and
pyrazineâ€•modified graphyne: A computational and comparative study. International Journal of Quantum
Chemistry, 2023, 123, .

1.0 1

10022 Emission and Luminescent Vapochromism Control of Octahedral Cu<sub>4</sub>I<sub>4</sub>
Complexes by Conformationally Restricted P,N Ligands. Chemistry - A European Journal, 2023, 29, . 1.7 4

10023 Electrophilic Câ€“H Borylation of Aza[5]helicenes Leading to Bowl-Shaped Quasi-[7]Circulenes with
Switchable Dynamics. Journal of the American Chemical Society, 2022, 144, 22316-22324. 6.6 18

10024 The effect of covalent binding of phthalocyanine macrocycles with a cyclotriphosphazene spacer on
the aggregation, NLO, and CT properties. Journal of Porphyrins and Phthalocyanines, 2023, 27, 241-252. 0.4 0



542

Citation Report

# Article IF Citations

10025
Impact of end-group modifications and planarity on BDP-based non-fullerene acceptors for
high-performance organic solar cells by using DFT approach. Journal of Molecular Modeling, 2022, 28,
.

0.8 17

10026 Nanoporous Alumina Support Covered by Imidazole Moietyâ€“Based Ionic Liquids: Optical
Characterization and Application. Nanomaterials, 2022, 12, 4131. 1.9 1

10027 A Mechanistic Study of Asymmetric Transfer Hydrogenation of Imines on a Chiral Phosphoric Acid
Derived Indium Metal-Organic Framework. Molecules, 2022, 27, 8244. 1.7 2

10028 Redfield Propagation of Photoinduced Electron Transfer Reactions in Vacuum and Solution. Journal
of Chemical Theory and Computation, 2022, 18, 7052-7072. 2.3 2

10029 Computational Screening of D-Ï€-A Structured with Acceptor Tuned Metal-Free Organic Dye Molecules
for DSSCs. Journal of Computational Biophysics and Chemistry, 0, , . 1.0 1

10030 Computational Study on D-Ï€-A-Based Metal-Free Donor-Tuned Molecules for Efficient Organic
Dye-Sensitized Solar Cells. Journal of Computational Biophysics and Chemistry, 2023, 22, 231-241. 1.0 2

10031
Multiscale Modeling Unravels the Influence of Biomembranes on the Photochemical Properties of
Embedded Anti-Oxidative Polyphenolic and Phenanthroline Chelating Dyes. Journal of Physical
Chemistry B, 2023, 127, 212-227.

1.2 0

10032 Synthesis, Photophysics and Optical Limiting Properties of Functionalized Benzofuran Derivatives.
Asian Journal of Organic Chemistry, 2023, 12, . 1.3 1

10034 Combined Experimental and Theoretical Investigation into the Photophysical Properties of
Halogenated Coelenteramide Analogs. Molecules, 2022, 27, 8875. 1.7 3

10035 Parity-violating contributions to nuclear spin-rotation interactions and to NMR shielding constants
in tetrahedral molecules. Physical Review A, 2022, 106, . 1.0 1

10036 Charge Transfer as Bridging Correlator for DSSC Efficiency and NLO Property. ChemistrySelect, 2022,
7, . 0.7 5

10037
Manganese(II) Bromide Compound with Diprotonated
1-Hydroxy-2-(pyridin-2-yl)-4,5,6,7-tetrahydrobenzimidazole: Dual Emission and the Effect of Proton
Transfers. Inorganics, 2022, 10, 245.

1.2 7

10038 Modeling the electronic structure of organic materials: a solid-state physicistâ€™s perspective. JPhys
Materials, 2023, 6, 012001. 1.8 8

10039 2-(2-(Dimethylamino)vinyl)-4H-pyran-4-ones as Novel and Convenient Building-Blocks for the Synthesis
of Conjugated 4-Pyrone Derivatives. Molecules, 2022, 27, 8996. 1.7 2

10040 Quantum chemical and photovoltaic modeling of D-Ï€-A organic dyes based on substituted arylamine
electron donors in dye sensitized solar cells. Australian Journal of Chemistry, 2022, 75, 966-973. 0.5 1

10041
The ionic and ground states of gamma-pyrone. The photoionization spectrum studied by synchrotron
radiation and interpreted by configuration interaction and density functional calculations. Journal
of Chemical Physics, 2023, 158, .

1.2 2

10042
Effects of Atypical Hydrogen Bonds and Ï€â€“Ï€ Interactions on Nonlinear Optical Properties: Dimers of
Triangular Structures Based on Perylene, Naphthalene, and Pyromellitic Diimides. Langmuir, 2023, 39,
357-366.

1.6 4

10043 Tuning the Charge Transport in Nickel Salicylaldimine Polymers by the Ligand Structure. Molecules,
2022, 27, 8798. 1.7 0



543

Citation Report

# Article IF Citations

10044 Performance of Localized-Orbital Coupled-Cluster Approaches for the Conformational Energies of
Longer <i>n</i>-Alkane Chains. Journal of Physical Chemistry A, 2022, 126, 9375-9391. 1.1 5

10045 Enhanced Ultrafast Broadband Reverse Saturable Absorption in Twistacenes with Enlarged
Ï€-Conjugated Central Bridge. Molecules, 2022, 27, 9059. 1.7 1

10046 Designing of gigantic first-order hyperpolarizability molecules via joining the promising organic
fragments: a DFT study. Journal of Molecular Modeling, 2023, 29, . 0.8 7

10047
Spectroscopic, DFT study, and molecular docking investigation of
N-(3-methylcyclohexyl)-2-phenylcyclopropane-1-carbohydrazide as a potential antimicrobial drug.
Journal of the Indian Chemical Society, 2023, 100, 100806.

1.3 14

10048 Building on the strengths of a double-hybrid density functional for excitation energies and inverted
singlet-triplet energy gaps. Journal of Chemical Physics, 2023, 158, . 1.2 3

10049
Assessment of State-Averaged Driven Similarity Renormalization Group on Vertical Excitation
Energies: Optimal Flow Parameters and Applications to Nucleobases. Journal of Chemical Theory and
Computation, 2023, 19, 122-136.

2.3 3

10050
Optoelectronic design and charge transport properties of Benzodifuran (BDF) isomers for organic
electronic devices: DFT/TD-DFT insights. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2023, 290, 122266.

2.0 10

10051 One-dimensional stacking array of 10,20-diphenyl-5,15-diazaporphyrin metal complexes. Journal of
Porphyrins and Phthalocyanines, 0, , . 0.4 1

10052 Seeking for Optimal Excited States in Photoinduced Electron-Transfer Processesâ”€The Case Study of
Brookerâ€™s Merocyanine. Journal of Physical Chemistry A, 2022, 126, 9577-9593. 1.1 1

10053 QM/MM methods in studies of coinage metals: copper, silver, and gold interacting with biological and
organic molecules. Advances in Physics: X, 2023, 8, . 1.5 0

10054 A Benchmark Study of Aromaticity Indexes for Benzene, Pyridine, and the Diazines - II. Excited State
Aromaticity. Journal of Physical Chemistry A, 0, , . 1.1 2

10055 Absorption band structure of the photochromic dimethyldihydropyrene/metacyclophanediene couple.
Insight from vibronic coupling theory. Journal of Chemical Physics, 2022, 157, 224303. 1.2 3

10056 Preparation of chlorine resistant thinâ€•filmâ€•composite reverseâ€•osmosis polyamide membranes with
triâ€•acyl chloride containing thioether units. Journal of Applied Polymer Science, 0, , . 1.3 1

10057
Faster Exact Exchange for Solids via occ-RI-K: Application to Combinatorially Optimized
Range-Separated Hybrid Functionals for Simple Solids with Pseudopotentials Near the Basis Set Limit.
Journal of Chemical Theory and Computation, 2022, 18, 7336-7349.

2.3 10

10058 Theoretical Investigations on the Sensing Mechanism of Phenanthroimidazole Fluorescent Probes for
the Detection of Selenocysteine. Molecules, 2022, 27, 8444. 1.7 4

10059 TDDFT versus <i>GW</i>/BSE Methods for Prediction of Light Absorption and Emission in a TADF
Emitter. Journal of Physical Chemistry A, 2022, 126, 9627-9643. 1.1 1

10060 Hyperpolarizabilities of Pushâ€“Pull Chromophores in Solution: Interplay between Electronic and
Vibrational Contributions. Molecules, 2022, 27, 8738. 1.7 2

10061
Interexcited State Photophysics I: Benchmarking Density Functionals for Computing Nonadiabatic
Couplings and Internal Conversion Rate Constants. Journal of Chemical Theory and Computation,
2023, 19, 271-292.

2.3 5



544

Citation Report

# Article IF Citations

10062
Synthesis, Structural Characterization and Theoretical NLO Activity of N-(4-Acetyl-5-(4-(Nitro)) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 747 Td (Phenyl)-4,5-Dihydro-1,3,4-Thiadiazol-2-yl)-N-Phenyl Acetamide. Polycyclic Aromatic Compounds, 2023, 43,

9153-9174.
1.4 2

10063 Theoretical Study on Non-Linear Optics Properties of Polycyclic Aromatic Hydrocarbons and the
Effect of Their Intercalation with Carbon Nanotubes. Molecules, 2023, 28, 110. 1.7 1

10064 Câ€“O Bond Activation in Mononuclear Lanthanide Oxocarbonyl Complexes OLn(Î·<sup>2</sup>-CO) (Ln =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 662 Td (La, Ce, Pr, and Nd). Inorganic Chemistry, 0, , .1.9 0

10065 Spectroscopic and Density Functional Studies on the Interaction of a Naphthalene Derivative with
Anions. Journal of Fluorescence, 0, , . 1.3 3

10066 The subsystem quantum chemistry program <scp>Serenity</scp>. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2023, 13, . 6.2 11

10067 Influence of Number of Ligands and Point Group on the Electronic Structure of Co<sup>2+</sup>
Aqua-Complexes. Inorganic Chemistry, 2022, 61, 20743-20756. 1.9 1

10068
<scp>SVECV</scp>â€•f12: A composite scheme for accurate and costâ€•effective evaluation of reaction
barriers. <scp>II</scp>. Benchmarking using Karton's <scp>BH28</scp> barrier heights database.
International Journal of Quantum Chemistry, 2023, 123, .

1.0 3

10069 Absolute excited state molecular geometries revealed by resonance Raman signals. Nature
Communications, 2022, 13, . 5.8 3

10070 Diffuse Basis Functions for Relativistic s and d Block Gaussian Basis Sets. Journal of Chemical Theory
and Computation, 2023, 19, 198-210. 2.3 4

10071 Photoionization and core resonances from range-separated time-dependent density-functional theory
for open-shell states: Example of the lithium atom. Journal of Chemical Physics, 0, , . 1.2 0

10072 Î³-graphyne: A promising electron acceptor for organic photovoltaics. Materials and Design, 2023, 225,
111526. 3.3 5

10073
End-group engineering of non-fused benzothiadiazol derivatives with thiophene rings based small
donor molecules for tuning the photovoltaic properties via DFT approach. Computational and
Theoretical Chemistry, 2023, 1220, 114001.

1.1 3

10074
Synchronous construction of high sulfonic acid grafting degree and large surface area in
conjugated microporous polymer adsorbents for efficient removal of uranium (VI). Separation and
Purification Technology, 2023, 309, 122953.

3.9 5

10075 Computational Study of New Small Molecules based Thiophene as Donor Materials for Bulk
Heterojunction Photovoltaic Cells. Journal of Fluorescence, 2023, 33, 553-563. 1.3 3

10076 Multifunctional polyimides for resistive switching memory devices based on flexible transparent
polyimideâ€“silver nanowires hybrid electrodes. Engineering Reports, 2023, 5, . 0.9 0

10077 The Influence of the Intramolecular 2D Interactions on the Physicochemical Properties of
Hexasubstituted Benzene Derivatives. Energies, 2023, 16, 480. 1.6 0

10078 Characterization of excited states in time-dependent density functional theory using localized
molecular orbitals. Journal of Chemical Physics, 2023, 158, . 1.2 1

10079 Understanding Charge Dynamics in Dense Electronic Manifolds in Complex Environments. Journal of
Chemical Theory and Computation, 2023, 19, 626-639. 2.3 7



545

Citation Report

# Article IF Citations

10080 Accuracy of electronic density calculated using an optimally tuned range-separated hybrid
functional. Theoretical Chemistry Accounts, 2023, 142, . 0.5 1

10081
Vibrationally resolved two-photon electronic spectra including vibrational pre-excitation: Theory
and application to VIPER spectroscopy with two-photon excitation. Journal of Chemical Physics, 2023,
158, .

1.2 1

10082 Design and computational study of the novel nano-buds of C20@C60 with high NLO properties.
Journal of Molecular Structure, 2023, 1278, 134961. 1.8 3

10083 An efficient protocol for excited states of large biochromophores. Journal of Chemical Physics, 2023,
158, 024107. 1.2 1

10084 Structural and spectroscopic properties of voriconazole and fluconazoleâ€‰â€“â€‰Experimental and
theoretical studies. Open Chemistry, 2022, 20, 1575-1590. 1.0 1

10085 Molecular Modelling of Ionic Liquids: Situations When Charge Scaling Seems Insufficient. Molecules,
2023, 28, 800. 1.7 5

10087 Understanding the Role of Intramolecular Ion-Pair Interactions in Conformational Stability Using an
<i>Ab Initio</i> Thermodynamic Cycle. Journal of Physical Chemistry B, 2023, 127, 648-660. 1.2 0

10088 Degradation by hydrolysis of three triphenylmethane dyes: DFT and TD-DFT study. Theoretical
Chemistry Accounts, 2023, 142, . 0.5 1

10089 <i>In silico</i> screening of ethyl 4-[(E)-(2-hydroxy-4-methoxyphenyl)methyleneamino]benzoate and
some of its derivatives for their NLO activities using DFT. Royal Society Open Science, 2023, 10, . 1.1 4

10090 Nanoscale Surface-Enhanced Raman Spectroscopy Investigation of a Polyphenol-Based Plasmonic
Nanovector. Nanomaterials, 2023, 13, 377. 1.9 1

10091 Novel A-Ï€-D-Ï€-A type non-fullerene acceptors of dithienyl diketopyrropopyrrole derivatives to enhance
organic photovoltaic applications: a DFT study. RSC Advances, 2023, 13, 1640-1658. 1.7 17

10092 A DFT study on the transition metal doped BN and AlN nanocages as a drug delivery vehicle for the
cladribine drug. Journal of Molecular Liquids, 2023, 374, 121262. 2.3 13

10093 <b>Micro/macroscopic and density functional studies of the interactions between Molybdenum
Trioxide and C<sub>60</sub>molecule</b>. Journal of Chemical Physics, 0, , . 1.2 0

10094
On the role of torsional dynamics in the solid-state fluorescent properties of a new
bifluoreneâ€“tetracarboxylic acid and its supramolecular assemblies: a structural and TD-DFT
investigation. CrystEngComm, 2023, 25, 1058-1066.

1.3 4

10095 Crystal Engineering to Avoid Pairing Dipolar Moments: The Case of 5-Nitrouracil, a Highly Polarizable
Molecule. Crystals, 2023, 13, 145. 1.0 0

10096 Effect of acetylene linkage on solvatochromism of betaine consisting of 1-methylpyridinium and
phenolate units. Results in Chemistry, 2023, 5, 100784. 0.9 0

10097 Experimental and Computational Study of Triphenylamine Dyes for Photovoltaic Cell Applications. EPJ
Applied Physics, 0, , . 0.3 0

10098 Green Emissive Copper(I) Coordination Polymer Supported by the Diethylpyridylphosphine Ligand as a
Luminescent Sensor for Overheating Processes. Molecules, 2023, 28, 706. 1.7 4



546

Citation Report

# Article IF Citations

10099
Novel Benzimidazole Derived Imine Ligand and Its Co(III) and Cu(II) Complexes as Anticancer Agents:
Chemical Synthesis, DFT Studies, In Vitro and In Vivo Biological Investigations. Pharmaceuticals, 2023,
16, 125.

1.7 2

10100
Properties of Gaseous Deprotonated L-Cysteine S-Sulfate Anion [cysS-SO3]âˆ’: Intramolecular H-Bond
Network, Electron Affinity, Chemically Active Site, and Vibrational Fingerprints. International Journal
of Molecular Sciences, 2023, 24, 1682.

1.8 1

10101 Optical Physical Mechanisms of Helicene Carbon Nanohoop with MÃ¶bius Topology. ChemPhysChem,
2023, 24, . 1.0 2

10102 Theoretical study of the absorption and emission spectrum and nonâ€•adiabatic excited state dynamics of
gasâ€•phase xanthone. Journal of the Chinese Chemical Society, 2023, 70, 372-385. 0.8 0

10103 Unusual â€˜Turn-onâ€™ Ratiometric Response of Fluorescent Porphyrin-Pyrene Dyads to the Nitroaromatic
Compounds. Chemosensors, 2023, 11, 43. 1.8 1

10104 Quantum mechanical analysis of excitation energy transfer couplings in photosystem II. Biophysical
Journal, 2023, 122, 470-483. 0.2 2

10105 Photocatalytic Activity of the V2O5 Catalyst toward Selected Pharmaceuticals and Their Mixture:
Influence of the Molecular Structure on the Efficiency of the Process. Molecules, 2023, 28, 655. 1.7 4

10106 Fused ring pyrrolo[3,2-b]pyrrole-based tilde-shaped acceptor molecules for highly efficient organic
solar cells. Journal of Physics and Chemistry of Solids, 2023, 176, 111228. 1.9 20

10107
Practical Computational Chemistry Course for a Comprehensive Understanding of Organic, Inorganic,
and Physical Chemistry: From Molecular Interactions to Chemical Reactions. Journal of Chemical
Education, 2023, 100, 647-654.

1.1 5

10108
Synthesis and Stereodynamic and Emission Properties of Dissymmetric Bis-Aryl Carbazole Boranes and
Identification of a CPL-Active Bâ€“C Atropisomeric Compound. Journal of Organic Chemistry, 2023, 88,
871-881.

1.7 5

10109 Symmetry dependent optical properties of zeolites: A quantum mechanical study. International Journal
of Quantum Chemistry, 2023, 123, . 1.0 0

10110
Theoretical Investigation of the Nonlinear Optical and Charge Transport Properties of
N-(4-Methoxybenzylidene) Isonicotinohydrazone and Some of Its Derivatives: A DFT and TD-DFT Study.
Advances in Materials Science and Engineering, 2023, 2023, 1-14.

1.0 7

10111 First-principles evaluation of the second harmonic generation response of reference organic and
inorganic crystals. Journal of Chemical Physics, 2023, 158, . 1.2 2

10112 Designing and Theoretical Study of Dibenzocarbazole Derivatives Based Hole Transport Materials:
Application for Perovskite Solar Cells. Journal of Fluorescence, 2023, 33, 1201-1216. 1.3 3

10113 Activating Electroluminescence of Charged Naphthalene Diimide Complexes Directly Adsorbed on a
Metal Substrate. Physical Review Letters, 2023, 130, . 2.9 2

10114 Computational methods and points for attention in absolute configuration determination. , 0, 1, . 9

10115 One-electron self-interaction error and its relationship to geometry and higher orbital occupation.
Journal of Chemical Physics, 2023, 158, . 1.2 5

10116 Ultrafast Charge Separation Driven by Torsional Motion in Orthogonal Boron Dipyrromethene Dimer.
Journal of Physical Chemistry Letters, 2023, 14, 702-708. 2.1 5



547

Citation Report

# Article IF Citations

10117 Reversible multi-electron redox chemistry of organic salt as anode for high-performance
Li-ion/dual-ion batteries. Chemical Engineering Journal, 2023, 457, 141335. 6.6 7

10118 Synthesis and photophysical properties of BN-benzo[b]triphenylene. Chemical Physics Letters, 2023, 813,
140313. 1.2 0

10119 Insights on the enhanced hydrogen sulfide adsorption on X (XÂ =Â Cr, Ni, Al, C, Si, O, S) doped boron
nitride nanotubes. Computational and Theoretical Chemistry, 2023, 1220, 114005. 1.1 2

10120 Absolute configuration of spiro-flavostilbenoids from Yucca schidigera Roezl ex Ortgies: First
indication of (2R)-naringenin as the key building block. Phytochemistry, 2023, 207, 113584. 1.4 1

10121 A new cyano (âˆ’C N) free molecular design perspective for constructing carbazole-thiophene based
environmental friendly organic solar cells. Physica B: Condensed Matter, 2023, 652, 414630. 1.3 1

10122
DFT-aided infrared and electronic circular dichroism spectroscopic study of cyclopeptide S-PK6 and
the exploration of its antitumor potential by molecular docking. Journal of Molecular Structure,
2023, 1278, 134903.

1.8 4

10123
The two-pronged approach of heteroatoms and substituents to achieve a synergistic regulation of the
ESIPT process in amino 2-(2â€²-hydroxyphenyl)benzoxazole derivatives. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 291, 122318.

2.0 4

10124 Growth, characterizations and nonlinear optical studies of dimethylamine substituted anthracene
chalcone single crystals. Journal of Molecular Structure, 2023, 1278, 134897. 1.8 7

10125
Tailoring the solar cell efficiency of Y-series based non-fullerene acceptors through end cap
modification. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2023, 291,
122322.

2.0 4

10126 Theoretical investigation of the structure and spectroscopy of uranium oxide species. Theoretical
Chemistry Accounts, 2023, 142, . 0.5 2

10127 Structural and Spectroscopic Properties of Isoconazole and Bifonazoleâ€”Experimental and
Theoretical Studies. International Journal of Molecular Sciences, 2023, 24, 520. 1.8 1

10128 Synthesis, DFT and X-ray Studies of Trans CuCl2L2 with L Is
(E)-(4-Chlorophenyl)-N-(3-phenyl-4H-1,2,4-triazol-4-yl)methanimine. Inorganics, 2023, 11, 18. 1.2 1

10129

Nonlinear Optical Studies of
[Pt<sub>17</sub>(CO)<sub>12</sub>(PPh<sub>3</sub>)<sub>8</sub>]<sup><i>n</i>+</sup> Metal
Nanoclusters and Their Enhancement via All-Plastic Photonic Crystal Cavity. Journal of Physical
Chemistry C, 2023, 127, 568-576.

1.5 5

10130 Exploring Mannosylpurines as Copper Chelators and Cholinesterase Inhibitors with Potential for
Alzheimerâ€™s Disease. Pharmaceuticals, 2023, 16, 54. 1.7 1

10131 Chemical Reactivity, Topological Analysis, and Second-Order Nonlinear Optical Responses of
M3O@Al12N12: A Quantum Chemical Study. Russian Journal of Physical Chemistry A, 2022, 96, 2909-2920. 0.1 0

10132 Shape fluctuations and radiation from thermally excited electronic states of boron clusters.
Physical Review A, 2022, 106, . 1.0 1

10133 Physical Mechanism of Spectra in Carbon Nanobelts under Quantum Size Effect. Nanomaterials, 2023,
13, 159. 1.9 2

10134 Favipiravirâ€”Tautomeric and Complexation Properties in Solution. Pharmaceuticals, 2023, 16, 45. 1.7 5



548

Citation Report

# Article IF Citations

10135 Inâ€•Silico Device Performance Prediction of Cosensitizer Dye Pairs for Dyeâ€•Sensitized Solar Cells.
Advanced Energy Materials, 2023, 13, . 10.2 1

10136 Plasmonic Gradient and Plexcitonic Effects in Single-Molecule Tip-Enhanced (Resonance) Raman
Spectroscopy. Journal of Physical Chemistry C, 2023, 127, 476-489. 1.5 2

10137
Vibrational Spectroscopic Analysis of 1,3-Dianiline Squarate: Infrared, Normal Raman,
Surface-Enhanced Raman Scattering, and Density Functional Theory Calculations. Journal of Physical
Chemistry C, 2023, 127, 421-428.

1.5 0

10138 Structure and Conformational Mobility of OLED-Relevant 1,3,5-Triazine Derivatives. Molecules, 2023,
28, 1248. 1.7 1

10139 Highly Efficient Lightâ€•Driven CO<sub>2</sub> to CO Reduction by an Appropriately Decorated Iron
Porphyrin Molecular Catalyst. ChemCatChem, 2023, 15, . 1.8 1

10140

New kind of electride sandwich complexes based on the cyclooctatetraene ligand
M<sup>1</sup><sub>2</sub>(Î·<sup>8</sup>-C<sub>8</sub>H<sub>8</sub>)<sub>2</sub>M<sup>2</sup><sub>2</sub>(M<sup>1</sup>=) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 542 Td (Na, K and M<sup>2</sup>= Ca, Mg): a theoretical study. Physical Chemistry Chemical Physics, 2023, 25,

4710-4723.

1.3 4

10141 XPS and quantum chemical analysis of 4Me-BODIPY derivatives. Physical Chemistry Chemical Physics,
2023, 25, 5211-5225. 1.3 0

10142 Conjugates of Tacrine and Salicylic Acid Derivatives as New Promising Multitarget Agents for
Alzheimerâ€™s Disease. International Journal of Molecular Sciences, 2023, 24, 2285. 1.8 7

10143 Theoretical investigation on optical properties of MÃ¶bius carbon nanobelts in one- and two-photon
absorption. Frontiers of Physics, 2023, 18, . 2.4 1

10144 A Practiceâ€•Oriented Benchmark Strategy to Predict the UVâ€•Vis Spectra of Organic Photocatalysts**.
Chemistry Methods, 2023, 3, . 1.8 2

10145 Molecular design of dual-emission rhodamine analogs. Materials Chemistry Frontiers, 2023, 7, 1137-1145. 3.2 2

10146
Quantitative relationships between film morphology, charge carrier dynamics, and photovoltaic
performance in bulk-heterojunction binary <i>vs.</i> ternary acceptor blends. Energy and
Environmental Science, 2023, 16, 1234-1250.

15.6 6

10147 The Highly Exothermic Hydrogen Abstraction Reaction H2Te + OH â†’ H2O + TeH: Comparison with
Analogous Reactions for H2Se and H2S. Physical Chemistry Chemical Physics, 0, , . 1.3 0

10148 Spectroscopic and DFT Study of Alizarin Red S Complexes of Ga(III) in Semi-Aqueous Solution.
Photochem, 2023, 3, 61-81. 1.3 0

10149 Designing of asymmetric non-fullerene based acceptor materials by re-modification of Ï€-spacers with
PCEÂ &gt;Â 20Â % for organic solar cell. Optik, 2023, 278, 170602. 1.4 7

10150 Low-Temperature Luminescence in Organic Helicenes: Singlet versus Triplet State Circularly Polarized
Emission. Journal of Physical Chemistry Letters, 2023, 14, 1073-1081. 2.1 10

10151 Inhibition of electric field on inception soot formation: A ReaxFF MD and DFT study. International
Journal of Hydrogen Energy, 2023, 48, 15695-15708. 3.8 6

10152 Tuning the competition between photoisomerization and photothermy in biomimetic cyclocurcumin
analogues. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 439, 114583. 2.0 0



549

Citation Report

# Article IF Citations

10153 Mechanism of Absorption Wavelength Shift Depending on the Protonation State of the Acrylate
Group in Chlorophyll <i>c</i>. Journal of Physical Chemistry B, 2023, 127, 505-513. 1.2 3

10154 First Planar Binuclear Phthalocyanines Sharing a Common Carbazole Linkage: Synthesis, Optical and
Photochemical Properties. Bulletin of the Chemical Society of Japan, 2023, 96, 226-240. 2.0 0

10155 Probing Colossal Carbon Rings. Journal of Physical Chemistry A, 2023, 127, 1168-1178. 1.1 3

10156 Sensing Bisphenol A by Means of Surface-Enhanced Raman Spectroscopy and DFT Calculations to
Elucidate the Enhancement Mechanism That Dominates the Spectrum. Chemosensors, 2023, 11, 78. 1.8 2

10157 Effect of void-carbon on blue-shifted luminescence in TADF molecules by theoretical simulations.
Frontiers in Chemistry, 0, 11, . 1.8 1

10158 Packing-induced selectivity switching in molecular nanoparticle photocatalysts for hydrogen and
hydrogen peroxide production. Nature Nanotechnology, 2023, 18, 307-315. 15.6 29

10159 Computational study of the interaction of the psychoactive amphetamine with 1,2-indanedione and
1,8-diazafluoren-9-one as fingerprinting reagents. RSC Advances, 2023, 13, 4077-4088. 1.7 0

10160
Study of the Rv1417 and Rv2617c Membrane Proteins and Their Interactions with Nicotine Derivatives as
Potential Inhibitors of Erp Virulence-Associated Factor in Mycobacterium tuberculosis: An In Silico
Approach. Biomolecules, 2023, 13, 248.

1.8 2

10161 BN-Doped Carbon Nanotubes and Nanoribbons as Nonlinear-Optical Functional Materials for
Application in Second-Order Nonlinear Optics. ACS Applied Nano Materials, 2023, 6, 1549-1561. 2.4 2

10162
Unprecedented Ir(<scp>iii</scp>) cationic complexes based on tridentate tetrazolate ligands:
synthesis, photophysics and encapsulation in SiO<sub>2</sub> nanoparticles. New Journal of
Chemistry, 0, , .

1.4 0

10163
Thermodynamic and optical properties of HCOOH(H<sub>2</sub>O)<sub><i>n</i></sub> and
HCOOH(NH<sub>3</sub>)(H<sub>2</sub>O)<sub>(<i>n</i>âˆ’1)</sub> clusters at various temperatures
and pressures: a computational study. Physical Chemistry Chemical Physics, 2023, 25, 7869-7880.

1.3 1

10164 Quantumâ€“classical dynamics of vibration-induced autoionization in molecules. Journal of Chemical
Physics, 2023, 158, . 1.2 3

10165 Engineering of Tripeptide-Stabilized Gold Nanoclusters with Inherent Photosensitizing Property for
Bioimaging and Photodynamic Therapy. ACS Sustainable Chemistry and Engineering, 2023, 11, 2102-2114. 3.2 8

10166 Design of Dâ€“Ï€â€“A type carbon nanohoops with enhanced nonlinear optical response: a size-dependent
effect study. New Journal of Chemistry, 2023, 47, 5390-5398. 1.4 3

10167 Communication of molecular fluorophores with other photoluminescence centres in carbon dots.
Nanoscale, 2023, 15, 4022-4032. 2.8 8

10168 Design and Mechanism of Rare-Earth Singlet Oxygen Sensing: An Experimental and Quantum Chemical
Approach. Journal of Physical Chemistry A, 2023, 127, 1130-1140. 1.1 0

10169 Synthesis and Theoretical and Photophysical Study on a Series of Neutral Ruthenium(II) Complexes
with Donorâ€“Metalâ€“Accepter Configuration. Inorganic Chemistry, 2023, 62, 1476-1487. 1.9 3

10170
In Silico Designing of Thieno[2,3-<i>b</i>]thiophene Core-Based Highly Conjugated, Fused-Ring,
Near-Infrared Sensitive Non-fullerene Acceptors for Organic Solar Cells. ACS Omega, 2023, 8,
4767-4781.

1.6 8



550

Citation Report

# Article IF Citations

10171 Quantum modeling of dimethoxyl-indaceno dithiophene based acceptors for the development of
semiconducting acceptors with outstanding photovoltaic potential. RSC Advances, 2023, 13, 4641-4655. 1.7 5

10172
Effects of solvent polarity on the novel excited-state intramolecular thiol proton transfer and
photophysical property compared with the oxygen proton transfer. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 293, 122475.

2.0 29

10173 Computational approach to understanding the structures, properties, and supramolecular chemistry
of pagoda[n]arenes. Journal of Molecular Structure, 2023, 1281, 135073. 1.8 1

10174
Mechanistic insights into the electroreduction of CO2 by a phosphine-nitrogen-coordinated
manganese carbonyl complex for CO2-to-CO conversion over H2 formation. Inorganica Chimica Acta,
2023, 549, 121419.

1.2 2

10175 A (TD-)DFT study on photo-NHC catalysis: photoenolization/Dielsâ€“Alder reaction of acid fluorides
catalyzed by <i>N</i>-heterocyclic carbenes. Chemical Science, 2023, 14, 4027-4037. 3.7 2

10176 Theoretical study of the excitation of proflavine H-dimers in an aqueous solution: the effect of
functionals and dispersion corrections. Physical Chemistry Chemical Physics, 2023, 25, 12259-12276. 1.3 4

10177 Designing molecules with a high-spin (quintet,<i>S</i>= 2) ground state for magnetic and spintronic
applications. Molecular Systems Design and Engineering, 2023, 8, 874-886. 1.7 2

10178
Carbonyl (Cî€•O)/N-based thermally activated delayed fluorescent materials with high efficiency and fast
reverse intersystem crossing rate: a theoretical design and study. New Journal of Chemistry, 2023, 47,
7686-7693.

1.4 2

10179 Modulation of chiral spectral deflection by van der Waals force-induced molecular
electropolarization in catenane oligomers. RSC Advances, 2023, 13, 11055-11061. 1.7 1

10180 Three-body interaction effects in heterolytic hydrogen splitting by frustrated Lewis pairs. Physical
Chemistry Chemical Physics, 2023, 25, 9599-9606. 1.3 0

10181 Theoretical Study on the Multiple Resonance Thermally Activated Delayed Fluorescence Process. Acta
Chimica Sinica, 2023, 81, 124. 0.5 1

10182 Theoretical Study on Thermal Structural Fluctuation Effects of Intermolecular Configurations on
Singlet Fission in Pentacene Crystal Models. Journal of Physical Chemistry A, 2023, 127, 1883-1893. 1.1 0

10183 Creating intense and refined NLO responses by utilizing dual donor structural designs in A-Ï€-D-Ï€-D-Ï€-A
type organic switches: computed device parameters. Structural Chemistry, 2023, 34, 2021-2038. 1.0 8

10184 In Silico Design of Dihydroazulene/Vinylheptafulvene Photoswitches for Solarâ€•Energy Storage Guided
by an Allâ€•Around Performance Descriptor**. Chemistry Methods, 2023, 3, . 1.8 5

10185 Quadripartite bond length rule applied to two prototypical aromatic and antiaromatic molecules.
Journal of Molecular Modeling, 2023, 29, . 0.8 0

10186 Modeling the Photo-Absorption Properties of Noble Metal Nanoclusters: A Challenge for
Density-Functional Theory. Journal of Physical Chemistry C, 2023, 127, 7718-7729. 1.5 2

10187 Comparative analysis of the reactivity of anthocyanidins, leucoanthocyanidins, and flavonols using a
quantum chemistry approach. Journal of Molecular Modeling, 2023, 29, . 0.8 1

10188 Tetraquinoxalinoporphyrazine â€“ Ï€-extended NIR-absorbing photosensitizer with improved
photostability. Dyes and Pigments, 2023, 216, 111326. 2.0 3



551

Citation Report

# Article IF Citations

10189 Photochemical Reaction Mechanism of Intramolecular H Transfer Reaction of H2C3O+â€¢ Radical Cation.
ChemPhysChem, 0, , . 1.0 0

10190
Energy Component Analysis for Electronically Excited States of Molecules: Why the Lowest Excited
State Is Not Always the HOMO/LUMO Transition. Journal of Chemical Theory and Computation, 2023, 19,
2340-2352.

2.3 8

10191 Enhanced Fluorescence by Inter/Intramolecular Hydrogen Bonding in Si-Substituted Coumarins.
Journal of Physical Chemistry B, 2023, 127, 3187-3196. 1.2 2

10192 Tuning the Photophysical Properties of Ru(II) Photosensitizers for PDT by Protonation and
Metallation: A DFT Study. Journal of Physical Chemistry A, 2023, 127, 3625-3635. 1.1 1

10193
The Effect of Miscibility and Morphology of Porphyrin Donors and Nonâ€•Fullerene Acceptors on
Exciton Dissociation Processes: A Quantum Chemical and Molecular Dynamics Study.
ChemPhotoChem, 2023, 7, .

1.5 1

10194 Oxidovanadium(IV) sulfate catalyses light-driven Câ€“N bond formation. Molecular Catalysis, 2023, 541,
113054. 1.0 1

10195 Electronic Structure Studies and Photophysics of Luminescent Th(IV) Anilido and Imido Complexes.
Inorganic Chemistry, 2023, 62, 6155-6168. 1.9 2

10196 Embedding Beyond Electrostatics: The Extended Polarizable Density Embedding Model. Journal of
Physical Chemistry B, 2023, 127, 3248-3256. 1.2 1

10197 Multiredox tripyridine-triazine molecular cathode for lithium-organic battery. Journal of Power
Sources, 2023, 567, 232963. 4.0 2

10198
Structural, spectroscopic, electronic, Hirshfeld, QTAIM and biological predications of a hybrid
2,6-dichloropurine compound: A detailed density functional theoretical study. Journal of the Indian
Chemical Society, 2023, 100, 100984.

1.3 1

10199 A 4-aminophthalimide derive smart molecule for sequential detection of aluminum ions and picric
acid. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 439, 114593. 2.0 12

10200 Development of thermally-stable NIR absorbing films based on heptamethine cyanine dyes with
bistriflimide anion. Progress in Organic Coatings, 2023, 178, 107473. 1.9 1

10201 Diamondoid as potential nonlinear optical material by superalkali doping: A first principles study.
Diamond and Related Materials, 2023, 135, 109826. 1.8 9

10202
Theoretical survey on the electronic, linear and nonlinear optical properties of substituted benzenes
and polycondensed Ï€-systems. A density functional theory study. Computational and Theoretical
Chemistry, 2023, 1223, 114100.

1.1 2

10203 Novel nanobuds from C20 with C30, C40, C50, C60 and C70 fullerene: Structural, electrical and
optical properties and solvent effect. Journal of Molecular Liquids, 2023, 377, 121550. 2.3 4

10204 Control of excited state charge transfer dynamics of DMABN in deep eutectic solvent: Involvement of
the partially twisted intermediate state. Journal of Molecular Liquids, 2023, 377, 121551. 2.3 1

10205 Probing the water hydrogen-bonding effects on the ground and low-lying excited states of
phenanthroline isomers. Journal of Molecular Liquids, 2023, 377, 121508. 2.3 1

10206
Design of new bithieno thiophene (BTTI) central core-based small molecules as efficient hole
transport materials for perovskite solar cells and donor materials for organic solar cells. Materials
Science and Engineering B: Solid-State Materials for Advanced Technology, 2023, 291, 116392.

1.7 24



552

Citation Report

# Article IF Citations

10207 Molecular modelling of ionic liquids: Perfluorinated anionic species with enlarged halogen
substitutions. Journal of Molecular Liquids, 2023, 378, 121599. 2.3 3

10208
Biological determination, molecular docking and Hirshfeld surface analysis of
rhoduim(I)-N-heterocyclic carbene complex: Synthesis, crystal structure, DFT calculations, optical
and non linear optical properties. Inorganica Chimica Acta, 2023, 551, 121459.

1.2 3

10209
Ionic mononuclear [Fe] and heterodinuclear [Fe,Ru] bis(diphenylphosphino)alkane complexes:
Synthesis, spectroscopy, DFT structures, cytotoxicity, and biomolecular interactions. Journal of
Inorganic Biochemistry, 2023, 242, 112156.

1.5 3

10210
Heteroatom substitution controlled luminescent property and excited state intramolecular proton
transfer (ESIPT) process of novel benzothiazole-based fluorophore: A TD-DFT investigation. Journal of
Molecular Structure, 2023, 1281, 135132.

1.8 2

10211 Selective recognition of cyanide ion by colorimetric hydrazide based Cr(III) chemosensor. Journal of
Molecular Structure, 2023, 1281, 135082. 1.8 1

10212 A novel heavy-atom-free lysosome-targeted BODIPY as triplet photosensitizer based on SOCT-ISC
mechanism for photodynamic therapy. Dyes and Pigments, 2023, 214, 111214. 2.0 5

10213 Designing and theoretical study of benzocarbazole-based D-Ï€-D type small molecules donor for
organic solar cells. Journal of Molecular Graphics and Modelling, 2023, 121, 108455. 1.3 4

10214
4-(4-methoxyphenyl)-6-methyl-3-phenyl-4H-1,2,4-oxadiazin-5(6H)-one: Synthesis, crystal structure,
Hirshfeld surface analysis, noncovalent, ADMET studies and biological evaluation. Journal of
Molecular Structure, 2023, 1282, 135197.

1.8 1

10215
Quantum chemical investigation of Z-shaped heptazethrenes derivatives with detailed structural
parameters and singlet fission for photovoltaic applications. Journal of Molecular Graphics and
Modelling, 2023, 121, 108432.

1.3 8

10216
Controlled supramolecular interactions for targeted release of Amiodarone drug through Graphyne
to treat cardiovascular diseases: An in silico study. Journal of Molecular Graphics and Modelling,
2023, 121, 108452.

1.3 2

10217
Triphenyl borate as an effective film-modification additive for regulating the solid electrolyte
interphase formed on graphite and silicon based anode. Materials Today Communications, 2023, 35,
105619.

0.9 1

10218
Impact of water and metal oxide nanoparticles on the structure and properties of
1-ethyl-3-methylimidazolium methylsulfate ionic liquid for solar thermal applications. Materials Today
Communications, 2023, 35, 105727.

0.9 2

10219 DFT design of novel nano-bud from B12N12 and C60 fullerene. Diamond and Related Materials, 2023, 136,
109909. 1.8 2

10220 Electronic and optical aspects of novel quinoxaline derivatives as electron donor materials for bulk
heterojunction solar cells. Journal of Molecular Graphics and Modelling, 2023, 121, 108462. 1.3 2

10221 Influence of end-capped engineering on 3-dimenional star-shaped triphenylamine-based donor materials
for efficient organic solar cells. Arabian Journal of Chemistry, 2023, 16, 104709. 2.3 18

10222
Efficient side-chain engineering of thieno-imidazole salt-based molecule to boost the optoelectronic
attributes of organic solar cells: A DFT approach. Journal of Molecular Graphics and Modelling, 2023,
121, 108428.

1.3 11

10223 A comparative analysis of UVâ€“vis transitions in hetaryl and ferrocenyl thioketones. Chemical Physics,
2023, 570, 111901. 0.9 1

10224 Structure, stability, and properties of cyclo[18]carbon-Zinc super sandwich complexes (C18-Zn-C18).
Journal of Organometallic Chemistry, 2023, 991, 122668. 0.8 3



553

Citation Report

# Article IF Citations

10225
Novel copper (II) and zinc (II) complexes with enrofloxacin and oxolinic acid: synthesis,
characterization, Hirshfeld surface and DFT/CAM-B3LYPD3BJ studies: NBO, QTAIM and RDG analysis.
Journal of Molecular Structure, 2023, 1282, 135141.

1.8 4

10226 Know your building blocks: Time-resolved EPR spectroscopy reveals NDI-T2 and not T-NDI-T to resemble
the electronic structure of PNDIT2. Organic Electronics, 2023, 117, 106790. 1.4 0

10227 A theoretical study of the ESIPT mechanism for the 2-butyl-4-hydroxyisoindoline-1, 3-dione probe.
Computational and Theoretical Chemistry, 2023, 1224, 114104. 1.1 1

10228 Process and mechanism of enhanced HCl leaching of platinum group metals from waste three-way
catalysts by Li2CO3 calcination pretreatment. Journal of Hazardous Materials, 2023, 452, 131348. 6.5 4

10229 Benchmarking DFT functionals for photophysics of pyranoflavylium cations. Journal of Molecular
Graphics and Modelling, 2023, 122, 108460. 1.3 0

10230 Fluorescent properties based on ESIPT and TICT of novel acylhydrazone-based probe and its sensing
mechanism for Al3+: A TD-DFT investigation. Journal of Molecular Liquids, 2023, 379, 121639. 2.3 1

10231
Computational approach to establish molecularly imprinted polymers interaction of functional
monomer methacrylic acid and template norfloxacin. Computational and Theoretical Chemistry, 2023,
1224, 114124.

1.1 4

10232 Triplet state generation followed by the excited-state intramolecular proton transfer in
3-sulfanylchromen-4-one. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 441, 114700. 2.0 4

10233 Why and how could an aliphatic bridge allow for a long-range photoinduced charge separation in
TrÃ¶gerâ€™s bases derivatives. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 441, 114699. 2.0 2

10234
Performance enhancement of catechin-graphene quantum dot nanocomposites functionalized with
carboxyl and doped/decorated with boron towards dye-sensitized solar cell applications: DFT and
TD-DFT calculations. Journal of Molecular Graphics and Modelling, 2023, 121, 108427.

1.3 5

10235 Novel low-bandgap donorâ€“acceptor thiophene-phenylene co-oligomers for light-emitting
semiconductor devices. Dyes and Pigments, 2023, 215, 111256. 2.0 0

10236 Theoretical study on the mechanism of aggregation-induced emission in red thermally activated
delayed fluorescence molecules: trans/cis-arrangement effect. Organic Electronics, 2023, 119, 106811. 1.4 0

10237
Nanomolar pyrophosphate detection in water using a zinc-terpyridine receptor and its applications in
antiproliferative and antioxidant activity. Journal of Photochemistry and Photobiology A: Chemistry,
2023, 441, 114726.

2.0 6

10238
Fluorescent deactivation behaviors based on ESIPT and TICT of novel double target fluorescent probe
and its sensing mechanism for Al3+/Mg2+: A TD-DFT study. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2023, 297, 122718.

2.0 1

10239
Solvatochromic, Halochromic and Thermochromic Effects of Copper(II) Complexes Containing
N-tert-butyl 2-Picolylamine, and Halide Ion; a Computational Study. Journal of Molecular Structure,
2023, 1285, 135483.

1.8 2

10240 Role of end-capped acceptor moieties on optoelectronic properties of small molecules featuring Bâ€“N
covalent bond-based organic solar cells. Journal of Computational Electronics, 2023, 22, 874-886. 1.3 1

10241 Fine tuning the optoelectronic properties of Dibenzo[b,d]Furan-Centered linear hole transporting
materials for perovskite solar cells. Journal of Physics and Chemistry of Solids, 2023, 178, 111337. 1.9 11

10242 Photophysical and photochemical properties of 3-hydroxyflavone in ethanol solution: Implicit vs
explicit solvent models. Journal of Molecular Liquids, 2023, 381, 121783. 2.3 2



554

Citation Report

# Article IF Citations

10243 Valence and Rydberg excitations of 2-fluorotoluene in the 4.4â€“10.8 eV photoabsorption energy region.
Journal of Quantitative Spectroscopy and Radiative Transfer, 2023, 303, 108597. 1.1 1

10244
Optoelectronic properties of Portulacaxanthin III (PXIII), GQD/Os-GQD-PXIII nanocomposites, and their
coupling with photoanode in dye-sensitized solar cells: Molecular and periodic DFT calculations.
Optik, 2023, 274, 170591.

1.4 1

10245 Fluorinated phenyl meso-substituents regulating excited state absorption-driven protonation of
free-base porphyrins. Journal of Photochemistry and Photobiology A: Chemistry, 2023, 438, 114568. 2.0 1

10246 Near thermal, selective liberation of hydrogen from formic acid catalysed by copper hydride ate
complexes. Dalton Transactions, 2023, 52, 1574-1581. 1.6 2

10247 Projected Hybrid Density Functionals: Method and Application to Core Electron Ionization. Journal of
Chemical Theory and Computation, 2023, 19, 837-847. 2.3 3

10248 A method to capture the large relativistic and solvent effects on the UV-vis spectra of
photo-activated metal complexes. Physical Chemistry Chemical Physics, 2023, 25, 6153-6163. 1.3 1

10249 Revealing the supramolecular interactions of the bis(azopyrenyl) dibenzo-18-crown-6-ether system.
Journal of Molecular Liquids, 2023, 374, 121298. 2.3 1

10250 Bis(1-naphthylimino)acenaphthene: Redox Properties and One-Electron Reduction. Doklady Physical
Chemistry, 2022, 505, 89-94. 0.2 0

10251 Chlorinated Cubane-1,4-dicarboxylic Acids. Journal of Organic Chemistry, 0, , . 1.7 1

10252 Electronic circular dichroism from real-time propagation in state space. Journal of Chemical Physics,
2023, 158, . 1.2 4

10253 Evaluation of tight-binding DFT performance for the description of organic photochromes properties.
Journal of Chemical Physics, 2023, 158, 074303. 1.2 3

10254 Benzodithiophene (BDT) and benzodiselenophene (BDSe) isomersâ€™ charge transport properties for
organic optoelectronic devices. Journal of Sulfur Chemistry, 2023, 44, 462-478. 1.0 1

10255 Non-empirical Mixing Coefficient for Hybrid XC Functionals from Analysis of the XC Kernel. Journal of
Physical Chemistry Letters, 2023, 14, 1326-1333. 2.1 9

10256 Multiâ€•Hydration Induced Zwitterionic Hydrogel with Open Environment Stability for Chemical
Sensing. , 2023, 2, . 0

10257 The Structural Basis of African Swine Fever Virus pS273R Protease Binding to E64 through Molecular
Dynamics Simulations. Molecules, 2023, 28, 1435. 1.7 1

10258 Electronic Structures and NLO Properties of a Series of TMDs Lateralâ€•Coreâ€“Shell Heterostructures
Quantum Dots. Advanced Theory and Simulations, 2023, 6, . 1.3 0

10259 Electronic spectroscopy of trans-2-hexenal and 3-hexanol: Experimental and computational studies.
Journal of Quantitative Spectroscopy and Radiative Transfer, 2023, 299, 108509. 1.1 1

10260 Quantum-chemical calculations of electronic spectra absorption: ab initio or semiempirical methods?.
Kharkov University Bulletin Chemical Series, 2021, , 33-43. 0.3 0



555

Citation Report

# Article IF Citations

10261 Thermal site energy fluctuations in photosystem I: new insights from MD/QM/MM calculations.
Chemical Science, 2023, 14, 3117-3131. 3.7 1

10262
Two-Photon Absorption and Multiphoton Excited Fluorescence of Acetamide-Chalcone Derivatives:
The Role of Dimethylamine Group on the Nonlinear Optical and Photophysical Properties. Molecules,
2023, 28, 1572.

1.7 1

10263 Anti-inflammatory Quinoline Alkaloids from the Roots of <i>Waltheria indica</i>. Journal of Natural
Products, 2023, 86, 276-289. 1.5 1

10264 Charge-Separated States Determined Photoinduced Electron Transfer Efficiency in a D-D-A System in an
External Electric Field. Journal of Physical Chemistry C, 2023, 127, 2805-2817. 1.5 2

10265 Analytic Gradient for Time-Dependent Density Functional Theory Combined with the Fragment
Molecular Orbital Method. Journal of Chemical Theory and Computation, 2023, 19, 1276-1285. 2.3 4

10266 A Single-Atom Upgrade to Polydicyclopentadiene. Macromolecules, 2023, 56, 1592-1600. 2.2 1

10267
Benchmarking two-photon absorption strengths of rhodopsin chromophore models with CC3 and
CCSD methodologies: An assessment of popular density functional approximations. Journal of
Chemical Physics, 2023, 158, .

1.2 2

10268 Ultrafast optical limiting ability of <i>trans</i>-stilbene enhanced and broadened by a
donorâ€“Ï€â€“acceptor structure. Physical Chemistry Chemical Physics, 2023, 25, 7508-7518. 1.3 2

10269 Efficient Reverse Intersystem Crossing in Carbeneâ€•Copperâ€•Amide TADF Emitters via an Intermediate
Triplet State. Angewandte Chemie - International Edition, 2023, 62, . 7.2 14

10270 Efficient Reverse Intersystem Crossing in Carbeneâ€•Copperâ€•Amide TADF Emitters via an Intermediate
Triplet State. Angewandte Chemie, 2023, 135, . 1.6 1

10271
Structure, Vibrational Spectra, and Cryogenic MatrixPhotochemistry of
6-Bromopyridine-2-carbaldehyde: From the Single Molecule of the Compound to the Neat Crystalline
Material. Molecules, 2023, 28, 1673.

1.7 1

10272 Molecular Mechanism of Spectral Tuning by Chloride Binding in Monkey Green Sensitive Visual
Pigment. Journal of Physical Chemistry Letters, 2023, 14, 1784-1793. 2.1 2

10273
Investigation of difluorobenzene bridged cross-conjugated benzodithiophene-based small molecules
with efficient photovoltaic parameters. Journal of Materials Science: Materials in Electronics, 2023,
34, .

1.1 1

10274
Benzimidazole Derivatives Suppress Fusarium Wilt Disease via Interaction with ERG6 of Fusarium
equiseti and Activation of the Antioxidant Defense System of Pepper Plants. Journal of Fungi (Basel,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 217 Td (Switzerland), 2023, 9, 244.1.5 2

10275 Diazadiboraacenes: Synthesis, Spectroscopy and Computations. Angewandte Chemie, 2023, 135, . 1.6 1

10276 An <i>ab initio</i> method on large sized molecular aggregate system: Predicting absorption spectra
of crystalline organic semiconducting films. Journal of Chemical Physics, 2023, 158, . 1.2 4

10277 Diazadiboraacenes: Synthesis, Spectroscopy and Computations. Angewandte Chemie - International
Edition, 2023, 62, . 7.2 2

10278 Accurate Prediction of Three-Body Intermolecular Interactions via Electron Deformation
Density-Based Machine Learning. Journal of Chemical Theory and Computation, 2023, 19, 1466-1475. 2.3 2



556

Citation Report

# Article IF Citations

10279 Dicarbon defect in hexagonal boron nitride monolayer - a theoretical study. Canadian Journal of
Chemistry, 0, , . 0.6 1

10280 Orbital Polarization-Dependent Fragment Twist-Induced Intramolecular Electric-Field-Driven Charge
Transfer. Molecules, 2023, 28, 1801. 1.7 0

10281 Designing Excess Electron Compounds by Substituting Alkali Metals to a Small and Versatile
Tetracyclic Framework: A Theoretical Perspective. ACS Omega, 2023, 8, 7978-7988. 1.6 3

10282 Theoretical Study of Excited-State Dynamics of Hypercoordinated Carbon Molecule. Chemistry, 2023, 5,
269-280. 0.9 0

10283 Improving the TADF in Corannuleneâ€•Based Emitters via Tuning the Strength of Donor and Acceptor
Groups. Advanced Theory and Simulations, 2023, 6, . 1.3 0

10284 Mechanisms for Catalytic CO Oxidation on SiAun (n = 1â€“5) Cluster. Molecules, 2023, 28, 1917. 1.7 0

10285 Electronic structure, cationic, and excited states of nitrogen-containing spiroborates. Journal of
Molecular Modeling, 2023, 29, . 0.8 0

10286 Model systems for dye-sensitized solar cells: cyanidin-silver nanocluster hybrids at TiO<sub>2</sub>
support. RSC Advances, 2023, 13, 6010-6016. 1.7 2

10287 Linear and Nonlinear Optical Properties of Quadrupolar Bithiophenes and Cyclopentadithiophenes as
Fluorescent Oxygen Photosensitizers. Photochem, 2023, 3, 127-154. 1.3 0

10288 Conformational Dependence of the First Hyperpolarizability of the Li@B10H14 in Solution. Liquids,
2023, 3, 159-167. 0.8 0

10289
Synthesis and Design of Hybrid Metalloporphyrin Polymers Based on Palladium (II) and Copper (II)
Cations and Axial Complexes of Pyridyl-Substituted Sn(IV)Porphyrins with Octopamine. Polymers, 2023,
15, 1055.

2.0 1

10290
Tunable Photoinduced Charge Transfer at the Interface between Benzoselenadiazole-Based MOF
Linkers and Thermally Activated Delayed Fluorescence Chromophore. Journal of Physical Chemistry B,
2023, 127, 1819-1827.

1.2 3

10291 A comparative study on nonlinear optical properties of zinc porphyrins analogs: Coordination atoms
and group effects. International Journal of Quantum Chemistry, 0, , . 1.0 0

10292

Exploration of photovoltaic behavior of fused triphenylamine moiety as core donor with modified
acceptors: Star-shaped D-<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si1.svg"><mml:mrow><mml:mi
mathvariant="bold-italic">Ï€</mml:mi></mml:mrow></mml:math>-A conjugated systems. Materials
Chemistry and Physics, 2023, 299, 127528.

2.0 2

10293 Stable Room Temperature Nitrenes Created by Photolysis of Crystalline
4-Azido-2,3,5,6-tetrafluorobenzoic Acid. Journal of Physical Chemistry C, 2023, 127, 4816-4824. 1.5 2

10294 Vibrationally Resolved Innerâ€•Shell Photoexcitation of the Molecular Anion
C<sub>2</sub><sup>âˆ’</sup>. ChemPhysChem, 2023, 24, . 1.0 2

10295 Designing of silolothiophene-linked triphenylamine-based hole transporting materials for perovskites
and donors for organic solar cells-A DFT study. Solar Energy, 2023, 253, 187-198. 2.9 27

10296 Molecular modeling of mordant black dye for future applications as visible light harvesting materials
with anchors: design and excited state dynamics. Journal of Molecular Modeling, 2023, 29, . 0.8 14



557

Citation Report

# Article IF Citations

10297 Alteration of the central core of a DF-PCIC chromophore to boost the photovoltaic applications of
non-fullerene acceptor based organic solar cells. RSC Advances, 2023, 13, 6530-6547. 1.7 7

10298
Application of Quantumâ€“Chemical Methods in the Forensic Prediction of Psychedelic Drugsâ€™ Spectra
(IR, NMR, UVâ€“VIS, and MS): A Case Study of LSD and Its Analogs. Applied Sciences (Switzerland), 2023, 13,
2984.

1.3 12

10299 Ionization energies and ionization-induced structural changes in 2-phenylethylamine and its
monohydrate. Journal of Chemical Physics, 2023, 158, . 1.2 2

10300 Silicone nanomicelle dyeing method on polyester fibre: Comparative evaluation of chemical
properties, fastness properties, and DFT. Journal of the Indian Chemical Society, 2023, 100, 100960. 1.3 3

10301
Impact of External Electronic Perturbations on Single-Walled Carbon Nanotube Electronic
Structure: Scanning Tunneling Spectroscopy and Density Functional Theory. Journal of Physical
Chemistry C, 2023, 127, 4651-4659.

1.5 2

10302 Ladderphane copolymers for high-temperature capacitive energy storage. Nature, 2023, 615, 62-66. 13.7 82

10303
Tuning the photochemical ring-closing reaction efficiency in diarylethene-based photoswitches
through engineering of internal charge transfer. Physical Chemistry Chemical Physics, 2023, 25,
7741-7749.

1.3 2

10304
Effect of intermolecular interaction of the charge-transfer complex between molecular â€œtweezersâ€•
and C<sub>60</sub>/C<sub>70</sub> on second-order nonlinear optical properties. Physical
Chemistry Chemical Physics, 2023, 25, 8799-8808.

1.3 0

10305 Synthesis, characterization, photophysical, and magnetic studies of mixedâ€•ligand thorium(IV) complex
of 2â€•hydroxyâ€•5â€•sulfobenzoic acid and 1,10â€•phenanthroline. Applied Organometallic Chemistry, 2023, 37, . 1.7 0

10306
Excited state potential energy surfaces of <i>N</i>-phenylpyrrole upon twisting: reference values and
comparison between BSE/<i>GW</i> and TD-DFT. Physical Chemistry Chemical Physics, 2023, 25,
8376-8385.

1.3 3

10307 Molecular Specificity in the Intense Surface-Enhanced Raman Scattering on Copper(II)
8-Hydroxyquinoline Microcrystals. Journal of Physical Chemistry C, 2023, 127, 5169-5177. 1.5 1

10308 The Resonance Raman Spectrum of Cytosine in Water: Analysis of the Effect of Specific
Soluteâ€“Solvent Interactions and Non-Adiabatic Couplings. Molecules, 2023, 28, 2286. 1.7 1

10309 Exploring electronic energy level structure and excited electronic states of Î²-carotene using DFT.
Physical Chemistry Chemical Physics, 2023, 25, 9373-9381. 1.3 5

10311

Exhaust Gases as Fluxing Agents for Palladium: Formation Enthalpies and Vapor Pressures of PdO,
PdO<sub>2</sub>, Pd(CO)<sub><i>n</i></sub> (<i>n</i> = 1â€“3), Pd(NO)<sub><i>n</i></sub> (<i>n</i> =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 222 Td (1,2), Pd(OH)<sub><i>n</i></sub> (<i>n</i> = 1,2), HOPdNO, and 21 Other Species under Automotive

Catalyst Aging Conditions. Journal of Physical Chemistry C, 2023, 127, 4917-4933.

1.5 1

10312 Theoretical insights into luminescence mechanism of Naphthyridine-based thermally activated delayed
fluorescence emitter with aggregation-induced emission. Chemical Physics Letters, 2023, 817, 140407. 1.2 3

10313 Nonlinear optical response and characteristic Raman spectra of phagraphene quantum dots. Physica
Scripta, 2023, 98, 045109. 1.2 2

10314 Câ€“C Bond Formation Reaction Catalyzed by a Lithium Atom: Benzene-to-Biphenyl Coupling. ACS Omega,
2023, 8, 10600-10606. 1.6 2

10315 Performance of Density Functionals and Semiempirical 3c Methods for Small Goldâ€“Thiolate Clusters.
Journal of Physical Chemistry A, 2023, 127, 2242-2257. 1.1 1



558

Citation Report

# Article IF Citations

10316 Solvation Effects on Polarizability of Aromatic Fluids. Journal of Physical Chemistry B, 2023, 127,
2237-2249. 1.2 0

10317 Multifaceted Domino Knoevenagelâ€•Cyclization Reactions; Four Movements for 2<i>H</i>â€•Chromenes
and Chromans. Advanced Synthesis and Catalysis, 2023, 365, 3301-3319. 2.1 0

10318
Synthesis, crystal structures, and DFT calculations: novel Mn(II), Co(II) and Ni(II) complexes of
N-(pyridin-2-ylmethylene)methanamine with isothiocyanate as promising optical materials. Optical and
Quantum Electronics, 2023, 55, .

1.5 5

10319 Retrosynthesis from transforms to predictive sustainable chemistry and nanotechnology: a brief
tutorial review. Green Chemistry, 2023, 25, 2971-2991. 4.6 3

10320
New insights into the alkoxy effects on auxiliary adsorption and inhibiting charge recombination in
dye-sensitized solar cells with high open circuit voltage: a theoretical investigation. Physical
Chemistry Chemical Physics, 2023, 25, 8532-8543.

1.3 1

10321 DELTA50: A Highly Accurate Database of Experimental 1H and 13C NMR Chemical Shifts Applied to DFT
Benchmarking. Molecules, 2023, 28, 2449. 1.7 6

10323 Why 6-Iodouridine Cannot Be Used as a Radiosensitizer of DNA Damage? Computational and
Experimental Studies. Journal of Physical Chemistry B, 2023, 127, 2565-2574. 1.2 2

10324 Graphene Embedded with Transition Metals for Capturing Carbon Dioxide: Gas Detection Study Using
QM Methods. Clean Technologies, 2023, 5, 403-417. 1.9 7

10325 Is DFT Accurate Enough to Calculate Regioselectivity? The Case of 1,3â€•Dipolar Cycloaddition of Azide to
Alkynes and Alkenes. ChemPhysChem, 2023, 24, . 1.0 2

10326 Controlled Shell and Kernel Modifications of Atomically Precise Pd/Ag Superatomic Nanoclusters.
Chemistry - A European Journal, 2023, 29, . 1.7 8

10327 <scp>Ïƒâ€•</scp>Hole intermolecular interactions between carbon oxides and dihalogens: Abâ€•initio
investigations. Journal of Computational Chemistry, 2023, 44, 1426-1436. 1.5 5

10328
Low-Temperature Observation of the Excited-State Decay of Ruthenium-(Mono-2,2â€²:6â€²,2â€³-Terpyridine) Ions
with Innocent Ligands: DFT Modeling of an <sup>3</sup>MLCTâ€“<sup>3</sup>MC Intersystem Crossing
Pathway. ACS Omega, 2023, 8, 11623-11633.

1.6 1

10329 Excited-State Polarizabilities: A Combined Density Functional Theory and Information-Theoretic
Approach Study. Molecules, 2023, 28, 2576. 1.7 4

10330 Synthesis of Triazolo[<i>c</i>]coumarins and Differences in the Fluorescence Properties of Their
Isomers. Asian Journal of Organic Chemistry, 2023, 12, . 1.3 0

10332 Physical mechanisms on FRET and ICT for efficient Y6:PM6 as bulk heterojunction active layers.
Physical Chemistry Chemical Physics, 2023, 25, 9807-9816. 1.3 2

10333 Target State Optimized Density Functional Theory for Electronic Excited and Diabatic States. Journal
of Chemical Theory and Computation, 2023, 19, 1777-1789. 2.3 3

10335 Design of BPEA-based derivatives with high singlet fission performance: a theoretical perspective.
Physical Chemistry Chemical Physics, 2023, 25, 10071-10081. 1.3 1

10336 Classification of doubly excited molecular electronic states. Chemical Science, 2023, 14, 4012-4026. 3.7 5



559

Citation Report

# Article IF Citations

10337 Nature of photoexcited states in ZnO-embedded graphene quantum dots. Physical Chemistry Chemical
Physics, 2023, 25, 10525-10535. 1.3 3

10338
Solvent Polarity Governs Ultrafast Structural Dynamics: A Case Study of
4-Dimethylamino-4â€²-carbomethoxydiphenylacetylene. Journal of Physical Chemistry C, 2023, 127,
5855-5865.

1.5 3

10339 Designing of Thiophene [3, 2-b] Pyrrole Ring-Based NFAs for High-Performance Electron Transport
Materials: A DFT Study. ACS Omega, 2023, 8, 11118-11137. 1.6 2

10340 Origin and Quantitative Description of the NESSIAS Effect at Si Nanostructures. , 2023, 2, . 1

10341 Isolation and NMR Scaling Factors for the Structure Determination of Lobatolide H, a Flexible
Sesquiterpene from Neurolaena lobataÂ . International Journal of Molecular Sciences, 2023, 24, 5841. 1.8 2

10342
Modeling of Anthranilhydrazide (HL1) Salicylhydrazone and Its Copper Complexes Cu(I) and Cu(II) as a
Potential Antimicrobial and Antituberculosis Therapeutic Candidate. Polycyclic Aromatic Compounds,
2024, 44, 1109-1127.

1.4 10

10343 Exciton States of Azobenzene Aggregates: A Firstâ€•Principles Study. Advanced Theory and Simulations,
2023, 6, . 1.3 2

10344
Chemistry in Fungal Bioluminescence: Theoretical Studies on Biosynthesis of Luciferin from Caffeic
Acid and Regeneration of Caffeic Acid from Oxidized Luciferin. Journal of Fungi (Basel, Switzerland),
2023, 9, 369.

1.5 1

10345
Modeling the Electronic and Optical Properties of Lead-Based Perovskite Materials: Insights from
Density Functional Theory and Electrostatic Embedding. Journal of Physical Chemistry C, 2023, 127,
5968-5981.

1.5 5

10346 Reducing Exact Two-Component Theory for NMR Couplings to a One-Component Approach: Efficiency
and Accuracy. Journal of Chemical Theory and Computation, 2023, 19, 2010-2028. 2.3 8

10347 Time-resolved photoelectron spectroscopy of 4-(dimethylamino)benzethyne â€“ an experimental and
computational study. Physical Chemistry Chemical Physics, 2023, 25, 9837-9845. 1.3 2

10348 Ultrafast Photoelimination of Nitrogen from Upper Excited States of Diazoalkanes and the Fate of
Carbenes Formed in the Reaction. Journal of Organic Chemistry, 2023, 88, 4286-4300. 1.7 2

10349 Synthesis, DFT calculations, Î±â€•glucosidase inhibitor activity, and docking studies on Schiff base metal
complexes containing isothiocyanate. Applied Organometallic Chemistry, 2023, 37, . 1.7 2

10350 Density Functional Study on the Photopolymerization of Styrene Using Dinuclear Ruâ€“Pd and Irâ€“Pd
Complexes with Naphthyl-Substituted Ligands. Journal of Physical Chemistry A, 2023, 127, 2810-2818. 1.1 0

10351 Influence of structural modifications on the physicochemical and biological properties of 4-nitro
aniline based azo derivatives. Results in Chemistry, 2023, 5, 100902. 0.9 0

10352
UVâ€“Vis, FTIR and DFT Studies of the Fluoroquinolone [Pyrido Pyrolo Quinoxaline (PPQ)] Tethered to
Gold Nanoparticles as a Novel Anticancer. Journal of Inorganic and Organometallic Polymers and
Materials, 0, , .

1.9 0

10353 Simulating optical linear absorption for mesoscale molecular aggregates: An adaptive hierarchy of
pure states approach. Journal of Chemical Physics, 2023, 158, . 1.2 4

10354 Understanding Primary Charge Separation in the Heliobacterial Reaction Center. Journal of Physical
Chemistry Letters, 2023, 14, 3092-3102. 2.1 2



560

Citation Report

# Article IF Citations

10355 Anion-Induced Structural Diversity and Optical Chromism in a Series of Cyano-Bridged Heterometallic
3d-4f Coordination Polymers. Molecules, 2023, 28, 2871. 1.7 1

10356 Comparison of LANL2DZ and SBKJC Basis Sets, over DFT Calculations of a Typical Half-Sandwich
Ruthenium Complex. Russian Journal of Physical Chemistry A, 2022, 96, 3161-3169. 0.1 1

10357
Molecular engineering of Pyranâ€•fused acceptorâ€“donorâ€“acceptorâ€•type nonâ€•fullerene acceptors for
highly efficient organic solar cellsâ€”A density functional theory approach. Journal of Physical
Organic Chemistry, 2023, 36, .

0.9 8

10358 Structure and Optical Properties of High-Energy Nitrogen Clusters and Dimers on their Basis. Russian
Physics Journal, 2023, 65, 2109-2119. 0.2 0

10359 Chiral discrimination of cyclodecapeptide to anti-COVID-19 clinical candidates: a theoretical study.
Structural Chemistry, 0, , . 1.0 0

10360 Highly efficient regulation strategy of fluorescence emission wavelength via designing the structure
of carbon dots. Advanced Composites and Hybrid Materials, 2023, 6, . 9.9 11

10361
Diserinol Isophthalamide: A Novel Reagent for Complexation with Biomolecular Anions in
Electrospray Ionization Mass Spectrometry. Journal of the American Society for Mass Spectrometry,
2023, 34, 745-753.

1.2 0

10362 Thermal isomerization of phenylazoindoles: Inversion or rotation? That is the question. International
Journal of Quantum Chemistry, 0, , . 1.0 2

10363 Fractional Charge Density Functional Theory and Its Application to the Electro-inductive Effect.
Journal of Physical Chemistry Letters, 2023, 14, 3329-3334. 2.1 2

10364 Theoretical investigation of copper clusters using the electron propagator theory. Journal of
Chemical Sciences, 2023, 135, . 0.7 1

10365 On the Optical Properties of Diamino-Pillared Graphene Architectures. Journal of Physical Chemistry
C, 2023, 127, 6959-6973. 1.5 0

10366 Effect of Organic Molecular Volume on Organic Photodiodes. Advanced Optical Materials, 0, , . 3.6 0

10367 Excited State Processes in Supramolecular Complexes of Cyclic Dibenzopyrrolopyrrole Isomers with
C<sub>60</sub> Fullerene. Chemistry - A European Journal, 2023, 29, . 1.7 1

10368 Importance of Dispersion in the Molecular Geometries of Mn(III) Spin-Crossover Complexes. Journal of
Physical Chemistry A, 2023, 127, 3072-3081. 1.1 4

10369
Deeper insights into the density functional theory of structural, optical, and photoelectrical
properties using 5-[(4-oxo-4H-chromen-3-yl) methylidene]-4-oxo (thioxo)-6-thioxo-2-sulfido-1, 3,
2-diazaphosphinanes. Optical and Quantum Electronics, 2023, 55, .

1.5 4

10370 ç¾ŸåŸºå››è‹¯å’ªå”‘è¡•ç”Ÿç‰©çš„ç©ºç©´å’Œç”µå•ä¼ è¾“æ€§è´¨ç ”ç©¶. Guangxue Xuebao/Acta Optica Sinica, 2023, 43, 0530001.0.2 0

10372 Importance of spin-triplet excited-state character in the reverse intersystem crossing process of
spiro-based TADF emitters. Journal of Materials Chemistry C, 2023, 11, 6119-6129. 2.7 1

10373
Nuclear Quadrupole Splittings in Rotational Spectra for the Possible Detection of Fine Structure
Constant Variations: The Diatomic Gold Halides and Gold Hydride as Case Studies. Journal of Physical
Chemistry A, 2023, 127, 3163-3170.

1.1 1



561

Citation Report

# Article IF Citations

10374 Photocatalytic ability of visible-light-responsive hybrid ZrO<sub>2</sub> particles. Sustainable Energy
and Fuels, 2023, 7, 2279-2287. 2.5 3

10375
Theoretical Studies and Design Strategies of Highly Efficient Two-Photon Excited Fluorescent Probes
for Hydrogen Sulfide Detection through Simulation of Excited-State Dynamics. Journal of Chemical
Information and Modeling, 2023, 63, 2409-2418.

2.5 5

10376 Luminescent Zirconocene Complexes with Pendant Phosphine Chalcogenide Donor Groups.
Organometallics, 2023, 42, 1373-1385. 1.1 4

10377
Synthesis, crystal structure and electrocatalytic hydrogen evolution reaction studies of
cobaloximes with diphenylglyoxime and carboxylic acid functionalized neutral bases. Polyhedron,
2023, 238, 116394.

1.0 4

10378 Evolution of Length-Dependent Properties of Discrete n-Type Oligomers Prepared via Scalable Direct
Arylation. Journal of the American Chemical Society, 0, , . 6.6 3

10379
A Tetraiodomanganate(II) Compound with P,Pâ€²-Diprotonated Bis(2-Diphenylphosphinophenyl)Ether
Manifesting Unexpected Short Luminescence Lifetime. Journal of Structural Chemistry, 2023, 64,
398-409.

0.3 0

10380 Benchmark Study on Phosphorescence Energies of Anthraquinone Compounds: Comparison between
TDDFT and UDFT. Molecules, 2023, 28, 3257. 1.7 1

10381
Design new organic material based on triphenylamine (TPA) with D-Ï€-A-Ï€-D structure used as an
electron donor for organic solar cells: A DFT approach. Journal of Molecular Graphics and
Modelling, 2023, 122, 108470.

1.3 2

10382
Photoabsorption of Microhydrated Naphthalene and Its Cyano-Substituted Derivatives: Probing
Prereactive Models for Photodissociation in Molecular Clouds. Journal of Physical Chemistry A, 2023,
127, 4317-4327.

1.1 1

10383 Enhanced efficiency of DSSCs by co-sensitizing dyes with complementary absorption spectra. Journal
of Photochemistry and Photobiology A: Chemistry, 2023, 442, 114758. 2.0 3

10384 High-density frustrated Lewis pairs based on Lamellar Nb2O5 for photocatalytic non-oxidative
methane coupling. Nature Communications, 2023, 14, . 5.8 16

10385 Cytotoxic properties of fac-Re(CO)3 complexes with quinoline Coligands: Insights on the mode of cell
death and DNA fragmentation. Inorganica Chimica Acta, 2023, , 121521. 1.2 1

10386 Performance of Common Density Functionals for Excited States of Tetraphenyldibenzoperiflanthene.
Journal of Physical Chemistry A, 2023, 127, 3265-3273. 1.1 1

10387 Spontaneous Chiral Resolution of a Mn<sup>III</sup> Spinâ€•Crossover Complex with High Temperature
80â€…K Hysteresis. Chemistry - A European Journal, 2023, 29, . 1.7 1

10388
Origin of the Monolayer and Bilayer Arrangement in Smectic A and C Mesophases and Nematic
Cybotactic Domains: The Case Study of Benzyloxy-Terminated Isoxazole Liquid Crystals. Crystal
Growth and Design, 0, , .

1.4 0

10389 Using genetic algorithms to discover novel ground-state triplet conjugated polymers. Physical
Chemistry Chemical Physics, 2023, 25, 11278-11285. 1.3 1

10390 A First-Principles Investigation of Structure-Luminescence Activity of Donorâ€“Acceptorâ€“Donor
Organic Triad. Journal of Physical Chemistry A, 2023, 127, 3330-3338. 1.1 1

10391 Carbon Dioxide and Water Activation by Niobium Trioxide Anions in the Gas Phase. Journal of Physical
Chemistry A, 2023, 127, 3402-3411. 1.1 1



562

Citation Report

# Article IF Citations

10392 Competing excitation paths in luminescent heterobimetallic Ln-Al complexes: Unraveling interactions
via experimental and theoretical investigations. IScience, 2023, 26, 106614. 1.9 2

10393 Automated Active Space Selection with Dipole Moments. Journal of Chemical Theory and Computation,
2023, 19, 2469-2483. 2.3 4

10394 Iron(II) Complexes with Porphyrin and Tetrabenzoporphyrin: CASSCF/MCQDPT2 Study of the Electronic
Structures and UVâ€“Vis Spectra by sTD-DFT. International Journal of Molecular Sciences, 2023, 24, 7070. 1.8 2

10395 Photofunctional Scope of Fluorescent Dithienylethene Conjugates with Azaâ€•Heteroaromatic Cations.
Advanced Materials, 0, , . 11.1 0

10396 Exploring Betheâ€“Salpeter Excited-State Dipoles: The Challenging Case of Increasingly Long Pushâ€“Pull
Oligomers. Journal of Physical Chemistry Letters, 2023, 14, 3727-3734. 2.1 4

10397 Dehydration of a crystal hydrate at subglacial temperatures. Nature, 2023, 616, 288-292. 13.7 9

10398
Push-pull chromophores with Ï€-deficient benzoazine and Ï€-excessive thiophene cores in conjugated
bridge as sources of quadratic nonlinear optical activity of composite polymer materials and
molecular glasses. Dyes and Pigments, 2023, 216, 111316.

2.0 0

10399 High-order harmonic generation from aligned HCN molecules under orthogonally and linearly
polarized two-color laser fields. Journal of Molecular Modeling, 2023, 29, . 0.8 0

10400 The Microwave Rotational Electric Resonance (RER) Spectrum of Benzothiazole. Molecules, 2023, 28,
3419. 1.7 1

10401 Designing of anthracene-arylamine hole transporting materials for organic and perovskite solar
cells. Journal of Molecular Graphics and Modelling, 2023, 122, 108464. 1.3 3

10402 Metalloporphyrin reduced C70 fullerenes as adsorbents and detectors of ethenone; A DFT, NBO, and
TD-DFT study. Journal of Molecular Graphics and Modelling, 2023, , 108481. 1.3 1

10403 Real-Time Time-Dependent Density Functional Theories With Large Time Step and Short Simulation Time.
, 2024, , 229-257. 0

10404
An Aromaticity Study of Localized and Non-Localized Orbitals in $$B_{3}^{{n mp ,0}}$$, $$B_{4}^{{n
mp ,0}}$$, $$B_{5}^{{n mp ,0}}$$, $$B_{6}^{{n mp ,0}}$$, and $$B_{7}^{{n mp ,0}}$$ (n = 0, 1, 2) Rings.
Russian Journal of Physical Chemistry A, 2023, 97, 151-167.

0.1 0

10405 Enantiodivergent Photochemical Rearrangements Due to Different Coordination Modes at an
Oxazaborolidine Lewis Acid Catalyst. ACS Catalysis, 0, , 5896-5905. 5.5 0

10406
Ultrafast Photophysics of Regioisomeric Triphenylamine Dyes having Dipolar Dâ€•Ï€â€•Aâ€•A and Octupolar
Dâ€•(Ï€â€•Aâ€•A)3 Character with a Benzothiazole Unit in Matched or Mismatched Orientation. ChemPhysChem,
0, , .

1.0 0

10407 Comparison of the Performance of Density Functional Methods for the Description of Spin States and
Binding Energies of Porphyrins. Molecules, 2023, 28, 3487. 1.7 3

10408
Synthesis, Photophysical, and (Spectro)Electrochemical Properties of New
Benzo[1,2-<i>c</i>][1,2,5]thiadiazoles and Benzo[1,2-<i>d</i>][1,2,3]triazoles Fused with Two Thiazole
Rings. Journal of Organic Chemistry, 0, , .

1.7 0

10409 Gas-phase electronic action absorption spectra of protonated oxygen-functionalized polycyclic
aromatic hydrocarbons (OPAHs). Astronomy and Astrophysics, 0, , . 2.1 0



563

Citation Report

# Article IF Citations

10410 Control and regulation of the performance of fullerene-based dye-sensitized solar cells with D-D-A
structure by external electric fields. Nanoscale Advances, 0, , . 2.2 1

10411 High photovoltaic performance (23.75) of triazatruxene-based dye-sensitized solar cells containing
different Ï€ bridges: computational investigation. New Journal of Chemistry, 0, , . 1.4 0

10412 Bending Effect on the Electronic Properties and Nonlinear Optical Responses of Linear Porphyrin
Oligomer. Advanced Theory and Simulations, 0, , . 1.3 0

10413 Terpolymerization and Regioisomerization Strategy to Construct Efficient Terpolymer Donors
Enabling Highâ€•Performance Organic Solar Cells. Advanced Materials, 2023, 35, . 11.1 23

10414
Electronic Structure of Lowâ€•Dimensional Inorganic/Organic Interfaces: Hybrid Density Functional
Theory, <i>G</i><sub>0</sub><i>W</i><sub>0</sub>, and Electrostatic Models. Physica Status Solidi
(A) Applications and Materials Science, 2024, 221, .

0.8 4

10415 Thermochemistry of the Smallest Hyperbolic Paraboloid Hydrocarbon: A High-Level Quantum Chemical
Perspective. Journal of Carbon Research, 2023, 9, 41. 1.4 0

10416 Theoretical FRET Efficiency of an Antenna Material Containing Natural Dyes and Zeolite L. ACS Omega,
0, , . 1.6 0

10417 Optical signatures of cisplatin assembled with curcuminoids: Theoretical simulations to develop
novel anticancer prodrugs. Dyes and Pigments, 2023, 216, 111312. 2.0 1

10418 Theoreticalâ€“Computational Modeling of CD Spectra of Aqueous Monosaccharides by Means of
Molecular Dynamics Simulations and Perturbed Matrix Method. Molecules, 2023, 28, 3591. 1.7 0

10419
Vitis vinifera Red Globe grape: In natura investigations on skin pigmentation using phase-resolved
photoacoustic and TDDFT methods. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2023, , 122761.

2.0 0

10420 A Theoretical Study of Tris-(&amp;lt;i&amp;gt;o&amp;lt;/i&amp;gt;-benzoquinonediimine)-First-Row
Divalent Transition Metal Complexes. Advances in Chemical Engineering and Science, 2023, 13, 172-188. 0.2 0

10421
Orange/Red Benzo[1,2-<i>b</i>:4,5-<i>b</i>â€²]dithiophene 1,1,5,5-Tetraoxide-Based Emitters for
Luminescent Solar Concentrators: Effect of Structures on Fluorescence Properties and Device
Performances. ACS Applied Energy Materials, 2023, 6, 4862-4880.

2.5 4

10422 DFT Simulation of Berberine Chloride with Spectroscopic Characterization â€“ Biological activity and
Molecular Docking against Breast Cancer. Polycyclic Aromatic Compounds, 0, , 1-25. 1.4 5

10423 Î”-Machine learning for quantum chemistry prediction of solution-phase molecular properties at the
ground and excited states. Physical Chemistry Chemical Physics, 2023, 25, 13417-13428. 1.3 3

10424 Sensitized Singlet Fission in Rigidly Linked Axial and Peripheral Pentacene-Subphthalocyanine
Conjugates. Journal of the American Chemical Society, 2023, 145, 9548-9563. 6.6 9

10425
Designing Electron-Deficient Diketone Unit Based Non-Fused Ring Acceptors with Amplified
Optoelectronic Features for Highly Efficient Organic Solar Cells: A DFT Study. Molecules, 2023, 28,
3625.

1.7 10

10426 Photon-driven bactericidal performance of surface-modified TiO<sub>2</sub> nanofibers. Journal of
Materials Chemistry C, 2023, 11, 5796-5805. 2.7 8

10427 Novel fluorescent mono-Br-BODIPYs as potential theranostic agents and their nanoscale zeolitic
imidazolate framework delivery systems. Journal of Molecular Liquids, 2023, 382, 121892. 2.3 3



564

Citation Report

# Article IF Citations

10428 Theoretical Study on the Formation and Decomposition Mechanisms of Coelenterazine Dioxetanone.
Journal of Physical Chemistry A, 2023, 127, 3804-3813. 1.1 2

10474 BF<sub>3</sub>-Catalyzed Intramolecular Fluorocarbamoylation of Alkynes via Halide Recycling.
Journal of the American Chemical Society, 2023, 145, 11012-11018. 6.6 16

10492 Electron-density-based analysis and electron density functional theory (DFT) methods. , 2023, , 177-197. 0

10494 Components of density functional reactivity theory-based stabilization energy: descriptors for
thermodynamic and kinetic reactivity. , 2023, , 181-226. 1

10544 Benchmarking Modern Density Functionals for Broad Applications in Chemistry. , 2024, , 78-93. 0

10569 Influence of N-introduction on the electronic structure and properties of polyacenes: experiment and
quantum chemistry in concert. Physical Chemistry Chemical Physics, 0, , . 1.3 0

10592 Density-functional theory for electronic excited states. , 2023, , 69-118. 7

10593 Photocatalysis. , 2023, , 387-415. 0

10594 Fluorescent proteins. , 2023, , 337-349. 1

10595 First-principles modeling of dye-sensitized solar cells: From the optical properties of standalone dyes
to the charge separation at dye/TiO2 interfaces. , 2023, , 215-245. 1

10630 The role of the degree of polymerization in the chiroptical properties of dynamic asymmetric
poly(diphenylacetylene)s. Journal of Materials Chemistry C, 2023, 11, 8378-8382. 2.7 3

10684 Electronic structure in organic dye-sensitized solar cells: Insight from density functional theory and
electron dynamics. Advances in Quantum Chemistry, 2023, , . 0.4 0

10717 Review of Approximations for the Exchange-Correlation Energy in Density-Functional Theory. , 2023, ,
1-90. 3

10830
Stereoselective effects, formation thermodynamics, substitution reaction kinetics, and structures of
transition metal complexes with bioligands and aromatic N-donors. Russian Chemical Bulletin, 2023,
72, 1485-1498.

0.4 2

10862 Computational Chemistry for Photochemical Reactions. , 2024, , 658-698. 0

10977 Computer-assisted Study of Garlic Organosulfur as Antioxidant Agents. , 2023, , 62-82. 0

11022 Density Functional Theory Calculations for Materials with Complex Structures. The Materials
Research Society Series, 2024, , 187-216. 0.2 0

11042 Non-empirical quadratic-integrand double-hybrid (QIDH) functionals. Annual Reports in
Computational Chemistry, 2023, , 87-119. 0.9 0



565

Citation Report

# Article IF Citations

11163 Crystal Structure of 2-(Ethoxymethylene)malononitrile and DFT Evaluation of the C-HÂ·Â·Â·Nâ‰¡C Close
Contacts Energy. , 0, , . 0

11182 Visualizing and characterizing excited states from time-dependent density functional theory. Physical
Chemistry Chemical Physics, 2024, 26, 3755-3794. 1.3 2

11368 Recent progress toward high-performance dye-sensitized solar cells: a review. Journal of the Iranian
Chemical Society, 2024, 21, 577-638. 1.2 0

11379 Density functional theory methods applied to homogeneous and heterogeneous catalysis: a short
review and a practical user guide. Physical Chemistry Chemical Physics, 2024, 26, 7950-7970. 1.3 0


