
cclib: A library for packageâ€•independent computational chemistry algorithms

Journal of Computational Chemistry

29, 839-845

DOI: 10.1002/jcc.20823

Citation Report



Citation Report

2

# Article IF Citations

41 Investigation of the effects of copper ions on protein aggregation using a model system. Cellular and
Molecular Life Sciences, 2004, 61, 982-991. 2.4 31

42 Syntheses and structures of mononuclear lutetium imido complexes with very short Luâ€“N bonds.
Chemical Communications, 2007, , 5007. 2.2 59

43 Influence of Solvent Polarity and Hydrogen Bonding on the Electronic Transition of Coumarin 120: A
TDDFT Study. ChemPhysChem, 2008, 9, 1593-1602. 1.0 42

44
Mechanism of Ligand Photodissociation in Photoactivable
[Ru(bpy)<sub>2</sub>L<sub>2</sub>]<sup>2+</sup> Complexes: A Density Functional Theory Study.
Journal of the American Chemical Society, 2008, 130, 9590-9597.

6.6 149

45
Racemic Atropisomeric N,N-Chelate Ligands for Recognizing Chiral Carboxylates via Zn(II)
Coordination: Structure, Fluorescence, and Circular Dichroism. Inorganic Chemistry, 2008, 47,
10017-10024.

1.9 20

46 Ruthenium Carbene and Allenylidene Complexes Supported by the Tertiary Amineâˆ’Aromatic Diimine
Ligand Set: Structural, Spectroscopic, and Theoretical Studies. Organometallics, 2008, 27, 5806-5814. 1.1 29

47 Quantum chemical studies on the potentially important imidates. Computational and Theoretical
Chemistry, 2008, 861, 62-67. 1.5 1

48
Electronic Control of the â€œBailar Twistâ€• in Formally d<sup>0</sup>-d<sup>2</sup> Molybdenum
Tris(dithiolene) Complexes: A Sulfur K-edge X-ray Absorption Spectroscopy and Density Functional
Theory Study. Inorganic Chemistry, 2008, 47, 6382-6392.

1.9 57

49 The Chromophore Structure of the Cyanobacterial Phytochrome Cph1 As Predicted by Time-Dependent
Density Functional Theory. Journal of Physical Chemistry B, 2008, 112, 16253-16256. 1.2 33

50
Spectroscopic and Electronic Structure Studies of Phenolate Cu(II) Complexes: Phenolate Ring
Orientation and Activation Related to Cofactor Biogenesis. Journal of the American Chemical Society,
2008, 130, 16262-16273.

6.6 33

51
Anions for Lithium Battery Electrolytes: A Spectroscopic and Theoretical Study of the B(CN)[sub
4][sup âˆ’] Anion of the Ionic Liquid C[sub 2[sup mim]][B(CN)[sub 4]]. Journal of the Electrochemical
Society, 2008, 155, A628.

1.3 47

52
Theoretical Description of the Geometry, Electronic Structure and Reactivity Analysis for a Set of
<i>Tris</i>â€•Chelates with Application in Organic Light Emitting Diodes. Journal of the Chinese Chemical
Society, 2008, 55, 535-542.

0.8 1

53
Synthesis and Chemical Transformation of
2-iodomethyl-1-(phenylmethyl)-1,5,6,7-tetrahydroindol-4-ones. Journal of Chemical Research, 2008, 2008,
227-231.

0.6 3

54
Electronic and chemical properties of cathode structures using 4,7-diphenyl-1,10-phenanthroline
doped with rubidium carbonate as electron injection layers. Journal of Applied Physics, 2009, 105,
113714.

1.1 32

55 Search for the most stable Ca@C44 isomer: Structural stability and electronic property
investigations. Journal of Chemical Physics, 2009, 130, 124705. 1.2 3

56
Adsorbate-induced absorption redshift in an organic-inorganic cluster conjugate: Electronic effects
of surfactants and organic adsorbates on the lowest excited states of a methanethiol-CdSe
conjugate. Journal of Chemical Physics, 2009, 131, 174705.

1.2 24

57 Conformation and absolute configuration of 2â€•naphthylalkylsulfoxides by combined use of dynamic
NMR, ECD spectroscopy, DFT computations, and Xâ€•ray diffraction. Chirality, 2009, 21, 16-23. 1.3 10

58 Oligoâ€• and Polyselenophenes: A Theoretical Study. Chemistry - A European Journal, 2009, 15, 8613-8624. 1.7 134



3

Citation Report

# Article IF Citations

59
A Quantum Mechanical Study of the Second-Order Nonlinear Optical Properties of
Aryldiazenido-Substituted Hexamolybdates: A Surprising Charge Transfer. European Journal of
Inorganic Chemistry, 2009, 2009, 5181-5188.

1.0 19

60 Theoretical studies of zinc phthalocyanine monomer, dimer and trimer forms. Computational and
Theoretical Chemistry, 2009, 899, 71-78. 1.5 35

61 Electronic properties of finiteâ€•length silicon carbide nanotubes. Physica Status Solidi (B): Basic
Research, 2009, 246, 407-410. 0.7 8

62 Density functional study on electronic structures and reactivity in methylâ€•substituted chelates used
in organic lightâ€•emitting diodes. International Journal of Quantum Chemistry, 2010, 110, 1622-1636. 1.0 3

63 Synthesis, spectroscopic and structural characterizations of two new complexes of ruthenium with
2-(hydroxymethyl)benzimidazole and 1,10-phenanthroline ligands. Polyhedron, 2009, 28, 3891-3898. 1.0 26

64 Syntheses, structures, spectroscopic, electrochemical properties and DFT calculation of
Ru(II)â€“thioarylazoimidazole complexes. Journal of Organometallic Chemistry, 2009, 694, 3518-3525. 0.8 14

65
Ruthenium(II)â€“CO complexes of N-[(2-pyridyl)methyliden]-Î±(or Î²)-aminonaphthalene: Synthesis, spectral
studies, crystal structure, redox properties and DFT calculation. Journal of Organometallic
Chemistry, 2009, 694, 4124-4133.

0.8 23

66 A new route to dual fluorescence: Spectroscopic properties of the valence tautomers of a
3-(2H)-isoquinolinone derivative. Chemical Physics Letters, 2009, 477, 319-324. 1.2 21

67 DFT investigation on the structures and stabilities of exohedral derivatives for D3 C32 fullerene:
C32Xn (X = H and Cl). European Physical Journal D, 2009, 53, 197-204. 0.6 17

68

Electrochemical, Linear Optical, and Nonlinear Optical Properties and Interpretation by Density
Functional Theory Calculations of (4-<i>N,N</i>-Dimethylaminostyryl)-Pyridinium Pendant Group
Associated with Polypyridinic Ligands and Respective Multifunctional Metal Complexes
(Ru<sup>II</sup> or Zn<sup>II</sup>). Inorganic Chemistry, 2009, 48, 8120-8133.

1.9 36

69

Sensitive Valence Structures of [(pap)<sub>2</sub>Ru(Q)]<sup><i>n</i></sup>(<i>n</i>= +2, +1, 0, âˆ’1,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 352 Td (âˆ’2) with Two Different Redox Noninnocent Ligands, Q =

3,5-Di-<i>tert</i>-butyl-<i>N</i>-aryl-1,2-benzoquinonemonoimine and pap = 2-Phenylazopyridine.
Inorganic Chemistry, 2009, 48, 9800-9810.

1.9 47

70 Ruthenium Acetylide Complexes Supported by Trithiacyclononane and Aromatic Diimine: Structural,
Spectroscopic, and Theoretical Studies. Organometallics, 2009, 28, 5656-5660. 1.1 19

71 Ruthenium(II) Isocyanide Complexes Supported by Triazacyclononane/Trithiacyclononane and Aromatic
Diimine: Structural, Spectroscopic, and Theoretical Studies. Organometallics, 2009, 28, 3537-3545. 1.1 26

72 Structure, Stereodynamics and Absolute Configuration of the Atropisomers of Hindered
Arylanthraquinones. Journal of Organic Chemistry, 2009, 74, 1345-1348. 1.7 18

73 Dioxomolybdenum(VI) Complexes with Ene-1,2-dithiolate Ligands: Synthesis, Spectroscopy, and Oxygen
Atom Transfer Reactivity. Inorganic Chemistry, 2009, 48, 10581-10590. 1.9 27

74 Cycloheptatrienyl-Pentadienyl Complexes of Zirconium (Half-Open Trozircenes): Syntheses,
Structures, Bonding, and Chemistry. Organometallics, 2009, 28, 5866-5876. 1.1 32

75
Photophysical Properties and Singlet Oxygen Production by Ruthenium(II) Complexes of
Benzo[<i>i</i>]dipyrido[3,2-<i>a</i>:2â€²,3â€²-<i>c</i>]phenazine: Spectroscopic and TD-DFT Study. Journal of
Physical Chemistry A, 2009, 113, 12754-12762.

1.1 85

76 Photocontrolled nucleobase binding to an organometallic RuII arene complex. Chemical
Communications, 2009, , 6622. 2.2 98



4

Citation Report

# Article IF Citations

77 The structural and electronic properties of chiral SiC nanotubes: a hybrid density functional study.
Nanotechnology, 2009, 20, 285703. 1.3 20

78 Prediction of Remarkably Large Second-Order Nonlinear Optical Properties of
Organoimido-Substituted Hexamolybdates. Journal of Physical Chemistry A, 2009, 113, 3576-3587. 1.1 102

79
Photon-Driven Catalytic Proton Reduction with a Robust Homoleptic Iridium(III) 6-Phenyl-2,2â€²-bipyridine
Complex ([Ir(C<sup>/</sup>N<sup>/</sup>N)<sub>2</sub>]<sup>+</sup>). Inorganic Chemistry, 2009,
48, 10507-10511.

1.9 88

80
Localised to intraligand charge-transfer states in cyclometalated platinum complexes: an
experimental and theoretical study into the influence of electron-rich pendants and modulation of
excited states by ion binding. Dalton Transactions, 2009, , 1728.

1.6 85

81 Liquid crystal-in-water emulsion stabilized by layer-by-layer adsorption of polyelectrolytes and
magnetite nanoparticles. Technical Physics Letters, 2010, 36, 88-91. 0.2 4

82
Synthesis and Characterization of Novel Gold(III) Complexes of Asymmetrically Arylâ€•Substituted
1,2â€•Dithiolene Ligands Featuring Potentialâ€•Controlled Spectroscopic Properties. Chemistry - an Asian
Journal, 2010, 5, 1395-1406.

1.7 12

83
Strongly Absorbing Ï€â€“Ï€* States in Heteroleptic Dipyrrin/2,2â€²â€•Bipyridine Ruthenium Complexes:
Excitedâ€•State Dynamics from Resonance Raman Spectroscopy. Chemistry - an Asian Journal, 2010, 5,
2036-2046.

1.7 26

84 On the structure, infrared and Raman spectra of the 2:1 cysteineâ€“Zn complex. Theoretical Chemistry
Accounts, 2010, 125, 279-291. 0.5 6

85
Experimental (FT-IR and FT-RS) and theoretical (DFT) studies of molecular structure and internal
modes of [Mn(NH3)6](NO3)2. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2010, 77, 402-410.

2.0 16

86 Synthesis, spectroscopy and computational studies of some biologically important
hydroxyhaloquinolines and their novel derivatives. Journal of Molecular Structure, 2010, 969, 130-138. 1.8 14

87 Molecular structure and vibrational spectrum of [Mg((CH3)2SO)6](ClO4)2 studied by infrared and
Raman spectroscopies and DFT computations. Journal of Molecular Structure, 2010, 970, 139-146. 1.8 22

88 1-Pentyl-3-(4-methoxy-1-naphthoyl)indole and 2-(2-methoxy-phenyl)-1-(1-pentyl-1H-indol-3-yl)-ethanone:
X-ray structures and computational studies. Journal of Molecular Structure, 2010, 984, 125-130. 1.8 10

89 Electronic structure modeling of dinuclear copper(II)-methacrylic acid complex by density functional
theory. Journal of Molecular Modeling, 2010, 16, 1509-1518. 0.8 4

90
Unexpected Formation of a Doubly Bridged Cyclo-1,2-dithian 1D Coordination Cu2I2-Containing
Luminescent Polymer. Journal of Inorganic and Organometallic Polymers and Materials, 2010, 20,
534-543.

1.9 12

91 The new arsine ruthenium(III) complex with pyrazole ligand. Structural Chemistry, 2010, 21, 637-641. 1.0 4

92 Synthesis, molecular and electronic structures of half-sandwich ruthenium(II) complexes with
pyrimidine-based ligands. Transition Metal Chemistry, 2010, 35, 801-808. 0.7 13

94 A Potent <i>Trans</i>â€•Diimine Platinum Anticancer Complex Photoactivated by Visible Light.
Angewandte Chemie - International Edition, 2010, 49, 8905-8908. 7.2 261

95
Fluorescence emission and enhanced photochemical stability of ZnII-5-triethyl ammonium methyl
salicylidene ortho-phenylendiiminate interacting with native DNA. Journal of Inorganic Biochemistry,
2010, 104, 765-773.

1.5 12



5

Citation Report

# Article IF Citations

96 Synthesis, spectroscopic and structural characterization of new complex of ruthenium(II) with
Hmtpo ligand. Polyhedron, 2010, 29, 1023-1028. 1.0 11

97 Synthesis, crystal, molecular and electronic structures of thiocyanate ruthenium complexes with
pyridine and its derivatives as ligands. Polyhedron, 2010, 29, 1973-1979. 1.0 103

98 Synthesis, crystal, molecular and electronic structures of thiocyanate hydrido-carbonyl
ruthenium(II) complexes with imidazole derivatives ligands. Polyhedron, 2010, 29, 2489-2497. 1.0 30

99 Three new nickel(III) compounds based on 2-thioxo-1,3-dithiole-4,5-dithiolate: Syntheses, structures,
magnetic properties and theoretical analyses. Polyhedron, 2010, 29, 2916-2923. 1.0 2

100 Copper(II) complexes of thioarylazo-pentanedione: Structures, magnetism, redox properties and
correlation with DFT calculations. Polyhedron, 2010, 29, 3147-3156. 1.0 21

101
X-ray structure, electronic properties and density functional calculations: trans-Dihalo
(1-(4-phenylimino)-1-(phenylhydrazono)-propan-2-one) (4,4â€²-di-tert-butyl-2,2-bipyridine) ruthenium(II)
complexes. Polyhedron, 2010, 29, 3214-3219.

1.0 9

102 Correlation between crystal symmetry and the splitting of d orbital in the thiocyanate nickel(II)
complexes. Polyhedron, 2010, 29, 3198-3206. 1.0 11

103
Prediction of robustly large molecular second-order nonlinear optical properties of
terpyridine-substituted hexamolybdates: Structural modelling towards a rational entry to NLO
materials. Journal of Molecular Graphics and Modelling, 2010, 28, 735-745.

1.3 30

104 On the ROMP of 2-norbornene with an in situ ruthenium carbene complex: ESI-MS, NMR and DFT
analyses. Journal of Organometallic Chemistry, 2010, 695, 1708-1714. 0.8 5

105
Theoretical and experimental study of the vertical excitation energies in the ionic and tautomeric
forms of 4-aminomethylpyridine. Journal of Photochemistry and Photobiology A: Chemistry, 2010, 209,
19-26.

2.0 4

106
The Câ€“N coupling reaction of pendant naphthyl group of palladium(II) complexes of
1-alkyl-2-(naphthyl-Î²-azo)imidazoles. Structural characterization, spectral and redox properties, and
correlation with DFT computed data. Inorganica Chimica Acta, 2010, 363, 831-840.

1.2 9

107 Stereoselective non-equivalent bis-diimine coordination to Co(II) ion: Structure, luminescence and
density functional theory calculations. Inorganica Chimica Acta, 2010, 363, 2874-2880. 1.2 2

108 Câ€“P bond forming reactivity of N-heteropentacene: Isolation and characterization of a phospho-ylide
complex of ruthenium(II). Inorganica Chimica Acta, 2010, 363, 2840-2847. 1.2 0

109 Dinuclear Rh(II) complexes with one polypyridyl ligand, structure, properties and antitumor activity.
Inorganica Chimica Acta, 2010, 363, 2401-2408. 1.2 7

110
{Ruâ€“NO}6 and {Ruâ€“NO}7 configurations in [Ru(trpy)(tmp)(NO)]n+ (trpy=2,2â€²:6â€²,2â€²â€²-terpyridine,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 187 Td (tmp=3,4,7,8-tetramethyl-1,10-phenanthroline): An experimental and theoretical investigation.

Inorganica Chimica Acta, 2010, 363, 2945-2954.
1.2 20

111 Arbutin: Isolation, X-ray structure and computional studies. Journal of Molecular Structure, 2010,
980, 13-17. 1.8 22

112
Experimental and theoretical studies of the absolute configuration of (2S,1â€²R) and
(2R,1â€²R)-2-acetoxymethyl-3-phenyl-N-(1â€²-phenylethyl)-propionamide. Journal of Molecular Structure, 2010,
981, 159-162.

1.8 1

113 Spectroscopic and theoretical study on inclusion complexation of beta-cyclodextrin with
permethrin. Journal of Molecular Structure, 2010, 981, 194-203. 1.8 63



6

Citation Report

# Article IF Citations

114 Formation of gap states and enhanced current injection efficiency in organic light emitting diodes
incorporated with subphthalocyanine. Organic Electronics, 2010, 11, 445-449. 1.4 17

115 Cluster and periodic DFT calculations of adsorption of hydroxyl on the Au(hkl) surfaces.
Computational and Theoretical Chemistry, 2010, 946, 43-50. 1.5 28

116 DFT studies on thiophene acetylide Ru(II) complexes for nonlinear optics: Structureâ€“function
relationships and solvent effects. Computational and Theoretical Chemistry, 2010, 946, 33-42. 1.5 23

117 Theoretical studies on the adsorption of small molecules on Pt-doped BN nanotubes. Computational
and Theoretical Chemistry, 2010, 948, 83-92. 1.5 21

118 Adsorption sensitivity of Pd-doped SWCNTs to small gas molecules. Sensors and Actuators B:
Chemical, 2010, 151, 56-64. 4.0 61

119 Interaction of angelicin with DNA-bases (III) DFT and ab initio second-order Moeller-Plesset study.
International Journal of Quantum Chemistry, 2010, 110, 1445-1454. 1.0 1

120 Impact of the ionic forms on the UVâ€“Vis spectra 2â€•hydroxybenzylamine. A TDâ€•DFT study. International
Journal of Quantum Chemistry, 2010, 110, 2179-2191. 1.0 2

121 Synthesis, molecular and electronic structure of half-sandwich ruthenium(II) complex with
2-(2-pyridyl)-4-methylthiazole-5-carboxylic acid. Journal of Coordination Chemistry, 2010, 63, 2268-2277. 0.8 2

122 Exploratory programming in the virtual laboratory. , 2010, , . 28

123

Structure and Ultrafast Dynamics of the Charge-Transfer Excited State and Redox Activity of the
Ground State of Mono- and Binuclear Platinum(II) Diimine Catecholate and Bis-catecholate Complexes:
A Transient Absorption, TRIR, DFT, and Electrochemical Study. Inorganic Chemistry, 2010, 49,
10041-10056.

1.9 70

124 Importance of Dynamics in Electron Excitation and Transfer of Organic Dyes. Journal of Physical
Chemistry C, 2010, 114, 19521-19528. 1.5 25

125 Density-functional based determination of intermolecular charge transfer properties for large-scale
morphologies. Physical Chemistry Chemical Physics, 2010, 12, 11103. 1.3 222

126 Time-Dependent DFT on Phytochrome Chromophores: A Way to the Right Conformer. Journal of
Physical Chemistry Letters, 2010, 1, 796-801. 2.1 29

127 Effect of Sulfur-Based Substituents on the Electronic Properties of Re(I) dppz Complexes. Inorganic
Chemistry, 2010, 49, 5180-5189. 1.9 60

128 Excited States of Ru(II) and Re(I) Bipyridyl Complexes Attached to Cyclotriphosphazenes: A Synthetic,
Spectroscopic, and Computational Study. Inorganic Chemistry, 2010, 49, 4073-4083. 1.9 58

129
Circular dichroism, optical rotation and absolute configuration of 2-cyclohexenone-cis-diol type
phenol metabolites: redefining the role of substituents and 2-cyclohexenone conformation in
electronic circular dichroism spectra. Organic and Biomolecular Chemistry, 2010, 8, 5635.

1.5 32

130 An unusual (H2O)20 discrete water cluster in the supramolecular host of a charge transfer
platinum(ii) complex: cytotoxicity and DNA cleavage activities. Dalton Transactions, 2010, 39, 9514. 1.6 24

131
Sulfur K-Edge X-ray Absorption Spectroscopy and Density Functional Calculations on Mo(IV) and
Mo(VI)â••O Bis-dithiolenes: Insights into the Mechanism of Oxo Transfer in DMSO Reductase and Related
Functional Analogues. Journal of the American Chemical Society, 2010, 132, 8359-8371.

6.6 46



7

Citation Report

# Article IF Citations

132
Coordination of Imidazoles by Cu(II) and Zn(II) as Studied by NMR Relaxometry, EPR, far-FTIR Vibrational
Spectroscopy and Ab Initio Calculations: Effect of Methyl Substitution. Journal of Physical Chemistry
A, 2010, 114, 13146-13153.

1.1 40

133

Carboxylate Tolerance of the Redox-Active Platform [Ru(Î¼-tppz)Ru]<sup><i>n</i></sup>, where tppz =
2,3,5,6-Tetrakis(2-pyridyl)pyrazine, in the Electron-Transfer Series
[(L)ClRu(Î¼-tppz)RuCl(L)]<sup><i>n</i></sup>,<i>n</i>= 2+, +, 0, âˆ’, 2âˆ’, with 2-Picolinato, Quinaldato, and
8-Quinolinecarboxylato Ligands (L<sup>âˆ’</sup>). Inorganic Chemistry, 2010, 49, 6565-6574.

1.9 24

134 Photoinduced Antiferromagnetic to Ferromagnetic Crossover in Organic Systems. Journal of Physical
Chemistry A, 2010, 114, 2022-2027. 1.1 33

135 Nickel(II) and Palladium(II) Complexes of Azobenzene-Containing Ligands as Dichroic Dyes. Inorganic
Chemistry, 2010, 49, 9136-9150. 1.9 40

136 Bonding Structure of Phenylacetylene on Hydrogen-Terminated Si(111) and Si(100): Surface
Photoelectron Spectroscopy Analysis and Ab Initio Calculations. Langmuir, 2010, 26, 17000-17012. 1.6 22

137 Structure Elucidation of Dimethylformamide-Solvated Alkylzinc Cations in the Gas Phase. Journal of
Organic Chemistry, 2010, 75, 1203-1213. 1.7 26

138 First Halogen Anion-Bridged (MMX)<sub><i>n</i></sub>-Type One-Dimensional Coordination Polymer
Built upon d<sup>10</sup>âˆ’d<sup>10</sup> Dimers. Inorganic Chemistry, 2010, 49, 11069-11076. 1.9 36

139 Excited State Absorption Properties of Pt(II) Terpyridyl Complexes Bearing Ï€-Conjugated
Arylacetylidesâ€ . Journal of Physical Chemistry B, 2010, 114, 14440-14449. 1.2 30

140 Competitive Intramolecular Hydrogen Bonding in Oligo(ethylene oxide) Substituted Quadruple
Hydrogen Bonded Systems. Journal of Organic Chemistry, 2010, 75, 598-610. 1.7 62

141 Through-Bond versus Through-Space T1 Energy Transfers in Organometallic
Compoundâˆ’Metalloporphyrin Pigments. Organometallics, 2010, 29, 317-325. 1.1 27

142
Density Functional Theory Based Studies on the Nature of Raman and Resonance Raman Scattering of
Nerve Agent Bound to Gold and Oxide-Supported Gold Clusters: A Plausible Way of Detection. Journal
of Physical Chemistry A, 2010, 114, 4340-4353.

1.1 10

143 Syntheses, Characterization, and Photophysical Properties of Conjugated Organometallic
Pt-Acetylide/Zn(II) Porphyrin-Containing Oligomers. Inorganic Chemistry, 2010, 49, 2614-2623. 1.9 45

144 Some reactions of an Î·3-tetracyanobutadienyl-ruthenium complex. Dalton Transactions, 2010, 39, 3759. 1.6 21

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

146 Updating Our Understanding of JP-10 Decomposition Chemistry: A Detailed JP-10 Combustion Mechanism
Constructed Using RMG, an Automatic Reaction Mechanism Generator. , 2010, , . 5

147 Hydrogen Storage in Mesoporous Metal Oxides with Catalyst and External Electric Field. Journal of
Physical Chemistry C, 2010, 114, 7178-7184. 1.5 32

148 Iridium Metal Complexes Containing N-Heterocyclic Carbene Ligands for Blue-Light-Emitting
Electrochemical Cells. Inorganic Chemistry, 2010, 49, 9891-9901. 1.9 207

149 Reactivity of CuI and CuBr toward Et<sub>2</sub>S: a Reinvestigation on the Self-Assembly of
Luminescent Copper(I) Coordination Polymers. Inorganic Chemistry, 2010, 49, 5834-5844. 1.9 67



8

Citation Report

# Article IF Citations

150 Conductivity of Styrene Lines on Si(100)-(2Ã—1):H: Effects of Molecular Orientation and Surface Charge.
Journal of Physical Chemistry C, 2010, 114, 20016-20021. 1.5 1

151 Electronic structure ofLaNiO3âˆ’xthin films studied by x-ray photoelectron spectroscopy and density
functional theory. Physical Review B, 2010, 82, . 1.1 16

152
1,4-Alkyl migration associated with simultaneous Sâ€“C bond cleavage and Nâ€“C bond formation in
platinum complexes of 2-aminothioethers. Characterization of intramolecular interligand charge
transfer phenomenon. Dalton Transactions, 2010, 39, 2717.

1.6 28

153 The electronic structures of diruthenium complexes containing an oligo(phenylene ethynylene)
bridging ligand, and some related molecular structures. Dalton Transactions, 2010, 39, 11605. 1.6 20

154 Unsymmetrical diimine chelation to M(ii) (M = Zn, Cd, Pd): atropisomerism, piâ€“pi stacking and
photoluminescence. Dalton Transactions, 2011, 40, 7375. 1.6 42

155 Simultaneous Bridge-Localized and Mixed-Valence Character in Diruthenium Radical Cations Featuring
Diethynylaromatic Bridging Ligands. Journal of the American Chemical Society, 2011, 133, 18433-18446. 6.6 138

156 New group 11 complexes with metalâ€“selenium bonds of methyldiphenylphosphane selenide: a solid
state, solution and theoretical investigation. Dalton Transactions, 2011, 40, 12479. 1.6 17

157
Water-soluble alkylated bis{4â€²-(4-pyridyl)-2,2â€²:6â€²,2â€²â€²-terpyridine}ruthenium(ii) complexes for use as
photosensitizers in water oxidation: a complementary experimental and TD-DFT investigation. Dalton
Transactions, 2011, 40, 5505.

1.6 10

158 Spectroscopic and computational study of Î²-ethynylphenylene substituted zinc and free-base
porphyrins. Physical Chemistry Chemical Physics, 2011, 13, 1597-1605. 1.3 38

159 Impact of Methylchalcogeno Substitution on the Electronic and Charge Transport Properties of
Bis(methylchalcogeno)acenes. Journal of Physical Chemistry C, 2011, 115, 20674-20681. 1.5 15

160 Effect of Electronic Structure on the Photoinduced Ligand Exchange of Ru(II) Polypyridine Complexes.
Inorganic Chemistry, 2011, 50, 4384-4391. 1.9 77

161 Redox-Rich Spinâ€“Spin-Coupled Semiquinoneruthenium Dimers with Intense Near-IR Absorption.
Inorganic Chemistry, 2011, 50, 4753-4763. 1.9 27

162 CO Adsorption on Noble Metal Clusters: Local Environment Effects. Journal of Physical Chemistry C,
2011, 115, 5637-5647. 1.5 45

163 Synthesis and Photovoltaic Properties of New Metalloporphyrin-Containing Polyplatinyne Polymers.
Macromolecules, 2011, 44, 5155-5167. 2.2 125

164 Tetrapalladium(II) Bisazobenzene and Azoazoxybenzene Complexes: Syntheses, Electronic Structures,
and Optical Properties. Organometallics, 2011, 30, 4910-4923. 1.1 12

165
Isomeric Complexes of [Ru<sup>II</sup>(trpy)(L)Cl] (trpy = 2,2â€²:6â€²,2â€²â€²-Terpyridine and HL = Quinaldic Acid):
Preference of Isomeric Structural Form in Catalytic Chemoselective Epoxidation Process. Inorganic
Chemistry, 2011, 50, 1775-1785.

1.9 39

166 Protonated N-Confused Porphyrin Dimer: Formation, Structure, and Guest Binding. Inorganic
Chemistry, 2011, 50, 6719-6736. 1.9 26

167 Osazone Anion Radical Complex of Rhodium(III). Inorganic Chemistry, 2011, 50, 1331-1338. 1.9 14



9

Citation Report

# Article IF Citations

168
Probing the Structural Origins of Vapochromism of a Triarylboron-Functionalized Platinum(II)
Acetylide by Optical and Multinuclear Solid-State NMR Spectroscopy. Inorganic Chemistry, 2011, 50,
3447-3457.

1.9 94

169
Oxidation State Analysis of a Four-Component Redox Series
[Os(pap)<sub>2</sub>(Q)]<sup><i>n</i></sup> Involving Two Different Non-Innocent Ligands on a
Redox-Active Transition Metal. Inorganic Chemistry, 2011, 50, 7090-7098.

1.9 37

170 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

171 Core-Extended Terrylene Tetracarboxdiimide: Synthesis and Chiroptical Characterization. Organic
Letters, 2011, 13, 5528-5531. 2.4 74

172 C-hexaphenyl-substituted trianglamine as a chiral solvating agent for carboxylic acids. Organic and
Biomolecular Chemistry, 2011, 9, 4234. 1.5 37

173
Control of the Mutual Arrangement of Cyclometalated Ligands in Cationic Iridium(III) Complexes.
Synthesis, Spectroscopy, and Electroluminescence of the Different Isomers. Journal of the American
Chemical Society, 2011, 133, 10543-10558.

6.6 169

174
Reductive Approach to Mixed Valency (<i>n</i>= 1âˆ’) in the Pyrazine Ligand-Bridged
[(acac)<sub>2</sub>Ru(Î¼-L<sup>2â€“</sup>)Ru(acac)<sub>2</sub>]<sup><i>n</i></sup>(L<sup>2â€“</sup>=) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 497 Td (2,5-Pyrazine-dicarboxylate) through Experiment and Theory. Inorganic Chemistry, 2011, 50, 7040-7049.1.9 43

175 Syntheses, Electronic Structures, and Dichroic Behavior of Dinuclear Cyclopalladated Complexes of
Pushâˆ’Pull Azobenzenes. Organometallics, 2011, 30, 2212-2222. 1.1 24

176 Unsymmetrical diimine complexes of iron(ii) and manganese(ii): synthesis, structure and
photoluminescence of an isomer. Dalton Transactions, 2011, 40, 146-155. 1.6 10

177
Ruthenium nitrosyl complexes with 1,4,7-trithiacyclononane and 2,2â€²-bipyridine (bpy) or
2-phenylazopyridine (pap) coligands. Electronic structure and reactivity aspects. Dalton Transactions,
2011, 40, 12527.

1.6 27

178
Examples of Reductive Azo Cleavage and Oxidative Azo Bond Formation on
Re<sub>2</sub>(CO)<sub>10</sub> Template: Isolation and Characterization of Re(III) Complexes of
New Azo-Aromatic Ligands. Inorganic Chemistry, 2011, 50, 7886-7893.

1.9 28

179 Tuning the Optical and Electronic Properties of 4,8-Disubstituted Benzobisoxazoles via Alkyne
Substitution. Journal of Organic Chemistry, 2011, 76, 8670-8681. 1.7 36

180 Theoretical Studies on Molecular and Structures of Mono- and Binuclear Chromium Carbazole
Derivatives for Optoelectronics. Journal of Physical Chemistry A, 2011, 115, 14495-14501. 1.1 17

181
Comparative spectroscopic and mechanistic study of chelation properties of fisetin with iron in
aqueous buffered solutions. Implications on in vitro antioxidant activity. Dalton Transactions, 2011,
40, 4560.

1.6 23

182
Why Vanadium Complexes Perform Poorly in Comparison to Related Molybdenum Complexes in the
Catalytic Reduction of Dinitrogen to Ammonia (Schrock Cycle): A Theoretical Study. Inorganic
Chemistry, 2011, 50, 8826-8833.

1.9 19

183
Theoretical Understanding of Ruthenium(II) Based Fluoride Sensor Derived from
4,5-Bis(benzimidazol-2-yl)imidazole (H<sub>3</sub>ImBzim) and Bipyridine: Electronic Structure and
Binding Nature. Journal of Physical Chemistry A, 2011, 115, 1985-1991.

1.1 29

184 Fast Carbon Dioxide Fixation by 2,6-Pyridinedicarboxamidato-nickel(II)-hydroxide Complexes: Influence
of Changes in Reactive Site Environment on Reaction Rates. Inorganic Chemistry, 2011, 50, 10070-10081. 1.9 92

185 Spectroscopic and Computational Studies of the Ligand Redox Non-Innocence in Mono- and Binuclear
Ruthenium Vinyl Complexes. Organometallics, 2011, 30, 1852-1858. 1.1 63



10

Citation Report

# Article IF Citations

186 Design of blue or yellow emitting devices controlled by the deposition process of a cationic iridium
(III) complex. Synthetic Metals, 2011, 161, 1934-1939. 2.1 24

187 Molybdenum Complexes of <i>C</i>,<i>C</i>-Bis(ethynyl)carboranes: Design, Synthesis, and Study of a
Weakly Coupled Mixed-Valence Compound. Organometallics, 2011, 30, 884-894. 1.1 29

188
Singlet and Triplet Energy Transfers in Tetra-(<i>meso</i>-truxene)zinc(II)- and
Tetra-(<i>meso</i>-tritruxene)zinc(II) Porphyrin and Porphyrin-Free Base Dendrimers. Inorganic
Chemistry, 2011, 50, 11493-11505.

1.9 31

189 Polydiphenylenephthalide: Optical Spectroscopy and DFT Calculations. Medziagotyra, 2011, 17, . 0.1 1

190 X-ray structures and computational studies of several cathinones. Journal of Molecular Structure,
2011, 1002, 10-18. 1.8 20

191
Structures and conformations of acridinium mono- and polymethine cyanine dyes and their UVâ€“Vis
absorption spectra in protic solvents: A PCM/TD-DFT study. Journal of Molecular Structure, 2011, 1006,
635-641.

1.8 5

192 DFT, FT-Raman and FT-IR investigations of 5-methoxysalicylic acid. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2011, 82, 504-512. 2.0 33

193
Vibrational investigation, molecular orbital studies and molecular electrostatic potential map
analysis on 3-chlorobenzoic acid using hybrid computational calculations. Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2011, 84, 210-220.

2.0 37

194 Cationic iridium complex for the design of soft salt-based phosphorescent OLEDs and color-tunable
light-emitting electrochemical cells. Organic Electronics, 2011, 12, 1683-1694. 1.4 67

195 Ruthenium(II) complexes with tetradentate pyridylthioazoimine [N,S,N,N] ligands: Synthesis, crystal
structure and spectroscopy. Polyhedron, 2011, 30, 2075-2082. 1.0 15

196 Probing valence and spin situations in selective rutheniumâ€“iminoquinonoid frameworks. An
experimental and DFT analysis. Inorganica Chimica Acta, 2011, 374, 216-225. 1.2 11

197 Re(V) complexes formed by metal-assisted solvolysis of di-(2-pyridyl)ketone: Synthesis, X-ray studies,
redox behavior and DFT calculations. Inorganica Chimica Acta, 2011, 376, 105-111. 1.2 10

198
Gold(III) Complexes of Asymmetrically Arylâ€•Substituted 1,2â€•Dithiolene Ligands Featuring
Potentialâ€•Controlled Spectroscopic Properties: An Insight into the Electronic Properties of
bis(Pyrenâ€•1â€•ylâ€•ethyleneâ€•1,2â€•dithiolato)Gold(III). Chemistry - an Asian Journal, 2011, 6, 198-208.

1.7 23

199 Tuning the Excited State of Photoactive Building Blocks for Metalâ€•Templated Selfâ€•Assembly. Chemistry -
an Asian Journal, 2011, 6, 2339-2351. 1.7 24

200 Computational Design and Selection of Optimal Organic Photovoltaic Materials. Journal of Physical
Chemistry C, 2011, 115, 16200-16210. 1.5 146

201 Time-Dependent Density Functional Theory Investigation of the Electronic Spectra of Hexanuclear
Chalcohalide Rhenium(III) Clusters. Journal of Physical Chemistry A, 2011, 115, 211-218. 1.1 12

202

Synthesis, Redox Chemistry, and Electronic Structure of the Alkynyl Cyclopentadienyl Molybdenum
Complexes [Mo(Câ‰¡CR)(CO)(L<sub>2</sub>)Cpâ€²]<sup><i>n</i>+</sup> (<i>n</i> = 0 or 1; R = Ph or) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 107 Td (C<sub>6</sub>H<sub>4</sub>-4-Me, L<sub>2</sub> =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 97 Td (Ph<sub>2</sub>PCH<sub>2</sub>CH<sub>2</sub>PPh<sub>2</sub> or 2PMe<sub>3</sub>, Cpâ€² = Cp or) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 87 Td (Cp*). Organometallics, 2011, 30, 3763-3778.

1.1 11

203
Valence and spin situations in isomeric [(bpy)Ru(Qâ€²)2]n (Qâ€² =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 67 Td (3,5-di-tert-butyl-N-aryl-1,2-benzoquinonemonoimine). An experimental and DFT analysis. Dalton

Transactions, 2011, 40, 8377.
1.6 37



11

Citation Report

# Article IF Citations

204 X-ray studies, spectroscopic characterisation and DFT calculations for Mn(II), Ni(II) and Cu(II)
complexes with 5,6-diphenyl-3-(2-pyridyl)-1,2,4-triazine. Structural Chemistry, 2011, 22, 77-87. 1.0 23

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

206 Ruthenium complexes of 4,4â€²-bi-1,2,3-thiadiazole and azoimine ligands: syntheses, crystallography, and
electrochemical studies. Transition Metal Chemistry, 2011, 36, 409-416. 0.7 3

207 Theoretical study on flueggenines A and B: A comparison of calculated spectroscopic properties with
IR, UV and ECD experimental data. Journal of Molecular Structure, 2011, 989, 131-135. 1.8 5

208 Hostâ€“guest complex of cypermethrin with Î²-cyclodextrin: A spectroscopy and theoretical
investigation. Journal of Molecular Structure, 2011, 990, 244-252. 1.8 28

209 Electronic structures and reactivity aspects of rutheniumâ€“nitrosyls. Inorganica Chimica Acta, 2011,
372, 250-258. 1.2 15

210

Theoretical studies of molecular structure, electronic structure, spectroscopic properties and the
ancillary ligand effect: A comparison of trisâ€“chelate ML3-type and ML2X-type species for gallium(III)
complexes with N,O-donor phenolic ligand, 2-(2-hydroxyphenyl)benzothiazole. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2011, 78, 809-817.

2.0 3

211 Open Babel: An open chemical toolbox. Journal of Cheminformatics, 2011, 3, 33. 2.8 6,039

212 Open Data, Open Source and Open Standards in chemistry: The Blue Obelisk five years on. Journal of
Cheminformatics, 2011, 3, 37. 2.8 63

213 The Quixote project: Collaborative and Open Quantum Chemistry data management in the Internet age.
Journal of Cheminformatics, 2011, 3, 38. 2.8 45

214
Structure and optical spectra of bis(pyrrolâ€•2â€•ylmethyleneamine) complexes: A DFT and TDDFT study of
the selfâ€•assembly complexes of bis(pyrrolâ€•2â€•ylmethyleneamine) ligands linked by alkyl spacers with Cu(II).
International Journal of Quantum Chemistry, 2011, 111, 2099-2108.

1.0 1

215 Raman spectroscopy of dipyrrins: nonresonant, resonant and surfaceâ€•enhanced crossâ€•sections and
enhancement factors. Journal of Raman Spectroscopy, 2011, 42, 2154-2164. 1.2 8

216
Random Copolymers with Pendant Cationic Mixedâ€•Ligand Terpyridineâ€•Based Iridium (III) Complexes:
Synthesis and Application in Lightâ€•Emitting Devices. Macromolecular Chemistry and Physics, 2011, 212,
1616-1628.

1.1 22

217 Highly Efficient Solidâ€•State Dyeâ€•Sensitized Solar Cells Based on Triphenylamine Dyes. Advanced
Functional Materials, 2011, 21, 2944-2952. 7.8 178

218 1,2-Carbagerma-closo-dodecaborate as a Germanium Ligand in Coordination Chemistry - Synthesis,
Structure and Reactivity. European Journal of Inorganic Chemistry, 2011, 2011, 3349-3356. 1.0 7

219
Monoâ€• and Dinuclear Co/Ni Complexes Bearing Redoxâ€•Active Tetrathiafulvaleneacetylacetonate Ligands
â€“ Syntheses, Crystal Structures, and Properties. European Journal of Inorganic Chemistry, 2011, 2011,
5173-5181.

1.0 11

220 Cyano- and Aqua-Coordinated Diruthenium(III) Complexes with Oxo-Bis(acetato) Bridge: Preparation
and Steric and Electronic Structures. European Journal of Inorganic Chemistry, 2011, 2011, 5132-5143. 1.0 14

221 Optical Resolution and Structure Determination of New Indolizidine Alkaloids from <i>Elaeocarpus
sphaericus</i>. Helvetica Chimica Acta, 2011, 94, 347-354. 1.0 9



12

Citation Report

# Article IF Citations

222 Timeâ€•dependent density functional theory study on the absorption spectrum of Coumarin 102 and its
hydrogenâ€•bonded complexes. Journal of Computational Chemistry, 2011, 32, 545-553. 1.5 30

223
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

224
Theoretical investigation of novel carbazoleâ€•fluorene based Dâ€•Ï€â€•A conjugated organic dyes as
dyeâ€•sensitizer in dyeâ€•sensitized solar cells (DSCs). Journal of Computational Chemistry, 2011, 32,
1568-1576.

1.5 42

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

226 Enantiomer Resolution of Intrinsically Chiral C21â€•Alkylated Nâ€•Confused Porphyrin Complexes.
Chemistry - A European Journal, 2011, 17, 1009-1020. 1.7 28

227 Phenoxazine Dyes for Dyeâ€•Sensitized Solar Cells: Relationship Between Molecular Structure and
Electron Lifetime. Chemistry - A European Journal, 2011, 17, 6415-6424. 1.7 107

228
Bis(acetylacetonato)ruthenium Complexes of Noninnocent 1,2â€•Dioxolene Ligands: Qualitatively
Different Bonding in Relation to Monoimino and Diimino Analogues. Chemistry - A European Journal,
2011, 17, 11030-11040.

1.7 37

229 Probing the structures and thermodynamic characteristics of the environment polluting mercuric
halides, cyanides and thiocyanates. Chemical Physics Letters, 2011, 501, 308-314. 1.2 4

230
Coupling thin layer electrochemistry with epifluorescence microscopy: An expedient way of
investigating electrofluorochromism of organic dyes. Electrochemistry Communications, 2011, 13,
574-577.

2.3 31

231
Structures, redox behavior, antibacterial activity and correlation with electronic structure of the
complexes of nickel triad with 3-(2-(alkylthio)phenylazo)-2,4-pentanedione. Inorganica Chimica Acta,
2011, 370, 175-186.

1.2 33

232 IR spectroscopic and DFT investigations on molecular conformations of thio-free oxo technetium (V)
benzamidoxime complexes. Journal of Molecular Structure, 2011, 990, 152-157. 1.8 2

233 Improvements of electron injection efficiency using subphthalocyanine mixed with lithium fluoride in
cathode structures of organic light emitting diodes. Organic Electronics, 2011, 12, 562-565. 1.4 11

234 A DFT exploration of luminescent rhenium(I) tricarbonyl diimine complex with a triarylboron moiety
and its F derivative. Journal of Organometallic Chemistry, 2011, 696, 2943-2948. 0.8 7

235 Cyclometalated Ir(III) complexes containing N-aryl picolinamide ancillary ligands. Journal of
Organometallic Chemistry, 2011, 696, 2711-2719. 0.8 11

236 Photoresponsive magnetization reversal in green fluorescent protein chromophore based diradicals.
Journal of Photochemistry and Photobiology A: Chemistry, 2011, 217, 402-410. 2.0 14

237 TD-DFT investigation of triple-stranded helicates with bis(benzene-o-dithiolato) ligands.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 78, 1037-1045. 2.0 4

238 DFT, FT-Raman and FT-IR investigations of 5-o-tolyl-2-pentene. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2011, 79, 1077-1083. 2.0 1

239
Synthesis, experimental and theoretical characterization of palladium(II) and platinum(II) saccharinate
complexes with 2-(2-pyridyl)benzimidazole. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 79, 1171-1178.

2.0 13



13

Citation Report

# Article IF Citations

240 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

241 X-ray studies, spectroscopic characterization and DFT calculations for Mn(II), Ni(II) and Cu(II)
complexes with 2-benzoylpyridine. Polyhedron, 2011, 30, 410-418. 1.0 11

242 Thiocyanate manganese(II) complexes with pyridine and its derivatives ligands. Polyhedron, 2011, 30,
746-753. 1.0 30

243 Copper(II) complexes of bis(pyrazol-1-yl)methane â€“ Synthesis, spectroscopic characterization, X-ray
structure and DFT calculations. Polyhedron, 2011, 30, 864-872. 1.0 22

244 Synthesis, structure, spectroscopic properties, electrochemistry, and DFT correlative studies of
N-[(2-pyridyl)methyliden]-6-coumarin complexes of Cu(I) and Ag(I). Polyhedron, 2011, 30, 913-922. 1.0 35

245 Synthesis, spectral studies, crystal structures and TDDFT studies of the rhenium(I) complexes of
2,4-dihydroxy-Nâ€²-(4-hydroxybenzilidene) benzohydrazide. Polyhedron, 2011, 30, 953-962. 1.0 14

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

247 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

248 X-ray structure and DFT study of neutral mixed phosphine azoimine complexes of ruthenium.
Polyhedron, 2011, 30, 1884-1890. 1.0 12

249
Chalcogenidobis(ene-1,2-dithiolate)molybdenum(<scp>iv</scp>) complexes (chalcogenide E = O, S, Se):
Probing Moî€‚E and ene-1,2-dithiolate substituent effects on geometric and electronic structure. Dalton
Transactions, 2011, 40, 1119-1131.

1.6 11

250
Synthesis, molecular and electronic structures of half-sandwich ruthenium(II) complexes with
2,2â€²-bis(4,5-dimethylimidazolyl) and 4,5-diphenylimidazole ligands. Journal of Coordination Chemistry,
2011, 64, 390-399.

0.8 6

251
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

252 An Investigation of Electronic Structure and Aromaticity in Medium-Sized Nanoclusters of
Gold-Doped Germanium. Journal of Nanomaterials, 2012, 2012, 1-8. 1.5 6

253 Molecular structures of antitumor active Pd(II) and Pt(II) complexes of <i>N</i>,<i>N</i>-donor
benzimidazole methyl ester. Journal of Coordination Chemistry, 2012, 65, 763-779. 0.8 36

254 Decoupling the artificial special pair to slow down the rate of singlet energy transfer. Journal of
Porphyrins and Phthalocyanines, 2012, 16, 685-694. 0.4 10

255
<i>Trans</i>,<i>trans</i>,<i>trans</i>-[PtIV(N3)2(OH)2(py)(NH3)]: A Light-Activated Antitumor Platinum
Complex That Kills Human Cancer Cells by an Apoptosis-Independent Mechanism. Molecular Cancer
Therapeutics, 2012, 11, 1894-1904.

1.9 81

256 Aerial Oxidation of Protonated Aromatic Amines. Isolation, X-ray Structure, and Redox and Spectral
Characteristics of N- Containing Dyes. Journal of Organic Chemistry, 2012, 77, 10249-10259. 1.7 20

257 fac-Re(CO)3 complexes of 2,6-bis(4-substituted-1,2,3-triazol-1-ylmethyl)pyridine â€œclickâ€• ligands:
synthesis, characterisation and photophysical properties. Dalton Transactions, 2012, 41, 14625. 1.6 43



14

Citation Report

# Article IF Citations

258
Synthesis, Characterization, and DNA Binding Properties of Ruthenium(II) Complexes Containing the
Redox Active Ligand Benzo[<i>i</i>]dipyrido[3,2-<i>a</i>:2â€²,3â€²-<i>c</i>]phenazine-11,16-quinone. Inorganic
Chemistry, 2012, 51, 463-471.

1.9 51

259 Density functional investigation of hydrogen gas adsorption on Feâˆ’doped pristine and Stoneâˆ’Wales
defected singleâˆ’walled carbon nanotubes. Journal of Molecular Modeling, 2012, 18, 3941-3949. 0.8 37

260 Photodissociation of a ruthenium(II) arene complex and its subsequent interactions with
biomolecules: a density functional theory study. Journal of Molecular Modeling, 2012, 18, 4675-4686. 0.8 6

261
Quantum chemical approach toward rational designing of highly efficient oxadiazole based
oligomers used in organic field effect transistors. Journal of Computational Electronics, 2012, 11,
374-384.

1.3 18

262 Characterization of Ptn (n=2â€“12) clusters through global reactivity descriptors and vibrational
spectroscopy, a theoretical study. Computational Materials Science, 2012, 53, 18-24. 1.4 33

263
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

264
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 50 497 Td (Br). Journal of Coordination Chemistry, 2012, 65, 1189-1200.0.8 4

265 Structure, stereochemistry and synthesis of enantiopure cyclohexenone cis-diol bacterial metabolites
derived from phenols. Organic and Biomolecular Chemistry, 2012, 10, 6217. 1.5 10

266
Solvent-dependent modulation of metalâ€“metal electronic interactions in a dinuclear cyanoruthenate
complex: a detailed electrochemical, spectroscopic and computational study. Dalton Transactions,
2012, 41, 10354.

1.6 19

267 Crystal structure, electronic properties and cytotoxic activity of palladium chloride complexes with
monosubstituted pyridines. Dalton Transactions, 2012, 41, 658-666. 1.6 30

268
Theoretical study on the influence of ancillary and cyclometalated ligands on the electronic
structures and optoelectronic properties of heteroleptic iridium(iii) complexes. Dalton Transactions,
2012, 41, 7595.

1.6 19

269 Robust Predictive Power of the Electrostatic Term at Shortened Intermolecular Distances. Journal of
Physical Chemistry Letters, 2012, 3, 2785-2789. 2.1 15

270 Dipyridylketone as a versatile ligand precursor for new cationic heteroleptic cyclometalated iridium
complexes. Dalton Transactions, 2012, 41, 1065-1073. 1.6 13

271 Photophysical properties of 4,4â€²-di-tert-butyl-2,2â€²-bipyridine supported 6-membered 2,2â€²-diphenyl-X
platinacycles (X = CH2, NMe, O). Dalton Transactions, 2012, 41, 2601. 1.6 6

272
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

273 Strong metalâ€“metal coupling in mixed-valent intermediates [Cl(L)Ru(Î¼-tppz)Ru(L)Cl]+, L = Î²-diketonato
ligands, tppz = 2,3,5,6-tetrakis(2-pyridyl)pyrazine. Dalton Transactions, 2012, 41, 13429. 1.6 19

274 Exploring synthetic pathways to cationic heteroleptic cyclometalated iridium complexes derived from
dipyridylketone. Dalton Transactions, 2012, 41, 7098. 1.6 14

275 Diazaborolyl-boryl pushâ€“pull systems with ethynyleneâ€“arylene bridges as â€˜turn-onâ€™ fluoride sensors.
Dalton Transactions, 2012, 41, 10328. 1.6 23



15

Citation Report

# Article IF Citations

276 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

277 Influence of nitrosyl coordination on the binding mode of quinaldate in selective ruthenium
frameworks. Electronic structure and reactivity aspects. RSC Advances, 2012, 2, 3437. 1.7 7

278 TDDFT Studies on the Electronic Structures and Chiroptical Properties of Mono-Tin-Substituted
Wellsâ€“Dawson Polyoxotungstates. Journal of Physical Chemistry A, 2012, 116, 4152-4158. 1.1 19

279 Diimine Triscarbonyl Re(I) of Isomeric Pyridyl-fulvene Ligands: an Electrochemical, Spectroscopic, and
Computational Investigation. Inorganic Chemistry, 2012, 51, 12738-12747. 1.9 15

280
Effects of N-Substitution on Phosphorescence Efficiency and Color Tuning of a Series of Ir(III)
Complexes with a Phosphite Tripod Ligand: A DFT/TDDFT Study. Journal of Physical Chemistry C, 2012,
116, 26496-26506.

1.5 39

281 Syntheses, Structures, and Electronic and Optical Properties of Platinum(II) Complexes of
1,3-Bis(imino)benzene-Derived Pincer Ligands. Organometallics, 2012, 31, 5307-5320. 1.1 15

282 Vibrational and Electronic Spectroscopy of Neutral Antimony Coordination Compounds of the
1,3-Dithiole-2-thione-4,5-dithiolate (dmit). Journal of Physical Chemistry A, 2012, 116, 2244-2260. 1.1 10

283 Photoinduced Ligand Exchange and Covalent DNA Binding by Two New Dirhodium Bis-Amidato
Complexes. Inorganic Chemistry, 2012, 51, 11882-11890. 1.9 22

284

Synthetic, Structural, and Physical Investigations of the Large Linear and Branched Oligogermanes
Ph<sub>3</sub>GeGePh<sub>2</sub>GePh<sub>2</sub>GePh<sub>2</sub>H,
Ge<sub>5</sub>Ph<sub>12</sub>, and (Ph<sub>3</sub>Ge)<sub>4</sub>Ge. Organometallics, 2012, 31,
4374-4385.

1.1 30

285 Synthesis and Characterization of Dithia[3.3]paracyclophane-Bridged Binuclear Ruthenium Vinyl and
Alkynyl Complexes. Organometallics, 2012, 31, 5321-5333. 1.1 43

286 Asymmetrical Diruthenium Complex Bridged by a Redox-Active Ligand. Inorganic Chemistry, 2012, 51,
1675-1684. 1.9 39

287
Combined Effects of Stereoisomeric and Steric Factors on Electronic and Photophysical Properties of
<i>Bis-</i>cyclometalated Ir(III) Complexes Containing 2,5-Diaryl-1,3,4-oxadiazole Based and Picolinate
Ligands. Journal of Physical Chemistry C, 2012, 116, 14575-14583.

1.5 8

288
Cyclometalated Iridium(III) Complexes Containing Hydroxide/Chloride Ligands: Isolation of
Heterobridged Dinuclear Iridium(III) Compounds Containing Î¼-OH and Î¼-Pyrazole Ligands. Inorganic
Chemistry, 2012, 51, 10536-10547.

1.9 30

289

Comparative Study on <i>ortho</i>-Câ€“H vs<i> ortho</i>-Câ€“X (X = C, Cl, S) Bond Activation in
<i>ortho</i>-C<sub>aromatic</sub>â€“N Bond Fusion in Substituted Anilines Using Ruthenium(II)
Mediators: Isolation and Characterization of Unusual Ru<sub>2</sub> Complexes. Organometallics,
2012, 31, 5282-5293.

1.1 9

290
How and When Does an Unusual and Efficient Photoredox Reaction of 2-(1-Hydroxyethyl)
9,10-Anthraquinone Occur? A Combined Time-Resolved Spectroscopic and DFT Study. Journal of the
American Chemical Society, 2012, 134, 14858-14868.

6.6 29

291
Synthesis, analysis of spectroscopic and nonlinear optical properties of the novel compound:
(S)-N-benzyl-1-phenyl-5-(thiophen-3-yl)-4-pentyn-2-amine. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 97, 556-567.

2.0 59

292
Synthesis, spectroscopic characterization and quantum chemical computational studies of
(S)-N-benzyl-1-phenyl-5-(pyridin-2-yl)-pent-4-yn-2-amine. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 97, 435-448.

2.0 28

293
Molecular structure investigation and spectroscopic studies on 2,3-difluorophenylboronic acid: A
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Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 62-69. 2.0 1

325
Molecular structure, electronic property and vibrational spectroscopy of C24â€“glycine and
Gd@C24â€“glycine complexes. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2012, 98, 183-189.

2.0 13

326 Syntheses, structures and redox properties of tris(pyrazolyl)borate-capped ruthenium vinyl
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2.2 68

334 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

335 Electronic structures and optical properties of the IPR-violating C60X8 (X = H, F, and Cl) fullerene
compounds: a computational study. Physical Chemistry Chemical Physics, 2012, 14, 16476. 1.3 5

336 Electronic and Charge Transport Properties of <i>peri</i>-Xanthenoxanthene: The Effects of
Heteroatoms and Phenyl Substitutions. Journal of Physical Chemistry C, 2012, 116, 22679-22686. 1.5 43

337 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

338 Spectroscopic Studies of Bridge Contributions to Electronic Coupling in a Donor-Bridge-Acceptor
Biradical System. Journal of the American Chemical Society, 2012, 134, 7812-7819. 6.6 22

339 N-Aryl stilbazolium dyes as sensitizers for solar cells. Dyes and Pigments, 2012, 92, 766-777. 2.0 16

340
Effect of cage size on the thirdâ€•order optical properties of endohedral metallofullerenes
Sc<sub>3</sub>N@C<sub>2<i>n</i></sub> (2<i>n</i> = 68, 70, 78, and 80): A theoretical study.
International Journal of Quantum Chemistry, 2012, 112, 759-769.

1.0 4

341
Theoretical study on the oneâ€•, twoâ€•, and threeâ€•photon absorption properties of exohedral
functionalized derivative of Sc<sub>3</sub>N@C<sub>80</sub>. International Journal of Quantum
Chemistry, 2012, 112, 1198-1208.

1.0 1

342 Structure and reactivity of baicalein radical cation. International Journal of Quantum Chemistry,
2012, 112, 2009-2017. 1.0 7

343 Substrate and Metal Control of Barrier Heights for Oxo Transfer to Mo and W Bis-dithiolene Sites.
Inorganic Chemistry, 2012, 51, 3436-3442. 1.9 27
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functional theory/timeâ€•dependent density functional theory study. Journal of Computational
Chemistry, 2012, 33, 1517-1523.

1.5 28

346
Design and Synthesis of a Functional Derivative of the Triazinium Cation and Its Rhodium Complex that
Shows Photoinduced DNA Cleavage Activity and Photocytotoxicity. European Journal of Inorganic
Chemistry, 2012, 2012, 4719-4727.

1.0 5

347
Structureâ€“Property Relationships in Pt<sup>II</sup> Diimineâ€•Dithiolate Nonlinear Optical
Chromophores Based on Arylethyleneâ€•1,2â€•dithiolate and 2â€•Thioxothiazolineâ€•4,5â€•dithiolate. European
Journal of Inorganic Chemistry, 2012, 2012, 3577-3594.

1.0 21



19

Citation Report

# Article IF Citations

348 Electronic Structures of Ruthenium and Osmium Complexes of 9,10-Phenanthrenequinone. Inorganic
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