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207 Hydrolysis mechanism of anticancer Pd(II) complexes with coumarin derivatives: a theoretical
investigation. Structural Chemistry, 2012, 23, 831-839. 1.0 22

208
The Role of Chelating Phosphine Rhodium Complexes in Dehydrocoupling Reactions of Amine-Boranes:
A Theoretical Investigation Attempting To Rationalize the Observed Behaviors. ACS Catalysis, 2014, 4,
1104-1113.

5.5 22

209
Direct Hydrogenation of Carbon Dioxide by an Artificial Reductase Obtained by Substituting Rhodium
for Zinc in the Carbonic Anhydrase Catalytic Center. A Mechanistic Study. ACS Catalysis, 2015, 5,
5397-5409.

5.5 22

210 Antitumor Platinium(IV) Prodrugs: A Systematic Computational Exploration of Their Reduction
Mechanism by <scp>l</scp>-Ascorbic Acid. Inorganic Chemistry, 2019, 58, 3851-3860. 1.9 22

211 Capsaicin, a Powerful â€¢OH-Inactivating Ligand. Antioxidants, 2020, 9, 1247. 2.2 22

212 An ab initio reinvestigation of the geometric and electronic structure of boron trioxide.
Computational and Theoretical Chemistry, 1981, 76, 29-35. 1.5 21

213 Interaction of acetylene with Si and Ge (100) surfaces: a theoretical study. Journal of Molecular
Catalysis, 1989, 55, 101-108. 1.2 21

214 Singletâ€”triplet gap in HCl halocarbene. Chemical Physics Letters, 1993, 213, 245-249. 1.2 21

215
Gas-phase properties and Fukui indices of sulfine (CH 2 SO). Potential energy surface and maximum
hardness principle for its protonation process. A density functional study. Theoretical Chemistry
Accounts, 1999, 101, 388-395.

0.5 21

216 Gas phase interaction of zinc ion with purine and pyrimidine DNA and RNA bases. International Journal
of Quantum Chemistry, 2007, 107, 311-317. 1.0 21



14

Russo Nino

# Article IF Citations

217 Bioactive fragments synergically involved in the design of new generation Pt(ii) and Pd(ii)-based
anticancer compounds. Dalton Transactions, 2008, , 5897. 1.6 21

218 Theoretical Investigation of the Mechanism of Acid-Catalyzed Oxygenation of a Pd(II)-Hydride To
Produce a Pd(II)-Hydroperoxide. Journal of Chemical Theory and Computation, 2008, 4, 1283-1292. 2.3 21

219 A Theoretical Study of Brominated Porphycenes: Electronic Spectra and Intersystem Spinâˆ’Orbit
Coupling. Journal of Chemical Theory and Computation, 2010, 6, 3176-3189. 2.3 21

220 Theoretical investigation on DNA/RNA base pairs mediated by copper, silver, and gold cations. Dalton
Transactions, 2012, 41, 1816-1823. 1.6 21

221 Core-level shifts from density-functional computations. Physical Review B, 1993, 47, 12992-12994. 1.1 20

222 CO2 Activation by Nb+ and NbO+ in the Gas Phase. A Case of Two-State Reactivity Process. Journal of
Chemical Theory and Computation, 2007, 3, 811-815. 2.3 20

223 Comparative study of electrostatic solvent response by RISM and PCM methods. International Journal
of Quantum Chemistry, 2007, 107, 265-274. 1.0 20

224 Reduction of Mercury(II) by the Carbon Dioxide Radical Anion: A Theoretical and Experimental
Investigation. Journal of Physical Chemistry A, 2010, 114, 12845-12850. 1.1 20

225 Hydrolysis in Acidic Environment and Degradation of Satraplatin: A Joint Experimental and Theoretical
Investigation. Inorganic Chemistry, 2017, 56, 6013-6026. 1.9 20

226 A non-empirical and HAM/3 study of the geometry, conformational behaviour and electronic
structure of isomeric vinylpyridines. Computational and Theoretical Chemistry, 1984, 108, 35-43. 1.5 19

227 Structure and EPR parameters of CuC2H2 from a density functional approach. Chemical Physics
Letters, 1995, 237, 189-194. 1.2 19

228 The electronic states of Fe2+. Chemical Physics Letters, 2003, 376, 310-317. 1.2 19

229 Insight into the promiscuous activity of human carbonic anhydrase against the cyanic acid substrate
from a combined QM and QM/MM investigation. Physical Chemistry Chemical Physics, 2014, 16, 16671. 1.3 19

230 Triesterase and Promiscuous Diesterase Activities of a Diâ€•Co<sup>II</sup>â€•Containing Organophosphate
Degrading Enzyme Reaction Mechanisms. Chemistry - A European Journal, 2015, 21, 3736-3745. 1.7 19

231 Photophysical Exploration of Dual-Approach PtIIâ€“BODIPY Conjugates: Theoretical Insights. Inorganic
Chemistry, 2019, 58, 9882-9889. 1.9 19

232 Iodine substituted phosphorus corrole complexes as possible photosensitizers in photodynamic
therapy: Insights from theory. Journal of Computational Chemistry, 2020, 41, 1395-1401. 1.5 19

233 Self consistent reaction field theory of solvent effects in the framework of Gaussian density
functional method. International Journal of Quantum Chemistry, 1995, 56, 663-668. 1.0 18

234 Gas-phase acidity of proline from density functional computations. International Journal of Quantum
Chemistry, 2001, 84, 264-268. 1.0 18



15

Russo Nino

# Article IF Citations

235 Computational Study of Alkynes Insertion into Metal-Hydride Bonds Catalyzed by Bimetallic
Complexes. Inorganic Chemistry, 2010, 49, 9875-9883. 1.9 18

236 What Occurs by Replacing Mn2+with Co2+in Human Arginase I: First-Principles Computational
Analysis. Inorganic Chemistry, 2013, 52, 655-659. 1.9 18

237 Oenin and Quercetin Copigmentation: Highlights From Density Functional Theory. Frontiers in
Chemistry, 2018, 6, 245. 1.8 18

238 QM Cluster or QM/MM in Computational Enzymology: The Test Case of LigW-Decarboxylase. Frontiers
in Chemistry, 2018, 6, 249. 1.8 18

239 Conformational study of 2,2â€²-biselenophene partially oriented in a nematic liquid crystral phase by
PMR spectra including77Se satellites. Chemical Physics Letters, 1979, 67, 384-387. 1.2 17

240 Surface relaxation and reconstruction in diamond-like crystals. Solid State Communications, 1984, 49,
925-928. 0.9 17

241 Cluster model study of the chemisorption of atomic hydrogen on the basal plane of graphite. Surface
Science, 1987, 189-190, 185-189. 0.8 17

242 Geometric and electronic structure of ground and excited states of groupVA diatomics. A theoretical
LCGTO-MP-LSD study. Zeitschrift FÃ¼r Physik D-Atoms Molecules and Clusters, 1992, 22, 683-692. 1.0 17

243 Density functional potential-energy hypersurface and reactivity indices in the isomerization of X3H+
(X=O, S, Se, Te). Journal of the Chemical Society, Faraday Transactions, 1997, 93, 3309-3312. 1.7 17

244 Structure and Coordination Modes in the Interaction between Cd2+and 3-Mercaptopropionic Acid.
Journal of Physical Chemistry A, 2004, 108, 8407-8410. 1.1 17

245
Solvation Properties of N-Substituted Cis and Trans Amides Are Not Identical:â€‰ Significant Enthalpy and
Entropy Changes Are Revealed by the Use of Variable Temperature 1H NMR in Aqueous and Chloroform
Solutions and ab Initio Calculations. Journal of Physical Chemistry A, 2005, 109, 11878-11884.

1.1 17

246 CO2 Activation by Zr+ and ZrO+ in Gas Phase. Theoretical Chemistry Accounts, 2006, 115, 434-440. 0.5 17

247 Do Rhodium Bis(Ïƒâ€•amineâ€•borane) Complexes Play a Role as Intermediates in Dehydrocoupling Reactions of
Amineâ€•boranes?. Chemistry - A European Journal, 2011, 17, 14586-14592. 1.7 17

248 A Time-Dependent Density Functional Study of a Non-Aromatic [1.1.1.1.1]-Pentaphyrin and Its Lutetium
Complex. Journal of Physical Chemistry B, 2012, 116, 10816-10823. 1.2 17

249 The ability of a zinc pyrrolidine complex to catalyze the synthesis of cyclic carbonates from carbon
dioxide and epoxides: a mechanistic theoretical investigation. Dalton Transactions, 2017, 46, 9030-9035. 1.6 17

250
Insights from Computations on the Mechanism of Reduction by Ascorbic Acid of Pt<sup>IV</sup>
Prodrugs with Asplatin and Its Chlorido and Bromido Analogues as Model Systems. Chemistry - A
European Journal, 2018, 24, 9572-9580.

1.7 17

251
Structures, binding energies, temperature effects, infrared spectroscopy of
[<i>Mg</i>(<i>NH</i><sub>3</sub><b>)</b><sub><i>n</i> =â€‰1âˆ’10</sub>]<sup>+</sup> clusters from DFT
and MP2 investigations. Journal of Computational Chemistry, 2019, 40, 1707-1717.

1.5 17

252 Rationalization of the Superior Anticancer Activity of Phenanthriplatin: An Inâ€•Depth Computational
Exploration. Chemistry - A European Journal, 2020, 26, 259-268. 1.7 17



16

Russo Nino

# Article IF Citations

253 How the Destabilization of a Reaction Intermediate Affects Enzymatic Efficiency: The Case of Human
Transketolase. ACS Catalysis, 2020, 10, 2872-2881. 5.5 17

254 Spectroscopic constants of SiH2, GeH2, SnH2, and their cations and anions from density functional
computations. International Journal of Quantum Chemistry, 1995, 56, 669-675. 1.0 16

255 Density functional computations and mass spectrometric measurements. Can this coupling enlarge
the knowledge of gas-phase chemistry?. Advances in Quantum Chemistry, 2000, 36, 93-120. 0.4 16

256 On the Nature of the CP Bond in Phosphaalkynes. Journal of Chemical Theory and Computation, 2008,
4, 397-403. 2.3 16

257 Gold(I)-Catalyzed Hydration of 1,2-Diphenylacetylene: Computational Insights. Journal of Chemical
Theory and Computation, 2010, 6, 2782-2789. 2.3 16

258 Ab initio calculations on the<sup>1</sup>O<sub>2</sub>quenching mechanism by trans-resveratrol.
Physical Chemistry Chemical Physics, 2014, 16, 12773-12781. 1.3 16

259 Catalytic Role of Dinuclear Ïƒ,Ï€-Acetylide Gold(I) Complexes in the Hydroamination of Terminal Alkynes:
Theoretical Insights. Journal of Chemical Theory and Computation, 2015, 11, 581-590. 2.3 16

260 Computational Investigation of the Influence of Halogen Atoms on the Photophysical Properties of
Tetraphenylporphyrin and Its Zinc(II) Complexes. Journal of Physical Chemistry A, 2018, 122, 2809-2815. 1.1 16

261 How Lanthanide Ions Affect the Additionâ€“Elimination Step of Methanol Dehydrogenases. Chemistry - A
European Journal, 2020, 26, 11334-11339. 1.7 16

262 The Antioxidant Capability of Higenamine: Insights from Theory. Antioxidants, 2020, 9, 358. 2.2 16

263 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

264 Theoretical study of oxygen chemisorption on (111) and (100) silicon surfaces. Physics Letters, Section
A: General, Atomic and Solid State Physics, 1985, 113, 321-324. 0.9 15

265 Heat of formation of the hydroperoxyl radical (HO2) determined using density functional theory.
Molecular Physics, 1992, 76, 1025-1027. 0.8 15

266 Energetic and topological analysis of the reaction of Mo and Mo2 with NH3, C2H2, and C2H4
molecules. Journal of Computational Chemistry, 2004, 25, 1647-1655. 1.5 15

267 The recognition of a new pathway for the reaction of molecular oxygen with a Pd(II)-hydride to
produce a Pd(II)-hydroperoxide. Chemical Physics Letters, 2008, 456, 41-46. 1.2 15

268 The geometric effect in palladiumâ€“gold catalysis. Is the coupling the rate-determining step in the
vinyl-acetate synthesis?. Chemical Communications, 2009, , 1852. 2.2 15

269 Theoretical and experimental investigation on the near-infrared and UVâ€“vis spectral regions of a
newly synthesized triarylamine electrochromic system. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 15

270 22Ï€-Electrons [1.1.1.1.1] pentaphyrin as a new photosensitizing agent for water disinfection:
experimental and theoretical characterization. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 15



17

Russo Nino

# Article IF Citations

271 Soybean aglycones antioxidant activity. A theoretical investigation. Computational and Theoretical
Chemistry, 2016, 1077, 119-124. 1.1 15

272 Chemical Insights into the Antioxidant Mechanisms of Alkylseleno and Alkyltelluro Phenols: Periodic
Relatives Behaving Differently. Chemistry - A European Journal, 2018, 24, 8686-8691. 1.7 15

273 Density Functional Theory as a Tool for the Prediction of the Properties in Molecules with Biological
and Pharmacological Significance. Theoretical and Computational Chemistry, 1996, , 743-772. 0.2 14

274 A theoretical study of ethylene dehydrogenation by bare Niobium atom and cation. Computational and
Theoretical Chemistry, 2006, 762, 25-31. 1.5 14

275 On the interaction of rubidium and cesium monoâ€•, strontium and barium biâ€•cations with DNA and RNA
bases. A theoretical study. International Journal of Quantum Chemistry, 2010, 110, 138-147. 1.0 14

276 Ab Initio Study of Microsolvated Al<sup>3+</sup>âˆ’Aromatic Amino Acid Complexes. Journal of
Physical Chemistry B, 2010, 114, 9017-9022. 1.2 14

277
Mechanistic Insight into Protonolysis and Cisâˆ’Trans Isomerization of Benzylplatinum(II) Complexes
Assisted by Weak Ligand-to-Metal Interactions. A Combined Kinetic and DFT Study. Inorganic Chemistry,
2011, 50, 2224-2239.

1.9 14

278 The working mechanism of the Î²-carbonic anhydrase degrading carbonyl sulphide (COSase): a
theoretical study. Physical Chemistry Chemical Physics, 2015, 17, 14843-14848. 1.3 14

279 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

280 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

281 Structures, binding energies and temperature effects in $$ left[ {{	ext{Mg}}left( {{	ext{NH}}_{3} }) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 342 Td (
ight)_{n = 1 - 10} } 
ight]^{2 + } $$ clusters. Theoretical Chemistry Accounts, 2019, 138, 1.0.5 14

282 The role of the halogen bond in iodothyronine deiodinase: Dependence on chalcogen substitution in
naphthylâ€•based mimetics. Journal of Computational Chemistry, 2019, 40, 944-951. 1.5 14

283 The Onset of Dehydrogenation in Solid Ammonia Borane: An Ab Initio Metadynamics Study. Angewandte
Chemie, 2019, 131, 4016-4020. 1.6 14

284 The potential function for rotation about the phenyl-C bond in 3,5-dibromoethylbenzene. Molecular
Physics, 1988, 65, 391-401. 0.8 13

285 Nuclear quadrupole coupling constants from the Gaussian density-functional method. Physical
Review A, 1996, 53, 3865-3868. 1.0 13

286 Density functional theory calculations of nuclear quadrupole coupling constants with
calibrated14N quadrupole moments. Molecular Physics, 2001, 99, 1039-1051. 0.8 13

287 Anion-Ï€ weak interactions in a heteroaromatic calixarene receptor. A theoretical investigation.
Inorganica Chimica Acta, 2018, 470, 379-384. 1.2 13

288 On the Inhibition Mechanism of Glutathione Transferase P1 by Piperlongumine. Insight From Theory.
Frontiers in Chemistry, 2018, 6, 606. 1.8 13



18

Russo Nino

# Article IF Citations

289 Why hydroxy-proline improves the catalytic power of the peptidoglycan <i>N</i>-deacetylase enzyme:
insight from theory. Physical Chemistry Chemical Physics, 2019, 21, 23338-23345. 1.3 13

290 Computationally designed p-coumaric acid analogs: searching for neuroprotective antioxidants. New
Journal of Chemistry, 2021, 45, 14369-14380. 1.4 13

291
Antioxidant and copper-chelating power of new molecules suggested as multiple target agents against
Alzheimer's disease. A theoretical comparative study. Physical Chemistry Chemical Physics, 2022, 24,
16353-16359.

1.3 13

292 On the interaction of halogen atoms with (111) and (100) surfaces of silicon. Solid State
Communications, 1986, 59, 433-436. 0.9 12

293 Mechanism of Thyroxine Deiodination by Naphthylâ€•Based Iodothyronine Deiodinase Mimics and the
Halogen Bonding Role: A DFT Investigation. Chemistry - A European Journal, 2015, 21, 8554-8560. 1.7 12

294
The role of arsenic in the hydrolysis and DNA metalation processes in an arsenous
acidâ€“platinum(<scp>ii</scp>) anticancer complex. Physical Chemistry Chemical Physics, 2017, 19,
1328-1334.

1.3 12

295 Bodipy-squaraine triads: Preparation and study of the intramolecular energy transfer, charge
separation and intersystem crossing. Dyes and Pigments, 2017, 147, 560-572. 2.0 12

296
Structural characterization of aluminium(<scp>iii</scp>) and iron(<scp>iii</scp>) complexes of
coumarinic acid in aqueous solutions from combined experimental and theoretical investigations.
New Journal of Chemistry, 2018, 42, 11006-11012.

1.4 12

297 A study on the physicochemical properties and cytotoxic activity of p-sulfocalix[4]arene-nedaplatin
complex. Journal of Physics: Conference Series, 2019, 1310, 012011. 0.3 12

298 The Catalytic Mechanism of Human Transketolase. ChemPhysChem, 2019, 20, 2881-2886. 1.0 12

299 Photophysical properties of heavy atom containing tetrasulfonyl phthalocyanines as possible
photosensitizers in photodynamic therapy. Journal of Computational Chemistry, 2021, 42, 1803-1808. 1.5 12

300 Structural and energetic characteristics of electron deficient M2H6 compounds from a density
functional approach. Chemical Physics Letters, 1994, 222, 597-602. 1.2 11

301 Chemisorption of molecular oxygen on Cu(1 0 0): a Hartreeâ€“Fock and density functional study.
Journal of Molecular Catalysis A, 2001, 167, 109-113. 4.8 11

302 On the interaction of Mo and Mo2 with NH3, C2H4, and C3H6. Journal of Computational Chemistry,
2001, 22, 1557-1564. 1.5 11

303 Complexation of Al<sup>III</sup> by Aromatic Amino Acids in the Gas Phase. Inorganic Chemistry, 2007,
46, 6413-6419. 1.9 11

304 The influence of surface oxygen and hydroxyl groups on the dehydrogenation of ethylene on PdAu
surface alloys. A theoretical cluster model study. Chemical Physics Letters, 2010, 493, 87-93. 1.2 11

305 TDDFT investigation on methylviologen, 3,7-diazabenzophosphole, and helical helquat electrochromic
systems. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 11

306 Can fused thiopheneâ€“pyrrole-containing rings act as possible new electrochromic dyes? A
computational prediction. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 11



19

Russo Nino

# Article IF Citations

307 The role of metal substitution in the promiscuity of natural and artificial carbonic anhydrases.
Coordination Chemistry Reviews, 2017, 345, 73-85. 9.5 11

308 Explicit Water Molecules Play a Key Role in the Mechanism of Rhodiumâ€•Substituted Human Carbonic
Anhydrase. ChemCatChem, 2017, 9, 1047-1053. 1.8 11

309 Hydration of Aromatic Nitriles Catalyzed by Mn-OH Complexes: A Rationalization from Quantum
Chemical Investigations. Organometallics, 2020, 39, 3352-3361. 1.1 11

310
The Seâ€“S Bond Formation in the Covalent Inhibition Mechanism of SARS-CoV-2 Main Protease by
Ebselen-like Inhibitors: A Computational Study. International Journal of Molecular Sciences, 2021, 22,
9792.

1.8 11

311 On the Scavenging Ability of Scutellarein against the OOH Radical in Water and Lipid-like
Environments: A Theoretical Study. Antioxidants, 2022, 11, 224. 2.2 11

312 Quantum-mechanical study of the chemisorption of atomic and molecular oxygen on graphite
clusters. Computational and Theoretical Chemistry, 1986, 136, 313-322. 1.5 10

313
Density functional study of the structural, electronic, and magnetic properties of neutral and
charged rhodium clusters up to tetramer. International Journal of Quantum Chemistry, 2001, 85,
162-170.

1.0 10

314 Periodic density functional study of Rh and Pd interaction with the (1 0 0)MgO surface.
Computational and Theoretical Chemistry, 2009, 903, 59-66. 1.5 10

315
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

316 Quantum Mechanical Predictions of the Antioxidant Capability of Moracin C Isomers. Frontiers in
Chemistry, 2021, 9, 666647. 1.8 10

317 Density functional study of atomic nitrogen and oxygen chemisorption on model clusters simulating
the Cu and Ag (100) surfaces. Journal of Molecular Catalysis A, 1997, 119, 387-392. 4.8 9

318 Density functional theory of bipolarons in polar liquids. Chemical Physics Letters, 2003, 368, 53-58. 1.2 9

319 On the Catalytic Role of Ge+ and Se+ in the Oxygen Transport Activation of N2O by CO. Journal of
Chemical Theory and Computation, 2008, 4, 316-321. 2.3 9

320 Oxidation Mechanism of Methionine by HO<sup>â€¢</sup> Radical: A Theoretical Study. Journal of
Physical Chemistry B, 2012, 116, 5349-5354. 1.2 9

321
Hydrophilic annulated dinuclear zinc(II) phthalocyanine as Type II photosensitizers for PDT: a
combined experimental and (TD)-DFT investigation. Journal of Porphyrins and Phthalocyanines, 2013, 17,
980-988.

0.4 9

322 Can BODIPY Dimers Act as Photosensitizers in Photodynamic Therapy? A Theoretical Prediction.
Frontiers in Physics, 2018, 6, . 1.0 9

323 Oenin/Syringic Acid Copigmentation: Insights From a Theoretical Study. Frontiers in Chemistry, 2019, 7,
579. 1.8 9

324 On the Catalytic Activity of the Engineered Coiled-Coil Heptamer Mimicking the Hydrolase Enzymes:
Insights from a Computational Study. International Journal of Molecular Sciences, 2020, 21, 4551. 1.8 9



20

Russo Nino

# Article IF Citations

325 Effect of Copper on the Mitochondrial Carnitine/Acylcarnitine Carrier Via Interaction with Cys136 and
Cys155. Possible Implications in Pathophysiology. Molecules, 2020, 25, 820. 1.7 9

326
A Boron-Containing Compound Acting on Multiple Targets Against Alzheimerâ€™s Disease. Insights from
Ab Initio and Molecular Dynamics Simulations. Journal of Chemical Information and Modeling, 2021,
61, 3397-3410.

2.5 9

327
Use of subspectra of 77Se in the 1H nuclear magnetic resonance spectroscopy of molecules partially
oriented in a nematic mesophase. Analysis of selenophen-2-carbaldehyde. Journal of the Chemical
Society Perkin Transactions II, 1979, , 109.

0.9 8

328 Features of the potential energy surface for the CH3 + O2 reaction channels. Chemical Physics Letters,
1994, 225, 208-212. 1.2 8

329 Adsorption of CO on model clusters simulating the Ni(100) surface, studied by means of the
LCGTO-LSD method. Surface Science, 1994, 307-309, 113-117. 0.8 8

330 XPS CHEMICAL SHIFTS FOR CO ADSORBED ON Ni(100): A THEORETICAL STUDY. Surface Review and Letters,
1995, 02, 563-568. 0.5 8

331 Transition state localization by a density functional method. Applications to isomerization and
symmetry-forbidden reactions. Theoretica Chimica Acta, 1995, 91, 179-186. 0.9 8

332 Assessment of Approximate Density Functional Methods for the Study of the Interactions of Al(III)
with Aromatic Amino Acids. Journal of Chemical Theory and Computation, 2007, 3, 1830-1836. 2.3 8

333 On the binding mode of urease active site inhibitors: A density functional study. International Journal
of Quantum Chemistry, 2008, 108, 2023-2029. 1.0 8

334 Can subpyriporphyrin and its boron complex be proposed as photosensitizers in photodynamic therapy
? A first principle time dependent study. Photochemical and Photobiological Sciences, 2009, 8, 386. 1.6 8

335
Interaction of the Mn<sup>2+</sup>, Co<sup>2+</sup>, Ni<sup>2+</sup>, and Zn<sup>2+</sup> with
prion protein HGGGW pentapeptide model. International Journal of Quantum Chemistry, 2011, 111,
1152-1162.

1.0 8

336 The nature of the Câ€“As bonds in arsaalkynes: an atoms in molecules and electron localization
function study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 8

337 Theoretical investigation on the restoring step of the carbonic anhydrase catalytic cycle for natural
and promiscuous substrates. Archives of Biochemistry and Biophysics, 2015, 582, 101-106. 1.4 8

338 A deeper insight on the radical scavenger activity of two simple coumarins toward OOH radical.
Computational and Theoretical Chemistry, 2016, 1077, 133-138. 1.1 8

339
Trimethylphosphate and Dimethylphosphate Hydrolysis by Binuclear Cd<sup>II</sup>, Mn<sup>II</sup>,
and Zn<sup>II</sup>â€“Fe<sup>II</sup> Promiscuous Organophosphateâ€•Degrading Enzyme: Reaction
Mechanisms. Chemistry - A European Journal, 2017, 23, 13742-13753.

1.7 8

340 Antioxidant Properties of the Vam3 Derivative of Resveratrol. Molecules, 2018, 23, 2446. 1.7 8

341 Elusive Intermediates in the Breakdown Reactivity Patterns of Prodrug Platinum(IV) Complexes.
Journal of the American Society for Mass Spectrometry, 2019, 30, 1881-1894. 1.2 8

342 Mechanism of action of the curcumin <i>cis</i>-diammineplatinum(<scp>ii</scp>) complex as a
photocytotoxic agent. Inorganic Chemistry Frontiers, 2020, 7, 2759-2769. 3.0 8



21

Russo Nino

# Article IF Citations

343 Density Functional Modeling of Ligand-Metal Interactions and Enzymatic Activities in Metalloenzymes.
, 1996, , 1-22. 8

344 Computational Study Reveals the Role of Water Molecules in the Inhibition Mechanism of LAT1 by
1,2,3-Dithiazoles. Journal of Chemical Information and Modeling, 2021, 61, 5883-5892. 2.5 8

345 Non-empirical and mndo study of the geometry and electronic structure of H2XO radicals. Journal of
Molecular Structure, 1982, 90, 59-64. 1.8 7

346 Interaction of atomic hydrogen with cluster models of Pd, Rh and bimetallic PdSn and RhSn catalysts.
Surface Science, 1990, 235, L319-L323. 0.8 7

347 Molecular orbital study of the protonation of dA, dG, dC and dT 2'-deoxyribonucleosides.
Computational and Theoretical Chemistry, 1994, 306, 185-195. 1.5 7

348 Conformational behaviour of the antineoplastic peptide dolastatin-10 and of two mutated derivatives.
Journal of Computer-Aided Molecular Design, 1995, 9, 425-438. 1.3 7

349 A DFT study of the applicability of the charge balance model in two-metal enzymes: The case of
cAMP-dependent protein kinase. Chemical Physics Letters, 2013, 571, 66-70. 1.2 7

350 Density Functional Determination of the Energetics of the Formation of <i>trans</i>â€•Stilbene
Catalyzed by Sulfenate Anions. ChemCatChem, 2017, 9, 278-281. 1.8 7

351 Theoretical insight into joint photodynamic action of a gold(<scp>i</scp>) complex and a BODIPY
chromophore for singlet oxygen generation. Physical Chemistry Chemical Physics, 2019, 21, 3446-3452. 1.3 7

352 Insights into the Catalytic Mechanism of Domains CD1 and CD2 in Histone Deacetylase 6 from Quantum
Calculations. ACS Catalysis, 2021, 11, 3084-3093. 5.5 7

353 A theoretical study of relaxation and reconstruction of the (111) surface of diamond. Surface Science,
1985, 162, 169-174. 0.8 6

354 The fragmentation of C2H6N+ ions: an alternative mechanism. Chemical Physics Letters, 1987, 133,
548-552. 1.2 6

355 Summary Abstract: Theoretical investigation of Al chemisorbed on the (100) silicon surface. Journal
of Vacuum Science and Technology A: Vacuum, Surfaces and Films, 1988, 6, 1559-1560. 0.9 6

356 Inner and valence shell photoelectron spectra calculated by the density functional method. Journal
of Electron Spectroscopy and Related Phenomena, 1994, 69, 81-87. 0.8 6

357
Density functional potential energy hypersurface of protonated ozone: A comparison between
different gradient-corrected nonlocal functionals. International Journal of Quantum Chemistry,
1997, 61, 415-420.

1.0 6

358 Conformational behaviour of 1,4-dihydronicotinamide and protonated nicotinamide in vacuo and in
solvent: a density functional study. Computational and Theoretical Chemistry, 2000, 501-502, 215-220. 1.5 6

359 Theoretical prediction of nuclear quadrupole coupling constants of DNA and RNA nucleic acid bases.
Journal of Molecular Structure, 2001, 563-564, 125-134. 1.8 6

360 Structures, harmonic vibrational frequencies and interconversion potential energy profile of
Ni+(C2H2)2 complexes. Computational and Theoretical Chemistry, 2004, 709, 167-170. 1.5 6



22

Russo Nino

# Article IF Citations

361 Pd, Rh, Ir and Pt adsorption on gold: A theoretical study of different surfaces. Chemical Physics
Letters, 2007, 442, 105-109. 1.2 6

362 Site-Selective Methylation of <i>N</i><sup>Î²</sup>-Nosyl Hydrazides of <i>N</i>-Nosyl Protected
Î±-Amino Acids. Journal of Organic Chemistry, 2010, 75, 3381-3386. 1.7 6

363
Collision-induced dissociation products of the protonated dipeptide carnosine: structural
elucidation, fragmentation pathways and potential energy surface analysis. Physical Chemistry
Chemical Physics, 2015, 17, 12673-12682.

1.3 6

364 Fragmentation pathways analysis for the gas phase dissociation of protonated carnosine-oxaliplatin
complexes. Dalton Transactions, 2015, 44, 4455-4467. 1.6 6

365 Photophysical Properties of Nitrated and Halogenated Phosphorus Tritolylcorrole Complexes:
Insights from Theory. Molecules, 2018, 23, 2779. 1.7 6

366 Rational Design of Modified Oxobacteriochlorins as Potential Photodynamic Therapy
Photosensitizers. International Journal of Molecular Sciences, 2019, 20, 2002. 1.8 6

367 Cluster-model study on the adsorption of atoms and molecules on the basal plane of graphite.
Computational and Theoretical Chemistry, 1989, 201, 149-159. 1.5 5

368 Spectroscopic and electronic structure of the CuIn, AgIn, CuGa and AgGa diatomics. Zeitschrift FÃ¼r
Physik D-Atoms Molecules and Clusters, 1990, 17, 133-136. 1.0 5

369 Chemisorption of atomic nitrogen on magnetic Ni(001). Surface Science, 1992, 269-270, 288-292. 0.8 5

370 Conformational behavior of nonfused biheterocycles: Part XVI. Isomeric phenyl-tetrazines and
bitetrazines. Structural Chemistry, 1992, 3, 163-168. 1.0 5

371 Ion-induced atomic-likeLMMandL2MMAuger-electron emission from Mg, Al, Si, andMgxAl1âˆ’x: Role of
symmetric and asymmetric collisions. Physical Review B, 1993, 48, 9987-9994. 1.1 5

372 Favored Reaction Mechanism of Calcium-Dependent Phospholipase A<sub>2</sub>. Insights from
Density Functional Exploration. Journal of Physical Chemistry B, 2010, 114, 11584-11593. 1.2 5

373 Structural and binding properties of metal ion chelators relevant to Alzheimer's disease. A
theoretical investigation. International Journal of Quantum Chemistry, 2012, 112, 2109-2114. 1.0 5

374 A micro-environmental study of the Zn+2â€“AÎ²1â€“16 structural properties. Biophysical Chemistry, 2013,
182, 86-93. 1.5 5

375 Mass Spectrometric and Computational Investigation of the Protonated Carnosineâ€“Carboplatin
Complex Fragmentation. Inorganic Chemistry, 2015, 54, 7885-7897. 1.9 5

376 Direct and cluster-assisted dehydrogenation of methane by Nb<sup>+</sup> and Ta<sup>+</sup>: a
theoretical investigation. Physical Chemistry Chemical Physics, 2017, 19, 16178-16188. 1.3 5

377 Time-Dependent Density Functional Computations of the Spectrochemical Properties of
Dithiolodithiole and Thiophene Electrochromic Systems. Materials, 2017, 10, 981. 1.3 5

378 The platination mechanism of RNase A by arsenoplatin: insight from the theoretical study. Inorganic
Chemistry Frontiers, 2021, 8, 1795-1803. 3.0 5



23

Russo Nino

# Article IF Citations

379 Theoretical determination of the aquation reaction mechanism of cyclometalated benzimidazole Ru(II)
and Ir(III) anticancer complexes. Inorganica Chimica Acta, 2018, 470, 325-330. 1.2 5

380 CNDO/2 conformational analysis of acetylselenocholine. Journal of Theoretical Biology, 1977, 66,
811-814. 0.8 4

381 A theoretical study of the nitrogenâ€”graphite system. Computational and Theoretical Chemistry, 1986,
139, 277-282. 1.5 4

382 Hydrogen chemisorption on the Ni(100) surface: Electronic and magnetic properties from a
local-spin-density study. Surface Science, 1991, 251-252, 46-50. 0.8 4

383 Conformation and structure of ethane-1,2-dithiol from ab initio HF and MP3 study. Computational and
Theoretical Chemistry, 1992, 257, 485-490. 1.5 4

384 Theoretical study of the chemisorption of oxygen on Cu(001). Physics Letters, Section A: General,
Atomic and Solid State Physics, 1992, 165, 377-380. 0.9 4

385
Constrained optimization procedure for finding transition states and reaction pathways in the
framework of gaussian based density functional method: the case of isomerization reactions.
Theoretical and Computational Chemistry, 1995, 2, 255-272.

0.2 4

386 Hydrogen-bonded and van der Waals complexes studied by a Gaussian density functional method. The
case of (HF)2, ArHCl and Ar2HCl systems. Theoretica Chimica Acta, 1995, 91, 169-177. 0.9 4

387 Computational Investigation on the Mechanism of Amide Bond Formation by using Phosphineâ€•Based
Redox Catalysis. ChemCatChem, 2015, 7, 2309-2312. 1.8 4

388 Mechanistic Explanation of the Weak Carbonic Anhydraseâ€™s Esterase Activity. Molecules, 2017, 22, 1009. 1.7 4

389 Theoretical investigation on bisarylselanylbenzo-2,1,3-selenadiazoles as potential photosensitizers in
photodynamic therapy. Journal of Chemical Physics, 2021, 154, 084113. 1.2 4

390 Antioxidants into Nopal (Opuntia ficus-indica), Important Inhibitors of Free Radicalsâ€™ Formation.
Antioxidants, 2021, 10, 2006. 2.2 4

391 Conformational analysis of Trans-benzylidene-aniline. A non empirical study. Computational and
Theoretical Chemistry, 1988, 164, 403-406. 1.5 3

392 On the fragmentation pathway of the ionized enol of glycine in the gas phase. Rapid Communications
in Mass Spectrometry, 2001, 15, 541-545. 0.7 3

393 Mechanistic investigation of trimethylamine-N-oxide reduction catalysed by biomimetic molybdenum
enzyme models. Physical Chemistry Chemical Physics, 2016, 18, 8428-8436. 1.3 3

394 A DFT investigation of a bulky biomimetic model catalyzing the 5â€²-outer ring deiodination of thyroxine.
Journal of Molecular Modeling, 2016, 22, 287. 0.8 3

395 Theoretical investigation of the action mechanisms of N,N-di-alkylated diarylamine antioxidants.
Theoretical Chemistry Accounts, 2017, 136, 1. 0.5 3

396 On the Electrochromic Properties of Borepins: A Computational Prediction. ACS Omega, 2018, 3,
9556-9563. 1.6 3



24

Russo Nino

# Article IF Citations

397
How Metal Coordination in the Ca-, Ce-, and Eu-Containing Methanol Dehydrogenase Enzymes Can
Influence the Catalysis: A Theoretical Point of View. Challenges and Advances in Computational
Chemistry and Physics, 2019, , 487-501.

0.6 3

398 Attosecond dynamics simulations of glycine irradiated by Î±-particle. Physics of Life Reviews, 2020, 32,
114-116. 1.5 3

399 Sequestering Ability of a Synthetic Chelating Agent towards Copper(II) and Iron(III): A Detailed
Theoretical and Experimental Analysis. Chemistry - an Asian Journal, 2020, 15, 3266-3274. 1.7 3

400 The Generation of the Oxidant Agent of a Mononuclear Nonheme Fe(II) Biomimetic Complex by
Oxidative Decarboxylation. A DFT Investigation. Molecules, 2020, 25, 328. 1.7 3

401 Theoretical determination of electron affinity and ionization potential of DNA and RNA bases. Journal
of Computational Chemistry, 2000, 21, 1243. 1.5 3

402 Activation by Glutathione in Hypoxic Environment of an Azoâ€•based Rhodamine Activatable
Photosensitizer. A Computational Elucidation. Chemistry - A European Journal, 2022, 28, . 1.7 3

403 Beryllium ion coordination in Ammonia, methanol and water solvents. Journal of Molecular Liquids,
2022, 360, 119414. 2.3 3

404 Inhibition of the carnitine acylcarnitine carrier by carbon monoxide reveals a novel mechanism of
action with non-metal-containing proteins. Free Radical Biology and Medicine, 2022, 188, 395-403. 1.3 3

405 Nonempirical analysis of unusual chemical bonds. II. AlH2BH4 and AlH2C3H5. International Journal of
Quantum Chemistry, 1981, 19, 1197-1201. 1.0 2

406 Conformational behaviour of non-fused biheterocycles. Part 11. 2,2â€²-Bi-imidazolyl. Journal of the
Chemical Society Perkin Transactions II, 1988, , 1975-1977. 0.9 2

407 On the Reactivity of Diamond-Like Semiconductor Surfaces. Studies in Surface Science and Catalysis,
1989, , 809-816. 1.5 2

408 Theoretical Comparison between Structural and Dynamical Features of Dolastatins 11 and 12
Antineoplastic Depsipeptides. SAR and QSAR in Environmental Research, 2003, 14, 475-484. 1.0 2

409 Conformational behavior of antineoplastic peptides Dolastatin 10 and Dolastatin 15 from Monte Carlo
and molecular dynamics simulations. International Journal of Quantum Chemistry, 2007, 107, 318-325. 1.0 2

410 Molecular self-organization in micro-, nano-, and macro-dimensions: From molecules to water,
nanoparticles, DNA and proteins. International Journal of Quantum Chemistry, 2010, 110, 1-4. 1.0 2

411 Antioxidants vs. oxidative stress: Insights from computation. Computational and Theoretical
Chemistry, 2016, 1077, 1. 1.1 2

412 Computational Mechanistic Insights on the NO Oxidation Reaction Catalyzed by Non-Heme Biomimetic
Cr-N-Tetramethylated Cyclam Complexes. International Journal of Molecular Sciences, 2019, 20, 3955. 1.8 2

413 Theoretical exploration of the reduction reaction of monofunctional phenanthriplatin Pt(IV)
prodrugs. Inorganica Chimica Acta, 2019, 495, 118951. 1.2 2

414 Photophysical properties of methyl ketone based multi-responsive electrochromic materials: A
theoretical investigation. Journal of Molecular Liquids, 2021, 338, 116576. 2.3 2



25

Russo Nino

# Article IF Citations

415
GEOMETRIES, BINDING ENERGIES, IONIZATION POTENTIALS, ELECTRON AFFINITIES AND REACTIVITY INDICES
OF ALKALI-METAL (Lin and Nan, n = 2 âˆ’ 5) MICROCLUSTERS.: NEW INSIGHTS FROM DENSITY FUNCTIONAL
INVESTIGATIONS. , 1999, , 245-279.

2

416 A non empirical and an MNDO study of N-Methyl-Nâ€²-nitro-N-nitrosoguanidine. Computational and
Theoretical Chemistry, 1986, 148, 175-178. 1.5 1

417 The structure of the ammoniaâ€”boryl radical (BH2NH3), an inorganic analogue of the ethyl radical. A
non empirical study. Computational and Theoretical Chemistry, 1987, 151, 365-371. 1.5 1

418 Nonempirical cluster model study of the on-top chemisorption of fluorine and chlorine on C(111)
surface. Solid State Communications, 1988, 65, 945-947. 0.9 1

419 Non-empirical cluster-model study of the relaxation of (111) surfaces of C, Si, Ge. Computational and
Theoretical Chemistry, 1990, 204, 325-329. 1.5 1

420 Preface: Papers collected on the occasion of the 34th Congress of Chemists of Latin Expression
(XXXIV CHITEL). International Journal of Quantum Chemistry, 2010, 110, 487-488. 1.0 1

421 Theoretical and structural studies on mechanism of the Stec reaction. Tetrahedron, 2012, 68,
5554-5563. 1.0 1

422 Magnesium amidoborane monoammoniate: Plane-wave DFT calculations. Chemical Physics Letters, 2012,
545, 26-28. 1.2 1

423 Structure and properties of a copper-mediated nucleobase pair from density functional theory
investigation. Inorganica Chimica Acta, 2016, 452, 194-198. 1.2 1

424 The Contribution of Density Functional Theory to the Atomistic Knowledge of Electrochromic
Processes. Molecules, 2021, 26, 5793. 1.7 1

425 On the interaction of Mo and Mo2 with NH3, C2H4, and C3H6. Journal of Computational Chemistry,
2001, 22, 1557-1564. 1.5 1

426 Potential Energy Surfaces for Reaction Catalyzed by Metalloenzymes from Quantum Chemical
Computations. NATO Science for Peace and Security Series A: Chemistry and Biology, 2009, , 275-313. 0.5 1

427 Non-empirical analysis of unusual chemical bonds. Computational and Theoretical Chemistry, 1983, 92,
103-108. 1.5 0

428 Interaction of Atomic Hydrogen with the (111) and (100) Surfaces of Diamond-Like Crystals. Studies in
Surface Science and Catalysis, 1989, , 69-73. 1.5 0

429 Nitric Oxide Adsorption on (111) and (001) Surfaces of Diamond-Like Crystals. A Theoretical Study on
Model Finite Clusters. Studies in Surface Science and Catalysis, 1989, 48, 893-902. 1.5 0

430 Combined molecular mechanics, molecular dynamics and quantum mechanical study of (+)-multifidene
structure and conformation. Chemistry and Ecology, 2004, 20, 157-165. 0.6 0

431 Second International Theoretical Biophysics Symposium, Ã–rebro University, Sweden, June 28â€“July 1,
2005. International Journal of Quantum Chemistry, 2007, 107, 259-260. 1.0 0

432

Density functional calculations of the electronic structure and magnetism of the different phases of
<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si45.gif"
overflow="scroll"><mml:mrow><mml:msub><mml:mrow><mml:mtext>BaFe</mml:mtext></mml:mrow><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub><mml:msub><mml:mrow><mml:mtext>As</mml:mtext></mml:mrow><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>.
Chemical Physics Letters, 2010, 498, 281-286.

1.2 0



26

Russo Nino

# Article IF Citations

433 The Contribution of Theoretical Chemistry to the Drug Design in Photodynamic Therapy. , 2011, , 121-134. 0

434 Preface to the special collection in honour of Vincenzo Barone. Theoretical Chemistry Accounts,
2012, 131, 1. 0.5 0

435 Some examples on the performance of density functional theory in the description of bioinorganic
systems and processes. , 2015, , . 0

436 Density Functional Theory Performance in Metal Containing Systems. , 2003, , 1117-1139. 0

437 On the Use of Density Functional Theory in the Study of Metal-Ligand Interactions. Some Studied
Cases. , 2003, , 1-19. 0

438
Theoretical and experimental investigation on the near-infrared and UVâ€“vis spectral regions of a
newly synthesized triarylamine electrochromic system. Highlights in Theoretical Chemistry, 2013, ,
351-359.

0.0 0


