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10973-10985.

1.2 48

8297 Isomerization and Dissociation of CHNS:Â  Quantum Mechanical Study. Journal of Physical Chemistry A,
2003, 107, 11209-11216. 1.1 37

8298
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Investigation of the molecular structure of the radical anions of some pyrimidine-type bases in
aqueous solution by comparison of calculated hyperfine coupling constants with EPR
resultsElectronic supplementary information (ESI) available: calculated hfc constants depending on
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9363 A DFT study on the intramolecular dissociation pathways of ethyl fluoroformate radical cation in the
gas phase; I. Enol path. Computational and Theoretical Chemistry, 2004, 677, 97-104. 1.5 1
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9366 Intramolecular hydrogen bonding in silanediols. Computational and Theoretical Chemistry, 2004, 678,
249-256. 1.5 16



518

Citation Report

# Article IF Citations

9367 Analysis of vibrational spectra of phosphaalkynes Râ€“Cî˜†P (R=-BH2, -CH3, -NH2, -OH) and their isomers
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9382 Computed structures and reaction enthalpies of the rearrangements of certain cyclic hexaalkynes to
ortho-arene cyclynes. Computational and Theoretical Chemistry, 2004, 680, 65-71. 1.5 3

9383 Interaction of aminoacids with cations. Iâ€” the glycineâ€“Li+â€“n(H20) (n=0â€“3) complexes. Computational
and Theoretical Chemistry, 2004, 681, 99-104. 1.5 8
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10771 Structural properties and electron transfer reactivity of NX3/NX3+ (X=H, F) coupling systems.
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10772 Aromaticity of planar anion in the P5M (M=Li, Na, and K) clusters. Computational and Theoretical
Chemistry, 2005, 713, 113-117. 1.5 17
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10804 Theoretical study on monooxygenation mechanism by cytochrome P450: an ultimate species in the
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10806 Hydrogen abstraction from dimethyl ether (DME) and dimethyl sulfide (DMS) by OH radical: a
computational study. Computational and Theoretical Chemistry, 2005, 722, 9-19. 1.5 43

10807 The calculated base pairing energy of 8-oxoguanine in the synâ€“anti conformation with cytosine,
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10829 Molecular quantum similarity of enantiomers of amino acids: a case study. Computational and
Theoretical Chemistry, 2005, 727, 49-56. 1.5 35

10830
An analysis of the changes in aromaticity and planarity along the reaction path of the simplest
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10840 Hydrogen bondings in deoxynivalenol (DON) conformationsâ€”a density functional study.
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coordination?. Computational and Theoretical Chemistry, 2005, 729, 125-129. 1.5 27



600

Citation Report

# Article IF Citations
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10864 A comparative theoretical study on CO insertion into Rhâ€“C bond. Computational and Theoretical
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10869 Density functional theory (B3LYP/6-31G*) study of oligothiophenes in their aromatic and polaronic
states. Computational and Theoretical Chemistry, 2005, 726, 271-276. 1.5 61
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Computational and Theoretical Chemistry, 2007, 802, 99-103. 1.5 7

17094 Density functional theory study of initial stage of HfO2 atomic layer deposition on hydroxylated SiO2
surface. Computational and Theoretical Chemistry, 2007, 803, 23-28. 1.5 9

17095 On the performance of DFT methods in (hyper)polarizability calculations: N4 (Td) as a test case.
Computational and Theoretical Chemistry, 2007, 804, 41-46. 1.5 15

17096 Molecular structure of mono- and 1,2-aminoderivatives of cyclohexane: Steric strain effects as
determining factors. Computational and Theoretical Chemistry, 2007, 804, 65-74. 1.5 23

17097 Ground and excited state properties of naphthazarin: Absorption spectroscopy and theoretical
modeling study. Computational and Theoretical Chemistry, 2007, 803, 79-87. 1.5 9

17098 Theoretical studies on the role of bridging group of Cp ligands for the Zieglerâ€“Natta catalysis.
Computational and Theoretical Chemistry, 2007, 804, 35-39. 1.5 1

17099 Theoretical study of neutral and reduced hexacyanobutadiene. Computational and Theoretical
Chemistry, 2007, 804, 111-116. 1.5 1

17100 Interaction of H2 with transition metal homonuclear dimers Cu2, Ag2, Au2 and heteronuclear dimers
PdCu, PdAg and PdAu. Computational and Theoretical Chemistry, 2007, 804, 47-55. 1.5 23

17101 Ab initio and density functional study of a caffeic acid amide. Computational and Theoretical
Chemistry, 2007, 804, 57-63. 1.5 2

17102 Calculating gas phase energies of an Î±(1â€“4) linked disaccharide: electronic structure theory and
classical atomistic simulation. Computational and Theoretical Chemistry, 2007, 806, 9-22. 1.5 1

17103 An investigation of hydrogen bonded neutral B4Hn (n=1â€“11) and anionic clusters: Density functional
study. Computational and Theoretical Chemistry, 2007, 805, 91-100. 1.5 23

17104 Structural and electronic changes of cytosine upon addition of atomic sulfur. Computational and
Theoretical Chemistry, 2007, 805, 111-117. 1.5 3
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17105 Structures and properties of Si6N8 clusters: Genetic algorithm and density functional theory
approach. Computational and Theoretical Chemistry, 2007, 805, 161-166. 1.5 5

17106 A theoretical study on the mechanism of the oxidation of hydroxylamine by. Computational and
Theoretical Chemistry, 2007, 805, 143-152. 1.5 5

17107 Ab initio and DFT investigation of structures and energies of low-lying isomers of ZnxSex (x=1â€“4)
clusters. Computational and Theoretical Chemistry, 2007, 806, 77-83. 1.5 9

17108
On the accuracy of density-functional methods for determining structures of dicationic binuclear
ruthenocene derivatives bridged by an unsaturated molecule. Computational and Theoretical
Chemistry, 2007, 806, 85-92.

1.5 1

17109 Intramolecular hydrogen bonding and photoinduced intramolecular proton and electron transfer in
2-(2â€²-hydroxyphenyl)benzothiazole. Computational and Theoretical Chemistry, 2007, 806, 105-112. 1.5 10

17110
A DFT study of chloride and hydroxide anions effects on deprotonations of
3,4-dichloro-2,5-diamido-substituted pyrrole derivatives. Computational and Theoretical Chemistry,
2007, 806, 145-153.

1.5 7

17111
Metal complexation of protocatechuic acid and its derivatives: Determination of the optimal
computational conditions for the simulation of electronic spectra. Computational and Theoretical
Chemistry, 2007, 806, 131-140.

1.5 12

17112
Quantitative ring contraction of 5-hydroxy-1,3-oxazin-2-ones into
5-hydroxymethyl-1,3-oxazolidin-2-ones: A DFT study. Computational and Theoretical Chemistry, 2007,
806, 141-144.

1.5 3

17113 Theoretical studies on geometrical properties and photochromic mechanism of two photochromic
compounds. Computational and Theoretical Chemistry, 2007, 806, 197-203. 1.5 6

17114 Novel H-bonded base pairs as potential repeat units for information-bearing macromolecular
duplexes: A B3LYP/6-31Gâˆ— search. Computational and Theoretical Chemistry, 2007, 806, 213-221. 1.5 5

17115 Conformational study of isolated pindolol by HF, DFT and MP2 calculations. Computational and
Theoretical Chemistry, 2007, 806, 231-238. 1.5 9

17116 Factors affecting the relative stability of a series of iminium cation stereoisomers. Computational and
Theoretical Chemistry, 2007, 806, 223-230. 1.5 5

17117 A density functional theory study of the mechanism of the Paalâ€“Knorr pyrrole synthesis.
Computational and Theoretical Chemistry, 2007, 811, 97-107. 1.5 30

17118 Photo-rearrangement of N-substituted pyridinium and meta-alkoxypyridinium ions. Computational and
Theoretical Chemistry, 2007, 807, 25-32. 1.5 3

17119 Theoretical study of the reaction of Ti+ with SCO in gas phase. Computational and Theoretical
Chemistry, 2007, 806, 261-268. 1.5 10

17120 Theoretical studies of Câ€“NO2 bond dissociation energies for chain nitro compounds. Computational
and Theoretical Chemistry, 2007, 807, 43-47. 1.5 6

17121 Theoretical study on triphenylamine-based sensors of dicarboxylic acids. Computational and
Theoretical Chemistry, 2007, 807, 11-16. 1.5 4

17122
A DFT-based comparative study on the excited states intramolecular proton transfer in
1-hydroxy-2-naphthaldehyde and 2-hydroxy-3-naphthaldehyde. Computational and Theoretical
Chemistry, 2007, 807, 33-41.

1.5 46
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17123
Structure and bonding differences in C3N4 and Si3N4 isomers â€“ A comparative study of [Si3,N4] and
[C3,N4] potential energy surfaces using DFT and MP2 methodologies. Computational and Theoretical
Chemistry, 2007, 807, 73-85.

1.5 2

17124 Theoretical simulation of the nine infrared vibrational frequencies of HNO3 in the gas phase and in an
argon matrix. Computational and Theoretical Chemistry, 2007, 807, 179-183. 1.5 10

17125 Conformational analysis and electronic transition of carbazole-based oligomers as explained by
density functional theory. Computational and Theoretical Chemistry, 2007, 807, 109-119. 1.5 23

17126
Dehydrogenation reactivities of bimetallic species (M=Pt,Rh) with different spin multiplicities toward
NH3 in the gas phase: A density functional theory study. Computational and Theoretical Chemistry,
2007, 808, 9-16.

1.5 8

17127 The influence of the leaving group X (X=F, Cl, Br, I) on the carbenoid nature of the carbenoids
X2AlCH2X â€“ A theoretical study. Computational and Theoretical Chemistry, 2007, 807, 173-178. 1.5 6

17128 The ground state Li+ affinities of a series of substituted acetophenones: A DFT study. Computational
and Theoretical Chemistry, 2007, 808, 157-159. 1.5 13

17129 The proton affinity of a series of substituted acetophenones in their low-lying excited triplet state: A
DFT study. Computational and Theoretical Chemistry, 2007, 808, 153-155. 1.5 4

17130 A cost-effective basis-set extrapolation scheme: Application to the energetics of homolytic bond
dissociation. Computational and Theoretical Chemistry, 2007, 811, 361-372. 1.5 5

17131
Toward an understanding of the 1,3-dipolar cycloaddition between diphenylnitrone and a
maleimide:bisamide complex. A DFT analysis of the reactivity of symmetrically substituted
dipolarophiles. Computational and Theoretical Chemistry, 2007, 811, 125-133.

1.5 38

17132
A theoretical study of the cleavage of the amide bond of formamide by attack of the hydroxyl ligand in
[Mo(OH)(Î·3-C3H5)(CO)2(N2C2H4)] and [Re(OH)(CO)3(N2C2H4)] complexes. Computational and
Theoretical Chemistry, 2007, 811, 241-247.

1.5 4

17133 Estimating the Ï€-bond energies and the stabilities of oxy-substituted carbocations. Computational and
Theoretical Chemistry, 2007, 811, 355-359. 1.5 6

17134 Enantiodifferentiation in protonation processes: A theoretical study. Computational and Theoretical
Chemistry, 2007, 811, 37-44. 1.5 2

17135 Solvent effects on 13C and 1H NMR shielding of cyclic ketones: An experimental and theoretical study.
Computational and Theoretical Chemistry, 2007, 811, 203-213. 1.5 5

17136 A computational study of the electrocyclization of o-divinylbenzene and derivatives. Computational
and Theoretical Chemistry, 2007, 811, 141-151. 1.5 6

17137 Ab initio study and NBO analysis of configurational and conformational properties of
cyclododeca-1,2,7,8-tetraene. Computational and Theoretical Chemistry, 2007, 808, 135-144. 1.5 2

17138 Coaxial alkaline-earth dimetal units sandwiched between hydrosilver compounds: A DFT Study.
Computational and Theoretical Chemistry, 2007, 808, 163-166. 1.5 5

17139 First hyperpolarizabilities of transition metal sesquifulvalene complexes. Computational and
Theoretical Chemistry, 2007, 808, 145-152. 1.5 6

17140 Intramolecular nonbonding interactions in organoseleniums: Quantification using a computational
thermochemical approach. Computational and Theoretical Chemistry, 2007, 809, 145-152. 1.5 6
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17141 How the topological analysis of the electron localization function accounts for the inductive
effect. Computational and Theoretical Chemistry, 2007, 811, 69-76. 1.5 13

17142 Theoretical study of structure and properties of a molecular reactor based on the urea-linked
Î²-cyclodextrin dimer. Computational and Theoretical Chemistry, 2007, 809, 95-102. 1.5 13

17143 DFT study of vibrational circular dichroism spectra of (S)-glycidolâ€“water complexes. Computational
and Theoretical Chemistry, 2007, 809, 161-169. 1.5 10

17144 Sandwich complexes of the aromatic ring with the first row transition metal. Computational and
Theoretical Chemistry, 2007, 810, 1-6. 1.5 20

17145
A DMol3 study on the reaction between trans-resveratrol and hydroperoxyl radical: Dissimilarity of
antioxidant activity among Oâ€“H groups of trans-resveratrol. Computational and Theoretical
Chemistry, 2007, 809, 79-85.

1.5 37

17146 Umbrella inversions of cyclononatetraenylidenes at ab initio and DFT. Computational and Theoretical
Chemistry, 2007, 810, 53-64. 1.5 8

17147 Post Hartreeâ€“Fock and density functional theory studies on Di-Protonated Allopurinol2+.
Computational and Theoretical Chemistry, 2007, 810, 25-30. 1.5 2

17148 Theoretical study of the reaction of Cu+ with OCS. Computational and Theoretical Chemistry, 2007,
810, 39-45. 1.5 2

17149 The structure and stability of [3]-radialenes and their dianions â€“ A DFT study. Computational and
Theoretical Chemistry, 2007, 811, 313-322. 1.5 8

17150
Augmented Gaussian basis sets of triple and quadruple zeta valence quality for the atoms H and from
Li to Ar: Applications in HF, MP2, and DFT calculations of molecular dipole moment and dipole
(hyper)polarizability. Computational and Theoretical Chemistry, 2007, 810, 103-111.

1.5 74

17151 Theoretical study on the reaction mechanism of CH2ClO2 with HO2. Computational and Theoretical
Chemistry, 2007, 812, 1-11. 1.5 9

17152
On the interactions of hydrated metal cations (Mg2+, Mn2+, Ni2+, Zn2+) with guanineâ€“cytosine
Watsonâ€“Crick and guanineâ€“guanine reverse-Hoogsteen DNA base pairs. Computational and
Theoretical Chemistry, 2007, 812, 51-62.

1.5 25

17153 Theoretical investigation of Câ€“Hâ‹¯M interactions in organometallic complexes: A natural bond orbital
(NBO) study. Computational and Theoretical Chemistry, 2007, 810, 143-154. 1.5 82

17154 Substituted anilines: The tug-of-war between pyramidalization and resonance inside and outside of
crystal cavities. Computational and Theoretical Chemistry, 2007, 813, 21-27. 1.5 39

17155 Jahnâ€“Teller effect on the structure of the Sm-doped PbTiO3: A theoretical approach. Computational
and Theoretical Chemistry, 2007, 813, 33-37. 1.5 6

17156 Theoretical study of the acidity and basicity of uric acid and its interaction with water.
Computational and Theoretical Chemistry, 2007, 811, 215-221. 1.5 12

17157 Electronic and structural properties of the (001) SrZrO3 surface. Computational and Theoretical
Chemistry, 2007, 813, 49-56. 1.5 50

17158 The H2-hydrogenation of ketones catalysed by ruthenium(II) complexes: A density functional theory
study. Computational and Theoretical Chemistry, 2007, 812, 39-49. 1.5 33
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17159 Conformational equilibria of citral. Computational and Theoretical Chemistry, 2007, 814, 33-41. 1.5 25

17160 Competitive H-bonds in vacuo and in aqueous solution for N-protonated adrenaline and its
monohydrated complexes. Computational and Theoretical Chemistry, 2007, 811, 223-240. 1.5 30

17161
Ab initio and DFT study of the molecular conformations and the thermochemistry of the
CH2CHC(O)OONO2 (APAN) atmospheric molecule and of the CH2CHC(O)OO and CH2CHC(O)O radicals.
Computational and Theoretical Chemistry, 2007, 814, 51-60.

1.5 9

17162 A computational study of dihalogen-Î¼-dichalcogenides: XAAX (X=F, Cl, Br; A=S, Se). Computational and
Theoretical Chemistry, 2007, 814, 1-10. 1.5 32

17163 DFT calculations of the local spin densities and oligomerization mechanism of thiopheneâ€“phenylene
(TP) co-oligomers and derivatives. Computational and Theoretical Chemistry, 2007, 814, 25-32. 1.5 16

17164 Mono-, di-, tri- and tetraphosphatriafulvenes: Electronic structure and aromaticity. Computational
and Theoretical Chemistry, 2007, 811, 27-35. 1.5 11

17165
Structures in 8-(methylselanyl)-1-(methylseleninyl)- and 1,8-bis(methylseleninyl)naphthalenes:
Transition states involving simultaneous rotation around SeC bonds, together with stable
structures. Computational and Theoretical Chemistry, 2007, 811, 293-301.

1.5 1

17166 A computational study of the ketoâ€“enol equilibria of sulphur substituted analogues of
hydroxycyclopropenone. Computational and Theoretical Chemistry, 2007, 814, 105-112. 1.5 2

17167 Structure and stability of Li(I) and Na(I) â€“ Carboxylate, sulfate and phosphate complexes.
Computational and Theoretical Chemistry, 2007, 814, 119-125. 1.5 27

17168 The calculated effects of substitution on intramolecular cyclization of 2,5-hexadienyl radicals.
Computational and Theoretical Chemistry, 2007, 815, 11-20. 1.5 2

17169 The o-, m-, p-halobenzyl radicals and their anions: Structures and electron affinities. Computational
and Theoretical Chemistry, 2007, 815, 45-53. 1.5 2

17170 Theoretical investigation of the adsorption of oxygen on small copper clusters. Computational and
Theoretical Chemistry, 2007, 815, 63-69. 1.5 29

17171
Noncovalent complexes of tetramethylammonium with chlorine anion and 2,5-dihydroxybenzoic acid
as models of the interaction of quaternary ammonium biologically active compounds with their
molecular targets: A theoretical study. Computational and Theoretical Chemistry, 2007, 815, 55-62.

1.5 12

17172 A DFT study on the mechanism and regioselectivity of the tandem O-nitroso aldol/Michael reaction of
nitrosobenzene and cyclohexenone. Computational and Theoretical Chemistry, 2007, 815, 105-109. 1.5 9

17173 Theoretical insights of copper(I)â€“nitrene complexes. Computational and Theoretical Chemistry, 2007,
815, 111-118. 1.5 13

17174 Theoretical insights of iron(II)â€“carbene complexes Cp(CO)(L)FeCHR, L=CO, PMe3. Computational and
Theoretical Chemistry, 2007, 815, 157-163. 1.5 6

17175 Density functional studies of the heats of formation of several nitroester compounds.
Computational and Theoretical Chemistry, 2007, 815, 151-156. 1.5 16

17176 Density functional theory study on lactides: Geometries, IR, NMR and electronic spectra.
Computational and Theoretical Chemistry, 2007, 816, 13-19. 1.5 7
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17177 Vibrational spectra of triamantane X18H24, iso-tetramantane X22H28 and cyclohexamantane X26H30
(X=C, Si, Ge, Sn) â€“ A theoretical study. Computational and Theoretical Chemistry, 2007, 816, 31-41. 1.5 10

17178 Interactions between C70 and encapsulated Beryllium atom. Computational and Theoretical Chemistry,
2007, 816, 53-57. 1.5 5

17179 Planar tetra-coordinate Si and Ge in perfectly squared Ni4Cl4X complexes. Computational and
Theoretical Chemistry, 2007, 816, 59-65. 1.5 15

17180 Structures and electron affinities of the halide (Cl, Br) benzene radicals. Computational and
Theoretical Chemistry, 2007, 816, 67-72. 1.5 1

17181 Methanol dehydrogenation promoted by a heterobimetallic Ru(II)â€“Sn(II) complex as catalyst: A density
functional study. Computational and Theoretical Chemistry, 2007, 816, 77-84. 1.5 7

17182 Unusual ferromagnetic coupling interaction in carboxylato-bridged Mn(II) complexes: Ab initio
MRCI(SD) and DFT theoretical studies. Computational and Theoretical Chemistry, 2007, 816, 103-108. 1.5 10

17183 Artificial polarization effects on FA1:Sr2+ laser and coadsorption of CN and O at LiCl (001) surface:
First principles calculations. Computational and Theoretical Chemistry, 2007, 816, 85-96. 1.5 1

17184 Structures and electron affinities of silicon hydrides SinH2 (n=5â€“10). Computational and Theoretical
Chemistry, 2007, 816, 137-144. 1.5 0

17185 Ketoâ€“enol tautomerization of cyanuric acid in the gas phase and in water and methanol.
Computational and Theoretical Chemistry, 2007, 816, 125-136. 1.5 34

17186 Natural bond orbital (NBO) population analysis of cyclic thionylphosphazenes, [NSOX (NPCl2)2]; X=F
(1), X=Cl (2). Computational and Theoretical Chemistry, 2007, 817, 27-33. 1.5 8

17187 Theoretical simulation of the six fundamental frequencies of trans-HONO in the gas phase and in rare
gas matrices. Computational and Theoretical Chemistry, 2007, 817, 55-60. 1.5 11

17188 Theoretical studies of bond dissociation energies of Sâ€“NO for S-nitrosothiols. Computational and
Theoretical Chemistry, 2007, 817, 43-46. 1.5 20

17189 DFT investigation on heats of formation and group interactions of polyisocyanoadamantanes with
respect to isocyano substituents. Computational and Theoretical Chemistry, 2007, 817, 5-10. 1.5 1

17190 Aminoâ€“imino tautomerism of mono- and diaminothiazoles: Quantum chemical study. Computational
and Theoretical Chemistry, 2007, 817, 125-136. 1.5 13

17191
Characterization of the reactive conformations of protonated histamine through the reaction force
analysis and the dual descriptor of chemical reactivity. Computational and Theoretical Chemistry,
2007, 817, 111-118.

1.5 13

17192 Theoretical prediction of the stereochemistry of the OH groups in Turraesterodione. Computational
and Theoretical Chemistry, 2007, 817, 91-98. 1.5 1

17193 Production of HNC from the CH(X2Î )+NH(X3Î£âˆ’) reaction: Direct dynamics study. Computational and
Theoretical Chemistry, 2007, 817, 153-160. 1.5 6

17194 The argon matrix-induced frequency shift of Î½s(Fâˆ’H) of the Fâˆ’HÂ·Â·Â·A complexes: Comparison between
computation and experiment. Computational and Theoretical Chemistry, 2007, 817, 147-152. 1.5 8
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17195 Towards an understanding of the structure and bonding of lithium tetrahydroborate and its amine
complexes. Computational and Theoretical Chemistry, 2007, 818, 23-30. 1.5 8

17196 New candidates of interstellar molecule in the C10H and C11H radicals: Monocyclic rings.
Computational and Theoretical Chemistry, 2007, 818, 151-153. 1.5 0

17197 Theoretical study on the aromaticity of dianions (X=Zn, Cd, Hg). Computational and Theoretical
Chemistry, 2007, 818, 93-99. 1.5 33

17198 Theoretical study on the hydrolytic deamination reaction mechanism of adenineâ€“(H2O)n (n=1â€“4).
Computational and Theoretical Chemistry, 2007, 819, 95-101. 1.5 19

17199 DFT study of hydrogen bond bridging mode of pyridine and diazenes in water environment.
Computational and Theoretical Chemistry, 2007, 819, 88-94. 1.5 10

17200
DFT study of proton transfer, cooperativity, and tautomerization in 2-pyridineselenol and
2-pyridinethiol ammonia and water clusters. Computational and Theoretical Chemistry, 2007, 819,
142-152.

1.5 18

17201 The Li+ affinities of a series of substituted crotonaldehyde in the ground state: A DFT study.
Computational and Theoretical Chemistry, 2007, 819, 160-162. 1.5 6

17202 Theoretical study of the reaction of Ni+ with OCS. Computational and Theoretical Chemistry, 2007,
820, 12-17. 1.5 7

17203 Theoretical modeling of the nonenzymatic solvolysis of CMP-NeuAc in an acidic environment.
Computational and Theoretical Chemistry, 2007, 820, 90-97. 1.5 1

17204 Energetic, geometric and magnetic analysis of all-syn,trans cyclic cyclopropanes. Computational and
Theoretical Chemistry, 2007, 820, 85-89. 1.5 1

17205 A theoretical investigation on the potential energy surface of CN2H rotation of the encapsulated
1-bicyclo[2.2.1]heptyldiazirine. Computational and Theoretical Chemistry, 2007, 820, 80-84. 1.5 1

17206 Bonding and aromaticity of cyclic phosphazenes viewed as interaction of Dnh fragments.
Computational and Theoretical Chemistry, 2007, 820, 148-158. 1.5 19

17207 PCM study of the solvent and substituent effects on bond dissociation energies in O-nitrosyl
carboxylate compounds. Computational and Theoretical Chemistry, 2007, 821, 47-52. 1.5 12

17208 Cyclisation of Î±-diazonitriles to 5-halo-1,2,3-triazoles: A computational study. Computational and
Theoretical Chemistry, 2007, 821, 89-94. 1.5 2

17209 Insertion of singlet alkylidenecarbenes into Oâ€“H bond of water: A theoretical prediction.
Computational and Theoretical Chemistry, 2007, 821, 106-115. 1.5 3

17210 Theoretical mechanism for the oxidation of thiourea by hydrogen peroxide in gas state.
Computational and Theoretical Chemistry, 2007, 821, 116-124. 1.5 5

17211
New optically active imine dopants derived from (R)-(+)-1-(1-naphthyl)ethylamine: Relation between
their large helical twisting power and internal rotation potential profiles. Computational and
Theoretical Chemistry, 2007, 821, 95-100.

1.5 6

17212 NBO analysis of halogen bridging in 4-halo-1-buten-3-yl cations. Computational and Theoretical
Chemistry, 2007, 822, 8-11. 1.5 5



948

Citation Report

# Article IF Citations

17213 Density functional theory investigations on boronyl-substituted ethylenes C2H4âˆ’m(BO)m (m=1â€“4) and
acetylenes C2H2âˆ’m(BO)m (m=1, 2). Computational and Theoretical Chemistry, 2007, 821, 153-159. 1.5 18

17214 Fragmentations and proton-transfer mechanisms of gaseous radical-cationic tryptophan: A
theoretical study. Computational and Theoretical Chemistry, 2007, 822, 21-27. 1.5 10

17215 CASPT2 study on the low-lying electronic states of the and ions. Computational and Theoretical
Chemistry, 2007, 822, 48-56. 1.5 8

17216
The influence of the hydrated metal cations binding to adenine-N7 or adenine-N3 on the hydrogen
bonding in adenineâ€“thymine base pair: A comparative study. Computational and Theoretical Chemistry,
2007, 822, 57-64.

1.5 18

17217 Density functional theory molecular simulation of thiophene adsorption on MoS2 including
microwave effects. Computational and Theoretical Chemistry, 2007, 822, 80-88. 1.5 32

17218 Molecular precursors of mesostructured silica materials in the atrane route: A DFT/GIAO/NBO
theoretical study. Computational and Theoretical Chemistry, 2007, 822, 89-102. 1.5 13

17219 Conformational preferences of mono-substituted cyclohydronitrogens: A theoretical study.
Computational and Theoretical Chemistry, 2007, 822, 145-150. 1.5 5

17220
Ab initio study and NBO analysis of the allylic rearrangements (hetero Claisen and Cope) Tj ET
Q
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BT /Overlock 10 Tf 50 467 Td (rearrangements) and decarboxylation reactions (retro carbonyl ene reaction) of allylformate and

allyldithioformate. Computational and Theoretical Chemistry, 2007, 824, 1-7.
1.5 10

17221 Tunneling of three borons in a B12 cluster. Computational and Theoretical Chemistry, 2007, 823, 74-77. 1.5 4

17222 Excited state intramolecular proton transfer in 5-hydroxy flavone: A DFT study. Computational and
Theoretical Chemistry, 2007, 824, 8-14. 1.5 16

17223 Artificial polarization effects on FA1:Sr2+ lasers and NO interactions at NaCl (001) surface: First
principles calculations. Computational and Theoretical Chemistry, 2007, 823, 47-58. 1.5 14

17224 Structures and properties of the tin-doped carbon clusters. Computational and Theoretical
Chemistry, 2007, 824, 48-57. 1.5 9

17225 Investigation of the structure, the optical properties, and the photophysics of some indolocarbazoles
having terminal aromatic rings. Computational and Theoretical Chemistry, 2007, 824, 15-22. 1.5 11

17226 Methyl hydrogen peroxide dimer: A structural study. Computational and Theoretical Chemistry, 2007,
824, 32-38. 1.5 2

17227 Computational studies of the structure of aldazines and ketazines: Part 2. Halogen and Î±,Î²-unsaturated
derivatives. Computational and Theoretical Chemistry, 2007, 847, 25-31. 1.5 8

17228
Performance of Time Dependent Density Functional Theory on excitations of medium sized molecules â€“
Test on ionic forms of anthraquinone dihydroxy derivatives. Computational and Theoretical
Chemistry, 2007, 823, 78-86.

1.5 28

17229 Theoretical study on the structure and properties of crenulatin molecule in herb Rhodiola crenulata.
Computational and Theoretical Chemistry, 2007, 847, 59-67. 1.5 8

17230 Theoretical study on the beryllium chlorogermylenoid H2GeClBeCl. Computational and Theoretical
Chemistry, 2007, 847, 75-78. 1.5 18
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17231 Initial reaction of HfO2 atomic layer deposition on silicon surfaces with different oxygen levels: A
density functional theory study. Thin Solid Films, 2007, 515, 4702-4708. 0.8 9

17232 Density functional study of initial HfCl4 adsorption and decomposition reactions on silicon surfaces
with SiON interfacial layer. Applied Surface Science, 2007, 253, 9148-9153. 3.1 6

17233 Theoretical study of the cracking mechanisms of linear Î±-olefins catalyzed by zeolites. Applied Surface
Science, 2007, 254, 604-609. 3.1 22

17234 Methanol decomposition on the Î²-Ga2O3 (100) surface: A DFT approach. Applied Surface Science, 2007,
254, 120-124. 3.1 11

17235 Theoretical calculation of triazolam hydroxylation and endogenous steroid inhibition in the active
site of CYP3A4. Biochimica Et Biophysica Acta - Proteins and Proteomics, 2007, 1774, 223-232. 1.1 4

17236 Conformational study of palindromic tripeptides (GPG, IPI and KPK) in HIV-1 proteaseâ€”A density
functional theory study. Biochimica Et Biophysica Acta - Proteins and Proteomics, 2007, 1774, 382-391. 1.1 2

17237 Silica xerogelâ€“hydrogen peroxide composites: Their morphology, stability, and antimicrobial activity.
Colloids and Surfaces B: Biointerfaces, 2007, 54, 165-172. 2.5 23
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17240 Mid-infrared absorption spectrum of 5,6-dihydroxyindole-2-carboxylic acid. Chemical Physics Letters,
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17241 Study of charge transfer transition in benzeneâ€“ICl complex in gas phase and in CCl4 medium by ab
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Chemical Physics Letters, 2007, 434, 101-106. 1.2 4
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267, 54-62. 0.7 114

17410
Cyano substituent effects on enol and enethiol acidity and basicity: The protonation and
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study. Journal of Molecular Structure, 2007, 827, 176-187. 1.8 39
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by ab initio and DFT calculated NQR parameters. Journal of Molecular Structure, 2007, 846, 119-122. 1.8 6
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17451 Underlying source of the relation between polypeptide conformation and strength of NHÂ·Â·Â·O
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in the H2X, H2CX and XO2 (X=O, S, Se, Te) molecules: Role of the atomic core and lone pair. Journal of
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17458 Structure and reactivity of Pt/GaZSM-5 aromatization catalyst. Microporous and Mesoporous
Materials, 2007, 104, 145-150. 2.2 20
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17460 New theoretical insights into epoxidation of alkenes by immobilized Mn-salen complexes in mesopores:
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Influence of intermolecular hydrogen bonding on IR-spectroscopic properties of
(R)-(âˆ’)-1-phenylglycinium hydrogen squarate monohydrate in solid-state. IR-LD, Raman spectroscopy and
theoretical study. Journal of Molecular Structure, 2007, 846, 139-146.

1.8 11

17479
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characterization and DFT calculations. Polyhedron, 2007, 26, 2470-2476. 1.0 10
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for [ReOBr(hqn)2]. Polyhedron, 2007, 26, 2957-2963. 1.0 12
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tricarbonylrhenium(I)[2-(benzo[d]-X-azol-2-yl)-4-methylquinoline]L derivatives (X=Nâ€“CH3, O, or S;) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 732 Td (L=Clâˆ’, pyridine). Journal of Organometallic Chemistry, 2007, 692, 1377-1391.0.8 66

17538 The molecular structure of using gas-phase electron diffraction and ab initio and DFT calculations.
Journal of Organometallic Chemistry, 2007, 692, 1161-1167. 0.8 12

17539 1-D Polymeric divalent metal m-ferrocenylbenzoates: Structures, NLO and electrochemical properties.
Journal of Organometallic Chemistry, 2007, 692, 1584-1592. 0.8 21

17540 Synthesis and crystal structure of Ir(C2H4)2(C5H7O2). Journal of Organometallic Chemistry, 2007, 692,
2107-2113. 0.8 37

17541 Structure and coordinate bonding nature of the manganeseâ€“Ïƒâ€“borane complexes. Journal of
Organometallic Chemistry, 2007, 692, 1997-2005. 0.8 11

17542
Reactivity of TpRu(L)(NCMe)R (L=CO, PMe3; R=Me, Ph) systems with isonitriles: Experimental and
computational studies toward the intra- and intermolecular hydroarylation of isonitriles. Journal of
Organometallic Chemistry, 2007, 692, 2175-2186.

0.8 15

17543 Spin density distribution in mononuclear Rh(0) complexes: A combined experimental and DFT study.
Journal of Organometallic Chemistry, 2007, 692, 3167-3173. 0.8 20

17544 Mechanism of olefin hydrosilylation catalyzed by [RuCl(NCCH3)5]+: A DFT study. Journal of
Organometallic Chemistry, 2007, 692, 2282-2290. 0.8 30

17545 Ring and cage compounds from complexes of group 13 metal halides with ethylenediamine: Experiment
and theory. Journal of Organometallic Chemistry, 2007, 692, 2822-2831. 0.8 4

17546 Dianionic amidinates at silicon and germanium centers: Four-, six- and eight-membered rings. Journal
of Organometallic Chemistry, 2007, 692, 2789-2799. 0.8 12

17547 Synthesis, molecular, crystal and electronic structure of [(C6H6)RuCl(1,10-C12H8N2)]Cl. Journal of
Organometallic Chemistry, 2007, 692, 2903-2910. 0.8 5

17548 Synthesis under self-controlled reaction conditions: Reaction of tetraamminezinc(II) chloride with
3,5-dimethyl-1-thiocarboxamide pyrazole. Journal of Organometallic Chemistry, 2007, 692, 2582-2592. 0.8 11

17549
Spectroscopic properties and electronic structures of 17-electron half-sandwich ruthenium acetylide
complexes, [Ru(CCAr)(L2)Cpâ€²]+ (Ar=phenyl, p-tolyl, 1-naphthyl, 9-anthryl; L2=(PPh3)2, Cpâ€²=Cp; L2=dppe;) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 257 Td (Cpâ€²=Cpâˆ—). Journal of Organometallic Chemistry, 2007, 692, 3277-3290.0.8 79

17550
Cyclopentadienyl chromium complexes with halide, methyl, isothiocyanate and isoselenocyanate
ligands: Structures of [Î·5-(C5H4-COOCH3)]Cr(NO)2(Br) and [Î·5-(C5H4-COOCH3)]Cr(NO)2(NCS). Journal of
Organometallic Chemistry, 2007, 692, 3340-3350.

0.8 11

17551 Effect of Ï€-donating substituents on the dative or covalent character of adducts of some simple
â€œeniumâ€• ions with PMe3 and NMe3. Journal of Organometallic Chemistry, 2007, 692, 3363-3369. 0.8 18

17552 Reaction mechanisms of Cp-containing silene complexes toward H2: A DFT study. Journal of
Organometallic Chemistry, 2007, 692, 3454-3460. 0.8 7

17553 Hydrogen sensitivity â€“ A systematic computational study of electronic effects. Journal of
Organometallic Chemistry, 2007, 692, 4473-4480. 0.8 6

17554 Mechanistic competition variations due to the substituents in the lithium carbenoid promoted
cyclopropanation reactions. Journal of Organometallic Chemistry, 2007, 692, 3723-3731. 0.8 1
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17555 Substituent effect in para substituted Cr(CO)5â€“pyridine complexes. Journal of Organometallic
Chemistry, 2007, 692, 3866-3873. 0.8 53

17556
Germylene complexes of tungsten pentacarbonyls W(CO)5GeCl2 and W(CO)5GeW(CO)5:
Electrochemical synthesis and quantum-chemical computations. Journal of Organometallic
Chemistry, 2007, 692, 4067-4072.

0.8 4

17557 Theoretical studies of the oxidative addition of PhBr to Pd(PX3)2 and Pd(X2PCH2CH2PX2) (X=Me, H, Cl).
Journal of Organometallic Chemistry, 2007, 692, 3984-3993. 0.8 48

17558 Bis(Î·5-cyclopentadienyl)titanium(II) in the gas phase:. Journal of Organometallic Chemistry, 2007, 692,
4073-4083. 0.8 11

17559
A novel tricarbonyl rhenium complex of 2-benzoylpyridine â€“ Synthesis, spectroscopic
characterization, X-ray structure and DFT calculations. Journal of Organometallic Chemistry, 2007,
692, 4161-4167.

0.8 12

17560
A possible 2,1â†’3,1 isomerization mechanism in zirconocene-catalyzed propene polymerization: An
application of the density functional theory and combined ONIOM approach. Journal of
Organometallic Chemistry, 2007, 692, 4227-4236.

0.8 12

17561 Synthesis and crystal structures of the first C2-symmetric bis-aldimine NCNâ€“pincer complexes of
platinum and palladium. Journal of Organometallic Chemistry, 2007, 692, 4843-4848. 0.8 37

17562 Cu(I) catalysed cyclopropanation of olefins: Stereoselectivity studies with Arylid-Box and Isbut-Box
ligands. Journal of Organometallic Chemistry, 2007, 692, 4863-4874. 0.8 28

17563
Novel application of quantum chemical investigation in terms of substituent parameters: Statistical
comparison of dual and single substituent parameter treatments. Journal of Organometallic
Chemistry, 2007, 692, 4917-4920.

0.8 0

17564
A unique coplanar multi-center bonding network in doubly acetylide-bridged binuclear zirconocene
complexes: A density functional theory study. Journal of Organometallic Chemistry, 2007, 692,
4760-4767.

0.8 2

17565 Synthesis of ferrocenyl pyrazoles by the reaction of (2-formyl-1-chlorovinyl)ferrocene with
hydrazines. Journal of Organometallic Chemistry, 2007, 692, 5026-5032. 0.8 53

17566
Hydrosilylation, hydrocyanation, and hydroamination of ethene catalyzed by
bis(hydrido-bridged)diplatinum complexes: Added insight and predictions from theory. Journal of
Organometallic Chemistry, 2007, 692, 5245-5255.

0.8 24

17567
Theoretical study of the strong intramolecular hydrogen bond and metalâ€“ligand interactions in
group 10 (Ni, Pd, Pt) bis(dimethylglyoximato) complexes. Journal of Organometallic Chemistry, 2007,
692, 5383-5389.

0.8 10

17568 Bonding in germatranyl cation and germatranes. Journal of Organometallic Chemistry, 2007, 692,
5697-5700. 0.8 21

17569 First principles study of the vibrational properties of. Journal of Physics and Chemistry of Solids,
2007, 68, 438-444. 1.9 6

17570 Numerical evidence of Luttinger liquid to Fermi liquid transformation in lithium doped
trans-polyacetylene chain. Journal of Physics and Chemistry of Solids, 2007, 68, 1856-1862. 1.9 1

17571
Photochemistry of 2-(methylamino)pyridine in a low-temperature argon matrix: Aminoâ€“imino
tautomerism and rotational isomerism. Journal of Photochemistry and Photobiology A: Chemistry,
2007, 187, 113-118.

2.0 15

17572
The charge transfer mechanism and spectral properties of a near-infrared heptamethine cyanine dye in
alcoholic and aprotic solvents. Journal of Photochemistry and Photobiology A: Chemistry, 2007, 187,
305-310.

2.0 86
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17573 SAC-CI theoretical study on the excited states of lumiflavin: Structure, excitation spectrum, and
solvation effect. Journal of Photochemistry and Photobiology A: Chemistry, 2007, 189, 205-210. 2.0 58

17574 The role of Ag(I) ions in the electronic spectroscopy of adenineâ€“cytosine mispairs. Journal of
Photochemistry and Photobiology A: Chemistry, 2007, 190, 301-309. 2.0 9

17575 Quantum chemical modelling of oxygen reduction on cobalt hydroxide and oxyhydroxide. Journal of
Electroanalytical Chemistry, 2007, 599, 295-312. 1.9 24

17576 Redox free energies and one-electron energy levels in density functional theory based ab initio
molecular dynamics. Journal of Electroanalytical Chemistry, 2007, 607, 113-120. 1.9 36

17577 Rearrangement and fluorination of quinidinone in superacid. Journal of Fluorine Chemistry, 2007, 128,
55-59. 0.9 4

17578 Degradation of Î³-irradiated linear perfluoroalkanes at high dosage. Journal of Fluorine Chemistry,
2007, 128, 575-586. 0.9 44

17579 Platinum fluorides beyond PtF6?. Journal of Fluorine Chemistry, 2007, 128, 938-942. 0.9 16

17580 Crystal density predictions for nitramines based on quantum chemistry. Journal of Hazardous
Materials, 2007, 141, 280-288. 6.5 116

17581 Calculations of bond dissociation energies and dipole moments in energetic materials using
density-functional methods. Journal of Hazardous Materials, 2007, 147, 658-662. 6.5 8

17582 Reliable estimation of performance of explosives without considering their heat contents. Journal of
Hazardous Materials, 2007, 147, 826-831. 6.5 13

17583
Synthesis, characterization and studies on DNA-binding of a new Cu(II) complex with
N1,N8-bis(l-methyl-4-nitropyrrole-2-carbonyl)triethylenetetramine. Journal of Inorganic Biochemistry,
2007, 101, 10-18.

1.5 192

17584 Theoretical investigations of the hydrolysis pathway of verdoheme to biliverdin. Journal of Inorganic
Biochemistry, 2007, 101, 385-395. 1.5 18

17585 Cerium(IV)-mediated oxidation of flavonol with relevance to flavonol 2,4-dioxygenase. Direct evidence
for spin delocalization in the flavonoxy radical. Journal of Inorganic Biochemistry, 2007, 101, 893-899. 1.5 10

17586 A theoretical study of the principles regulating the specificity for Al(III) against Mg(II) in protein
cavities. Journal of Inorganic Biochemistry, 2007, 101, 1192-1200. 1.5 31

17587 Computational study of steric effects on the optical properties of oligomers. Journal of
Luminescence, 2007, 126, 278-288. 1.5 3

17588 Photoluminescent property of mechanically milled BaWO4 powder. Journal of Luminescence, 2007,
126, 741-746. 1.5 26

17589 Photoluminescence of crystalline and disordered BTO:Mn powder: Experimental and theoretical
modeling. Journal of Luminescence, 2007, 126, 771-778. 1.5 29

17590 Contribution of structural orderâ€“disorder to the room-temperature photoluminescence of lead
zirconate titanate powders. Journal of Luminescence, 2007, 127, 689-695. 1.5 28
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17591
Thermal isomerization and cyclization of 1-naphthylacetylene: Experimental results, quantum
chemical and transition state theory calculations. Proceedings of the Combustion Institute, 2007, 31,
241-248.

2.4 8

17592 Kinetics for the reaction of phenyl radical with phenylacetylene and styrene. Proceedings of the
Combustion Institute, 2007, 31, 249-256. 2.4 12

17593 Electron momentum density in ZnSe: Theory and experiment. Radiation Physics and Chemistry, 2007, 76,
921-928. 1.4 7

17594 FTIR, FT-Raman spectra and ab initio, DFT vibrational analysis of 2,4-dinitrophenylhydrazine.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 17-27. 2.0 85

17595
Vibrational spectra and structure of 5,6-diamino uracil and 5,6-dihydro-5-methyl uracil by density
functional theory calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 66, 503-511.

2.0 21

17596
Vibrational spectra and assignments of 5-amino-2-chlorobenzoic acid by ab initio Hartreeâ€“Fock and
density functional methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2007, 66, 381-388.

2.0 49

17597 Vibrational assignment and structure of dibenzoylmethane. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2007, 66, 394-404. 2.0 57

17598
Monosodium glutamate in its anhydrous and monohydrate form: Differentiation by Raman
spectroscopies and density functional calculations. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2007, 66, 604-615.

2.0 30

17599 Vibrational assignment and structure of trifluorobenzoylacetone. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2007, 66, 626-636. 2.0 34

17600 Câ€“Hâ‹¯O hydrogen bond in chloroformâ€“triformylmethane complex: Blue-shifted or red-shifted?.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 643-645. 2.0 7

17601 FT-IR, FT-Raman spectra and ab initio DFT vibrational analysis of p-bromophenoxyacetic acid.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 773-780. 2.0 31

17602
Ab-initio and density functional study of l- and d-forms of alanine and serine in gas phase and bulk
aqueous medium. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66,
909-918.

2.0 13

17603
DFT studies of the structure and vibrational assignments of 4-hydroxy quinazoline and 2-hydroxy
benzimidazole. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66,
1082-1090.

2.0 27

17604 Experimental and theoretical study of the hydration of phosphate groups in esters of biological
interest. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 884-897. 2.0 16

17605
Comparison between optimized geometries and vibrational frequencies calculated by the DFT methods
for the Anderson-type heteropolyanion: Hexamolybdoaluminate(III), [AlIII(OH)6Mo6O18]3âˆ’.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 1126-1132.

2.0 3

17606 Ab initio and DFT studies of the molecular structures and vibrational spectra of succinonitrile.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 1133-1140. 2.0 19

17607 Hydration of inorganic phosphates in crystal lattices and in aqueous solution. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 1152-1164. 2.0 31

17608 Electronic structure of H2CS3 and H2CS4: An experimental and theoretical study. Spectrochimica Acta
- Part A: Molecular and Biomolecular Spectroscopy, 2007, 66, 1261-1266. 2.0 8
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17609
Vibrational spectra, NMR and theoretical studies of the enantiomers and rotamers of
alpha-cypermethrin. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 66,
1208-1221.

2.0 5

17610 Vibrational analysis of n-butyl, isobutyl, sec-butyl and tert-butyl nitrite. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2007, 67, 178-187. 2.0 11

17611 Interactions between diperoxovanadate complex and amide ligands in aqueous solution.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 202-207. 2.0 8

17612
Vibrational spectroscopy investigation using ab initio and density functional theory analysis on the
structure of 3-aminobenzotrifluoride. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 67, 214-224.

2.0 47

17613 FT-Raman and FT-IR spectra, ab initio and density functional studies of 2-amino-4,5-difluorobenzoic
acid. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 287-297. 2.0 116

17614
DFT and ab initio calculations of the vibrational frequencies and visible spectra of triazenes derived
from cyclic amines. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67,
437-443.

2.0 14

17615
Raman spectrum, quantum mechanical calculations and vibrational assignments of (95% Î±-TeO2/5%) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 507 Td (Sm2O3) glass. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67,

450-454.
2.0 10

17616 2-Benzyl-2-methyl-2H-benzimidazole 1,3-dioxide derivatives: Spectroscopic and theoretical study.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 540-549. 2.0 7

17617
Vibrational spectroscopy investigation using ab initio and density functional theory analysis on the
structure of 2-amino-5-methylphenol. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 67, 550-558.

2.0 10

17618 Comparison of experimental and ab initio HF and DFT vibrational spectra of benzimidazole.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 628-635. 2.0 112

17619 FT-IR and NMR investigation of 1-phenylpiperazine: A combined experimental and theoretical study.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 793-801. 2.0 52

17620
Vibrational spectra and assignments of 2-amino-5-iodopyridine by ab initio Hartreeâ€“Fock and density
functional methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67,
830-836.

2.0 20

17621
Vibrational normal modes of diazo-dimedone: A comparative study by Fourier infrared/Raman
spectroscopies and conformational analysis by MM/QM. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2007, 67, 1080-1087.

2.0 7

17622

The molecular structure and vibrational spectra of
3-acetyl-4-[N-(2â€²-aminopyridinyl)-3-amino]-3-buten-2-one by Hartree-Fock and density functional theory
calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67,
1201-1205.

2.0 1

17623 Density functional theory studies on the electronic and vibrational spectra of octaethylporphyrin
diacid. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 67, 1382-1391. 2.0 8

17624 FT-IR and NMR investigation of 2-(1-cyclohexenyl)ethylamine: A combined experimental and theoretical
study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 55-62. 2.0 14

17625 Effects of the solvent and temperature on the 2:1 catecholâ€“Al(III)-complex. Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2007, 68, 387-393. 2.0 9

17626 FT-IR, FT-Raman spectra and ab initio HF, DFT vibrational analysis of 2,3-difluoro phenol. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 561-566. 2.0 61
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17627
Vibrational spectroscopy investigation using ab initio and density functional theory analysis on the
structure of 5-amino-o-cresol. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 68, 619-625.

2.0 15

17628 Vibrational analysis of complexes of urate with IA group metal cations (Li+, Na+ and K+).
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 639-645. 2.0 5

17629
Vibrational spectroscopy investigation using ab initio and density functional theory analysis on the
structure of 3,4-dimethylbenzaldehyde. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 68, 680-687.

2.0 26

17630
Conformational stability, vibrational assignmenents, barriers to internal rotations and ab initio
calculations of 2-aminophenol (d0 and d3). Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 68, 688-700.

2.0 16

17631 Vibrational spectra and fundamental structural assignments from HF and DFT calculations of methyl
benzoate. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 771-777. 2.0 57

17632
Density functional theory studies on tautomeric stability and infrared and Raman spectra of some
purine derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68,
823-832.

2.0 7

17633 Scaled quantum chemical calculations and FT-IR, FT-Raman spectral analysis of 2-methyl piperazine.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 833-838. 2.0 36

17634
Density functional theory study of vibrational spectra and assignment of fundamental vibrational
modes of 1-methyl-4-piperidone. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 68, 845-850.

2.0 37

17635
Conformational stability, structural parameters and virbrational assignment from variable
temperature infrared spectra of krypton solutions and ab initio calculations of ethylisothiocyanate.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 783-795.

2.0 5

17636
HF, MP2 and DFT calculations and spectroscopic study of the vibrational and conformational
properties of N-diethylendiamine. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2007, 68, 942-947.

2.0 32

17637 Theoretical Raman and infrared spectra, and vibrational assignment for para-halogenoanilines: DFT
study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 948-955. 2.0 56

17638
Structural determination of Zn and Cdâ€“DTPA complexes: MS, infrared, 13C NMR and theoretical
investigation. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68,
1197-1200.

2.0 30

17639
A theoretical investigation on the geometry and vibrational spectra of
10,10,2,6,5-pentamethyl-1-hydroxychroman: A model of Î±-tocopherol. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2007, 68, 1287-1295.

2.0 6

17640
The molecular structure and vibrational spectra of 2-chloro-N-(diethylcarbamothioyl)benzamide by
Hartreeâ€“Fock and density functional methods. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2007, 68, 1347-1355.

2.0 96

17641 Preparation, properties and infrared spectral studies of N-(p-ethylphenyl)thiobenzohydroxamic acid.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2007, 68, 1362-1369. 2.0 3

17642 Complexation of transition metals by 3-azidopropionitrile. An electrospray ionization mass
spectrometry study. Journal of the American Society for Mass Spectrometry, 2007, 18, 453-465. 1.2 11

17643 Nitramine anion fragmentation: A mass spectrometric and Ab initio study. Journal of the American
Society for Mass Spectrometry, 2007, 18, 835-841. 1.2 23

17644 SORI excitation: Collisional and radiative processes. Journal of the American Society for Mass
Spectrometry, 2007, 18, 2119-2126. 1.2 15
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17645 Ionic-liquid-like copolymer stabilized nanocatalysts in ionic liquids I. Platinum catalyzed selective
hydrogenation of o-chloronitrobenzene. Journal of Catalysis, 2007, 250, 25-32. 3.1 60

17646 Vanadia-based SCR catalysts supported on tungstated and sulfated zirconia: Influence of doping with
potassium. Journal of Catalysis, 2007, 251, 459-473. 3.1 91

17647 Surface complexes of phthalic acid at the hematite/water interface. Journal of Colloid and Interface
Science, 2007, 307, 124-134. 5.0 63

17648 Metalorganic chemical-vapour-deposition (MOCVD) of InGaAs, BGaAs, and BInGaAs: Quantum chemical
calculations on the mechanisms. Journal of Crystal Growth, 2007, 304, 26-36. 0.7 6

17649 Using density functional theory to postulate a mechanism for zinc sulfide formation in a CVD
reactor. Journal of Crystal Growth, 2007, 307, 440-447. 0.7 7

17650 Experimental and theoretical investigation of the pH effect on the titania phase transformation
during the solâ€“gel process. Journal of Crystal Growth, 2007, 308, 122-129. 0.7 38

17651
Conformation oftert-butoxycarbonylglycyl-dehydroalanyl-glycine methyl ester in the crystalline
state and calculated in the gas phase. Acta Crystallographica Section C: Crystal Structure
Communications, 2007, 63, o80-o83.

0.4 2

17652 9-Methyl-3-phenyldiazenyl-9H-carbazole: X-ray and DFT-calculated structures. Acta Crystallographica
Section C: Crystal Structure Communications, 2007, 63, o77-o79. 0.4 2

17653
Synchrotron powder diffraction in a systematic study of
4â€²-[2-(tosylamino)benzylideneamino]-2,3-benzo-15-crown-5 complexes. Acta Crystallographica Section B:
Structural Science, 2007, 63, 402-410.

1.8 12

17654
Experimental and theoretical characterization of the Znâ€”Zn bond in
[Zn<sub>2</sub>(Î·<sup>5</sup>-C<sub>5</sub>Me<sub>5</sub>)<sub>2</sub>]. Acta Crystallographica
Section B: Structural Science, 2007, 63, 862-868.

1.8 46

17655 1-Methyl-2-(4-nitrophenyl)imidazo[1,2-a]pyridinium perchlorate: a powder study. Acta
Crystallographica Section E: Structure Reports Online, 2007, 63, o1861-o1863. 0.2 2

17656 Rhenium Trichloride Dioxide, ReO2Cl3, Preparation and Reactions. Zeitschrift Fur Anorganische Und
Allgemeine Chemie, 2007, 633, 227-230. 0.6 5

17657
Hydrolysis and Oxidation of a 1-Boryl-1-silyl-alkene. Molecular Structures of
9-Hydroxy-9-borabicyclo[3.3.1]nonane and a Bicyclic Oxasilabora-heptadecane B2(OSiPh2OSiPh2O)3.
Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2007, 633, 453-457.

0.6 5

17658 Preparation and Crystal Structures of Ruthenium and Osmium Oxide Tetrahalides. Zeitschrift Fur
Anorganische Und Allgemeine Chemie, 2007, 633, 543-547. 0.6 6

17659 The Anions [B24H23]3âˆ’ and [B36H34]4âˆ’ from the Thermal Protolysis of [B12H12]2âˆ’. Zeitschrift Fur
Anorganische Und Allgemeine Chemie, 2007, 633, 846-850. 0.6 10

17660

Tellurium(IV) Fluorides and Azides containing the Nitrogen Donor Substituent R =
2â€•Me<sub>2</sub>NCH<sub>2</sub>C<sub>6</sub>H<sub>4</sub>; Crystal Structure of
RTeF<sub>3</sub> and of an Unusual Tellurium(VI) Fluoride Salt. Zeitschrift Fur Anorganische Und
Allgemeine Chemie, 2007, 633, 1618-1626.

0.6 24

17661
The New Î»<sup>6</sup><i>Si</i>â€•Silicate Dianion [Si(NCO)<sub>6</sub>]<sup>2âˆ’</sup>: Synthesis and
Structural Characterization of [K(18â€•crownâ€•6)]<sub>2</sub>[Si(NCO)<sub>6</sub>]. Zeitschrift Fur
Anorganische Und Allgemeine Chemie, 2007, 633, 2667-2670.

0.6 17

17662 Scaled Quantum Mechanical Force Fields for the CF 3 SX Molecules (X = H, F, Cl, Br, I). Zeitschrift Fur
Anorganische Und Allgemeine Chemie, 2007, 633, 1500-1505. 0.6 2
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Structural Chemistry, 2008, 19, 297-305.

1.0 9
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dihydrophosphate: a combined X-ray crystallographic and ab initio study. Structural Chemistry, 2008,
19, 757-764.

1.0 3

18160 Ab initio and DFT theory studies of interaction of thymine with formaldehyde. Structural Chemistry,
2008, 19, 843-847. 1.0 8

18161
Crystallographic and theoretical studies of
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(E)-4-[(4-ethylphenyl)diazenyl]-2-methylphenol. Journal of Chemical Crystallography, 2008, 38, 671-677. 0.5 4



1001

Citation Report

# Article IF Citations

18169
[Bis(trispivalatodimolybdenum (II))-Î¼-bis(4â€²-carboxylato-2,2â€²:6â€²,2â€³-terpyridine) Ruthenium (II)] (2+)
Tetrafluoroborate. Preparation, Electronic Structure and Physical Properties. Journal of Cluster
Science, 2008, 19, 209-218.
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Rational Synthesis of Molybdenum(V) Tetramers Consisting of [Mo2O4]2+ Dimers Held Together by
Bridging Phosphinate Ligands and the Tungsten(VI) Dimer [(CH3O)2(O)W(Î¼-O)(Î¼-O2PPh2)2W(O)(CH3O)2]:
Structural and Theoretical Considerations. Journal of Cluster Science, 2008, 19, 181-195.

1.7 15

18171 Modeling the Adsorption of CO on Small Pt, Fe and Co Clusters for the Fischerâ€“Tropsch Synthesis.
Journal of Cluster Science, 2008, 19, 601-614. 1.7 12
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Products: Investigation of Alâ€“Al and Mgâ€“Mg Ïƒ Bonding. European Journal of Inorganic Chemistry, 2008,
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18645
Structural and Spectroscopic Properties of New Copper(I) Complexes with
1,1,1â€•Tris(diphenylphosphanylmethyl)ethane and Heterocyclic Thiolates. European Journal of Inorganic
Chemistry, 2008, 2008, 5029-5037.
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18648
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European Journal of Organic Chemistry, 2008, 2008, 2473-2494.

1.2 11

18649 Reactions of Arenediazonium <i>o</i>â€•Benzenedisulfonimides with Aliphatic Triorganoindium
Compounds. European Journal of Organic Chemistry, 2008, 2008, 862-868. 1.2 14

18650 Nucleophilic Substitution at C, Si and P: How Solvation Affects the Shape of Reaction Profiles.
European Journal of Organic Chemistry, 2008, 2008, 649-654. 1.2 65
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18653
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18654
On the Mechanism of Gold(I)â€•Catalyzed Ring Expansion of Cyclopropanols: Theoretical Calculations
Uncover a Bottleâ€•Neck 1,4â€•H Shift and Suggest Adequate Reaction Conditions. European Journal of
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18657 Reactions of Carbenes with Ethers: The Role of Noncovalent Interactions. European Journal of
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1.2 9
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18668 Ylide character and stability of heterocyclic benzenes. Heteroatom Chemistry, 2008, 19, 412-417. 0.4 3

18669
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Structural, spectroscopic, magnetic properties, and molecular modeling studies. Heteroatom
Chemistry, 2008, 19, 700-712.
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Angewandte Chemie - International Edition, 2008, 47, 6379-6383. 7.2 67
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Angewandte Chemie - International Edition, 2008, 47, 7013-7017. 7.2 42
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Observation of <sup>13</sup>Câ€…NMR Chemical Shifts of Metal Carbides Encapsulated in Fullerenes:
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18703
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18777 Seven-coordinate rhenium(III) complexes of 1-(2-pyridylazo)-2-naphtholate: X-ray studies, spectroscopic
characterization and DFT calculations. Polyhedron, 2008, 27, 3013-3019. 1.0 14

18778 Rutheniumâ€“carbonyl complexes of 1-alkyl-2-(arylazo)imidazoles: Synthesis, structure, spectra and
redox properties. Polyhedron, 2008, 27, 3020-3028. 1.0 11

18779 Synthesis, structural characterization, and DFT investigation of azoimineâ€“ruthenium complexes
containing aromatic-nitrogen ligands. Polyhedron, 2008, 27, 3239-3246. 1.0 29

18780 Synthesis, structural and DFT studies of a peroxo-niobate complex of the biological ligand 2-quinaldic
acid. Polyhedron, 2008, 27, 3398-3408. 1.0 24

18781
Fine structures of 8-G-1-(arylethynylselanyl)naphthalenes (G = H, Cl, Br): Factors to control the linear
alignment of five Gâ‹¯Seâ€“C Câ€“CAr atoms in crystals and the behavior in solution. Polyhedron, 2008, 27,
3557-3566.

1.0 12

18782 Studies of degradation enhancement of polystyrene by flame retardant additives. Polymer Degradation
and Stability, 2008, 93, 1664-1673. 2.7 70

18783 An effect of side chain length on the solution structure of poly(9,9-dialkylfluorene)s in toluene.
Polymer, 2008, 49, 2033-2038. 1.8 31

18784 Theoretical analysis on the electronic structures and properties of PPV fused with
electron-withdrawing unit: Monomer, oligomer and polymer. Polymer, 2008, 49, 2614-2620. 1.8 34

18785 On the molecular properties of polyaniline: A comprehensive theoretical study. Polymer, 2008, 49,
5169-5176. 1.8 53

18786 Activation energies for permeation of He and H2 through silica membranes: An ab initio calculation
study. Journal of Membrane Science, 2008, 313, 277-283. 4.1 78
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18805
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18806 Synthesis and characterization of copper(II) and nickel(II) complexes of
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initio Hartreeâ€“Fock calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2008, 69, 460-466.

2.0 18
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18826 Density functional theory calculations and vibrational spectra of 6-methyl 1,2,3,4-tetrahyroquinoline.
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Mixed-ligand Ru(II) complexes with 2,2â€²-bipyridine and tetradentate Schiff bases auxiliary ligands:
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18832 FT-IR, FT-Raman spectra and quantum chemical calculations of 3,4-dimethoxyaniline. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2008, 70, 50-59. 2.0 18
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hydrogen-bond strength in cis-3-alkoxycyclohexanols. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2008, 70, 1079-1086.
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study. Chemical Physics, 2008, 348, 45-52. 0.9 30

19084
14N and 17O electric field gradient tensors in benzamide clusters: Theoretical evidence for
cooperative and electronic delocalization effects in Nâ€“Hâ‹¯O hydrogen bonding. Chemical Physics, 2008,
348, 175-180.

0.9 32

19085 Electronic states of emodin and its conjugate base. Synchrotron linear dichroism spectroscopy and
quantum chemical calculations. Chemical Physics, 2008, 352, 167-174. 0.9 19

19086 Solvation and electronic spectrum of Ni2+ ion in aqueous and ammonia solutions: A sequential Monte
Carlo/TD-DFT study. Chemical Physics, 2008, 353, 66-72. 0.9 10

19087 A study of the valence shell electronic structure of uracil and the methyluracils. Chemical Physics,
2008, 353, 47-58. 0.9 16

19088 Interactions between simple radicals and water. Chemical Physics, 2008, 353, 193-201. 0.9 25

19089 Density functional theory study of the interaction of carbon monoxide with the second-row
transition-metal dimers. Chemical Physics, 2008, 354, 32-37. 0.9 4

19090 VUV irradiation of carbon dioxide (CO2) and ammonia (NH3) complexes in argon matrix. Chemical
Physics, 2008, 354, 211-217. 0.9 14

19091 Chemical origin of blue and red shifts of Câ€“H stretching vibrations in M+âˆ’C2H2 (M=V, Fe, Co, Ni) and
M+âˆ’C6H6 (M=V, Si, Ni) complexes. Chemical Physics, 2008, 354, 225-229. 0.9 5

19092 Tuning the LUMO level of the acceptor to increase the open-circuit voltage of polymer-fullerene
solar cells: A quantum chemical study. Solar Energy Materials and Solar Cells, 2008, 92, 1192-1198. 3.0 72

19093 Structures and magnetic ordering of MnnFeÂ (n=1â€“12) clusters. Solid State Communications, 2008, 147,
53-56. 0.9 7

19094
Infrared and Raman spectroscopic study of BDA-TTP
[2,5-bis(1,3-dithian-2-ylidene)â€“1,3,4,6-tetrathiapentalene] and its charge-transfer salts. Solid State
Communications, 2008, 147, 484-489.

0.9 6

19095 Cl2 adsorption on supported alkali metals and on the MgO and CaO (001) supports: A DFT study. Solid
State Communications, 2008, 148, 464-468. 0.9 4
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19096 A study in desmotropy. Solid State Nuclear Magnetic Resonance, 2008, 34, 68-76. 1.5 29

19097 51V solid-state NMR investigations and DFT studies of model compounds for vanadium
haloperoxidases. Solid State Nuclear Magnetic Resonance, 2008, 34, 52-67. 1.5 29

19098 Combined NMR and computational study for azide binding to human manganese superoxide dismutase.
Solid State Nuclear Magnetic Resonance, 2008, 34, 6-13. 1.5 9

19099 Surface of a calcium aluminosilicate glass by classical and ab initio molecular dynamics simulations.
Surface Science, 2008, 602, 114-125. 0.8 17

19100 Cycloaddition-like reactions at germanium (100) surfaces: Adsorption and reaction of
1,5-cyclooctadiene. Surface Science, 2008, 602, 571-578. 0.8 6

19101 Fragmentation pathways of acetic acid upon adsorption on Si(100)2Ã—1. Surface Science, 2008, 602,
852-858. 0.8 17

19102 Au on (111) and (110) surfaces of CeO2: A density-functional theory study. Surface Science, 2008, 602,
1736-1741. 0.8 95

19103 CO adsorption on transition metal clusters: Trends from density functional theory. Surface Science,
2008, 602, 1858-1862. 0.8 91

19104 Charging and stabilization of Pd atoms and clusters on an electron-rich MgO surface. Surface
Science, 2008, 602, 2801-2807. 0.8 17

19105 Dissociative adsorption and thermal evolution of carbon tetrachloride on Si(111)7Ã—7. Surface Science,
2008, 602, 3000-3005. 0.8 3

19106 Surface relaxation and tilting in SrHfO3 orthorhombic perovskite: Hybrid HF-DFT LCAO calculations.
Surface Science, 2008, 602, 3674-3682. 0.8 15

19107 X-ray diffraction and vibrational spectroscopic studies of indolecarboxylic acids and their metal
complexes. Vibrational Spectroscopy, 2008, 46, 115-127. 1.2 9

19108 Vibrational and DFT study of 5-(3-pyridyl-methylidene)-thiazolidine-2-thione-4-one. Vibrational
Spectroscopy, 2008, 48, 289-296. 1.2 45

19109 Raman spectroscopic and density functional theory studies on a benzothiazole-2-thione derivative.
Vibrational Spectroscopy, 2008, 47, 38-43. 1.2 28

19110 Spectroscopic and theoretical studies of dofetilide. Vibrational Spectroscopy, 2008, 48, 297-301. 1.2 8

19111 Pre-resonance Raman and IR absorption spectroscopy of imidazophenazine and its derivatives:
Experimental and ab initio study. Vibrational Spectroscopy, 2008, 47, 71-81. 1.2 3

19112 A density functional investigation of the structural and vibrational properties of the highly
symmetric molecules M4O6, M4O10 (M=P, As, Sb, Bi). Vibrational Spectroscopy, 2008, 48, 135-141. 1.2 5

19113 Synthesis, structures, optical properties, and TD-DFT studies of donor-Ï€-conjugated dipicolinic
acid/ester/amide ligands. Tetrahedron, 2008, 64, 399-411. 1.0 40
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19114 The absolute configuration of streptonigrin. Tetrahedron, 2008, 64, 515-521. 1.0 21

19115 Oxidative alkylamination of azinones as a direct route to aminoazinones: study of some condensed
diazinones. Tetrahedron, 2008, 64, 696-707. 1.0 44

19116 FRET-derived ratiometric fluorescence sensor for Cu2+. Tetrahedron, 2008, 64, 1294-1300. 1.0 121

19117 Structural investigation of westiellamide analogues. Tetrahedron, 2008, 64, 1853-1859. 1.0 45

19118 Umpolung catalysis: assessment of catalyst and substrate reactivities in acyloin type reactions.
Tetrahedron, 2008, 64, 1648-1653. 1.0 19

19119 Bis- and tris(arylethynyl)pyrimidine oligomers: synthesis and light-emitting properties. Tetrahedron,
2008, 64, 2783-2791. 1.0 46

19120 Bidentate phosphines as ligands in the palladium-catalyzed intramolecular arylation: the
intermolecular base-assisted proton abstraction mechanism. Tetrahedron, 2008, 64, 6021-6029. 1.0 123

19121 Synthesis and structure of a heterocyclic ansa pyrrole amino acid. Tetrahedron, 2008, 64, 3005-3016. 1.0 13

19122 Application of Free-Wilson matrices to the analysis of the tautomerism and aromaticity of
azapentalenes: a DFT study. Tetrahedron, 2008, 64, 3826-3836. 1.0 36

19123
First observation of Chapman rearrangement of a pseudosaccharyl ether in the solid state: the
thermal isomerization of 3-(methoxy)-1,2-benzisothiazole 1,1-dioxide revisited. Tetrahedron, 2008, 64,
3296-3305.

1.0 13

19124 A molecular balance to measure the strength of Nâ€“Hâ‹¯Ï€ hydrogen bondsÂ based on the tautomeric
equilibria of C-benzylphenyl substituted NH-pyrazoles. Tetrahedron, 2008, 64, 3667-3673. 1.0 35

19125 Neopentylphosphines as effective ligands in palladium-catalyzed cross-couplings of aryl bromides and
chlorides. Tetrahedron, 2008, 64, 6920-6934. 1.0 58

19126 A novel route for the construction of Taxol ABC-ring framework: skeletal rearrangement approach
to AB-ring and intramolecular aldol approach to C-ring. Tetrahedron, 2008, 64, 4051-4059. 1.0 6

19127
Total synthesis of the antimalarial naphthylisoquinoline alkaloid
5-epi-4â€²-O-demethylancistrobertsonine C by asymmetric Suzuki cross-coupling. Tetrahedron, 2008, 64,
5563-5568.

1.0 45

19128 Sigmatropic shifts and cycloadditions on neutral, cationic, and anionic pentadienyl+butadiene
potential energy surfaces. Tetrahedron, 2008, 64, 5672-5679. 1.0 16

19129 Benzylation of morphinandienes and new aspects of their acid-catalyzed rearrangement to new
aporphines. Tetrahedron, 2008, 64, 5851-5860. 1.0 8

19130 Theory-guided design of BrÃ¸nsted acid-assisted phosphine catalysis: synthesis of dihydropyrones from
aldehydes and allenoates. Tetrahedron, 2008, 64, 6935-6942. 1.0 50

19131
Preparation of cobalt-containing bulky monodentate phosphines with
electron-withdrawing/donating substituents on bridged arylethynyl and their applications in Suzuki
coupling reactions. Tetrahedron, 2008, 64, 6221-6229.

1.0 4
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19132 On the mechanism of rhodium-catalyzed [6+2] cycloaddition of 2-vinylcyclobutanones and alkenes.
Tetrahedron, 2008, 64, 6215-6220. 1.0 19

19133 Mechanistic insights into the transmetalation step of a Suzukiâ€“Miyaura reaction of
2(4)-bromopyridines: characterization of an intermediate. Tetrahedron, 2008, 64, 7437-7443. 1.0 66

19134 Synthesis and conformational analysis of naphth[1,2-e][1,3]oxazino[4,3-a][1,3]isoquinoline and
naphth[2,1-e][1,3]oxazino[4,3-a]isoquinoline derivatives. Tetrahedron, 2008, 64, 7378-7385. 1.0 18

19135 Conformational reactions of D2-symmetric twisted acenes. Tetrahedron, 2008, 64, 8630-8637. 1.0 15

19136 Synthesis of cyclopropane-annulated conduritol derivatives: norcaran-2,3,4,5-tetraoles. Tetrahedron,
2008, 64, 7289-7294. 1.0 15

19137 Mechanistic insights on the site selectivity in successive 1,3-dipolar cycloadditions to
meso-tetraarylporphyrins. Tetrahedron, 2008, 64, 7937-7943. 1.0 28

19138 A study of the tautomerism of Î²-dicarbonyl compounds with special emphasis on curcuminoids.
Tetrahedron, 2008, 64, 8089-8094. 1.0 65

19139 Reaction, identification, and fluorescence of aminoperfluorophenazines. Tetrahedron, 2008, 64,
8830-8836. 1.0 6

19140 Cyclopropanation of 5-methylene galactopyranosides by dihalo-, ethoxycarbonyl-, and unsubstituted
carbenes. Tetrahedron, 2008, 64, 8652-8658. 1.0 9

19141
Isolation, structural elucidation, and chemical transformation of interconvertible 8,12-hemiketal
germacranolide sesquiterpenoids from Salvia castanea Diels f. tomentosa Stib.. Tetrahedron, 2008, 64,
9490-9494.

1.0 14

19142 Preparation and characterization of cobalt-containing P,N-ligands and an unusual palladium complex
ion pair: their applications in amination reactions. Tetrahedron, 2008, 64, 9507-9514. 1.0 5

19143 Gas phase surface-catalyzed HCl addition to vinylacetylene: motion along a catalytic surface.
Experiment and theory. Tetrahedron, 2008, 64, 9357-9367. 1.0 6

19144 New chiral tetraaza ligands for the efficient enantioselective addition of dialkylzinc to aromatic
aldehydes. Tetrahedron, 2008, 64, 9717-9724. 1.0 34

19145 Donorâ€“Ï€-acceptor benzothiazole-derived dyes with an extended heteroaryl-containing conjugated
system: synthesis, DFT study and antimicrobial activity. Tetrahedron, 2008, 64, 10605-10618. 1.0 71

19146 Formation of novel thiazolomorphinans and thiazoloaporphines. Tetrahedron, 2008, 64, 10388-10394. 1.0 7

19147 Synthesis and characterizations of free base and Cu(II) complex of a porphyrin sheet. Tetrahedron,
2008, 64, 11433-11439. 1.0 45

19148
DNMR, DFT and preparative study on the conformation of
(Z)-4,5,6,7-tetrahydropyrazolo[1,5-e]benzo[g][1,5]diazonin-8-ones and
(Z)-4,5-dihydropyrazolo[1,5-d]benzo[f][1,4]diazocin-7(6H)-ones. Tetrahedron, 2008, 64, 10837-10848.

1.0 12

19149 [1,2,3]Triazolo[1,5-a]pyridines. A theoretical (DFT) study of the ringâ€“chain isomerization. Tetrahedron,
2008, 64, 11150-11158. 1.0 17
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19150 Synthesis, characterization, and DFT studies of a novel azo dye derived from racemic or optically
active binaphthol. Tetrahedron, 2008, 64, 11776-11782. 1.0 24

19151 Tricarbonylchromium complexes of [5]- and [6]metacyclophane: an experimental and theoretical study.
Tetrahedron, 2008, 64, 11641-11646. 1.0 14

19152 Chiral recognition of dipeptides in bio-membrane models: the role of amphiphile hydrophobic chains.
Tetrahedron: Asymmetry, 2008, 19, 124-130. 1.8 13

19153 Insight into the mechanism of the Michael addition of malononitrile to Î±,Î²-unsaturated imides catalyzed
by bifunctional thiourea catalysts. Tetrahedron: Asymmetry, 2008, 19, 568-576. 1.8 28

19154 A theoretical investigation of the enantioselective reduction of prochiral ketones promoted by chiral
diamines. Tetrahedron: Asymmetry, 2008, 19, 779-787. 1.8 18

19155 Synthesis and reactions of enantiomerically pure dialkyl diselenides from the p-menthane group.
Tetrahedron: Asymmetry, 2008, 19, 1237-1244. 1.8 34

19156 Theoretical studies of stereoselectivities in the direct anti- and syn-aldol reactions catalyzed by
different amino acid derivatives. Tetrahedron: Asymmetry, 2008, 19, 1288-1296. 1.8 20

19157 From theoretical calculations to the enantioselective synthesis of a 1,3,4-trisubstituted Gly-derived
2-azetidinone. Tetrahedron Letters, 2008, 49, 215-218. 0.7 15

19158 Some physical organic aspects of salicylaldehydes oximes, a theoretical study. Tetrahedron Letters,
2008, 49, 631-635. 0.7 16

19159 Protection of the carbonyl groups in 1,2-indanedione: propellane versus acetal formation.
Tetrahedron Letters, 2008, 49, 1870-1876. 0.7 9

19160 The relative stability of pyridinium and 1,7-diaza[12]annulenium quaternary salts. Tetrahedron Letters,
2008, 49, 2060-2062. 0.7 0

19161 Mechanism of halogen-catalyzed Mukaiyama aldol reactions: concerted or stepwise?. Tetrahedron
Letters, 2008, 49, 3916-3920. 0.7 16

19162 A new stereoselective approach to a selectively protected derivative of d-pinitol and its evaluation as
Î±-l-rhamnopyranose mimetic. Tetrahedron Letters, 2008, 49, 4534-4536. 0.7 13

19163 A unique and novel cyclopropylmethyl cation intermediate: a DFT study. Tetrahedron Letters, 2008, 49,
5894-5898. 0.7 9

19164
Computational and experimental studies on the IR spectral and structural changes caused by the
conversion of 5,5-diethyl(1H, 3H, 5H)-pyrimidinetrione into azanion and diazanion. Computational and
Theoretical Chemistry, 2008, 848, 9-15.

1.5 8

19165 The alkoxy radicals and their anions: Structures and electron affinities. Computational and
Theoretical Chemistry, 2008, 848, 40-46. 1.5 7

19166 Theoretical study on the structures and electronic spectra of novel quinoid 1,3,4-oxadiazole
derivatives. Computational and Theoretical Chemistry, 2008, 848, 1-8. 1.5 4

19167 Mercury fulminate: ONCâ€“Hgâ€“CNO or CNOâ€“Hgâ€“ONC â€“ a DFT study. Computational and Theoretical
Chemistry, 2008, 848, 94-97. 1.5 9
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19168 Computational study on the donor-adducts of phosphinidene complexes. Computational and
Theoretical Chemistry, 2008, 848, 114-118. 1.5 5

19169 First-principle applications on protonated adenine dimers with Nâ€“Hâ‹¯N intermolecular coupling.
Computational and Theoretical Chemistry, 2008, 848, 47-55. 1.5 5

19170 A DFT modelling of the Darzens reaction. Computational and Theoretical Chemistry, 2008, 849, 1-7. 1.5 3

19171 Theoretical investigation of the gas phase oxidation mechanism of dimethyl sulfoxide by OH radical.
Computational and Theoretical Chemistry, 2008, 851, 1-14. 1.5 10

19172 Substituent effect on the aminoâ€“imino tautomerism of aminothiazoles. Computational and
Theoretical Chemistry, 2008, 849, 52-61. 1.5 9

19173
Theoretical study on molecular structures, intramolecular proton transfer reaction, and solvent
effects of 1-phenyl-3-methyl-4-(6-hydro-4-amino-5-sulfo-2,3-pyrazine)-pyrazole-5-one. Computational and
Theoretical Chemistry, 2008, 850, 32-37.

1.5 19

19174 Conformational behavior of different possible ways of oligoglycine formation in a solvent-free
environment. Computational and Theoretical Chemistry, 2008, 849, 25-32. 1.5 4

19175 A conceptual DFT study of hydrazino peptides: Assessment of the nucleophilicity of the nitrogen
atoms by means of the dual descriptor Î”f(r). Computational and Theoretical Chemistry, 2008, 849, 46-51. 1.5 54

19176
A DFT study of the interaction between butein anion and metal cations (M=Mg2+, Cr2+, Fe2+, and) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 427 Td (Cu2+): Taking an insight into its chelating property. Computational and Theoretical Chemistry, 2008,

849, 33-36.
1.5 9

19177 Study of bite angle effects in hydroformylation. Computational and Theoretical Chemistry, 2008, 849,
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GlpF. Computational and Theoretical Chemistry, 2008, 850, 21-31. 1.5 1

19179 Complexes of a bio-molecule and a C60 cage. Computational and Theoretical Chemistry, 2008, 850, 67-71. 1.5 14

19180
Theoretical study of oligomeric alumatranes present in the chemistry of materials from micro to
mesoporous molecular sieves and alumina composites. Computational and Theoretical Chemistry,
2008, 850, 94-104.

1.5 6

19181 Computational treatment of the microsolvation of neutral and zwitterionic forms of alanine.
Computational and Theoretical Chemistry, 2008, 850, 111-120. 1.5 25

19182 Theoretical study of the adsorption of carbon monoxide on small copper clusters. Computational
and Theoretical Chemistry, 2008, 851, 15-21. 1.5 33

19183 CN bond rotation and Eâ€“Z isomerism in some N-benzyl-N-methylcarbamoyl chlorides: A DFT study.
Computational and Theoretical Chemistry, 2008, 850, 105-110. 1.5 6

19184
Molecular structure and vibrational spectra of indole and 5-aminoindole by density functional
theory and ab initio Hartreeâ€“Fock calculations. Computational and Theoretical Chemistry, 2008, 850,
84-93.
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19185 DFT study of the structure of hydroxybenzoic acids and their reactions with OH and radicals.
Computational and Theoretical Chemistry, 2008, 850, 135-143. 1.5 35
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sodium. Computational and Theoretical Chemistry, 2008, 851, 46-53. 1.5 28

19187 Computational note on the potential energy surface of CH2SO2. Computational and Theoretical
Chemistry, 2008, 851, 363. 1.5 0

19188 Ab initio study of luminescent substituted 8-hydroxyquinoline metal complexes with application in
organic light emitting diodes. Computational and Theoretical Chemistry, 2008, 850, 127-134. 1.5 24
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19190 A case study in performance evaluation of Density Functional Tight Binding method in two-layer
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study of clusters. Computational and Theoretical Chemistry, 2008, 850, 144-151. 1.5 8
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19211 A DFT study of bond dissociation energies of several alkyl nitrate and nitrite compounds.
Computational and Theoretical Chemistry, 2008, 854, 76-80. 1.5 3
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19213 Hybrid QM/MM calculations on the structure and electronic properties of hydrated RNA base pair.
Computational and Theoretical Chemistry, 2008, 854, 70-75. 1.5 4
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19221 Theoretical study on the addition reactions of silylenoids H2SiLiX (X=F, Cl) to formaldehyde.
Computational and Theoretical Chemistry, 2008, 856, 96-104. 1.5 6



1058

Citation Report

# Article IF Citations

19222 A thermodynamic investigation of DPPH radical-scavenging mechanisms of folates. Computational and
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19249
Theoretical study of a series of N-(N-propyl)-Nâ€²-(para-R-benzoyl)-thioureas with trans[pt(py)2cl2]
through chemistry reactivity descriptors based on density functional theory. Computational and
Theoretical Chemistry, 2008, 862, 92-97.
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Computational and Theoretical Chemistry, 2008, 863, 28-32. 1.5 5

19254 Quantum chemical study of thiosulfinic acids and their anions. Computational and Theoretical
Chemistry, 2008, 863, 105-110. 1.5 6

19255
Scaling factors for fundamental vibrational frequencies and zero-point energies obtained from HF,
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19284 Quantum chemical study on the atmospheric photooxidation of methyl vinyl ether (MVE).
Computational and Theoretical Chemistry, 2008, 868, 87-93. 1.5 11
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19288 DFT study on Câ€“C bond cleavage of nitriles by a silyl(silylene)iron complex. Computational and
Theoretical Chemistry, 2008, 869, 59-66. 1.5 10
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19311 Fluorescein isothiocyanate: Molecular characterization by theoretical calculations. Chemical
Physics, 2008, 354, 155-161. 0.9 17



1063

Citation Report

# Article IF Citations

19312
Investigation of adsorption characteristics of methionine at mild steel/sulfuric acid interface: An
experimental and theoretical study. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2008, 316, 55-61.

2.3 88

19313 Electrochemical synthesis of polymers with alternate phenothiazine and bithiophene units.
Electrochimica Acta, 2008, 53, 2545-2552. 2.6 12
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trans-[FeII(CN)4(CO)2]2âˆ’. Inorganica Chimica Acta, 2009, 362, 2728-2734. 1.2 3
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22587 Reaction of 2,3-diaminomaleonitrile with diones. Tetrahedron, 2009, 65, 2506-2511. 1.0 10

22588 Convenient and efficient Suzukiâ€“Miyaura cross-coupling reactions catalyzed by palladium complexes
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22589 Understanding the mechanism of the N-heterocyclic carbene-catalyzed ring-expansion of
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22593 Theoretical studies of azapentalenes. Part 4: Theoretical study of the properties of
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periselectivity controlled by the dynamic of trajectories at the bifurcation point?. Tetrahedron, 2009,
65, 7504-7509.
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Highly functionalized, enantiomerically pure furo[x,y-c]pyrans via alkylidenecarbenes derived from
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10162-10174. 1.0 28
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22613 Structure and reactivity of a chiral cyclononadienone. Tetrahedron Letters, 2009, 50, 1882-1885. 0.7 6
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22615 Linear fully conjugated meso-aryl pentapyrrins. Tetrahedron Letters, 2009, 50, 6909-6912. 0.7 8
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22617 Theoretical studies of the functionalized derivatives of fullerene C24H24 by attaching a variety of
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22619 A theoretical study nickel-catalyzed cyclopropanation reactions. Nickel(0) versus nickel(II).
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density functional theory computations. Computational and Theoretical Chemistry, 2009, 893, 84-87. 1.5 1
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1.8 8

22792 Spectroscopic and theoretical study of amlodipine besylate. Journal of Molecular Structure, 2009,
924-926, 385-392. 1.8 23

22793
Vibrational spectra and molecular structure of 3-(piperidine-1-yl-methyl)-1,3-benzoxazol-2(3H)-one
molecule by density functional theory and Hartreeâ€“Fock calculations. Journal of Molecular
Structure, 2009, 923, 141-152.

1.8 26
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25958
DFT study of substitution effect on the geometry, IR spectra, spin state and energetic stability of the
ferrocenes and their pentaphospholyl analogues. Journal of Organometallic Chemistry, 2010, 695,
2586-2595.

0.8 49

25959 Ion pairing in NHC gold(I) olefin complexes: A combined experimental/theoretical study. Journal of
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26235 A theoretical study of the atomic hydrogen binding on small Ag Cu (n+mâ©½ 5) clusters. Computational
and Theoretical Chemistry, 2010, 959, 75-79. 1.5 10
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cluster models and Ni13 nanocluster. Applied Surface Science, 2010, 256, 5088-5093. 3.1 23
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Orderâ€“disorder phase transitions and their influence on the structure and vibrational properties of
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26307 On the Ï€-stacking of oxidized thiophene oligomers. Chemical Physics Letters, 2010, 488, 177-181. 1.2 4

26308

A barrier for the <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si11.gif"
display="inline"
overflow="scroll"><mml:mrow><mml:msubsup><mml:mrow><mml:mtext>Al</mml:mtext></mml:mrow><mml:mrow><mml:mn>13</mml:mn></mml:mrow><mml:mrow><mml:mo>-</mml:mo></mml:mrow></mml:msubsup><mml:mo>+</mml:mo><mml:msub><mml:mrow><mml:mtext>O</mml:mtext></mml:mrow><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>
reaction and its implication for the chemisorption of <mml:math xmlns:mml="h. Chemical Physics
Letters, 2010, 489, 16-19.

1.2 11

26309 Towards comprehending the superatomic state of matter. Chemical Physics Letters, 2010, 489, 1-11. 1.2 17
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30365 endo-Mode cyclizations of vinylogous N-acyliminium ions as a route to the synthesis of condensed
thiazolidines. Tetrahedron, 2011, 67, 9541-9554. 1.0 13

30366
Determination of the absolute configuration of 1,3,5-triphenyl-4,5-dihydropyrazole enantiomers by a
combination of VCD, ECD measurements, and theoretical calculations. Tetrahedron: Asymmetry, 2011,
22, 1120-1124.

1.8 11

30367
Curtinâ€“Hammett versus non-Curtinâ€“Hammett frameworks in optimizing the enantioselective
binolam/titanium(IV)-catalyzed cyanobenzoylation of aldehydes: Part 2. Tetrahedron: Asymmetry, 2011,
22, 1292-1305.

1.8 5

30368 Mechanistic studies on the enantioselective BINOLAM/titanium(IV)-catalyzed cyanobenzoylation of
aldehydes: Part 1. Tetrahedron: Asymmetry, 2011, 22, 1282-1291. 1.8 8

30369 Synthesis and characterization of a new ethynyl-bridged C60 derivative bearing a
diketopyrrolopyrrole moiety. Tetrahedron Letters, 2011, 52, 5008-5011. 0.7 18

30370 Structural properties of charge-transfer complexes of four- and five-layered [3.3]metacyclophanes.
Tetrahedron Letters, 2011, 52, 5012-5015. 0.7 6



1671

Citation Report

# Article IF Citations

30371 Complete investigation on the synthesis of [Ru(bpydip)Cl2]: the nonformation of cis isomer.
Tetrahedron Letters, 2011, 52, 5043-5046. 0.7 2

30372 Theoretical investigations of Î²-trimethylsilyl-substituted iminium ions. Tetrahedron Letters, 2011, 52,
5424-5426. 0.7 5

30373 Exploring the mechanism for the amine-catalyzed isomerization of dimethyl maleate. A computational
study. Tetrahedron Letters, 2011, 52, 6288-6294. 0.7 10

30374 Dielsâ€“Alder reactions of N-tosylpirroles developed in protic ionic liquids. Theoretical studies using
DFT methods. Tetrahedron Letters, 2011, 52, 6754-6757. 0.7 25

30375 A higher energy conformer of (S)-proline is the active catalyst in intermolecular aldol reaction:
Evidence from DFT calculations. Journal of Molecular Catalysis A, 2011, 345, 37-43. 4.8 21
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Molecular and Biomolecular Spectroscopy, 2011, 82, 270-278.

2.0 19

30449
Molecular structure, vibrational spectroscopic, first hyperpolarizability, NBO and HOMO, LUMO
studies of P-Iodobenzene sulfonyl chloride. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 82, 332-339.

2.0 19

30450
Synthesis, spectroscopic characterization, X-ray structure and DFT studies on
4-(2-hydroxyphenyl)-4,5,6,7-tetrahydro-1H-imidazo[4,5-c]pyridin-5-ium chloride hydrate. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 82, 360-367.

2.0 3

30451
Spectroscopic studies on the lanthanide sensitized luminescence and chemiluminescence properties
of fluoroquinolone with different structure. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2011, 82, 375-382.

2.0 24

30452

Synthesis, molecular conformation, vibrational and electronic transition, isometric chemical shift,
polarizability and hyperpolarizability analysis of 3-(4-Methoxy-phenyl)-2-(4-nitro-phenyl)-acrylonitrile:
A combined experimental and theoretical analysis. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2011, 82, 444-455.

2.0 116

30453
FT-IR and FT-Raman, UV spectroscopic investigation of 1-bromo-3-fluorobenzene using DFT (B3LYP,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 347 Td (B3PW91 and MPW91PW91) calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular

Spectroscopy, 2011, 82, 481-492.
2.0 19

30454
Experimental and DFT studies on the vibrational and electronic spectra of
4,5-dihydro-6-methyl-4-[(E)-(3-pyridinylmethylene)amino]-1,2,4-triazin-3(2H)-one. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2011, 83, 112-119.

2.0 7

30455
Spectroscopic (NMR, UV, FT-IR and FT-Raman) analysis and theoretical investigation of nicotinamide
N-oxide with density functional theory. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 83, 250-258.

2.0 32

30456
Infrared, 1H and 13C NMR spectra, structural charcterization and DFT calculations of novel
adenine-cyclodiphosp(V)azane derivatives. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 83, 304-313.

2.0 5

30457
Vibrational and electronic investigations, thermodynamic parameters, HOMO and LUMO analysis on
crotonaldehyde by ab initio and DFT methods. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2011, 83, 411-419.

2.0 44

30458
Enhanced Raman spectrum of lawsone on Ag surface: Vibrational analyses, frequency shifts, and
molecular geometry. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 83,
425-431.

2.0 24

30459 N,Nâ€²-dipyridoxyl Schiff bases: Synthesis, experimental and theoretical characterization. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 83, 467-471. 2.0 41

30460
Vibrational spectral analysis and first hyperpolarizability studies of 1-bromonaphthalene based on ab
initio and DFT methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011,
83, 553-560.

2.0 11
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30461
Vibrational spectroscopy (FT-IR and FT-Raman) investigation, and hybrid computational (HF and DFT)
analysis on the structure of 2,3-naphthalenediol. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2011, 83, 540-552.

2.0 51

30462
FT-IR, UVâ€“vis, 1H and 13C NMR spectra and the equilibrium structure of organic dye molecule disperse
red 1 acrylate: A combined experimental and theoretical analysis. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2011, 83, 561-569.

2.0 62

30463
Comparative vibrational analysis of 1,2-Dinitro benzene and 1-Fluoro-3-nitro benzene: A combined
experimental (FT-IR and FT-Raman) and theoretical study (DFT/B3LYP/B3PW91). Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2011, 84, 86-98.

2.0 24

30464
Experimental (FT-IR, FT-Raman) and theoretical (HF and DFT) investigation and HOMO and LUMO analysis
on the structure of p-fluoronitrobenzene. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 83, 575-586.

2.0 17

30465

Antagonistic properties of a natural product â€“ Bicuculline with the gamma-aminobutyric acid
receptor: Studied through electrostatic potential mapping, electronic and vibrational spectra using
ab initio and density functional theory. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 84, 144-155.

2.0 22

30466
Spectroscopic characterization, X-ray structure, antimicrobial activity and DFT calculations of novel
dipicolinate copper(II) complex with 2,6-pyridinedimethanol. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2011, 84, 168-177.

2.0 32

30467
Spectroscopic, electronic structure and natural bond orbital analysis of o-fluoronitrobenzene and
p-fluoronitrobenzene: A comparative study. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 84, 196-209.

2.0 16

30468 pH-dependent spectral properties of para-aminobenzoic acid and its derivatives. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2011, 84, 227-232. 2.0 10

30469
Molecular structure and spectroscopic studies on novel complexes of coumarin-3-carboxylic acid
with Ni(II), Co(II), Zn(II) and Mn(II) ions based on density functional theory. Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2011, 84, 275-285.

2.0 26

30470
Vibrational spectroscopic investigation (FT-IR and FT-Raman) on 1,2-dibromobenzene by HF and hybrid
(LSDA and B3LYP) calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2011, 86, 449-55.

2.0 2

30471 On the binding of Mg2+, Ca2+, Zn2+ and Cu+ metal cations to 2 â€² -deoxyguanosine: Changes on sugar
puckering and strength of the -glycosidic bond. Scientia Iranica, 2011, 18, 1343-1352. 0.3 20

30472 Development of SiC-FET methanol sensor. Sensors and Actuators B: Chemical, 2011, 160, 72-78. 4.0 19

30473 Experimental and theoretical investigations of Mg2+-doped single-crystal fibres of lithium niobate.
Optical Materials, 2011, 34, 465-474. 1.7 1

30474 Synthesis, crystal structure, bioactivity and DFT calculation of new oxime ester derivatives
containing cyclopropane moiety. Pesticide Biochemistry and Physiology, 2011, 101, 143-147. 1.6 61

30475 Transition metal encapsulated hydrogenated silicon nanotubes: Silicon-based half-metal. Physics
Letters, Section A: General, Atomic and Solid State Physics, 2011, 375, 4209-4213. 0.9 9

30476 Electron transport through molecular junctions. Physics Reports, 2011, 509, 1-87. 10.3 161

30477 DFT-BS study on the magnetic coupling interaction in a series of (R-Bpmp)MnII2(Î¼-OAc)2 complexes.
Polyhedron, 2011, 30, 3017-3021. 1.0 0

30478 2,2â€²-Bipyridine-6,6â€²-diyl bisnitroxide as a paramagnetic host: Encapsulation of a zinc(II) ion. Polyhedron,
2011, 30, 3034-3037. 1.0 7



1677

Citation Report

# Article IF Citations

30479 Strong anisotropy barriers of two theoretically modeled cyano-bridged magnets
[(PY5Me2)4M4Re(CN)7]5+ (M = VII, NiII): DFT predictions. Polyhedron, 2011, 30, 3228-3231. 1.0 3

30480 Ruthenium(II) complexes with tetradentate pyridylthioazoimine [N,S,N,N] ligands: Synthesis, crystal
structure and spectroscopy. Polyhedron, 2011, 30, 2075-2082. 1.0 15

30481 Al(III) complexation by alizarin studied by electronic spectroscopy and quantum chemical
calculations. Polyhedron, 2011, 30, 2326-2332. 1.0 31

30482 Synthesis, spectroscopic characterization, DFT studies and biological assays of a novel gold(I)
complex with 2-mercaptothiazoline. Polyhedron, 2011, 30, 2354-2359. 1.0 18

30483 Structural, theoretical and multinuclear NMR study of mercury(II) complexes with a new ambidentate
phosphorus ylide. Polyhedron, 2011, 30, 2486-2492. 1.0 9

30484 Syntheses, structures, and properties of metal complexes involving Ï€-conjugated
tetrathiafulvaleneâ€“pyridine ligand. Polyhedron, 2011, 30, 2473-2478. 1.0 8

30485 The crystal structure, infrared, Raman and density functional studies of bis(2-aminophenyl) diselenide.
Polyhedron, 2011, 30, 2466-2472. 1.0 26

30486 Bonding analysis and electronic structure of transition metalâ€“benzoquinoline complexes: A
theoretical study. Polyhedron, 2011, 30, 2644-2653. 1.0 23

30487 Theoretical studies of dâ€“d and dâ€“Ï€â€“d magnetic interactions in (EDT-TTFVO)2FeBr4 crystals.
Polyhedron, 2011, 30, 3284-3291. 1.0 3

30488 Magnetic property of a triply bridged linear trinuclear nickel complex. Polyhedron, 2011, 30, 2717-2722. 1.0 13

30489 Dinuclear copper complexes of pyridylphenylphosphine ligands: Characterization of a mixed-valence
CuII/CuI dimer. Polyhedron, 2011, 30, 2950-2956. 1.0 23

30490 Novel complexes of tris(aminomethyl)phosphanes with platinum(II): Structural, spectroscopic, DFT
and biological activity studies. Polyhedron, 2011, 30, 2914-2921. 1.0 11

30491 4+1 and 4+2 coordinated complexes of magnesium phthalocyanine with dioxane. Polyhedron, 2011, 30,
2933-2940. 1.0 11

30492
Molecular structure, photoluminescent and electroluminescent properties of
bis(2-(4-methyl-2-hydroxyphenyl)benzothiazolate) zinc with excellent electron-transport
characteristics. Materials Chemistry and Physics, 2011, 129, 840-845.

2.0 5

30493 Stability analysis and structural rules of titanium dioxide clusters (TiO2) with n= 1â€“9. Materials
Chemistry and Physics, 2011, 130, 196-202. 2.0 22

30494 Luminescence properties of monoclinic Cu4I4(Piperidine)4. Materials Research Bulletin, 2011, 46,
1192-1196. 2.7 10

30495 Experimental and density functional theoretical study of the effects of chemical vapours on the
vibrational spectra of nickel phthalocyanine thin films. Vibrational Spectroscopy, 2011, , . 1.2 5

30496 Infrared optical properties and Raman spectra of n-pentane and n-pentane-d12. Vibrational
Spectroscopy, 2011, , . 1.2 4
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30497 Theoretical anharmonic Raman and infrared spectra with vibrational assignments for
monofluoroaniline isomers. Vibrational Spectroscopy, 2011, 57, 126-126. 1.2 22

30498 Hydration of l-tyrosine in aqueous medium. An experimental and theoretical study by mixed quantum
mechanical/molecular mechanics methods. Vibrational Spectroscopy, 2011, 57, 108-108. 1.2 26

30499 In situ infrared spectroscopy study of sucrose up to 14GPa. Vibrational Spectroscopy, 2011, , . 1.2 1

30500 Vibrational spectra and structure of methyl-derivatives of imidazo[4,5-c]pyridine based on DFT
quantum chemical calculations and XRD studies. Vibrational Spectroscopy, 2011, 57, 229-241. 1.2 9

30501 Detection of relative dimer and rotamer concentrations of diacetamide in different solvents by FT-IR
spectroscopy and DFT calculations. Vibrational Spectroscopy, 2011, 57, 294-299. 1.2 3

30502 Crystallographic, vibrational and theoretical studies of 2,3-diaminopyridinium selenate. Vibrational
Spectroscopy, 2011, 57, 326-333. 1.2 17

30503 Stabilizing hydrogen-hydrogen interactions in cationic indopolycarbocyanine dyes. Journal of
Structural Chemistry, 2011, 52, 1051-1056. 0.3 11

30504
Unimolecular reactivity upon collision of uracilâ€“Ca2+ complexes in the gas phase: Comparison with
uracilâ€“M+ (M=H, alkali metals) and uracilâ€“M2+ (M=Cu, Pb) systems. International Journal of Mass
Spectrometry, 2011, 306, 27-36.

0.7 37

30505 The gas-phase bis-uranyl nitrate complex [(UO2)2(NO3)5]âˆ’: Infrared spectrum and structure.
International Journal of Mass Spectrometry, 2011, 308, 175-180. 0.7 18

30506 Collision-induced dissociation of MO+ and MO2+ (M=Ta and W): Metal oxide and dioxide cation bond
energies. International Journal of Mass Spectrometry, 2011, 308, 265-274. 0.7 34

30507 Nâ€“H+ vibrational anharmonicities directly revealed from DFT-based molecular dynamics simulations
on the Ala7H+ protonated peptide. International Journal of Mass Spectrometry, 2011, 308, 281-288. 0.7 33

30508 Dissociation characteristics of Î±,Ï‰-dihydride poly(dimethylsiloxane) ammonium adducts generated by
electrospray ionization. International Journal of Mass Spectrometry, 2011, 306, 70-76. 0.7 15

30509 Energetics and rearrangements of the isomeric picoline dications. International Journal of Mass
Spectrometry, 2011, 308, 81-88. 0.7 3

30510 Catalytic behavior of 1-(2-pyridylazo)-2-naphthol transition metal complexes encapsulated in Y zeolite.
Journal of Catalysis, 2011, 278, 102-110. 3.1 60

30511 Investigation into the shape selectivity of zeolite catalysts for biomass conversion. Journal of
Catalysis, 2011, 279, 257-268. 3.1 963

30512 Direct oxidation of methanol to formaldehyde by N2O on [Fe]1+ and [FeO]1+ sites in Feâ€“ZSM-5 zeolite:
A density functional theory study. Journal of Catalysis, 2011, 282, 191-200. 3.1 25

30513 Methyltrioxorhenium-catalyzed oxidation of pseudocumene for vitamin E synthesis: A study of
solvent and ligand effects. Journal of Catalysis, 2011, 283, 55-67. 3.1 32

30514 Microkinetic modeling of the fast selective catalytic reduction of nitrogen oxide with ammonia on
H-ZSM5 based on first principles. Journal of Catalysis, 2011, 283, 178-191. 3.1 23
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30515 Studies on the reaction pathway of arsenate adsorption at waterâ€“TiO2 interfaces using density
functional theory. Journal of Colloid and Interface Science, 2011, 364, 476-481. 5.0 26

30516 On the connection between proton transport, structural diffusion, and reorientation of the
hydrated hydroxide ion as a function of temperature. Chemical Physics Letters, 2011, 511, 177-182. 1.2 43

30517 Influence of polarity of the medium in the saturation of the electronic properties for Ï€-conjugated
oligothiophenes. Chemical Physics Letters, 2011, 511, 283-287. 1.2 11

30518 Computational study on the conformations of gambogic acid. Chemical Physics Letters, 2011, 511,
405-412. 1.2 1

30519 The electronic structure of and. Chemical Physics Letters, 2011, 511, 196-200. 1.2 6

30520
Kinetic parameters of abstraction reactions of OH radical with ethylene, fluoroethylene, cis- and
trans-1,2-difluoroethylene and 1,1-difluoroethylene, in the temperature range of 200â€“400K:
Gaussian-3/B3LYP theory. Chemical Physics Letters, 2011, 511, 440-446.

1.2 11

30521 Validity of describing reaction coordinate of intramolecular charge transfer of 1,3-dinitrobenzene
anion radical using constrained density functional theory. Chemical Physics Letters, 2011, 511, 219-223. 1.2 16

30522 Theoretical study on high-spin to low-spin transition of {Fe(pyrazine)[Pt(CN)4]}: Guest-induced
entropy decrease. Chemical Physics Letters, 2011, 511, 399-404. 1.2 24

30523 Water-like behavior of 1,2-ethanediol in binary mixtures with pyridine and its methyl derivatives:
Thermodynamic excesses and the Oâ€“Hâ‹¯N bonds energy. Chemical Physics Letters, 2011, 512, 199-203. 1.2 9

30524 On the electronic structure of mono-rhenium oxide clusters: and ReOn (n=3,4). Chemical Physics
Letters, 2011, 512, 49-53. 1.2 15

30525 Kinetics and mechanism of the reaction of fluorine atoms with trifluoroacetic acid. Chemical Physics
Letters, 2011, 512, 172-177. 1.2 9

30526 The effects of regularly spaced glutamine substitutions on alpha-helical peptide structures: A
DFT/ONIOM study. Chemical Physics Letters, 2011, 512, 255-257. 1.2 9

30527 An optimal density functional theory method for GaN and ZnO. Chemical Physics Letters, 2011, 512,
231-236. 1.2 9

30528 The phenyl+phenyl reaction as pathway to benzynes: An experimental and theoretical study. Chemical
Physics Letters, 2011, 513, 20-26. 1.2 19

30529 Relative stability of multiple bonds between silicon and bismuth. A theoretical study. Chemical Physics
Letters, 2011, 512, 190-194. 1.2 1

30530 The Fukui potential is a measure of the chemical hardness. Chemical Physics Letters, 2011, 513, 127-129. 1.2 34

30531 Linearity condition for orbital energies in density functional theory (II): Application to global hybrid
functionals. Chemical Physics Letters, 2011, 513, 130-135. 1.2 28

30532 Hydration of pyruvic acid to its geminal-diol, 2,2-dihydroxypropanoic acid, in a water-restricted
environment. Chemical Physics Letters, 2011, 513, 184-190. 1.2 50
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30533 Ab initio study of Kubas-type dihydrogen fixation onto d-orbital states of Ca adatoms. Chemical
Physics Letters, 2011, 513, 256-260. 1.2 10

30534 On the blue-shifting hydrogen bond in tribromoacetaldehyde dimers. Chemical Physics Letters, 2011,
514, 49-53. 1.2 2

30535 Density functional theory characterization of lanthanum nitride endohedral fullerene: La3N@C92.
Chemical Physics Letters, 2011, 514, 104-108. 1.2 13

30536 Anisotropic charge injection and transport in the cross stacking crystal of distyrylbenzene derivative
and a possible new device structure. Chemical Physics Letters, 2011, 514, 174-180. 1.2 3

30537 Enhanced nonlinearites of functionalized single wall carbon nanotubes with diethynylsilane
derivatives. Chemical Physics Letters, 2011, 514, 134-140. 1.2 7

30538
A sequential MC/TD-DFT study of the solvatochromic shift of the pyridinium-N-phenoxide betaine dye in
water using standard and long-range corrected functionals. Chemical Physics Letters, 2011, 514,
251-256.

1.2 14

30539 Reinvestigation of spectroscopic properties for ammoniaâ€“hydrogen halide complexes from
Carâ€“Parrinello Molecular Dynamics. Chemical Physics Letters, 2011, 514, 44-48. 1.2 5

30540 The quantified NTO analysis for the electronic excitations of molecular many-body systems. Chemical
Physics Letters, 2011, 514, 362-367. 1.2 11

30541 Information theoretic properties from the quantum theory of atoms in molecules. Chemical Physics
Letters, 2011, 514, 379-383. 1.2 36

30542 Isolation: A strategy for obtaining highly doped heterofullerenes. Chemical Physics Letters, 2011, 514,
321-324. 1.2 10

30543 Raman and infrared spectra of cellobiose in the solid state: What can be learned from single-molecule
calculations?. Chemical Physics Letters, 2011, 514, 284-290. 1.2 14

30544 Wavelength-dependent photoproduct formation of phycocyanobilin in solution â€“ Indications for
competing reaction pathways. Chemical Physics Letters, 2011, 515, 163-169. 1.2 3

30545 Cooperativity in the stacking of benzene-1,3,5-tricarboxamide: The role of dispersion. Chemical Physics
Letters, 2011, 515, 226-230. 1.2 39

30546 Multiple 3c2e bonding of methane with metal cations. Chemical Physics Letters, 2011, 515, 210-213. 1.2 2

30547 Density functional theory prediction of geometry and vibrational circular dichroism of bridged
triarylamine helicenes. Chemical Physics Letters, 2011, 516, 199-203. 1.2 17

30548 Electron localization in nonplanar conjugated macrocycles: Failure of electron buffers to delocalize
electrons. Chemical Physics Letters, 2011, 516, 268-271. 1.2 3

30549 Ab initio search for global minimum structures of neutral and anionic B4H5 clusters. Optical
isomerism in B4H5 and. Chemical Physics Letters, 2011, 517, 62-67. 1.2 14

30550 Studies of the tautomeric forms of alizarin in the ground state by electronic spectroscopy combined
with quantum chemical calculations. Chemical Physics Letters, 2011, 517, 41-45. 1.2 29
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30551 Mid-infrared vibrational spectroscopic characterization of 5,6-dihydroxyindole and eumelanin
derived from it. Chemical Physics Letters, 2011, 517, 211-216. 1.2 9

30552 Frozen density embedding calculations with the orbital-dependent localized Hartreeâ€“Fock
Kohnâ€“Sham potential. Chemical Physics Letters, 2011, 518, 114-118. 1.2 20

30553 The effects of an explicit water environment on the interaction of a single wall carbon nanotube
with amino acids: A theoretical study. Chemical Physics Letters, 2011, 518, 81-86. 1.2 6

30554 An ab initio/RRKM study of the reaction mechanism and product branching ratios of the reactions of
ethynyl radical with 1,2-butadiene. Chemical Physics Letters, 2011, 518, 29-37. 1.2 5

30555 Synthesis, trypanocidal activity and molecular modeling studies of 2-alkylaminomethylquinoline
derivatives. European Journal of Medicinal Chemistry, 2011, 46, 3696-3703. 2.6 31

30556 Bond stability of the â€œundesirableâ€• heteroatomâ€“heteroatom molecular moieties for high-throughput
screening libraries. European Journal of Medicinal Chemistry, 2011, 46, 5833-5837. 2.6 25

30557 Poly(oxyethylene) electrolytes based on lithium nitrophenyl sulfonamide and hexanitrodiphenylamide.
Electrochimica Acta, 2011, 57, 20-26. 2.6 6

30558 Density functional theory study on LDFBDB and its derivatives: Electronic structures, energies, and
molecular properties. Electrochimica Acta, 2011, 56, 8770-8775. 2.6 2

30559 Nanoscale structure and morphology of thin films of poly(2-chloroxylylene) synthesized by the CVD
method on different liquids. European Polymer Journal, 2011, 47, 1725-1735. 2.6 3

30560 Theoretical study of the reactivity of (CH3)2AlCH2I promoted cyclopropanation reactions. Arabian
Journal of Chemistry, 2011, 4, 379-382. 2.3 1

30561 Alkaloids derived from genus Veratrum and Peganum of Mongolian origin as multidrug resistance
inhibitors of cancer cells. FÃ¬toterapÃ¬Ã¢, 2011, 82, 570-575. 1.1 24

30562 Methimazole complexes of platinum(II): Synthesis, characterization and redox behavior. Inorganica
Chimica Acta, 2011, 374, 69-78. 1.2 6

30563 EPR and 1H NMR spectroscopy and DFT study of pentaammineruthenium(III)phenylcyanamide complexes.
Inorganica Chimica Acta, 2011, 374, 147-151. 1.2 2
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Molecular and electronic structures of new iron complexes containing N,S-coordinated
o-iminothionebenzosemiquinonate(1-) Ï€ radical ligands: An experimental and density functional
theoretical study. Inorganica Chimica Acta, 2011, 374, 226-239.
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30565 Structures, spectroscopy and modeling of a rare set of isomeric copper(II) complexes. Inorganica
Chimica Acta, 2011, 374, 422-428. 1.2 9

30566 Electrochemical and spectroelectrochemical studies of complexes of 1,10-phenanthroline-5,6-dione.
Inorganica Chimica Acta, 2011, 374, 435-441. 1.2 14

30567 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

30568 An unexpected carboxylato-bridged-only hexanuclear copper compound. Inorganica Chimica Acta, 2011,
374, 499-505. 1.2 5



1682

Citation Report

# Article IF Citations

30569 Hydroxyphenyl- and octoxyphenyl-substituted dipyrazinylpyridine complexes of ruthenium(II), iron(II)
and nickel(II). Inorganica Chimica Acta, 2011, 374, 606-619. 1.2 15

30570 A joint computational and experimental study of a novel dioxomolybdenum(VI) complex bearing chiral
N,N-dimethyllactamide ligand. Inorganica Chimica Acta, 2011, 375, 41-46. 1.2 7
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Unsaturation in binuclear cyclopentadienyliron carbonyl thiocarbonyls: Four-electron donor
bridging thiocarbonyl groups versus metalâ€“metal multiple bonds. Inorganica Chimica Acta, 2011, 375,
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1.2 9

30572
Bond elongation in the anion radical of coordinated tetrazine ligands: A crystallographic,
spectroscopic and computational study of a reduced {Re(CO)3Cl} complex. Inorganica Chimica Acta,
2011, 374, 620-626.

1.2 22

30573 Theoretical calculations on a series of dinuclear vanadium and niobium clusters. Inorganica Chimica
Acta, 2011, 376, 10-17. 1.2 10

30574
Computational study on the mechanisms of action of the potential anticancer drug
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purine bases. Inorganica Chimica Acta, 2011, 376, 44-56.

1.2 9
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redox behavior and DFT calculations. Inorganica Chimica Acta, 2011, 376, 105-111. 1.2 10
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Synthesis, characterization, crystal structures and photophysical properties of copper(I) complexes
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Acta, 2011, 376, 549-556.

1.2 24
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Synthesis, structures and spectroscopic properties of new
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1.2 4

30583 Theoretical study on the reaction of magnesium with water in the gas-phase. International Journal of
Hydrogen Energy, 2011, 36, 10608-10613. 3.8 14
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diboryne (B2H2Li2). International Journal of Hydrogen Energy, 2011, 36, 15681-15688. 3.8 17
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Bioenergetics, 2011, 1807, 53-58.

0.5 5

30586 A combined quantum chemical and crystallographic study on the oxidized binuclear center of
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30587 Stabilization of the peroxy intermediate in the oxygen splitting reaction of cytochrome cbb3.
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30588 Electron transfer pathways in cytochrome c oxidase. Biochimica Et Biophysica Acta - Bioenergetics,
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30876 Solvation of Metal Cations in Non-aqueous Liquids. Journal of Solution Chemistry, 2011, 40, 1383-1398. 0.6 16
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1509-1517. 1.2 17
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30887 Extraction and DFT study on the complexation of the cesium cation with dibenzo-21-crown-7. Journal
of Radioanalytical and Nuclear Chemistry, 2011, 289, 667-670. 0.7 5
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assignments of 4-(thiophene-3-ylmethoxy)phthalonitrile: a combined experimental and theoretical
analysis. Structural Chemistry, 2011, 22, 45-56.
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30900 DFT theoretical studies of anions of aniline and its several derivatives. Structural Chemistry, 2011, 22,
345-356. 1.0 8
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30905 Molecular structure, pKa, lipophilicity, solubility, absorption, polar surface area, and blood brain
barrier penetration of some antiangiogenic agents. Structural Chemistry, 2011, 22, 635-648. 1.0 48
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Study. Tribology Letters, 2011, 44, 201-211.
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31000 Synthesis, characterization, and optical properties of
2-amino-4-aryl-6-(9,9â€²-spirobifluoren-2-yl)pyrimidines. Monatshefte FÃ¼r Chemie, 2011, 142, 907-916. 0.9 6

31001 Local aromaticity in benzo- and benzocyclobutadieno-annelated anthracenes. Monatshefte FÃ¼r Chemie,
2011, 142, 797-800. 0.9 9



1706

Citation Report

# Article IF Citations
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31014 Theoretical studies on model reaction pathways of prostaglandin H2 isomerization to prostaglandin
D2/E2. Theoretical Chemistry Accounts, 2011, 128, 191-206. 0.5 3

31015 Functionalized pentacenes: a combined theoretical, Raman and UVâ€“Vis spectroscopic study.
Theoretical Chemistry Accounts, 2011, 128, 521-530. 0.5 22

31016 Direct ab initio MD study on the hydrogen abstraction reaction of triplet state acetone from
methanol molecule. Theoretical Chemistry Accounts, 2011, 128, 207-213. 0.5 0

31017 The importance of conformational search: a test case on the catalytic cycle of the Suzukiâ€“Miyaura
cross-coupling. Theoretical Chemistry Accounts, 2011, 128, 639-646. 0.5 67

31018 On the mechanism of the N-glycosydic bond hydrolysis of 2â€²-deoxyguanosine: insights from first
principles calculations. Theoretical Chemistry Accounts, 2011, 128, 619-626. 0.5 14

31019 Importance of iron as the metal ion in peptide deformylase: a biomimetic computational study.
Theoretical Chemistry Accounts, 2011, 128, 137-146. 0.5 8



1707

Citation Report

# Article IF Citations

31020 Molecular structure of cyanidin metal complexes: Al(III) versus Mg(II). Theoretical Chemistry
Accounts, 2011, 128, 485-495. 0.5 18
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31024 Minimally augmented Karlsruhe basis sets. Theoretical Chemistry Accounts, 2011, 128, 295-305. 0.5 638

31025 Electric field effects on nuclear spinâ€“spin coupling tensors and chiral discrimination via NMR
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n +/PSi n âˆ’ (nÂ =Â 1â€“8). Theoretical Chemistry Accounts, 2011, 130, 1009-1022. 0.5 7

31051 Photophysical properties and vibrational structure of ladder-type penta p-phenylene and carbazole
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Molecular Graphics and Modelling, 2011, 29, 777-783. 1.3 9
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Density functional theory studies on the structures and electronic communication of
meso-ferrocenylporphyrins: Long range orbital coupling via porphyrin core. Journal of Molecular
Graphics and Modelling, 2011, 29, 717-725.
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Journal of Molecular Spectroscopy, 2011, 265, 95-101. 0.4 27

31071 Energy expression of the chemical bond between atoms in metal oxides. Journal of Physics and
Chemistry of Solids, 2011, 72, 853-861. 1.9 13

31072 Crystal and molecular structure of three biologically active nitroindazoles. Journal of Molecular
Structure, 2011, 985, 75-81. 1.8 10

31073 Crystal structure and spectroscopic properties of the complex of trigonelline hydrate with
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Molecular structure and vibrational and chemical shift assignments of
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calculations. Journal of Molecular Structure, 2011, 985, 251-260.
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calculations of 5-amino-4-cyano-3-(methylthio)-1H-pyrazole-1-carbothioamide. Journal of Molecular
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31076 On the structure of unsolvated free-base 5,10,15,20-tetra(3-pyridyl)porphyrin. Journal of Molecular
Structure, 2011, 985, 307-315. 1.8 9

31077
Modulation of the electronic structure of polyconjugated organic molecules by geometry
relaxation: A discussion based on local Raman parameters. Journal of Molecular Structure, 2011, 993,
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31078
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Journal of Molecular Structure, 2011, 989, 31-37.
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31083 Palladium(II) and platinum(II) complexes containing benzimidazole ligands: Molecular structures,
vibrational frequencies and cytotoxicity. Journal of Molecular Structure, 2011, 991, 108-126. 1.8 71
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Molecular Structure, 2011, 991, 178-185. 1.8 6
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Molecular Structure, 2011, 994, 87-96.
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Spectroscopic and quantum chemical electronic structure investigations of
2-(trifluoromethyl)aniline and 3-(trifluoromethyl)aniline. Journal of Molecular Structure, 2011, 994,
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31089 Theoretical structural and experimental vibrational study of niobyl nitrate. Journal of Molecular
Structure, 2011, 994, 202-208. 1.8 9
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Experimental and theoretical investigations on the ketoâ€“enol tautomerism of 4-substituted

Structure, 2011, 994, 313-320.
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31092 Crystal structure, ab initio calculations and fingerprint plots of a new polymorph of
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31116 Synthesis, structure, and unprecedented solubility of lipophilic borate salts. Inorganica Chimica Acta,
2011, 369, 71-75. 1.2 5
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Anharmonic Vibrational Frequency Shifts upon Interaction of Phenol(+) with the Open Shell Ligand
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33772 Ab Initio Chemical Kinetics for the Hydrolysis of N<sub>2</sub>O<sub>4</sub> Isomers in the Gas
Phase. Journal of Physical Chemistry A, 2012, 116, 4466-4472. 1.1 32

33773 Hydroxide Ion Can Move Faster Than an Excess Proton through One-Dimensional Water Chains in
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33788 Aluminepin: Aluminum Analogues of Borepin and Gallepin. Journal of Organic Chemistry, 2012, 77,
729-732. 1.7 25
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33796 Orbital Determining Spintronic Properties of a Ï€-Conjugated System. Journal of Physical Chemistry C,
2012, 116, 16325-16332. 1.5 16

33797 Catalytic Mechanism and Product Specificity of Oxidosqualene-Lanosterol Cyclase: A QM/MM Study.
Journal of Physical Chemistry B, 2012, 116, 13857-13862. 1.2 22

33798 Fascinating effect of dehydrogenation on the transport properties of N-heteropentacenes:
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Theoretical Study on the Transition-Metal Oxoboryl Complex: Mâ€“BO Bonding Nature, Mechanism of
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at Room Temperature. Journal of Physical Chemistry C, 2012, 116, 10680-10691. 1.5 14

33820
Experimental Fingerprints for Redox-Active Terpyridine in
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Spectroscopic Properties, Excitation, and Electron Transfer in an Anionic Water-Soluble
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Spectroscopic analysis of the interaction between thiazolo[2,3-b]pyrimidine analogues and bovine
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33857 Synthesis, crystal structure, DFT and spectroscopic studies of mononuclear chromium(III) complex
with bidentate ligand. Polyhedron, 2012, 43, 8-14. 1.0 7

33858 Pyrrolic macrocycles with stabilized triplet states: Metal-centered and ligand-centered separation of
unpaired electrons. Polyhedron, 2012, 42, 249-257. 1.0 9



1863

Citation Report

# Article IF Citations

33859 Can high-hydride content hypoelectronic rhenaborane clusters take up dihydrogen? A theoretical
study. Polyhedron, 2012, 43, 31-35. 1.0 6
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33864 Synthesis and characterizations of hydride carbonyl ruthenium(II) complexes with
(benzimidazol-2-yl)-pyridine ligand. Polyhedron, 2012, 44, 221-227. 1.0 7

33865 Two phosphine ruthenium(III) and ruthenium(II) complexes with the pyrazole ligand â€“ Synthesis,
characterisation and DFT calculations. Polyhedron, 2012, 45, 15-22. 1.0 6

33866
Synthesis and studies of rare acylhydrazine bridged strong antiferromagnetically coupled dicopper(II)
and dioxovanadium(V) complexes of a pyridyl-pyrazole derived Schiff base ligand. Polyhedron, 2012, 46,
105-112.

1.0 12

33867 Study of molecular structure and vibrational spectra of poly (Î²,-l-malic acid) [PMLA] using DFT
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34327 A Theoretical Investigation on the Oxidation of Carbon Monoxide by an Aqueous Molybdocene.
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34333
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their <sup>77</sup>Seâ€“<sup>1</sup>H spinâ€“spin coupling constants. Magnetic Resonance in
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34360 Calculations of microconstants and equilibrium formation constants for platinum(II) and
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34363 Investigation of the electronic structure of diphenylsilane using the density functional theory
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34364 Low energy electron induced dissociation in condensed diallyl disulfide. European Physical Journal D,
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34365 Synthesis, structure and solvatochromic properties of some novel
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34366 Down-regulation of the caffeic acid O-methyltransferase gene in switchgrass reveals a novel
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34371 Structural study of three o-hydroxyacetophenone derivatives using X-ray powder diffraction:
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34372 Stoneâ€“Wales Transformation in Double-Walled Carbon Nanotubes and the Role of Inner Tube. Journal
of Physical Chemistry C, 2012, 116, 16815-16822. 1.5 9
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34393 Thermodynamic and Kinetic Stabilities of Active Site Protonation States of Class C Î²-Lactamase. Journal
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34425 Simulations of X-ray absorption spectra: the effect of the solvent. Physical Chemistry Chemical
Physics, 2012, 14, 9444. 1.3 25

34426 A photoelectron spectroscopy and <i>ab initio</i> study of B21âˆ’: Negatively charged boron clusters
continue to be planar at 21. Journal of Chemical Physics, 2012, 136, 104310. 1.2 127

34427 Probing the structures of neutral boron clusters using infrared/vacuum ultraviolet two color
ionization: B11, B16, and B17. Journal of Chemical Physics, 2012, 137, 014317. 1.2 105

34428 Coverage-Dependent Adsorption Energy of Carbon Monoxide on a Rhodium Nanocluster. Journal of
Physical Chemistry C, 2012, 116, 8721-8730. 1.5 18

34429 Evidence of Deprotonation of Aromatic Acids and Amides Adsorbed on Silver Colloids by
Surface-Enhanced Raman Scattering. Langmuir, 2012, 28, 8926-8932. 1.6 21

34430 The framework basicity of zeolites. Journal of Materials Chemistry, 2012, 22, 18705. 6.7 64

34431 Facile Synthesis of Triarylmethanimine Promoted by a Lewis Acid - Base Pair: Theoretical and
Experimental Studies. Australian Journal of Chemistry, 2012, 65, 1390. 0.5 6

34432 Factors affecting the battery performance of anthraquinone-based organic cathode materials.
Journal of Materials Chemistry, 2012, 22, 4032. 6.7 126

34433 QM/MM simulation of liquid water with an adaptive quantum region. Physical Chemistry Chemical
Physics, 2012, 14, 646-656. 1.3 80

34434 Localized optimized orbitals, coupled cluster theory, and chiroptical response properties. Physical
Chemistry Chemical Physics, 2012, 14, 7830. 1.3 26

34435
Intramolecular cycloaddition of azomethine ylides, from imines of O-acylsalicylic aldehyde and ethyl
diazoacetate, to ester carbonyl â€“ experimental and DFT computational study. Organic and
Biomolecular Chemistry, 2012, 10, 5582.

1.5 17

34436 Formamide-Based Prebiotic Synthesis of Nucleobases: A Kinetically Accessible Reaction Route. Journal
of Physical Chemistry A, 2012, 116, 720-726. 1.1 44

34437 Iron-catalysed transformation of molecular dinitrogen into silylamine under ambient conditions.
Nature Communications, 2012, 3, 1254. 5.8 118

34438
Sulfur K-edge X-ray Absorption Spectroscopy and Time-Dependent Density Functional Theory of
Dithiophosphinate Extractants: Minor Actinide Selectivity and Electronic Structure Correlations.
Journal of the American Chemical Society, 2012, 134, 14408-14422.

6.6 65

34439
Benchmark Ab Initio Calculations of the Barrier Height and Transition-State Geometry for Hydrogen
Abstraction from a Phenolic Antioxidant by a Peroxy Radical and Its Use to Assess the Performance of
Density Functionals. Journal of Physical Chemistry Letters, 2012, 3, 2834-2839.

2.1 31

34440 DFT Studies on the Mechanisms of the Platinum-Catalyzed Diboration of Acyclic
Î±<i>,</i>Î²<i>-</i>Unsaturated Carbonyl Compounds. Organometallics, 2012, 31, 3410-3425. 1.1 72



1895

Citation Report

# Article IF Citations

34441
Ruthenium(II) Arene Complexes with Asymmetrical Guanidinate Ligands: Synthesis, Characterization,
and Application in the Base-Free Catalytic Isomerization of Allylic Alcohols. Organometallics, 2012, 31,
8301-8311.

1.1 40

34442 Computations of 36 Tautomer/Isomer Equilibria of Different Lactams. Journal of Physical Chemistry A,
2012, 116, 6885-6893. 1.1 11

34443 Synthesis and Characterization of New Thiazolidinones Containing Coumarin Moieties and Their
Antibacterial and Antioxidant Activities. Molecules, 2012, 17, 9321-9334. 1.7 20

34444 Donorâ€“acceptor dyes incorporating a stable dibenzosilole Ï€-conjugated spacer for dye-sensitized
solar cells. Journal of Materials Chemistry, 2012, 22, 10771. 6.7 45

34445 A qualitative failure of B3LYP for textbook organic reactions. Physical Chemistry Chemical Physics,
2012, 14, 7170. 1.3 62

34446 Comparison of some dispersion-corrected and traditional functionals as applied to peptides and
conformations of cyclohexane derivatives. Journal of Chemical Physics, 2012, 137, 044109. 1.2 22

34447 Quantum Mechanical Continuum Solvation Models for Ionic Liquids. Journal of Physical Chemistry B,
2012, 116, 9122-9129. 1.2 225

34448 The mechanism of proton conduction in phosphoric acid. Nature Chemistry, 2012, 4, 461-466. 6.6 428

34449 Chemoenzymatic synthesis, structural study and biological activity of novel indolizidine and
quinolizidine iminocyclitols. Organic and Biomolecular Chemistry, 2012, 10, 6309. 1.5 30

34450 An interpretation of the absorption and emission spectra of the gold dimer using modern theoretical
tools. Physical Chemistry Chemical Physics, 2012, 14, 8732. 1.3 22

34451 First observation of infrared and UVâ€“visible absorption spectra of adenine radical in low-temperature
argon matrices. Journal of Molecular Structure, 2012, 1025, 43-47. 1.8 15

34452 Pentacoordinated Organoaluminum Complexes: A Computational Insight. Organometallics, 2012, 31,
8498-8504. 1.1 13

34453
Raman and IR spectroscopic studies of fenamates â€“ Conformational differences in polymorphs of
flufenamic acid, mefenamic acid and tolfenamic acid. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 96, 972-985.

2.0 52

34454 Self-assembling endohedrally doped CdS nanoclusters: new porous solid phases of CdS. Physical
Chemistry Chemical Physics, 2012, 14, 9676. 1.3 12

34455

Chemical Understanding of Carbide Cluster Metallofullerenes: A Case Study on
Sc<sub>2</sub>C<sub>2</sub>@<i>C</i><sub>2<i>v</i></sub>(5)â€“C<sub>80</sub> with Complete
X-ray Crystallographic Characterizations. Journal of the American Chemical Society, 2012, 134,
3139-3144.

6.6 56

34456 Towards a Greater Accuracy in DFT Calculations: From GGA to Hybrid Functionals. , 2012, , 3-15. 1

34457

Water Mediated Ligand Functional Group Cooperativity: The Contribution of a Methyl Group to
Binding Affinity is Enhanced by a COO<sup>â€“</sup> Group Through Changes in the Structure and
Thermodynamics of the Hydration Waters of Ligandâ€“Thermolysin Complexes. Journal of Medicinal
Chemistry, 2012, 55, 8283-8302.

2.9 37

34458

Copper Ion Mediated Selective Cleavage of Câ€“S Bond in Ferrocenylthiosemicarbazone Forming Mixed
Geometrical [(PPh<sub>3</sub>)Cu(Î¼-S)<sub>2</sub>Cu(PPh<sub>3</sub>)<sub>2</sub>] Having
Cu<sub>2</sub>S<sub>2</sub> Core: Toward a New Avenue in Copperâ€“Sulfur Chemistry. Inorganic
Chemistry, 2012, 51, 3525-3532.

1.9 29



1896

Citation Report

# Article IF Citations

34459
Exchange Coupling Mediated by Nâ€“HÂ·Â·Â·Cl Hydrogen Bonds: Experimental and Theoretical Study of the
Frustrated Magnetic System in Bis(o-phenylenediamine)nickel(II) Chloride. Inorganic Chemistry, 2012,
51, 5487-5493.

1.9 24

34461 Theoretical and numerical assessments of spin-flip time-dependent density functional theory. Journal
of Chemical Physics, 2012, 136, 024107. 1.2 66

34462 Profiling Energetics and Spectroscopic Signatures in Prototropic Tautomers of Asymmetric
Phthalocyanine Analogues. Journal of Physical Chemistry A, 2012, 116, 7364-7371. 1.1 20

34463
An Osmium(III)/Osmium(V) Redox Couple Generating Os<sup>V</sup>(O)(OH) Center for
<i>cis</i>-1,2-Dihydroxylation of Alkenes with H<sub>2</sub>O<sub>2</sub>: Os Complex with a
Nitrogen-Based Tetradentate Ligand. Journal of the American Chemical Society, 2012, 134, 19270-19280.

6.6 44

34464 Density Functional Theory Study of Nâ€“CN and Oâ€“CN Bond Cleavage by an Iron Silyl Complex.
Organometallics, 2012, 31, 3995-4005. 1.1 19

34465 Synthesis and physical properties of metal-doped picene solids. Physical Review B, 2012, 86, . 1.1 55

34466 CaSO<sub>4</sub> and Its Pressure-Induced Phase Transitions. A Density Functional Theory Study.
Inorganic Chemistry, 2012, 51, 1751-1759. 1.9 38

34467
Iron-Centered Ten-Vertex Germanium Clusters: The Ubiquity of Low Energy Pentagonal Prismatic
Structures with Various Skeletal Electron Counts. Journal of Physical Chemistry A, 2012, 116,
9197-9204.

1.1 17

34468 Anataseâ€“rutile phase transformation of titanium dioxide bulk material: a DFT +<i>U</i>approach.
Journal of Physics Condensed Matter, 2012, 24, 405501. 0.7 35

34469 XYG3 and XYGJ-OS performances for noncovalent binding energies relevant to biomolecular
structures. Physical Chemistry Chemical Physics, 2012, 14, 12554. 1.3 32

34470 Microwave assisted isomerization of alkenyl aromatics over solid base catalysts: an understanding
through theoretical study. RSC Advances, 2012, 2, 6871. 1.7 16

34471 Proton Transfers along Hydrogen Bonds in the Tautomerization of Purine. Journal of Physical
Chemistry A, 2012, 116, 1289-1297. 1.1 11

34472 Understanding local electrophilicity/nucleophilicity activation through a single reactivity difference
index. Organic and Biomolecular Chemistry, 2012, 10, 2855. 1.5 68

34473 Regioselective Hydromethoxycarbonylation of Terminal Alkynes Catalyzed by Palladium(II)â€“Tetraphos
Complexes. Organometallics, 2012, 31, 4832-4837. 1.1 14

34474 Structural Variability in Wild-Type and <i>bchQ bchR</i> Mutant Chlorosomes of the Green Sulfur
Bacterium <i>Chlorobaculum tepidum</i>. Biochemistry, 2012, 51, 4488-4498. 1.2 47

34475 Luminescent Properties of Metalâ€“Organic Framework MOF-5: Relativistic Time-Dependent Density
Functional Theory Investigations. Inorganic Chemistry, 2012, 51, 12389-12394. 1.9 106

34476 Carbon Nanotube Container: Complexes of C<sub>50</sub>H<sub>10</sub> with Small Molecules.
Journal of Chemical Theory and Computation, 2012, 8, 4546-4555. 2.3 16

34477 Mechanism of â€œTurn-onâ€• Fluorescent Sensors for Mercury(II) in Solution and Its Implications for
Ligand Design. Inorganic Chemistry, 2012, 51, 10904-10915. 1.9 113



1897

Citation Report

# Article IF Citations

34478 Axial Ligand Effect On The Rate Constant of Aromatic Hydroxylation By Iron(IV)â€“Oxo Complexes
Mimicking Cytochrome P450 Enzymes. Journal of Physical Chemistry B, 2012, 116, 718-730. 1.2 64

34479
Hybrid-Density Functional Theory Study and Natural Bond Orbital Interpretation of the
Conformational Behavior of 1,3-Dioxanyl, 1,3-Dithianyl, and 1,3-Diselenanyl Carbanions. Phosphorus,
Sulfur and Silicon and the Related Elements, 2012, 187, 1528-1536.

0.8 1

34480 Role of different molecular fragments in formation of the supramolecular architecture of the
crystal of 1,1-dioxo-tetrahydro-1Î»6-thiopyran-3-one. CrystEngComm, 2012, 14, 8698. 1.3 14

34481 Highly selective mercury(ii) cations detection in mixedâ€“aqueous media by a ferrocene-based
fluorescent receptor. Dalton Transactions, 2012, 41, 4437. 1.6 27

34482 Dynamical (e,2e) studies of tetrahydrofurfuryl alcohol. Journal of Chemical Physics, 2012, 136, 244301. 1.2 30

34483
An unusual 3D metalâ€“organic framework, {[Ag4(Î¼4-pzdc)2(Î¼-en)2]Â·H2O}n: Câ€“Hâ‹¯Ag, Nâ€“Hâ‹¯Ag and (Oâ€“H)â‹¯Ag
interactions and an unprecedented coordination mode for pyrazine-2,3-dicarboxylate. CrystEngComm,
2012, 14, 2817.

1.3 36

34484 Forming trifluoromethylmetallates: competition between decarboxylation and Câ€“F bond activation of
group 11 trifluoroacetate complexes, [CF3CO2ML]âˆ’. Dalton Transactions, 2012, 41, 3395. 1.6 49

34485 Synthetic Approaches to (smif)<sub>2</sub>Ti (smif = 1,3-di-(2-pyridyl)-2-azaallyl) Reveal Redox
Non-Innocence and Câ€“C Bond-Formation. Inorganic Chemistry, 2012, 51, 8177-8186. 1.9 36

34486
Density Functional Theory Investigations on the Structure and Dissolution Mechanisms for
Cellobiose and Xylan in an Ionic Liquid: Gas Phase and Cluster Calculations. Journal of Physical
Chemistry B, 2012, 116, 833-840.

1.2 74

34487 Decarbonylation of Aliphatic Aldehydes by a Tp<sup>Me2</sup>Ir(III) Metallacyclopentadiene.
Organometallics, 2012, 31, 716-721. 1.1 31

34488 The Nature of Transannular Interactions in E4N4 and E82+ (E = S, Se). Journal of Chemical Theory and
Computation, 2012, 8, 4249-4258. 2.3 13

34489
Selective Recognition of Cyanide Anion via Formation of Multipoint NH and Phenyl CH Hydrogen
Bonding with Acyclic Ruthenium Bipyridine Imidazole Receptors in Water. Inorganic Chemistry, 2012,
51, 7174-7184.

1.9 86

34490 UV-Laser Photochemistry of Isoxazole Isolated in a Low-Temperature Matrix. Journal of Organic
Chemistry, 2012, 77, 8723-8732. 1.7 40

34491 Metal-assisted Lossen Rearrangement. Journal of Organic Chemistry, 2012, 77, 2829-2836. 1.7 33

34492
Structures, Physicochemical Properties, and Reactivities of Cobalt(II) Complexes Supported by a
Homoscorpionate (Tris(pyrazolyl)borate) Ligand Tp<sup>Ph,Me</sup>. Organometallics, 2012, 31,
372-380.

1.1 16

34493 Bimetallic Ruthenium PNP Pincer Complex As a Platform to Model Proposed Intermediates in
Dinitrogen Reduction to Ammonia. Inorganic Chemistry, 2012, 51, 9730-9739. 1.9 34

34494 One-Pot Five-Component Synthesis of Spirocyclopenta[b]chromene Derivatives and Their
Acid-Catalyzed Rearrangement. Journal of Organic Chemistry, 2012, 77, 9018-9028. 1.7 35

34495
Complete basis set, hybrid-density functional theory study, and natural bond orbital interpretations
of the conformational behavior of halocarbonyl, thiocarbonyl, and selenocarbonyl isocyanates.
Canadian Journal of Chemistry, 2012, 90, 333-343.

0.6 1



1898

Citation Report

# Article IF Citations

34496
Hybrid-Density Functional Theory, MO Study, and NBO Interpretation of Conformational Behaviors of
2-Halo-1,3-Dioxanes and Their Dithiane and Diselenane Analogs. Phosphorus, Sulfur and Silicon and the
Related Elements, 2012, 187, 305-320.

0.8 4

34497 The Silicaâ€“Water Interface: How the Silanols Determine the Surface Acidity and Modulate the Water
Properties. Journal of Chemical Theory and Computation, 2012, 8, 1037-1047. 2.3 352

34498
Radical ions with nearly degenerate ground state: Correlation between the rate of spin-lattice
relaxation and the structure of adiabatic potential energy surface. Journal of Chemical Physics, 2012,
137, 104305.

1.2 9

34499 A new series of isoreticular copper-based metalâ€“organic frameworks containing non-linear linkers
with different group 14 central atoms. Journal of Materials Chemistry, 2012, 22, 10294. 6.7 9

34500 Theoretical Prediction of Icosahedral U@C<sub>20</sub> and Analogous Systems with High
HOMOâ€“LUMO Gap. Journal of Physical Chemistry C, 2012, 116, 16716-16725. 1.5 30

34501 A Theoretical Study of an Unusual Y-Shaped Three-Coordinate Pt Complex: Pt(0) Ïƒ-Disilane Complex or
Pt(II) Disilyl Complex?. Journal of the American Chemical Society, 2012, 134, 11749-11759. 6.6 36

34502 Aminoâ€“Imino Adenine Tautomerism Induced by the Cooperative Effect between Metal Ion and
H<sub>2</sub>O/NH<sub>3</sub>. Journal of Physical Chemistry B, 2012, 116, 13624-13636. 1.2 16

34503 Spiroligozymes for Transesterifications: Design and Relationship of Structure to Activity. Journal of
the American Chemical Society, 2012, 134, 18345-18353. 6.6 41

34504 Causation in a Cascade: The Origins of Selectivities in Intramolecular Nitrone Cycloadditions. Journal
of the American Chemical Society, 2012, 134, 12010-12015. 6.6 19

34505
Ligand Effects on Rates and Regioselectivities of Rh(I)-Catalyzed (5 + 2) Cycloadditions: A
Computational Study of Cyclooctadiene and Dinaphthocyclooctatetraene as Ligands. Journal of the
American Chemical Society, 2012, 134, 11012-11025.

6.6 110

34506 A nickel containing polyoxometalate water oxidation catalyst. Dalton Transactions, 2012, 41, 13043. 1.6 111

34507 Dimer self-association via hydrogen bonding: Measurement and comparison of binding constants with
2-amidopyrimidine derivatives. Chemical Physics Letters, 2012, 547, 24-29. 1.2 4

34508 Role of Environment for Catalysis of the DNA Repair Enzyme MutY. Journal of the American Chemical
Society, 2012, 134, 8608-8616. 6.6 27

34509 A multiconfigurational hybrid density-functional theory. Journal of Chemical Physics, 2012, 137,
044104. 1.2 77

34510 Density functional theory with fractional orbital occupations. Journal of Chemical Physics, 2012, 136,
154104. 1.2 127

34511 Methyl orbital signatures in 2-amino-1-propanol. Chinese Physics B, 2012, 21, 073103. 0.7 0

34512
Probing the structures and chemical bonding of boron-boronyl clusters using photoelectron
spectroscopy and computational chemistry: B4(BO)<i>n</i>âˆ’ (<i>n</i> = 1â€“3). Journal of Chemical
Physics, 2012, 137, 044307.

1.2 26

34513 Nucleophilic Degradation of Fenitrothion Insecticide and Performance of Nucleophiles: A
Computational Study. Journal of Physical Chemistry A, 2012, 116, 2536-2546. 1.1 23



1899

Citation Report

# Article IF Citations

34514 Correction to DFT interaction energies by an empirical dispersion term valid for a range of
intermolecular distances. Physical Chemistry Chemical Physics, 2012, 14, 3414. 1.3 10

34515
COMPUTATIONAL STUDY OF BRIDGE-MEDIATED INTERVALENCE ELECTRON TRANSFER II: COUPLINGS IN
DIFFERENT METALLOCENE COMPLEXES. Journal of Theoretical and Computational Chemistry, 2012, 11,
1341-1356.

1.8 2

34516 Catalytic Mechanism of Porphobilinogen Synthase: The Chemical Step Revisited by QM/MM
Calculations. Journal of Physical Chemistry B, 2012, 116, 12105-12112. 1.2 6

34518 Proposal for halogen atom transfer mechanism for Ullmann O-arylation of phenols with aryl halides.
Dalton Transactions, 2012, 41, 13832. 1.6 32

34519 A Computational Study on Choline Benzoate and Choline Salicylate Ionic Liquids in the Pure State and
After CO<sub>2</sub> Adsorption. Journal of Physical Chemistry B, 2012, 116, 9171-9185. 1.2 55

34520 On the ideality of binary mixtures of ionic liquids. Physical Chemistry Chemical Physics, 2012, 14, 13204. 1.3 90

34521
Proton transfer and polarity changes in ionic liquidâ€“water mixtures: a perspective on hydrogen
bonds from ab initio molecular dynamics at the example of 1-ethyl-3-methylimidazolium acetateâ€“water
mixturesâ€”Part 1. Physical Chemistry Chemical Physics, 2012, 14, 5030.

1.3 144

34522 Kinetics and mechanism of the reactions of Au(iii) complexes with some biologically relevant
molecules. Dalton Transactions, 2012, 41, 3633. 1.6 35

34523 The high yield synthesis and characterization of gold nanoparticles with superior stability and their
catalytic activity. CrystEngComm, 2012, 14, 7600. 1.3 43

34524 2-Pyridone and Derivatives: Gas-Phase Acidity, Proton Affinity, Tautomer Preference, and Leaving Group
Ability. Journal of Organic Chemistry, 2012, 77, 1623-1631. 1.7 35

34525 Photoactivated linkage isomerism in single crystals of nickel, palladium and platinum di-nitro
complexes â€“ a photocrystallographic investigation. Dalton Transactions, 2012, 41, 13173. 1.6 35

34526 First-Principles Calculation of the Intrinsic Aqueous Solubility of Crystalline Druglike Molecules.
Journal of Chemical Theory and Computation, 2012, 8, 3322-3337. 2.3 84

34527 Formation of a long-lived electron-transfer state of a naphthaleneâ€“quinolinium ion dyad and the
Ï€-dimer radical cation. Faraday Discussions, 2012, 155, 89-102. 1.6 58

34528 Modified reactive empirical bond-order potential for heterogeneous bonding environments. Journal
of Chemical Physics, 2012, 137, 054102. 1.2 8

34529

NMR Spectroscopic Characterization and DFT Calculations of
Zirconium(IV)-3,3â€²-Br<sub>2</sub>â€“BINOLate and Related Complexes Used in an Enantioselective
Friedelâ€“Crafts Alkylation of Indoles with Î±,Î²-Unsaturated Ketones. Journal of Organic Chemistry, 2012,
77, 10545-10556.

1.7 13

34530 Stepwise Dielsâ€“Alder: More than Just an Oddity? A Computational Mechanistic Study. Journal of
Organic Chemistry, 2012, 77, 6563-6573. 1.7 52

34531 Experimental and Theoretical Approach to Aggregation Behavior of New Di-N-Oxide Surfactants in an
Aquatic Environment. Journal of Physical Chemistry B, 2012, 116, 14324-14332. 1.2 14

34532 Extraction of Tryptophan with Ionic Liquids Studied with Molecular Dynamics Simulations. Journal of
Physical Chemistry B, 2012, 116, 296-304. 1.2 28



1900

Citation Report

# Article IF Citations

34533 The Jahn-Teller effect in the electron momentum spectroscopy of ammonia. Journal of Chemical
Physics, 2012, 137, 174305. 1.2 9

34534 Decaborane Thiols as Building Blocks for Self-Assembled Monolayers on Metal Surfaces. Inorganic
Chemistry, 2012, 51, 1685-1694. 1.9 23

34535 Platinum(II) Complexes of Cyclic Triphosphenium Ions: a 31P NMR Spectroscopic and Computational
Study. Inorganic Chemistry, 2012, 51, 9799-9808. 1.9 15

34536
Toward the Understanding of the Metabolism of Levodopa I. DFT Investigation of the Equilibrium
Geometries, Acid-Base Properties and Levodopa-Water Complexes. International Journal of Molecular
Sciences, 2012, 13, 4321-4339.

1.8 7

34537
Cu(I)/TF-BiphamPhos Catalyzed Reactions of Alkylidene Bisphosphates and Alkylidene Malonates with
Azomethine Ylides: Michael Addition versus 1,3-Dipolar Cycloaddition. Organometallics, 2012, 31,
7870-7876.

1.1 44

34539 Metastable structures and isotope exchange reactions in polyoxometalate ions provide a molecular
view of oxide dissolution. Nature Materials, 2012, 11, 223-226. 13.3 63

34540 Structural and Photophysical Studies of Phosphorescent Three-Coordinate Copper(I) Complexes
Supported by an N-Heterocyclic Carbene Ligand. Organometallics, 2012, 31, 7983-7993. 1.1 113

34541 Physical nature of interactions in charge-inverted hydrogen bonds. Chemical Physics Letters, 2012,
552, 156-161. 1.2 26

34542 Bambus[6]uril as a ditopic ion-pair molecular receptor for Cs+Iâˆ’. Monatshefte FÃ¼r Chemie, 2012, 143,
1365-1368. 0.9 5

34543

Structural and Energetic Properties of Closed Shell XF<sub><i>n</i></sub> (X = Cl, Br, and I; <i>n</i>) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 392 Td (= 1â€“7) and XO<sub><i>n</i></sub>F<sub><i>m</i></sub> (X = Cl, Br, and I; <i>n</i> = 1â€“3; <i>m</i> = 0â€“6)

Molecules and Ions Leading to Stability Predictions for Yet Unknown Compounds. Inorganic
Chemistry, 2012, 51, 10966-10982.

1.9 22

34544 Can Aromatic Ï€-Clouds Complex Divalent Germanium and Tin Compounds? A DFT Study.
Organometallics, 2012, 31, 1605-1617. 1.1 26

34545 Electron Attachment to the Guanineâ€“Cytosine Nucleic Acid Base Pair and the Effects of
Monohydration and Proton Transfer. Journal of Physical Chemistry B, 2012, 116, 5579-5587. 1.2 20

34546 Assessment of the PW86+PBE+XDM density functional on van der Waals complexes at non-equilibrium
geometries. Journal of Chemical Physics, 2012, 137, 014104. 1.2 14

34547 Reactivity of a Quinoline-Tethered N-Heterocyclic Carbene with Polynuclear Ruthenium Carbonyls.
Organometallics, 2012, 31, 8114-8120. 1.1 9

34548 Radiation-Induced Fragmentation of Diamide Extraction Agents in Ionic Liquid Diluents. Journal of
Physical Chemistry B, 2012, 116, 2234-2243. 1.2 32

34549 <i>Ab initio</i> molecular dynamics study of water at constant pressure using converged basis sets
and empirical dispersion corrections. Journal of Chemical Physics, 2012, 137, 044506. 1.2 77

34550 Excited states and electronic spectra of annulated dinuclear free-base phthalocyanines: A theoretical
study on near-infrared-absorbing dyes. Journal of Chemical Physics, 2012, 136, 114304. 1.2 9

34551
Tuning Nonlinear Optical and Optoelectronic Properties of Vinyl Coupled Triazene Chromophores: A
Density Functional Theory and Time-Dependent Density Functional Theory Investigation. Journal of
Physical Chemistry A, 2012, 116, 4667-4677.

1.1 164



1901

Citation Report

# Article IF Citations

34552 Catalyst Chelation Effects in Organocatalyzed Ring-Opening Polymerization of Lactide. ACS Macro
Letters, 2012, 1, 19-22. 2.3 64

34553 Switchable Nonlinear Optical Properties of Î·<sup>5</sup>-Monocyclopentadienylmetal Complexes: A
DFT Approach. Journal of Chemical Information and Modeling, 2012, 52, 1970-1983. 2.5 20

34554 Conformational polymorphism in bicalutamide: a quantum chemical study. Structural Chemistry, 2012,
23, 1857-1866. 1.0 10

34555 The performance of density functional based methods in the description of selected biological
systems and processes. Physical Chemistry Chemical Physics, 2012, 14, 14943. 1.3 36

34556 A VUV Photoionization and Ab Initio Determination of the Ionization Energy of a Gas-Phase Sugar
(Deoxyribose). Journal of Physical Chemistry Letters, 2012, 3, 97-101. 2.1 41

34557 The inhibition of iridium-promoted water oxidation catalysis (WOC) by cucurbit[n]urils. Dalton
Transactions, 2012, 41, 12233. 1.6 15

34558
A DFT study on photoinduced surface catalytic coupling reactions on nanostructured silver:
selective formation of azobenzene derivatives from para-substituted nitrobenzene and aniline.
Physical Chemistry Chemical Physics, 2012, 14, 12919.

1.3 126

34559
Free-energy analysis of the electron-density fluctuation in the
quantum-mechanical/molecular-mechanical simulation combined with the theory of energy
representation. Journal of Chemical Physics, 2012, 136, 044505.

1.2 8

34560
Electron Spin Density Distribution in the Special Pair Triplet of <i>Rhodobacter sphaeroides</i> R26
Revealed by Magnetic Field Dependence of the Solid-State Photo-CIDNP Effect. Journal of the American
Chemical Society, 2012, 134, 5921-5930.

6.6 46

34561 Chirality in Copper Nanoalloy Clusters. Journal of Physical Chemistry C, 2012, 116, 330-335. 1.5 23

34562 13C NMR chemical shifts of benzophenone azine as a benchmark for configurational assignment of
azines with aromatic substituents. Russian Chemical Bulletin, 2012, 61, 1117-1120. 0.4 1

34563
Ionic liquids and microwave irradiation as synergistic combination for polar Dielsâ€“Alder reactions
using properly substituted heterocycles as dienophiles. A DFT study related. Tetrahedron Letters, 2012,
53, 6508-6511.

0.7 17

34565 Structural, electronic and ferroelectric properties of croconic acid crystal: a DFT study. Physical
Chemistry Chemical Physics, 2012, 14, 14673. 1.3 39

34566 Determination of Pesticide Residue Cartap Using a Sensitive Fluorescent Probe. Journal of Integrative
Agriculture, 2012, 11, 1861-1870. 1.7 19

34567 Is it possible to derive quantitative information on polarization of electron density from the
multipolar model?. Acta Crystallographica Section A: Foundations and Advances, 2012, 68, 705-714. 0.3 7

34568 The decomposition of aromatic hydrocarbons during coal pyrolysis in hydrogen plasma: A density
functional theory study. International Journal of Hydrogen Energy, 2012, 37, 18040-18049. 3.8 28

34569 Theoretical investigation of OCNâˆ’ adsorption onto boron nitride nanotubes. Applied Surface Science,
2012, 261, 262-267. 3.1 33

34570 An Atomistic View on Human Hemoglobin Carbon Monoxide Migration Processes. Biophysical Journal,
2012, 102, 887-896. 0.2 43



1902

Citation Report

# Article IF Citations

34571 Differential Effect of Cholesterol and Its Biosynthetic Precursors on Membrane Dipole Potential.
Biophysical Journal, 2012, 102, 1561-1569. 0.2 77

34572 N-Ras Forms Dimers at POPC Membranes. Biophysical Journal, 2012, 103, 1585-1593. 0.2 133

34573 A complete characterization of the vibrational spectra of sucrose. Carbohydrate Research, 2012, 361,
212-218. 1.1 91

34574
Conformational behavior of peracetylated Î²-d-mannopyranosyl methanesulfonamide: implications for
the mechanism of sulfonamidoglycosylation of carbohydrate derivatives. Carbohydrate Research,
2012, 361, 182-188.

1.1 6

34575 Theoretical insight into the nature of the intermolecular charge-inverted hydrogen bond.
Computational and Theoretical Chemistry, 2012, 998, 39-45. 1.1 26

34576 The importance of deformation on the strength of beryllium bonds. Computational and Theoretical
Chemistry, 2012, 998, 74-79. 1.1 33

34577 Strain energy in enzymeâ€“substrate binding: An energetic insight into the flexibility versus rigidity of
enzyme active site. Computational and Theoretical Chemistry, 2012, 995, 17-23. 1.1 27

34578 Ab initio investigation of Sarin micro-hydration. Computational and Theoretical Chemistry, 2012, 995,
24-35. 1.1 13

34579 Vibrations of polythiophenes. Computational and Theoretical Chemistry, 2012, 995, 66-74. 1.1 4

34580
Exploring the effect of metal electrodes and the transport properties of 4,4â€²-Di-prop-1-ynyl-biphenyl
molecular nanowire using quantum chemical calculation and charge density study. Computational
and Theoretical Chemistry, 2012, 995, 79-91.

1.1 2

34581 Hydrogenâ€“deuterium exchange in hydride chemistry: Dihydrogen bonded complexes as key
intermediates. Computational and Theoretical Chemistry, 2012, 998, 129-140. 1.1 18

34582
Theoretical illustration on the catalytic effect of alanine methyl ester nitrate ionic liquid on the
Dielsâ€“Alder reaction between cyclopentadiene and methacrylate. Computational and Theoretical
Chemistry, 2012, 996, 21-27.

1.1 8

34583 Protective effect of rutin (vitamin p) against heme oxidation: A quantum mechanical approach.
Computational and Theoretical Chemistry, 2012, 996, 28-36. 1.1 16

34584
Which kind of binuclear sandwich-like compound is more stable in M2(Î·4âˆ’E4)2 (M=B, Al, Ga; E=XYZ=BCO,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 227 Td (BNN, CBO), the metal centered or the non-metal centered sandwich-like complex?. Computational and

Theoretical Chemistry, 2012, 996, 37-43.
1.1 1

34585 DFT analysis of a key step in the cinchona-mediated organocatalytic Michael-addition of nitromethane
to 1,3-diphenylpropenone. Computational and Theoretical Chemistry, 2012, 996, 76-81. 1.1 8

34586
A theoretical study on intramolecular anion radical [2+2] cyclobutanation of bis(enones): Dramatic
effects of the electron-deficient enone partners on the yielding of cyclobutane ring systems.
Computational and Theoretical Chemistry, 2012, 996, 110-116.

1.1 3

34587 Density functional theory studies on the mechanism of activation of methane by homonuclear
bimetallic Niâ€“Ni. Computational and Theoretical Chemistry, 2012, 996, 117-124. 1.1 6

34588 Structural determination of (Al2O3)n (n=1â€“7) clusters based on density functional calculation.
Computational and Theoretical Chemistry, 2012, 996, 125-131. 1.1 43



1903

Citation Report

# Article IF Citations

34589
A TD-DFT study on the excited-state hydrogen-bonding interactions in the
2-(2-thienyl)-3-hydroxy-4(1H)-quinolone-(H2O)3 cluster. Computational and Theoretical Chemistry, 2012,
997, 42-48.

1.1 11

34590
Towards an understanding of the absorption and emission spectra of rhenium(I) tricarbonyl
polypyridine complexes containing NO2 group: A density functional theory study. Computational and
Theoretical Chemistry, 2012, 997, 49-54.

1.1 7

34591 Formation of 5â€²,8-cyclo-2â€²-deoxyadenosine in dA::T pairs as a model of double stranded DNA: A
theoretical quantum mechanics study. Computational and Theoretical Chemistry, 2012, 997, 55-62. 1.1 2

34592 Ionic interactions: Comparative topological approach. Computational and Theoretical Chemistry, 2012,
998, 193-201. 1.1 41

34593
DFT/B3LYP study of the substituent effects on the reaction enthalpies of the antioxidant mechanisms
of Indole-3-Carbinol derivatives in the gas-phase and water. Computational and Theoretical Chemistry,
2012, 999, 34-42.

1.1 17

34594 A natural bond orbital analysis of carbanions. Computational and Theoretical Chemistry, 2012, 999,
43-47. 1.1 6

34595 Possible dimers of hypochlorous acid (HOCl) arising from hydrogen- and halogen-bond interactions.
Computational and Theoretical Chemistry, 2012, 999, 48-54. 1.1 10

34596 Density functional dependence of molecular geometries in lanthanide(III) complexes relevant to
bioanalytical and biomedical applications. Computational and Theoretical Chemistry, 2012, 999, 93-104. 1.1 54

34597
Theoretical calculations on rhodium(III)-Cp* catalyzed asymmetric transfer hydrogenation of
acetophenone using monosulfonamide ligands derived from (1R,2R)-diaminocyclohexane.
Computational and Theoretical Chemistry, 2012, 999, 105-108.

1.1 7

34598
Theoretical study of chemisorption of hydrogen atoms on the sidewalls of armchair single-walled
carbon nanotubes with Stoneâ€“Wales defect. Computational and Theoretical Chemistry, 2012, 999,
121-125.

1.1 12

34599 CASPT2 study on HAlN and HNAl radicals. Computational and Theoretical Chemistry, 2012, 999, 126-128. 1.1 0

34600 Carbonyl versus butadiene dissociation in binuclear butadiene cobalt carbonyls. Computational and
Theoretical Chemistry, 2012, 999, 129-137. 1.1 1

34601 Molecular interactions between pillar[5]arene and bis(pyridinium) derivatives. Computational and
Theoretical Chemistry, 2012, 999, 169-178. 1.1 9

34602 DFT study of and relevant to oxygen reduction with the presence of molten carbonate in solid oxide
fuel cells. Computational and Theoretical Chemistry, 2012, 999, 179-183. 1.1 17

34603 On the structures, stabilities, and potential energy surfaces of planar BnN (n=1â€“6) clusters.
Computational and Theoretical Chemistry, 2012, 999, 190-202. 1.1 1

34604 Nature of the Teâ‹¯N intramolecular interaction in organotellurium compounds. A theoretical
investigation by NBO and AIM methods. Computational and Theoretical Chemistry, 2012, 999, 215-224. 1.1 12

34605
Electrical characteristics of Au substituted 2,6-Bis-phenylethynyl-dithieno[3,2-b;2â€²,3â€²-d]thiophene
(BPDTT) molecule against external electric fields: A quantum chemical and charge density study.
Computational and Theoretical Chemistry, 2012, 1000, 10-18.

1.1 3

34606
Gas phase structural stability of neutral and zwitterionic forms of alanine in presence of (H2O)n=1â€“7
clusters: A density functional theory study. Computational and Theoretical Chemistry, 2012, 1002,
16-23.

1.1 8



1904

Citation Report

# Article IF Citations

34607 Energetic and vibrational assignment of tautomerizm of (Hydroxyphosphino)silanethione: A
theoretical study. Computational and Theoretical Chemistry, 2012, 999, 251-258. 1.1 2

34608 Studies of the formation of N-substituted pyridinium mesylates: A theoretical approach.
Computational and Theoretical Chemistry, 2012, 1000, 33-41. 1.1 9

34609 Adsorption of CO on pure and mixed clusters of tin and germanium up to five atoms: A theoretical
study. Computational and Theoretical Chemistry, 2012, 1000, 42-51. 1.1 10

34610 Insight into the nature of the interactions of pyridine, funan and thiophene with LiNH2.
Computational and Theoretical Chemistry, 2012, 1000, 52-59. 1.1 9

34611
A density functional theory study on the intramolecular proton transfer in 6-thioguanine and alkali
metal cations substituted derivatives (M-TG, M=Li+, Na+, K+). Computational and Theoretical Chemistry,
2012, 1002, 37-42.

1.1 1

34612 An extensive methodological theoretical study of the kinetics of the benzylperoxy radical
isomerization. Computational and Theoretical Chemistry, 2012, 1002, 64-70. 1.1 3

34613 Effects of Î±-mono heteroatoms (N vs. P), and Î²-conjugation on cyclic silylenes. Computational and
Theoretical Chemistry, 2012, 1001, 39-43. 1.1 16

34614 DFT study of cobalt porphyrin complex for living radical polymerization of olefins. Computational
and Theoretical Chemistry, 2012, 1001, 51-59. 1.1 13

34615 Theoretical investigations of spinâ€“orbit coupling and kinetics in reaction NO2 with CO catalyzed by
gas phase bare Ir+. Computational and Theoretical Chemistry, 2012, 1001, 15-19. 1.1 2

34616 Theoretical studies on pyrolysis mechanism of xylopyranose. Computational and Theoretical
Chemistry, 2012, 1001, 44-50. 1.1 61

34617 New structures of hydronium cation clusters. Comptes Rendus Chimie, 2012, 15, 700-707. 0.2 7

34618 A theoretical investigation on the densities and detonation properties of
polynitrotetraazabenzimidazoles. Comptes Rendus Chimie, 2012, 15, 808-814. 0.2 1

34619 Effect of coordinated ligands on antiproliferative activity and DNA cleavage property of three
mononuclear Cu(II)-terpyridine complexes. European Journal of Medicinal Chemistry, 2012, 57, 449-458. 2.6 69

34620 Design, structural and spectroscopic elucidation, and the inÂ vitro biological activities of new
diorganotin dithiocarbamates. European Journal of Medicinal Chemistry, 2012, 58, 493-503. 2.6 42

34621
DFT calculation of coreâ€“ and valenceâ€“shell electron excitation and ionization energies of
2,1,3-benzothiadiazole C6H4SN2, 1,3,2,4-benzodithiadiazine C6H4S2N2, and 1,3,5,2,4-benzotrithiadiazepine
C6H4S3N2. Journal of Electron Spectroscopy and Related Phenomena, 2012, 185, 475-485.

0.8 9

34622 Correlation structureâ€“properties of poly(3-methyl-thiophene) (P3MTh) synthesized using TiCl4 as an
oxidant. Synthetic Metals, 2012, 162, 1724-1730. 2.1 4

34623 Structureâ€“properties correlation of copolymers derived from poly(phenylene vinylene) (PPV).
Synthetic Metals, 2012, 162, 1762-1768. 2.1 9

34624 Theoretical studies on the spectroscopic properties of a series of halide Zinc (II) complexes with
pyridinylimine and pyridinylmethylamine derivatives. Synthetic Metals, 2012, 162, 2138-2148. 2.1 7



1905

Citation Report

# Article IF Citations

34625 The photovoltaic performance of new ruthenium complexes in DSSCs based on nanorod ZnO
electrode. Synthetic Metals, 2012, 162, 2125-2133. 2.1 31

34626 Chiral recognition and quantification of propranolol enantiomers by surface enhanced Raman
scattering through supramolecular interaction with Î²-cyclodextrin. Talanta, 2012, 101, 53-58. 2.9 29

34627 Unprecedented double benzylic rearrangement: regio- and stereospecific tandem 1,4-shift and Curtin
rearrangement. Tetrahedron, 2012, 68, 8276-8285. 1.0 7

34628 Dielsâ€“Alder reactions of perfluoroketene dithioacetals with electron-rich 1,3-dienes: a new access to
polysubstituted aromatic sulfides. Tetrahedron, 2012, 68, 8663-8669. 1.0 5

34629 The role of the trifluoromethyl group in reactivity and selectivity in polar cycloaddition reactions. A
DFT study. Tetrahedron, 2012, 68, 8457-8462. 1.0 20

34630 Synthesis and reactivity of enediyneâ€“nucleobase hybrids: effect of intramolecular Ï€-stacking.
Tetrahedron, 2012, 68, 8600-8611. 1.0 9

34631 Synthesis, electrochemistry, and photophysical properties of
pyrazolino[60]fullereneâ€“1,8-naphthalimide fluorescent derivatives. Tetrahedron, 2012, 68, 8924-8930. 1.0 17

34632 Synthesis and characterization of fluorene and carbazole dithienosilole derivatives for potential
applications in organic light-emitting diodes. Tetrahedron, 2012, 68, 9278-9283. 1.0 11

34633 Tertiary amine-based glutathione peroxidase mimics: some insights into the role of steric and
electronic effects on antioxidant activity. Tetrahedron, 2012, 68, 10550-10560. 1.0 33

34634 New C2-symmetry diols accumulating one stereogenic axis and two stereogenic centers. Tetrahedron,
2012, 68, 9645-9651. 1.0 7

34635 Reactivity of Î²-amino alcohols against dialkyl oxalate: synthesis and mechanism study in the formation
of substituted oxalamide and/or morpholine-2,3-dione derivatives. Tetrahedron, 2012, 68, 9583-9591. 1.0 8

34636
Conformational preference of short aromatic amino acids from the FT-IR, FT-Raman and Far-IR
spectroscopies, and quantum chemical calculations: l-phenylalanine and l-tyrosine. Tetrahedron:
Asymmetry, 2012, 23, 1084-1092.

1.8 23

34637
Synthesis and characterization of a new perylene bisimide (PBI) derivative and its application as
electron acceptor for bulk heterojunction polymer solar cells. Organic Electronics, 2012, 13,
3118-3129.

1.4 28

34638 Poly(arylenethynyl-thienoacenes) as candidates for organic semiconducting materials. A DFT insight.
Organic Electronics, 2012, 13, 3244-3253. 1.4 24

34639 B-doping makes the carbon nanocones sensitive towards NO molecules. Physics Letters, Section A:
General, Atomic and Solid State Physics, 2012, 377, 107-111. 0.9 105

34640 Determination of the absolute configuration and evaluation of the in vitro antitumor activity of
dilospirane B. Phytochemistry Letters, 2012, 5, 747-751. 0.6 6

34641 Isocyanide versus nitrile ligands and methyl versus trifluoromethyl substituents in metal carbonyl
chemistry. Polyhedron, 2012, 47, 165-172. 1.0 6

34642 Study on chrysazinâ€“aluminium(III) interaction in solution by spectroscopy and quantum chemical
calculations. Polyhedron, 2012, 48, 237-244. 1.0 8



1906

Citation Report

# Article IF Citations

34643 Bis(benzotriazol-1-yl)methane as a linker in the assembly of new copper(II) coordination polymers:
Synthesis, structure and investigations. Polyhedron, 2012, 48, 253-263. 1.0 9

34644 Binuclear allyliron carbonyls: Fragile dimers and diverse types of allyl groups. Polyhedron, 2012, 48,
131-139. 1.0 0

34645 Synthesis, molecular, spectroscopic and catalytic characterization of ruthenium(II) complexes with
pyridine-2-carboxylic acid derivatives ligands. Polyhedron, 2012, 48, 21-30. 1.0 7

34646 The impact of zinc neutralization on the structure and dynamics of precise polyethylene acrylic acid
ionomers: A solid-state 13C NMR study. Polymer, 2012, 53, 3917-3927. 1.8 22

34647 Does competitive hydrogen bonding induce self-assembly of A-b-B/C blend?. Polymer, 2012, 53, 4718-4726. 1.8 8

34648 Controlling band gap and hole mobility of photovoltaic donor polymers with terpolymer system.
Polymer, 2012, 53, 5275-5284. 1.8 16

34649
Structural, vibrational and DSC investigations of the bis-4-benzyl piperidinium tetraoxoselenate
monohydrate crystal. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012,
98, 222-228.

2.0 11

34650 Dye-sensitized solar cells and complexes between pyridines and iodines. A NMR, IR and DFT study.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 247-251. 2.0 11

34651
A theoretical DFT study on the structural parameters and azideâ€“tetrazole equilibrium in substituted
azidothiazole systems. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012,
99, 316-328.

2.0 10

34652 Quantum chemical and experimental studies on polymorphism of antiviral drug Lamivudine.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 265-270. 2.0 11

34653
Experimental (FT-IR and FT-RS) and theoretical (QC-DFT) studies of vibrational modes and molecular
structure of new low-temperature phases of [Ru(NH3)6](BF4)3 and [Ru(NH3)6](ClO4)3. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 132-141.

2.0 4

34654 Dinuclear triple-stranded complexes of ReV with bis(benzene-o-dithiolato) ligands. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 62-69. 2.0 1

34655
Quantum chemical studies and vibrational analysis of 4-acetyl benzonitrile, 4-formyl benzonitrile and
4-hydroxy benzonitrile â€“ A comparative study. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 98, 156-169.

2.0 16

34656 Intermolecular charge transfer and vibrational analysis of hydrogen bonding in acetazolamide.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 99, 150-159. 2.0 9

34657
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

34658 Study of the solvent effects on the molecular structure and CO stretching vibrations of
flurbiprofen. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 122-131. 2.0 15

34659
Vibrational spectral investigation and Natural Bond Orbital analysis of anti-rheumatoid drug Ethyl
4-nitrophenylacetate â€“ DFT approach. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 98, 413-422.

2.0 5

34660 Density functional study of stereo-chemistry and chiroptics of helical alkynyl cyclophanes with
binaphthyls. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 98, 444-452. 2.0 4



1907

Citation Report

# Article IF Citations

34661
Crystal structure and theoretical studies of the keto-enol isomerism of
N,Nâ€²-bis(salicylidene)-o-phenylenediamine (salophen). Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 99, 110-115.

2.0 44

34662
Molecular structure, vibrational, UV, NMR, hyperpolarizability, NBO and HOMOâ€“LUMO analysis of
Pteridine2,4-dione. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 99,
292-302.

2.0 11

34663
Interaction of alkali, alkaline earth and transition metal ions with a ketocyanine dye: A comparative
electronic spectroscopic study. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 99, 37-45.

2.0 8

34664
Molecular geometry, vibrational spectra, atomic charges, frontier molecular orbital and Fukui
function analysis of antiviral drug zidovudine. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 99, 189-195.

2.0 10

34665
Effect of deuteration on hydrogen bonding: A comparative concentration dependent Raman and DFT
study of pyridine in CH3OH and CD3OD and pyrimidine in H2O and D2O. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 99, 136-143.

2.0 11

34666 Validation and prediction of solubility parameters of ionic liquids for CO2 capture. Separation and
Purification Technology, 2012, 97, 51-64. 3.9 56

34667 Synthesis and properties of trifluoromethoxyl fluoroformyl anhydride, CF3OC(O)OC(O)F. Journal of
Fluorine Chemistry, 2012, 141, 16-20. 0.9 1

34668 Hydrogen bonding interactions in two isomers of fluorobenzoylthioureas and their absorption
spectra. Journal of Fluorine Chemistry, 2012, 144, 38-44. 0.9 3

34669 Transport of the anti-diabetic VO2+ complexes formed by pyrone derivatives in the blood serum.
Journal of Inorganic Biochemistry, 2012, 115, 87-99. 1.5 65

34670
Platinum(II) complexes containing long-chain hydrophobic N-alkyl-diamine ligands: Synthesis,
characterization, molecular modeling, and cytotoxic activity. Journal of Inorganic Biochemistry, 2012,
115, 13-19.

1.5 9

34671 Nuclear targeting terpyridine iron(II) complexes for cellular imaging and remarkable
photocytotoxicity. Journal of Inorganic Biochemistry, 2012, 116, 77-87. 1.5 34

34672 Catalases versus peroxidases: DFT investigation of H2O2 oxidation in models systems and implications
for heme protein engineering. Journal of Inorganic Biochemistry, 2012, 117, 292-297. 1.5 43

34673 Preparation of new half sandwich ruthenium arene complexes with aminophosphines as potential
chemotherapeutics. Journal of Inorganic Biochemistry, 2012, 117, 171-188. 1.5 35

34674 Pro-oxidant activity of aluminum: Promoting the Fenton reaction by reducing Fe(III) to Fe(II). Journal
of Inorganic Biochemistry, 2012, 117, 118-123. 1.5 106

34675 Computational insights on the possibility of tri-coordinated cisplatinated adducts with protein
models. Journal of Inorganic Biochemistry, 2012, 117, 230-236. 1.5 4

34676 Preferential heterochiral cyclic trimerization of 5-(aminoethyl)-2-furancarboxylic acid (AEFC) driven
by non-covalent interactions. Journal of Molecular Graphics and Modelling, 2012, 38, 13-25. 1.3 2

34677
Toward panchromatic organic functional molecules: Density functional theory study on the nature
of the broad UVâ€“Visâ€“NIR spectra of substituted tetra(azulene)porphyrins. Journal of Molecular
Graphics and Modelling, 2012, 38, 304-313.

1.3 4

34678 A DFT study on the interaction between adsorbed silver on C60 and disulfide bond. Journal of
Molecular Graphics and Modelling, 2012, 38, 354-359. 1.3 3



1908

Citation Report

# Article IF Citations

34679 In silico studies toward the recognition of fluoride ion by substituted borazines. Journal of
Molecular Graphics and Modelling, 2012, 38, 363-368. 1.3 1

34680 Solvent effect on halogen bonding: The case of the Iâ‹¯O interaction. Journal of Molecular Graphics and
Modelling, 2012, 38, 31-39. 1.3 30

34681 Terminal versus bridging methylborole ligands and agostic hydrogen atoms in binuclear cobalt
carbonyl derivatives. Journal of Organometallic Chemistry, 2012, 721-722, 104-112. 0.8 5

34682 Syntheses, structures and redox properties of tris(pyrazolyl)borate-capped ruthenium vinyl
complexes. Journal of Organometallic Chemistry, 2012, 721-722, 173-185. 0.8 4

34683 Electronic structure and magnetic properties of FeWO4 nanocrystals synthesized by the
microwave-hydrothermal method. Materials Characterization, 2012, 73, 124-129. 1.9 26

34684 Theoretical characterization of a class of orange dopants for white-light-emitting single polymers.
Materials Chemistry and Physics, 2012, 135, 965-972. 2.0 0

34685 Correlation between the molecular structure and the inhibiting effect of some benzimidazole
derivatives. Materials Chemistry and Physics, 2012, 136, 59-65. 2.0 54

34686 Atomistic simulation and ab initio study of the defect structure of spinel-related
Li0.5âˆ’0.5xMgxFe2.5âˆ’0.5xO4. Materials Research Bulletin, 2012, 47, 3995-4000. 2.7 7

34687 Facilitated olefin transport through room temperature ionic liquids for separation of olefin/paraffin
mixtures. Journal of Membrane Science, 2012, 423-424, 159-164. 4.1 29

34688 Ethylene polymerization catalyzed by a cyclophane-diimine-based Ni(II) complex, a quantum/molecular
mechanic study. Journal of Molecular Catalysis A, 2012, 363-364, 1-9. 4.8 11

34689 An ONIOM investigation of reaction mechanisms of propylene glycol dehydration over H-ZSM-5 and
H-MOR catalysts. Journal of Molecular Catalysis A, 2012, 363-364, 171-177. 4.8 5

34690
Desulfurization of model FCC feedstocks by alkylation: Transformation of thiophenic compounds in
presence of 2-methyl-1-pentene over acidic zeolites. Journal of Molecular Catalysis A, 2012, 363-364,
273-282.

4.8 9

34691 Lewis and BrÃ¶nsted acidic sites in M4+-doped zeolites (M=Ti, Zr, Ge, Sn, Pb) as well as interactions with
probe molecules: A DFT study. Journal of Molecular Catalysis A, 2012, 363-364, 371-379. 4.8 62

34692 Structure of 1:1 complex of 1-naphthylmethyl ester of monensin A with sodium perchlorate studied by
X-ray, FT-IR and ab initio methods. Journal of Molecular Structure, 2012, 1030, 131-137. 1.8 8

34693 Centrosymmetric dimer of quinuclidine betaine and squaric acid complex. Journal of Molecular
Structure, 2012, 1030, 184-190. 1.8 17

34694 Ordering the amorphous â€“ Structures in PBD LED materials. Journal of Molecular Structure, 2012,
1030, 209-215. 1.8 5

34695 Structure of 5-benzoyl-4-phenyl-2-chloropyrimidine studied by X-ray diffraction, DFT calculations,
NMR and FT-IR spectra. Journal of Molecular Structure, 2012, 1030, 1-9. 1.8 4

34696 PEDOTsâ€“PCnBMs polymerâ€“fullerene BHJ solar cells: Quantum mechanical calculations of
photovoltaic and photophysical properties. Nano Energy, 2012, 1, 608-623. 8.2 7



1909

Citation Report

# Article IF Citations

34697
Studies of synthesis, structural features of Cu(<scp>i</scp>) thiophene-2-thiocarboxylates and
unprecedented desulfurization of Cu(<scp>ii</scp>) thiocarboxylate complexes. Dalton Transactions,
2012, 41, 424-431.

1.6 29

34698 Docking and DFT Studies to explore the Topoisomerase II ATP Pocket employing 3-Substituted
2,6-Piperazindiones for drug design. Molecular Simulation, 2012, 38, 1072-1084. 0.9 13

34699
Experimental and Theoretical Study on the One- and Two-Photon Absorption Properties of Novel
Organic Molecules Based on Phenylacetylene and Azoaromatic Moieties. Journal of Physical Chemistry
B, 2012, 116, 14677-14688.

1.2 27

34700 Computational Study on a HSâ€“ Sensing Reaction Utilizing a Pyrylium Derivative. Journal of Physical
Chemistry A, 2012, 116, 5420-5427. 1.1 8

34701 Theoretical prediction on the structures and stability of the noble-gas containing anions FNgCCâˆ’
(Ng=He, Ar, Kr, and Xe). Journal of Chemical Physics, 2012, 137, 194303. 1.2 15

34702
The Role of Silanols in the Interactions between Methyl <i>tert</i>-Butyl Ether and High-Silica
Faujasite Y: An Infrared Spectroscopy and Computational Model Study. Journal of Physical Chemistry
C, 2012, 116, 6943-6952.

1.5 26

34703 Modular electron donor group tuning of frontier energy levels in diarylaminofluorenone pushâ€“pull
molecules. Physical Chemistry Chemical Physics, 2012, 14, 11961. 1.3 26

34704 Temperature and solvent structure dependence of VO2+ complexes of pyridine-N-oxide derivatives and
their interaction with human serum transferrin. Dalton Transactions, 2012, 41, 7304. 1.6 56

34705 Photoactivatable Organometallic Pyridyl Ruthenium(II) Arene Complexes. Organometallics, 2012, 31,
3466-3479. 1.1 135

34706 Salts of 1-(chloromethyl)-1,1-dimethylhydrazine and ionic liquids. RSC Advances, 2012, 2, 3691. 1.7 18

34707 Why the Mechanisms of Digermyne and Distannyne Reactions with H<sub>2</sub> Differ So Greatly.
Journal of the American Chemical Society, 2012, 134, 8856-8868. 6.6 59

34708 Investigation of polarization effects in the gramicidin A channel from <i>ab initio</i> molecular
dynamics simulations. Journal of Chemical Physics, 2012, 137, 205106. 1.2 8

34709 Oxide/water interfaces: how the surface chemistry modifies interfacial water properties. Journal of
Physics Condensed Matter, 2012, 24, 124106. 0.7 107

34710 Reactivity for boryl(phosphino)carbenyl carbene analogues with group 14 elements (C, Si, Ge, Sb, and) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 222 Td (Pb) as a heteroatom: a theoretical study. Dalton Transactions, 2012, 41, 3253.1.6 9

34711
Primary amino-functionalized N-heterocyclic carbene ligands as support for Au(i)â‹¯Au(i) interactions:
structural, electrochemical, spectroscopic and computational studies of the dinuclear
[Au2(NH2(CH2)2imMe)2][NO3]2. Dalton Transactions, 2012, 41, 2445.

1.6 14

34712 Potential Energy Surface and Matrix Isolation FT-IR Study of Isoleucine. Journal of Physical Chemistry
A, 2012, 116, 3247-3258. 1.1 20

34713 Investigation of Solvent Effects on the Rate and Stereoselectivity of the Henry Reaction. Organic
Letters, 2012, 14, 260-263. 2.4 14

34714
Unraveling the Reaction Mechanism for Nickel-Catalyzed Oxidative Dehydrogenation of Ethane by DFT:
The Câ€“H Bond Activation Step and Its Following Pathways. Journal of Physical Chemistry C, 2012, 116,
3503-3516.

1.5 26



1910

Citation Report

# Article IF Citations

34715 Effects of Ethynyl Substitution on Cyclobutadiene. Journal of Physical Chemistry A, 2012, 116, 483-490. 1.1 10

34716 Density Functional Theory Studies on the Oxidation of 5â€²-dGMP and 5â€²-dAMP by a Platinum(IV) Complex.
Inorganic Chemistry, 2012, 51, 8002-8013. 1.9 10

34717 Hydration structures of U(III) and U(IV) ions from <i>ab initio</i> molecular dynamics simulations.
Journal of Chemical Physics, 2012, 137, 074502. 1.2 15

34718 Speciation of La(III) Chloride Complexes in Water and Acetonitrile: A Density Functional Study.
Inorganic Chemistry, 2012, 51, 13396-13407. 1.9 11

34719
Structure and Dynamics of Liquid Water from ab Initio Molecular Dynamicsâ€”Comparison of BLYP, PBE,
and revPBE Density Functionals with and without van der Waals Corrections. Journal of Chemical
Theory and Computation, 2012, 8, 3902-3910.

2.3 247

34720
Formation and Structure of a Platinum(II) Complex Containing Two<i>trans</i>Nonstabilized
Phosphorus Ylide Ligands: Evidence for Reversible Ylide Dissociation. Organometallics, 2012, 31,
3081-3086.

1.1 4

34721

Facile Metalation of Hbzq by
[<i>cis</i>-Pt(C<sub>6</sub>F<sub>5</sub>)<sub>2</sub>(thf)<sub>2</sub>]: A Route to a
Pentafluorophenyl Benzoquinolate Solvate Complex That Easily Coordinates Terminal Alkynes.
Spectroscopic and Optical Properties. Inorganic Chemistry, 2012, 51, 11665-11679.

1.9 60

34722 Mild and Efficient Nickel-Catalyzed Heck Reactions with Electron-Rich Olefins. Journal of the
American Chemical Society, 2012, 134, 443-452. 6.6 138

34723 Understanding Ion Sensing in Zn(II) Porphyrins: Spectroscopic and Computational Studies of
Nitrite/Nitrate Binding. Inorganic Chemistry, 2012, 51, 4756-4762. 1.9 10

34724 Modelling the site of bromide binding in vanadate-dependent bromoperoxidases. Dalton Transactions,
2012, 41, 5225. 1.6 26

34725 Matrix Infrared Spectroscopic and Theoretical of the Difluoroamino Metal Fluoride Molecules:
F2NMF (M = Cu, Ag, Au). Inorganic Chemistry, 2012, 51, 667-673. 1.9 11

34726 Superatomic orbitals in sixteen-coordinate M@Li16 bonded by metallic bonds. Nanoscale, 2012, 4, 2567. 2.8 12

34727 Topological features and electronic structure of 4-chloro-1H-pyrrolo[2,3-b]pyridine: experimental
charge density analysis and DFT studies. CrystEngComm, 2012, 14, 993-1000. 1.3 9

34728 Optimized Structure and Vibrational Properties by Error Affected Potential Energy Surfaces. Journal
of Chemical Theory and Computation, 2012, 8, 4204-4215. 2.3 22

34729 Efficient Near-Infrared-Emitting Cationic Iridium Complexes as Dopants for OLEDs with Small
Efficiency Roll-off. Journal of Physical Chemistry C, 2012, 116, 11658-11664. 1.5 89

34730 Theoretical study of highly doped heterofullerenes evolved from the smallest fullerene cage.
Structural Chemistry, 2012, 23, 1503-1508. 1.0 7

34731 Potential Energy Surfaces for Rearrangements of Berson Trimethylenemethanes. Journal of Physical
Chemistry A, 2012, 116, 2309-2321. 1.1 15

34732 DFT study of ionic peapod structures from single-walled carbon nanotubes and Lindqvist tungstates.
Dalton Transactions, 2012, 41, 2798. 1.6 11



1911

Citation Report

# Article IF Citations

34733
Neutral Metal Atoms Acting as a Leaving Group in Gas-Phase S<sub>N</sub>2 Reactions:
M(CH<sub>3</sub>)<sup>+</sup> + NH<sub>3</sub> â†’ CH<sub>3</sub>NH<sub>3</sub><sup>+</sup> + M
(M = Zn, Cd, Hg). Organometallics, 2012, 31, 3816-3824.

1.1 32

34734
Density Functional Theoretical Investigation of Remarkably High Selectivity of the Cs<sup>+</sup> Ion
over the Na<sup>+</sup> Ion toward Macrocyclic Hybrid Calix-Bis-Crown Ether. Journal of Physical
Chemistry A, 2012, 116, 8615-8623.

1.1 40

34735 The prevalence of isocloso deltahedra in low-energy hypoelectronic metalladicarbaboranes with a
single metal vertex: manganese and rhenium derivatives. Dalton Transactions, 2012, 41, 7073. 1.6 13

34736 Current modulation by voltage control of the quantum phase in crossed graphene nanoribbons.
Physical Review B, 2012, 86, . 1.1 16

34737
Mechanisms of Organocatalytic Amidation and Trans-Esterification of Aromatic Esters As a Model for
the Depolymerization of Poly(ethylene) Terephthalate. Journal of Physical Chemistry A, 2012, 116,
12389-12398.

1.1 73

34738
A FIRST PRINCIPLE ANALYSIS ON THE STRUCTURAL AND PHOTO-INDUCED CHARGE TRANSFER IN RUTHENIUM
COMPLEXES OF HEXAAZATRIPHENYLENE. Journal of Theoretical and Computational Chemistry, 2012, 11,
895-905.

1.8 5

34739 A â€œhiddenâ€• role of amino and imino groups is unveiled during the micro-solvation study of three
biomolecule groups in water. New Journal of Chemistry, 2012, 36, 1866. 1.4 6

34740 Adsorption and electron injection of the N3 metalâ€“organic dye on the TiO2 rutile (110) surface.
Physical Chemistry Chemical Physics, 2012, 14, 16668. 1.3 28

34741 Ultrafast Infrared and UVâ€“Vis Studies of the Photochemistry of Methoxycarbonylphenyl Azides in
Solution. Journal of Physical Chemistry A, 2012, 116, 5325-5336. 1.1 27

34742 Theoretical study of the Si5âˆ’n(BH)n2âˆ’ and Na(Si5âˆ’n(BH)n)âˆ’ (n = 0â€“5) systems. Physical Chemistry
Chemical Physics, 2012, 14, 16326. 1.3 8

34743
Rational design of ferromagnetic coupled diphenoxocarboxylate triply bridged dinuclear nickel(ii)
complexes: orbital countercomplementarity of the bridging ligands. Dalton Transactions, 2012, 41,
14265.

1.6 26

34744 Mercury(II) Complexes of the Carba-closo-dodecaboranyl Ligands [closo-1-CB11X11]2â€“ (X = H, F, Cl, Br, I).
Organometallics, 2012, 31, 1566-1577. 1.1 22

34745 Thieno Analogues of RNA Nucleosides: A Detailed Theoretical Study. Journal of Physical Chemistry B,
2012, 116, 7618-7626. 1.2 39

34746 Theoretical investigation of hydrogen adsorption in all-metal aromatic clusters. RSC Advances, 2012,
2, 2914. 1.7 44

34747 2,6-Diazasemibullvalenes: Synthesis, Structural Characterization, Reaction Chemistry, and Theoretical
Analysis. Journal of the American Chemical Society, 2012, 134, 11964-11967. 6.6 43

34748 Gold-Containing Indoles as Anticancer Agents That Potentiate the Cytotoxic Effects of Ionizing
Radiation. Journal of Medicinal Chemistry, 2012, 55, 2437-2451. 2.9 41

34750 Synchronized Aromaticity as an Enthalpic Driving Force for the Aromatic Cope Rearrangement.
Journal of the American Chemical Society, 2012, 134, 16139-16142. 6.6 27

34751
Aromaticity, Optical Properties and Zero Field Splitting of Homo- and Hetero-bimetallic
(C<sub>8</sub>H<sub>8</sub>)M(Î¼<sub>2</sub>â€“,Î·<sup>8</sup>â••C<sub>8</sub>H<sub>8</sub>)M(C<sub>8</sub>H<sub>8</sub>)
where M = Ti, Zr, Th Complexes. Journal of Physical Chemistry A, 2012, 116, 7584-7592.

1.1 3



1912

Citation Report

# Article IF Citations

34752
A Thorough DFT Study of the Mechanism of Homodimerization of Terminal Olefins through
Metathesis with a Chelated Ruthenium Catalyst: From Initiation to <i>Z</i> Selectivity to
Regeneration. Organometallics, 2012, 31, 7222-7234.

1.1 58

34753 On the Interaction of Aliphatic Amines and Ammonium Ions with Carboxylic Acids in Solution and in
Receptor Pockets. Journal of Physical Chemistry B, 2012, 116, 5425-5436. 1.2 29

34754 Symmetric Halogen Bonding Is Preferred in Solution. Journal of the American Chemical Society, 2012,
134, 5706-5715. 6.6 159

34755 Isolation and Characterization of a Class II Mixed-Valence Chromium(I)/(II) Self-Activating Ethylene
Trimerization Catalyst. Organometallics, 2012, 31, 486-494. 1.1 25

34756 Reactions of Amine and Peroxynitrite: Evidence for Hydroxylation as Predominant Reaction and New
Insight into the Modulation of CO<sub>2</sub>. Journal of Physical Chemistry A, 2012, 116, 8058-8066. 1.1 1

34757 Experimental and theoretical study of the [3 + 2] cycloaddition of carbonyl ylides with alkynes.
Organic and Biomolecular Chemistry, 2012, 10, 8434. 1.5 12

34758 Dual-channel fluorescence â€œturn onâ€• probe for Cu2+. Sensors and Actuators B: Chemical, 2012, 173,
811-816. 4.0 36

34759 Conformation Restriction of Nonplanar Di-2-pyrimidyl Sulfide with Intramolecular NÂ·Â·Â·C Interaction
and Its Supramolecular Silver(I) Complexes. Crystal Growth and Design, 2012, 12, 376-386. 1.4 26

34760 Ab Initio Parametrized Force Field for the Flexible Metalâ€“Organic Framework MIL-53(Al). Journal of
Chemical Theory and Computation, 2012, 8, 3217-3231. 2.3 69

34761 Experimental and Theoretical Enthalpies of Formation of Glycine-Based Sulfate/Bisulfate Amino Acid
Ionic Liquids. Journal of Physical Chemistry B, 2012, 116, 113-119. 1.2 29

34762 Spin-adapted density matrix renormalization group algorithms for quantum chemistry. Journal of
Chemical Physics, 2012, 136, 124121. 1.2 229

34763 Hypoelectronic Dirhenaboranes Having Eight to Twelve Vertices: Internal Versus Surface
Rheniumâ€“Rhenium Bonding. Inorganic Chemistry, 2012, 51, 7609-7616. 1.9 27

34764
Predictions of Gibbs Free Energies for the Adsorption of Polyaromatic and Nitroaromatic
Environmental Contaminants on Carbonaceous Materials: Efficient Computational Approach.
Langmuir, 2012, 28, 13307-13317.

1.6 20

34765 Theoretical Determination of One-Electron Oxidation Potentials for Nucleic Acid Bases. Journal of
Chemical Theory and Computation, 2012, 8, 5107-5123. 2.3 72

34766 The linear response kernel of conceptual DFT as a measure of aromaticity. Physical Chemistry Chemical
Physics, 2012, 14, 3960. 1.3 51

34767 Electronic Coupling in a Bis-Cyclometalated Ruthenium Complex Bridged by
3,3â€²,5,5â€²-Tetrakis(1<i>H</i>-1,2,3-triazol-4-yl)biphenyl. Organometallics, 2012, 31, 1035-1041. 1.1 35

34768 Can anion interaction accelerate transformation of cytosine tautomers? Detailed view form QTAIM
analysis. Structural Chemistry, 2012, 23, 1843-1855. 1.0 2

34769 Substituent Effect on the Structure and Biological Property of99mTc-Labeled Diphosphonates:
Theoretical Studies. Bulletin of the Korean Chemical Society, 2012, 33, 4084-4092. 1.0 4



1913

Citation Report

# Article IF Citations

34770 The surface-enhanced Raman spectra of aflatoxins: spectral analysis, density functional theory
calculation, detection and differentiation. Analyst, The, 2012, 137, 4226. 1.7 98

34771 Thermal Fluctuations and Infrared Spectra of the Formamideâ€“Formamidine Complex. Journal of
Physical Chemistry A, 2012, 116, 10412-10419. 1.1 4

34772 The chiral structure of 1H-indazoles in the solid state: a crystallographic, vibrational circular
dichroism and computational study. New Journal of Chemistry, 2012, 36, 749. 1.4 32

34773
Dâ€“Dâˆ’Ï€â€“A-Type Organic Dyes for Dye-Sensitized Solar Cells with a Potential for Direct Electron
Injection and a High Extinction Coefficient: Synthesis, Characterization, and Theoretical Investigation.
Journal of Physical Chemistry C, 2012, 116, 25653-25663.

1.5 153

34774 Computational Studies of the Metal-Binding Site of the Wild-Type and the H46R Mutant of the Copper,
Zinc Superoxide Dismutase. Inorganic Chemistry, 2012, 51, 5561-5568. 1.9 12

34775 Molecular Modeling Studies of the Structural, Electronic, and UV Absorption Properties of
Benzophenone Derivatives. Journal of Physical Chemistry A, 2012, 116, 10927-10933. 1.1 33

34776
Ab Initio Study of Magnesium and Magnesium Hydride Nanoclusters and Nanocrystals: Examining
Optimal Structures and Compositions for Efficient Hydrogen Storage. Journal of the American
Chemical Society, 2012, 134, 15914-15922.

6.6 51

34777 Generation and Trapping of a Cage Annulated Vinylidenecarbene and Approaches to Its Cycloalkyne
Isomer. Journal of Organic Chemistry, 2012, 77, 6998-7004. 1.7 7

34778 Mechanistic Investigation on Scandium-Catalyzed Câ€“H Addition of Pyridines to Olefins.
Organometallics, 2012, 31, 3930-3937. 1.1 66

34779 DFT/B3LYP Study of the Substituent Effects on the Reaction Enthalpies of the Antioxidant Mechanisms
of Sesamol Derivatives in the Gas phase and water. Canadian Journal of Chemistry, 2012, 90, 915-926. 0.6 12

34780
Mechanistic Aspects for the Formation of Copper Dimer Bridged by Phosphonic Acid and Extending Its
Dimensionality by Organic and Inorganic Linkers: Synthesis, Structural Characterization, Magnetic
Properties, and Theoretical Studies. Crystal Growth and Design, 2012, 12, 5579-5597.

1.4 40

34781 Structural Determination on Yb@C<sub>78</sub> Reveals an Unexpected Relationship of
Yb@C<sub>2<i>n</i></sub> (2<i>n</i> = 74â€“80). Journal of Physical Chemistry C, 2012, 116, 21640-21645. 1.5 11

34782
Inhibition of Mild Steel Corrosion in 1Â M Hydrochloric Acid Using
(E)-(4-(4-methoxybenzylideneamino)-4H-1,2,4-triazole-3,5-diyl) Dimethanol (MBATD). Journal of
Dispersion Science and Technology, 2012, 33, 739-749.

1.3 5

34783
Synthesis of Benzoindolines <i>via</i> a Copperâ€•Catalyzed Reaction of
1â€•Bromoethynylâ€•2â€•(cyclopropylidenemethyl)arenes with <i>N</i>â€•Allylsulfonamide. Advanced Synthesis
and Catalysis, 2012, 354, 3087-3094.

2.1 22

34784
The Effect of Side-Chain Length on the Solid-State Structure and Optoelectronic Properties of
Fluorene-<i>alt</i>-Benzothiadiazole Based Conjugated Polymersâ€”A DFT Study. Journal of Physical
Chemistry A, 2012, 116, 10597-10606.

1.1 20

34785 Fast Pd- and Pd/Cu-Catalyzed Direct Câ€“H Arylation of Cyclic Nitrones. Application to the Synthesis of
Enantiopure Quaternary Î±-Amino Esters. Journal of Organic Chemistry, 2012, 77, 7901-7912. 1.7 32

34786
Efficient Catalysis of Transfer Hydrogenation of Ketones and Oxidation of Alcohols with Newly
Designed Half-Sandwich Rhodium(III) and Iridium(III) Complexes of Half-Pincer Chalcogenated Pyridines.
Organometallics, 2012, 31, 3379-3388.

1.1 47

34787 Photophysical and density functional studies on the interaction of a new nitrobenzoxadiazole
derivative with anions. Chemical Physics Letters, 2012, 546, 90-95. 1.2 9



1914

Citation Report

# Article IF Citations

34788 Diruthenium(III,III) Ethynyl-phenyleneimine Molecular Wires: Preparation via On-Complex Schiff Base
Condensation. Inorganic Chemistry, 2012, 51, 7561-7568. 1.9 14

34789 Orbital Control of Single-Molecule Conductance Perturbed by Ï€-Accepting Anchor Groups: Cyanide
and Isocyanide. Journal of Physical Chemistry C, 2012, 116, 20607-20616. 1.5 39

34790 Quantum Chemistry in Functional Inorganic Materials. Advances in Quantum Chemistry, 2012, 64, 31-81. 0.4 22

34791 1H-1,2,4-Triazole as solvent for imidazolium methanesulfonate. Physical Chemistry Chemical Physics,
2012, 14, 11441. 1.3 24

34792 The Mechanism of Ethylene Polymerization Reaction Catalyzed by Group IVB Metallocenes. A Rational
Analysis Through the Use of Reaction Force. Journal of Physical Chemistry C, 2012, 116, 21318-21325. 1.5 14

34793 Insights into the Mechanism of an S<sub>N</sub>2 Reaction from the Reaction Force and the Reaction
Electronic Flux. Journal of Physical Chemistry A, 2012, 116, 10015-10026. 1.1 41

34794
Synthesis and Characterization of Hypoelectronic Tantalaboranes: Comparison of the Geometric and
Electronic Structures of [(Cp*TaX)<sub>2</sub>B<sub>5</sub>H<sub>11</sub>] (X = Cl, Br, and I).
Inorganic Chemistry, 2012, 51, 10176-10184.

1.9 51

34795

Trifunctional Metal Ion-Catalyzed Solvolysis: Cu(II)-Promoted Methanolysis of N,N-bis(2-picolyl)
Benzamides Involves Unusual Lewis Acid Activation of Substrate, Delivery of Coordinated
Nucleophile, Powerful Assistance of the Leaving Group Departure. Inorganic Chemistry, 2012, 51,
10325-10333.

1.9 24

34796 Structure-Specific Reactivity of Alumina-Supported Monomeric Vanadium Oxide Species. Journal of
Physical Chemistry C, 2012, 116, 2927-2932. 1.5 23

34797 Density Functional Theory Study of Mechanism of N<sub>2</sub>O Decomposition over Cu-ZSM-5
Zeolites. Journal of Physical Chemistry C, 2012, 116, 20262-20268. 1.5 26

34798 DFT Study of Direct Methanol Oxidation to Formaldehyde by N<sub>2</sub>O on the
[Fe]<sup>2+</sup>â€“ZSM-5 Zeolite Cluster. Journal of Physical Chemistry C, 2012, 116, 13616-13622. 1.5 16

34799 On the possible catalysis by single water molecules of gas-phase hydrogen abstraction reactions by
OH radicals. Physical Chemistry Chemical Physics, 2012, 14, 12992. 1.3 32

34800
Exchangeâ€“Correlation Functional with Good Accuracy for Both Structural and Energetic Properties
while Depending Only on the Density and Its Gradient. Journal of Chemical Theory and Computation,
2012, 8, 2310-2319.

2.3 276

34801 Electronic, Spectroscopic, and Ion-Sensing Properties of a Dehydro[<i>m</i>]pyrido[14]- and
[15]annulene Isomer Library. Journal of Organic Chemistry, 2012, 77, 126-142. 1.7 14

34802 Nitric Oxide Oxidation Mediated by Substituted Nickel Phthalocyanines: A Theoretical Viewpoint.
Journal of Physical Chemistry C, 2012, 116, 16979-16984. 1.5 11

34803
Theoretical Study of the Mechanism of the Hydride Transfer between Ferredoxinâ€“NADP<sup>+</sup>
Reductase and NADP<sup>+</sup>: The Role of Tyr303. Journal of the American Chemical Society, 2012,
134, 20544-20553.

6.6 40

34804 Polarization consistent basis sets. VII. The elements K, Ca, Ga, Ge, As, Se, Br, and Kr. Journal of Chemical
Physics, 2012, 136, 114107. 1.2 44

34805 Multichannel recognition of hydrogen sulphate anion by a Zn(II)â€“triazoleâ€“pyridine complex bearing a
ferrocenyl pendant. Supramolecular Chemistry, 2012, 24, 826-832. 1.5 8



1915

Citation Report

# Article IF Citations

34806 The ionic conductivity in lithium-boron oxide materials and its relation to structural, electronic and
defect properties: insights from theory. Journal of Physics Condensed Matter, 2012, 24, 203201. 0.7 22

34807 Shock Hugoniot calculations of polymers using quantum mechanics and molecular dynamics. Journal
of Chemical Physics, 2012, 137, 204901. 1.2 46

34808 Gas-Phase Studies of Purine 3-Methyladenine DNA Glycosylase II (AlkA) Substrates. Journal of the
American Chemical Society, 2012, 134, 9622-9633. 6.6 28

34809 Synchrotron X-ray, Photoluminescence, and Quantum Chemistry Studies of Bismuth-Embedded
Dehydrated Zeolite Y. Journal of the American Chemical Society, 2012, 134, 2918-2921. 6.6 64

34810
Ab Initio and Density Functional Theory Study of Ketoâ€“Enol Equilibria of Deltic Acid in Gas and
Aqueous Solution Phase: A Bimolecular Proton Transfer Mechanism. Journal of Organic Chemistry,
2012, 77, 8621-8626.

1.7 9

34811 First-Principles Study of 8H-, 10H-, 12H-, and 18H-SiC Polytypes. Journal of the Physical Society of Japan,
2012, 81, 024714. 0.7 18

34812 Outer-Sphere Contributions to the Electronic Structure of Type Zero Copper Proteins. Journal of the
American Chemical Society, 2012, 134, 8241-8253. 6.6 42

34813 Three Rhodamine-Based â€œOffâ€“Onâ€• Chemosensors with High Selectivity and Sensitivity for
Fe<sup>3+</sup> Imaging in Living Cells. Journal of Organic Chemistry, 2012, 77, 1143-1147. 1.7 217

34814 Metal binding selectivity of oxa-aza macrocyclic ligand: a DFT study of first- and second-row
transition metal for four coordination systems. Structural Chemistry, 2012, 23, 1539-1545. 1.0 7

34815 Generation, Spectroscopy, and Structure of Cyanoformyl Chloride and Cyanoformyl Bromide,
XC(O)CN. Journal of Physical Chemistry A, 2012, 116, 3396-3403. 1.1 8

34816

Synthesis and Ruthenium Coordination Complexes of the Chelating Phosphine
Phosphonium-1-indenylide
1,1-Bis(diphenylphosphino)methane-1-indenylide,1-C<sub>9</sub>H<sub>6</sub>Ph<sub>2</sub>PCH<sub>2</sub>PPh<sub>2</sub>.
Organometallics, 2012, 31, 6926-6932.

1.1 5

34817 Surface modification of anatase nanoparticles with fused ring catecholate type ligands: a combined
DFT and experimental study of optical properties. Nanoscale, 2012, 4, 1612. 2.8 57

34818 Silver nanoparticle aggregates on copper foil for reliable quantitative SERS analysis of polycyclic
aromatic hydrocarbons with a portable Raman spectrometer. Analyst, The, 2012, 137, 3995. 1.7 63

34819 Unexpected Disproportionation of Tetramethylethylenediamine-Supported Perchlorodisilane
Cl<sub>3</sub>SiSiCl<sub>3</sub>. Inorganic Chemistry, 2012, 51, 8599-8606. 1.9 47

34820 Density Functional Theory Investigation of Electronic Structures and Properties of Agnâ€“C60â€“Agn
Nanocontacts. Journal of Physical Chemistry C, 2012, 116, 1966-1972. 1.5 6

34821 Theoretical study of the bridging effect on the charge carrier transport properties of
cyclooctatetrathiophene and its derivatives. Journal of Materials Chemistry, 2012, 22, 6907. 6.7 50

34822
Structures in Solutions from Joint Experimental-Computational Analysis: Applications to Cyclic
Molecules and Studies of Noncovalent Interactions. Journal of Physical Chemistry A, 2012, 116,
1093-1109.

1.1 9

34823 Scorpionate nickel complexes with dicarboxylic acid ligands: influence of different spanning
dicarboxylato co-ligands on the structures. Transition Metal Chemistry, 2012, 37, 553-561. 0.7 0



1916

Citation Report

# Article IF Citations

34824 Nonlinear optical properties of carbon nitride nanotubes. Physical Chemistry Chemical Physics, 2012,
14, 835-839. 1.3 17

34825 Structure and Bonding in Coinage Metal Halide Clusters M<sub><i>n</i></sub>X<sub><i>n</i></sub>,
M = Cu, Ag, Au; X = Br, I; <i>n</i> = 1â€“6. Journal of Physical Chemistry A, 2012, 116, 3474-3480. 1.1 20

34826 Metal salts of the 4,5-dicyano-2H-1,2,3-triazole anion ([C4N5]âˆ’). Dalton Transactions, 2012, 41, 3817. 1.6 24

34827 Range-Separated Exchange Functionals with Slater-Type Functions. Journal of Chemical Theory and
Computation, 2012, 8, 901-907. 2.3 107

34828 Computational Insight into a Gold(I) N-Heterocyclic Carbene Mediated Alkyne Hydroamination
Reaction. Inorganic Chemistry, 2012, 51, 5593-5604. 1.9 51

34829 Probing the Nature and Local Structure of Phosphonic Acid Groups Functionalized in Mesoporous
Silica SBA-15. Journal of Physical Chemistry C, 2012, 116, 1658-1669. 1.5 25

34830 Functional Thin Films Resulting from Paryleneâ€“Vinyl Copolymerization. Macromolecules, 2012, 45,
8532-8546. 2.2 4

34831 Characterization of a Saturated and Flexible Aliphatic Polyol Anion Receptor. Journal of the American
Chemical Society, 2012, 134, 16944-16947. 6.6 20

34832 Hydrogen Bonded Arrays: The Power of Multiple Hydrogen Bonds. Journal of the American Chemical
Society, 2012, 134, 2094-2099. 6.6 66

34833 Understanding Rubredoxin Redox Sites by Density Functional Theory Studies of Analogues. Journal of
Physical Chemistry A, 2012, 116, 8918-8924. 1.1 7

34834 Structures, stabilities, and IR and 13C-NMR spectra of dihedral fullerenes: A density functional theory
study. Science China Chemistry, 2012, 55, 1856-1871. 4.2 2

34835 Computational studies of the structure and cation-anion interactions in 1-ethyl-3-methylimidazolium
lactate ionic liquid. Science China Chemistry, 2012, 55, 1548-1556. 4.2 13

34836 Theoretical study on formation of thioesters via O-to-S acyl transfer. Science China Chemistry, 2012,
55, 2075-2080. 4.2 12

34837
Car-Parinello molecular dynamics simulations of thionitroxide and S-nitrosothiol in the gas phase,
methanol, and waterâ€”A theoretical study of S-nitrosylation. Science China Chemistry, 2012, 55,
2081-2088.

4.2 6

34838 Oxygenolysis reaction mechanism of copper-dependent quercetin 2,3-dioxygenase: A density functional
theory study. Science China Chemistry, 2012, 55, 1832-1841. 4.2 5

34839
Theoretical study of the charge carrier mobilities of the molecular materials tetrathiafulvalene (TTF)
and 2,5-bis(1,3-dithiolan-2-ylidene)-1,3,4,6-tetrathiapentalene (BDH-TTP). Science China Chemistry, 2012, 55,
2176-2185.

4.2 3

34840 Electrolyte based on fluorinated cyclic quaternary ammonium ionic liquids. Ionics, 2012, 18, 817-827. 1.2 39

34841 Theoretical studies on a series of 1,2,4-triazoles derivatives as potential high energy density
compounds. Journal of Chemical Sciences, 2012, 124, 995-1006. 0.7 8



1917

Citation Report

# Article IF Citations

34842 Effect of Additives on L-Proline Catalyzed Direct Asymmetric Aldol Reactions. Chinese Journal of
Catalysis, 2012, 33, 1133-1138. 6.9 10

34843
Intramolecular hydrogen-atom tunneling and photoreaction mechanism of
4-bromo-2-chloro-6-fluorophenol in low-temperature argon matrices. Journal of Molecular
Structure, 2012, 1025, 69-73.

1.8 11

34844 Stability and magnetism of tetracyanoethylene adsorbed on substitutionally doped graphene. Journal
of Applied Physics, 2012, 111, 083713. 1.1 7

34845 General formulation of spin-flip time-dependent density functional theory using non-collinear
kernels: Theory, implementation, and benchmarks. Journal of Chemical Physics, 2012, 136, 204103. 1.2 188

34846 The implementation of a self-consistent constricted variational density functional theory for the
description of excited states. Journal of Chemical Physics, 2012, 136, 124107. 1.2 71

34847 Mechanisms of bridge-mediated electron transfer: A TDDFT electronic dynamics study. Journal of
Chemical Physics, 2012, 137, 22A512. 1.2 22

34848 Reaction mechanism and kinetics of the atmospheric oxidation of 1,4-thioxane by NO<sub>3</sub>Â â€” A
theoretical study. Canadian Journal of Chemistry, 2012, 90, 384-394. 0.6 6

34849 Imine linked 1,8-naphthalimide: Chromogenic recognition of metal ions, density function theory and
cytotoxic activity. Inorganica Chimica Acta, 2012, 391, 83-87. 1.2 20

34850 Photoelectron spectroscopy and density functional calculations of CunBO2(OH)âˆ’ (n=1,2) clusters.
Chemical Physics Letters, 2012, 545, 21-25. 1.2 16

34851 Surface-enhanced Raman spectroscopy studies of organophosphorous model molecules and
pesticides. Physical Chemistry Chemical Physics, 2012, 14, 15645. 1.3 45

34852
Complex Vibrational Analysis of an Antiferroelectric Liquid Crystal Based on Solid-State Oriented
Quantum Chemical Calculations and Experimental Molecular Spectroscopy. Journal of Physical
Chemistry A, 2012, 116, 7809-7821.

1.1 10

34853 Nature of the Interaction between Natural and Size-Expanded Guanine with Gold Clusters: A Density
Functional Theory Study. Journal of Physical Chemistry C, 2012, 116, 24954-24961. 1.5 25

34854
Quantum Mechanical Study of Pre-Dissociation Enhancement of Linear and Nonlinear Polarizabilities
of (TeO<sub>2</sub>)<sub><i>n</i></sub> Oligomers as a Key to Understanding the Remarkable
Dielectric Properties of TeO<sub>2</sub> Glasses. Journal of Physical Chemistry A, 2012, 116, 9361-9369.

1.1 18

34855 Insufficient Hartreeâ€“Fock Exchange in Hybrid DFT Functionals Produces Bent Alkynyl Radical
Structures. Journal of Physical Chemistry Letters, 2012, 3, 289-293. 2.1 19

34856
Supramolecular and Redox Chemistry of Tetrathiafulvalene Monocarboxylic Acid with
Hydrogen-Bonded Pyridine and Bipyridine Molecules. Journal of Physical Chemistry B, 2012, 116,
4239-4247.

1.2 9

34857 Assessment of density functional theory for iron(II) molecules across the spin-crossover transition.
Journal of Chemical Physics, 2012, 137, 124303. 1.2 94

34858
Photochemistry of (Î·6-Anisole)Cr(CO)3and (Î·6-Thioanisole)Cr(CO)3: Evidence for a Photoinduced
Haptotropic Shift of the Thioanisole Ligand, a Picosecond Time-Resolved Infrared Spectroscopy and
Density Functional Theory Investigation. Journal of Physical Chemistry A, 2012, 116, 962-969.

1.1 10

34859
Potential Energy Mapping of the Excited-States of (Î·<sup>6</sup>-Arene)Cr(CO)<sub>3</sub>
Complexes: the Evolution Toward CO-Loss or Haptotropic Shift Processes. Journal of Physical
Chemistry A, 2012, 116, 6845-6850.

1.1 8



1918

Citation Report

# Article IF Citations

34860 A Combined Theoretical and Experimental Study on the Wavelength-Dependent Photophysics of
(Î·<sup>6</sup>-benzene)Mo(CO)<sub>3</sub>. Organometallics, 2012, 31, 268-272. 1.1 11

34861 Cation Coordination and Motion in a Poly(ethylene oxide)-Based Single Ion Conductor.
Macromolecules, 2012, 45, 6230-6240. 2.2 62

34862 Prediction of a New Series of Thermodynamically Stable Actinide Encapsulated Fullerene Systems
Fulfilling the 32-Electron Principle. Journal of Physical Chemistry C, 2012, 116, 25630-25641. 1.5 37

34863 Ultrafast TRIR and DFT Studies of the Photochemical Dynamics of Co4(CO)12 in Solution.
Organometallics, 2012, 31, 4031-4038. 1.1 6

34864 Electronic Structures of Formic Acid (HCOOH) and Formate (HCOO<sup>â€“</sup>) in Aqueous
Solutions. Journal of Physical Chemistry Letters, 2012, 3, 1754-1759. 2.1 35

34865 Processable Star-Shaped Molecules with Triphenylamine Core as Hole-Transporting Materials:
Experimental and Theoretical Approach. Journal of Physical Chemistry C, 2012, 116, 3765-3772. 1.5 95

34866 Wetting and Interfacial Properties of Water Nanodroplets in Contact with Graphene and Monolayer
Boronâ€“Nitride Sheets. ACS Nano, 2012, 6, 2401-2409. 7.3 235

34867
First Structural Characterization of Neutral, Base-Stabilized Group 15-Pentaazides: Single Crystal
X-ray Structures of dmap-As(N<sub>3</sub>)<sub>5</sub> and dmap-Sb(N<sub>3</sub>)<sub>5</sub>.
Inorganic Chemistry, 2012, 51, 5897-5902.

1.9 11

34868 Electron ionization and dissociation of aliphatic amino acids. Journal of Chemical Physics, 2012, 137,
105101. 1.2 21

34869
Simple Phenanthroimidazole/Carbazole Hybrid Bipolar Host Materials for Highly Efficient Green and
Yellow Phosphorescent Organic Light-Emitting Diodes. Journal of Physical Chemistry C, 2012, 116,
19458-19466.

1.5 124

34870
Molecular Structure and Vibrational Spectra of Mixed MDyX<sub>4</sub> (M = Li, Na, K, Rb, Cs; X = F,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 347 Td (Cl, Br, I) Vapor Complexes: A Computational and Matrix-Isolation Infrared Spectroscopic Study.

Inorganic Chemistry, 2012, 51, 543-556.
1.9 5

34871 Predicting Nuclear Resonance Vibrational Spectra of [Fe(OEP)(NO)]. Journal of Chemical Theory and
Computation, 2012, 8, 214-223. 2.3 19

34872 Theoretical study on the insertion reactions of the germylenoid H2GeClMgCl with RH (R = F, OH, NH2).
Russian Journal of Physical Chemistry A, 2012, 86, 1969-1973. 0.1 7

34873 A theoretical study of the reaction of N(4 S) with nitrogen dioxide on the N2O2 potential energy
surface. Russian Journal of Physical Chemistry A, 2012, 86, 1438-1446. 0.1 2

34874
Ferrocene-Decorated (Phthalocyaninato)(Porphyrinato) Double- and Triple-Decker Rare Earth
Complexes: Synthesis, Structure, and Electrochemical Properties. Inorganic Chemistry, 2012, 51,
5651-5659.

1.9 25

34875 Additional bioactive guanidine alkaloids from the Mediterranean sponge Crambe crambe. RSC
Advances, 2012, 2, 2828. 1.7 47

34876 Structureâ€“photovoltaic performance relationships for DSSC sensitizers having heterocyclic and
benzene spacers. Journal of Materials Chemistry, 2012, 22, 20403. 6.7 22

34877
Photophysics of indole-2-carboxylic acid in an aqueous environment studied by fluorescence
spectroscopy in combination with ab initio calculations. Physical Chemistry Chemical Physics, 2012, 14,
2078.

1.3 12



1919

Citation Report

# Article IF Citations

34878 Liquid crystalline dinuclear copper(II) complexes accessed from photoluminescent tridentate
[ONO]-donor Schiff base ligands. Liquid Crystals, 2012, 39, 639-646. 0.9 9

34879 Detection of phosgene by Sc-doped BN nanotubes: A DFT study. Sensors and Actuators B: Chemical,
2012, 171-172, 846-852. 4.0 292

34880
Bridging Static and Dynamical Descriptions of Chemical Reactions: An <i>ab Initio</i> Study of
CO<sub>2</sub> Interacting with Water Molecules. Journal of Chemical Theory and Computation,
2012, 8, 4029-4039.

2.3 42

34881
Substrate-Assisted Catalytic Mechanism of <i>O</i>-GlcNAc Transferase Discovered by Quantum
Mechanics/Molecular Mechanics Investigation. Journal of the American Chemical Society, 2012, 134,
15563-15571.

6.6 39

34882 Photochemical Isomerizations of Thiosemicarbazide, a Matrix Isolation Study. Journal of Physical
Chemistry A, 2012, 116, 9863-9871. 1.1 10

34883 Errors in the Calculation of 27Al Nuclear Magnetic Resonance Chemical Shifts. International Journal
of Molecular Sciences, 2012, 13, 15420-15446. 1.8 9

34884 Theoretical Prediction of the Complexation Behaviors of Antitumor Platinum Drugs with
Cucurbiturils. Journal of Physical Chemistry B, 2012, 116, 14029-14039. 1.2 42

34885 Semiexperimental Equilibrium Structure of the Lower Energy Conformer of Glycidol by the Mixed
Estimation Method. Journal of Physical Chemistry A, 2012, 116, 9116-9122. 1.1 21

34886 Local Structures and Chemical Properties of Deprotonated Arginine. Chinese Journal of Chemical
Physics, 2012, 25, 681-686. 0.6 10

34887 Conformations of the Glycine Tripeptide Analog Ac-Gly-Gly-NHMe: A Computational Study Including
Aqueous Solvation Effects.. Journal of Physical Chemistry A, 2012, 116, 1396-1408. 1.1 9

34888
The Cobaltâ€“Methyl Bond Dissociation in Methylcobalamin: New Benchmark Analysis Based on Density
Functional Theory and Completely Renormalized Coupled-Cluster Calculations. Journal of Chemical
Theory and Computation, 2012, 8, 1870-1894.

2.3 97

34889
Are N-Heterocyclic Carbenes â€œBetterâ€• Ligands than Phosphines in Main Group Chemistry? A Theoretical
Case Study of Ligand-Stabilized E<sub>2</sub> Molecules, L-E-E-L (L = NHC, phosphine; E = C, Si, Ge, Sn,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 297 Td (Pb, N, P, As, Sb, Bi). Inorganic Chemistry, 2012, 51, 7657-7668.1.9 116

34890
Influence of Triplet State Multidimensionality on Excited State Lifetimes of Bis-tridentate
Ru<sup>II</sup> Complexes: A Computational Study. Journal of Physical Chemistry A, 2012, 116,
1041-1050.

1.1 84

34891
Stereoselective alkylation of chiral pyrrolidin-2-ones leading to novel conformationally restricted
analogues of 3-methylaspartic acid: a computational investigation. Monatshefte FÃ¼r Chemie, 2012, 143,
1397-1403.

0.9 3

34892
Computational study of the electronic structure and magnetic properties of the Niâ€“C state in [NiFe]
hydrogenases including the second coordination sphere. Journal of Biological Inorganic Chemistry,
2012, 17, 1269-1281.

1.1 46

34893 Regioselectivity of substrate hydroxylation versus halogenation by a nonheme iron(IV)â€“oxo complex:
possibility of rearrangement pathways. Journal of Biological Inorganic Chemistry, 2012, 17, 841-852. 1.1 33

34894 The alkenyl migration mechanism catalyzed by extradiol dioxygenases: a hybrid DFT study. Journal of
Biological Inorganic Chemistry, 2012, 17, 881-890. 1.1 12

34895 New Insights into Formation of Trivalent Actinides Complexes with DTPA. Inorganic Chemistry, 2012,
51, 12638-12649. 1.9 32



1920

Citation Report

# Article IF Citations

34896 Microwave-Assisted Kumada-Type Cross-Coupling Reactions of Iodinated Carba-closo-dodecaborate
Anions. Inorganic Chemistry, 2012, 51, 2679-2688. 1.9 42

34897 Manganese K-Edge X-Ray Absorption Spectroscopy as a Probe of the Metalâ€“Ligand Interactions in
Coordination Compounds. Inorganic Chemistry, 2012, 51, 680-687. 1.9 105

34898 Fused Ï€-extended discotic triangular porphyrinoids. Journal of Porphyrins and Phthalocyanines, 2012,
16, 564-575. 0.4 4

34899 Bis(imino)pyridine Iron Dinitrogen Compounds Revisited: Differences in Electronic Structure Between
Four- and Five-Coordinate Derivatives.. Inorganic Chemistry, 2012, 51, 3770-3785. 1.9 126

34900 A Hierarchy of Methods for the Energetically Accurate Modeling of Isomerism in Monosaccharides.
Journal of Chemical Theory and Computation, 2012, 8, 2630-2645. 2.3 52

34901 Product branching ratios in photodissociation of phenyl radical: A theoretical ab
initio/Riceâ€“Ramspergerâ€“Kasselâ€“Marcus study. Journal of Chemical Physics, 2012, 136, 234305. 1.2 14

34902 A cobalt(ii) acetate complex with 1-(3,5-di-tert-butyl-4-hydroxybenzyl)-1H-indole-2,3-dione
3-thiosemicarbazone: synthesis and structure. Russian Chemical Bulletin, 2012, 61, 1909-1916. 0.4 0

34903
Geometric parameters of molecular structures of macrotricyclic chelates in MII
ionâ€”hydrazinomethane thioamideâ€”butane-2,3-dione ternary systems (M = Co, Ni, Cu) according to the
DFT B3LYP quantum chemical calculation. Russian Chemical Bulletin, 2012, 61, 1531-1535.

0.4 5

34904
IR and Raman spectra, hydrogen bonds, and conformations of
N-(2-hydroxyethyl)-4,6-dimethyl-2-oxo-1,2-dihydropyrimidine (drug Xymedone). Russian Chemical
Bulletin, 2012, 61, 1199-1206.

0.4 9

34905 Size-Extensive Wave Functions for Quantum Monte Carlo: A Linear Scaling Generalized Valence Bond
Approach. Journal of Chemical Theory and Computation, 2012, 8, 1943-1951. 2.3 35

34906 Structure and theoretical approaches to a chalcone derivative. Structural Chemistry, 2012, 23,
1667-1676. 1.0 14

34907 Modeling the electronic structure of formamide: an acid/base amphoteric solvent. Structural
Chemistry, 2012, 23, 1711-1721. 1.0 11

34908 Hydrogen bonding ability and acidâ€“base behavior of formylphosphinous acid: an isostere of
formohydroxamic acid. Structural Chemistry, 2012, 23, 1879-1890. 1.0 3

34909 Binding of anticancer drug Ru(Î· 6 -C6H5(CH2)2OH)Cl2(DAPTA) to DNA purine bases and amino acid
residues: a theoretical study. Structural Chemistry, 2012, 23, 1931-1940. 1.0 5

34910 Electronic structure and spectra of nitrosyl complexes with cobalt and manganese porphyrins.
Structural Chemistry, 2012, 23, 1333-1348. 1.0 10

34911 On the nature of spin- and orbital-resolved Cu+â€“NO charge transfer in the gas phase and at Cu(I) sites
in zeolites. Structural Chemistry, 2012, 23, 1349-1356. 1.0 15

34912 Theoretical studies on the reaction mechanism and kinetics of the atmospheric reactions of
1,4-thioxane with OH radical. Structural Chemistry, 2012, 23, 1475-1488. 1.0 25

34913 Prototropic tautomerism and microsolvation in antitumor drug imexon: a DFT study. Structural
Chemistry, 2012, 23, 1547-1557. 1.0 5



1921

Citation Report

# Article IF Citations

34914 Derivatives of benzo[b]furan. Part I. Conformational studies of khellinone and visnaginone.
Structural Chemistry, 2012, 23, 1573-1584. 1.0 6

34915 Computational study on the multi-channel mechanism of disulfur and ozone reaction. Structural
Chemistry, 2012, 23, 1599-1607. 1.0 3

34916 Derivatives of benzo[b]furan. Part II. Structural studies of derivatives of 2- and
3-benzo[b]furancarboxylic acids. Structural Chemistry, 2012, 23, 1617-1629. 1.0 9

34917 Quantum-chemical study of the possibility for photochemical activity of molecular nitrogen.
Theoretical and Experimental Chemistry, 2012, 48, 206-211. 0.2 0

34918 A ruthenium(II) hydride carbonyl complex with 4-phenylpyrimidine as co-ligand. Transition Metal
Chemistry, 2012, 37, 727-734. 0.7 19

34919 The Mechanism of Permanganate Oxidation of Sulfides and Sulfoxides. Journal of Organic Chemistry,
2012, 77, 351-356. 1.7 20

34920 Thermochemistry and Bond Dissociation Energies of Ketones. Journal of Physical Chemistry A, 2012,
116, 5707-5722. 1.1 45

34921 Substituent Effects on the Thermochemistry of Thiophenes. A Theoretical (G3(MP2)//B3LYP and G3)
Study. Journal of Physical Chemistry A, 2012, 116, 4363-4370. 1.1 6

34922 Phosphonylation and aging mechanisms of mipafox and butyrylcholinesterase: A theoretical study.
Science Bulletin, 2012, 57, 4453-4461. 1.7 1

34923 Molecular Simulation of Carbon Dioxide Capture by Montmorillonite Using an Accurate and Flexible
Force Field. Journal of Physical Chemistry C, 2012, 116, 13079-13091. 1.5 234

34924
Structural and Spectroscopic Features of Mixed Valent Fe<sup>II</sup>Fe<sup>I</sup> Complexes and
Factors Related to the Rotated Configuration of Diiron Hydrogenase. Journal of the American
Chemical Society, 2012, 134, 13089-13102.

6.6 81

34925 Aqueous Redox Chemistry and the Electronic Band Structure of Liquid Water. Journal of Physical
Chemistry Letters, 2012, 3, 3411-3415. 2.1 76

34926
Role of hydrogen bonding in excited state intramolecular proton transfer of
Indole-7-Carboxaldehyde: A theoretical and experimental study. Chemical Physics Letters, 2012, 548,
71-79.

1.2 28

34927 Two Dimensional Epitaxial Water Adlayer on Mica with Graphene Coating: An <i>ab Initio</i>
Molecular Dynamics Study. Journal of Chemical Theory and Computation, 2012, 8, 3034-3043. 2.3 34

34928 First principles results of structural and electronic properties of ZnS clusters. Bulletin of Materials
Science, 2012, 35, 1055-1062. 0.8 15

34929 Predictive studies of oxygen atom transfer reactions by Compound I of cytochrome P450. Advances in
Inorganic Chemistry, 2012, 64, 1-31. 0.4 13

34930
Near-infrared laser induced conformational change and UV laser photolysis of glycine in
low-temperature matrices: Observation of a short-lived conformer. Journal of Molecular Structure,
2012, 1025, 33-42.

1.8 50

34931
Density-functional theory study of structures, stabilities, and electronic properties of the Cu2-doped
silicon clusters: Comparison with pure silicon clusters. Physica B: Condensed Matter, 2012, 407,
4379-4386.

1.3 21



1922

Citation Report

# Article IF Citations

34932
Tuning of the Emission Efficiency and HOMOâ€“LUMO Band Gap for Ester-Functionalized
{Al(salophen)(H<sub>2</sub>O)<sub>2</sub>}<sup>+</sup> Blue Luminophors. Inorganic Chemistry,
2012, 51, 1309-1318.

1.9 30

34933 Dynamics of the reactions of O(1D) with CD3OH and CH3OD studied with time-resolved
Fourier-transform IR spectroscopy. Journal of Chemical Physics, 2012, 137, 164307. 1.2 19

34934 A random rotor molecule: Vibrational analysis and molecular dynamics simulations. Journal of
Chemical Physics, 2012, 137, 234302. 1.2 3

34935 Deactivation mechanism of AuCl3 catalyst in acetylene hydrochlorination reaction: a DFT study. RSC
Advances, 2012, 2, 4814. 1.7 84

34936 Matrix-isolation spectroscopic and computational study of [2C, 2N, 2S] isomers: Photochemical
generation of SCNNCS and NCSNCS from NCSSCN. Journal of Molecular Structure, 2012, 1025, 117-123. 1.8 3

34937
A first principles molecular dynamics study of the solvation structure and migration kinetics of an
excess proton and a hydroxide ion in binary water-ammonia mixtures. Journal of Chemical Physics,
2012, 136, 114509.

1.2 8

34938 Theoretical design of polythienylenevinylene derivatives for improvements of light-emitting and
photovoltaic performances. Journal of Materials Chemistry, 2012, 22, 4491. 6.7 41

34939 Using heavy atom rare gas matrix to control the reactivity of 4-methoxybenzaldehyde: A comparison
with benzaldehyde. Journal of Chemical Physics, 2012, 136, 144509. 1.2 7

34940 Multicomponent density functional theory study of the interplay between electron-electron and
electron-proton correlation. Journal of Chemical Physics, 2012, 136, 174114. 1.2 35

34941 Diffusion and interactions of carbon dioxide and oxygen in the vicinity of the active site of Rubisco:
Molecular dynamics and quantum chemical studies. Journal of Chemical Physics, 2012, 137, 145103. 1.2 9

34943 The role of surface defects in multi-exciton generation of lead selenide and silicon semiconductor
quantum dots. Journal of Chemical Physics, 2012, 136, 064701. 1.2 22

34944 Mechanism of Lignin Dissolution and Regeneration in Ionic Liquid. Energy &amp; Fuels, 2012, 26,
6393-6403. 2.5 90

34945 Acetaldehyde Solid State Reactivity at Low Temperature: Formation of the Acetaldehyde Ammonia
Trimer. Journal of Physical Chemistry A, 2012, 116, 2225-2233. 1.1 22

34946 Tunneling Lifetime of the ttc/VIp Conformer of Glycine in Low-Temperature Matrices. Journal of
Physical Chemistry A, 2012, 116, 10539-10547. 1.1 81

34947 Spectroscopic and computational analysis of the molecular interactions in the ionic liquid ion pair
[BMP]+[TFSI]âˆ’. Journal of Molecular Liquids, 2012, 175, 141-147. 2.3 29

34948 Regioselective chlorine-addition reaction toward C54Cl8 and role of chlorine atoms in Stoneâ€“Wales
rearrangement. Dalton Transactions, 2012, 41, 14281. 1.6 6

34949 Spectroscopic Study on the Structural Differences of Thermally Induced Cross-Linking Segments in
Emeraldine Salt and Base Forms of Polyaniline. Journal of Physical Chemistry B, 2012, 116, 14191-14200. 1.2 24

34950 A computational examination on the structure, spin-state energetics and spectroscopic parameters of
high-valent FeIVî€•NTs species. Dalton Transactions, 2012, 41, 10430. 1.6 30



1923

Citation Report

# Article IF Citations

34951 Conformers, Infrared Spectrum and UV-Induced Photochemistry of Matrix-Isolated Furfuryl Alcohol.
Journal of Physical Chemistry A, 2012, 116, 2352-2365. 1.1 26

34952 Vibrational Probes and Determinants of the <i>S</i> = 0 â‡Œ <i>S</i> = 2 Spin Crossover in Five-Coordinate
[Fe(TPP)(CN)]<sup>âˆ’</sup>. Inorganic Chemistry, 2012, 51, 11769-11778. 1.9 13

34953 Molecular structure, vibrational spectra, NLO and NBO analysis of bis(8-oxy-1-methylquinolinium)
hydroiodide. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 96, 916-924. 2.0 38

34954 Magnetic coupling constants and vibrational frequencies by extended broken symmetry approach with
hybrid functionals. Journal of Chemical Physics, 2012, 137, 114107. 1.2 26

34955 Thermochemical Properties for Hydrogenated and Oxy-Hydrogenated Aluminum Species. Soft
Materials, 2012, 10, 313-343. 0.8 4

34956
Determining the appropriate exchange-correlation functional for time-dependent density functional
theory studies of charge-transfer excitations in organic dyes. Journal of Chemical Physics, 2012, 136,
224301.

1.2 83

34957 Measuring the distance between two mercapto groups with an optical molecular ruler on the
nanometer scale. Physical Chemistry Chemical Physics, 2012, 14, 15321. 1.3 3

34958
Reactivity of Triruthenium Furyne and Thiophyne Clusters: Multiple Additions of Thiolato and
Selenolato Ligands through Oxidative Addition of Sâ€“H and Seâ€“H Bonds. Organometallics, 2012, 31,
2546-2558.

1.1 13

34959 Solvent effects on tamoxifen molecule interacting with a single-walled carbon nanotube: a
theoretical NMR study. Russian Chemical Bulletin, 2012, 61, 2212-2217. 0.4 3

34960 High H<sub>2</sub> Uptake in Li-, Na-, K-Metalated Covalent Organic Frameworks and Metal Organic
Frameworks at 298 K. Journal of Physical Chemistry A, 2012, 116, 1621-1631. 1.1 72

34961

Investigating Magnetostructural Correlations in the Pseudooctahedral
<i>trans</i>-[Ni<sup>II</sup>{(OPPh<sub>2</sub>)(EPPh<sub>2</sub>)N}<sub>2</sub>(sol)<sub>2</sub>]
Complexes (E = S, Se; sol = DMF, THF) by Magnetometry, HFEPR, and ab Initio Quantum Chemistry.
Inorganic Chemistry, 2012, 51, 7218-7231.

1.9 44

34962 A DFT-Based Analysis of the Gold-Catalyzed Cycloisomerization of 1-Siloxy 1,5-Enynes to
Cyclohexadienes. Journal of Organic Chemistry, 2012, 77, 6231-6238. 1.7 18

34963 Determining the Absolute Configuration of Two Marine Compounds Using Vibrational Chiroptical
Spectroscopy. Journal of Organic Chemistry, 2012, 77, 858-869. 1.7 71

34965
Highly efficient deep-blue electroluminescence based on the triphenylamine-cored and peripheral blue
emitters with segregative HOMOâ€“LUMO characteristics. Journal of Materials Chemistry, 2012, 22,
4401-4408.

6.7 137

34966 Nonlinear optical properties for a class of hexa-peri-hexabenzocoronene chromophores: a
computational investigation. Dalton Transactions, 2012, 41, 12416. 1.6 4

34967 Theoretical Investigation into the Mechanism of Au(I)-Catalyzed Reaction of Alcohols with 1,5 Enynes.
Journal of the American Chemical Society, 2012, 134, 16882-16890. 6.6 39

34968 Mobility Mechanism of Hydroxyl Radicals in Aqueous Solution via Hydrogen Transfer. Journal of the
American Chemical Society, 2012, 134, 532-538. 6.6 66

34969
The Role of Î²-Bulky Substituents in Aldol Reactions of Boron Enolates of Methylketones with
Aldehydes: Experimental and Theoretical Studies by DFT Analysis. Journal of Organic Chemistry, 2012,
77, 1765-1788.

1.7 17



1924

Citation Report

# Article IF Citations

34970 1,5-Stereoinduction in Boron-Mediated Aldol Reactions of Î²,Î´-Bisalkoxy Methylketones Containing Cyclic
Protecting Groups. Journal of Organic Chemistry, 2012, 77, 3766-3792. 1.7 19

34971 Emission tuning in dinuclear gold complexes with diphosphanes containing alkyne and/or
oligophenylene spacers. Dalton Transactions, 2012, 41, 13891. 1.6 22

34972
Effect of pH on the Photophysical and Redox Properties of a Ruthenium(II) Mixed Chelate Derived from
Imidazole-4,5-dicarboxylic Acid and 2,2â€²-Bipyridine: An Experimental and Theoretical Investigation.
Journal of Physical Chemistry A, 2012, 116, 5216-5226.

1.1 29

34973 Effects of Polarizability on the Adsorption of Noble Gases at Low Pressures in Monohalogenated
Isoreticular Metalâ€“Organic Frameworks. Journal of Physical Chemistry C, 2012, 116, 19765-19772. 1.5 99

34974 UV-Induced Amino â†’ Imino Hydrogen-Atom Transfer in 1-Methylcytosine. Journal of Physical Chemistry B,
2012, 116, 5703-5710. 1.2 30

34975
Noncovalent Interactions in Peri-Substituted Chalconium Acenaphthene and Naphthalene Salts: A
Combined Experimental, Crystallographic, Computational, and Solid-State NMR Study. Inorganic
Chemistry, 2012, 51, 11087-11097.

1.9 38

34976 Aluminum Conducts Better than Copper at the Atomic Scale: A First-Principles Study of Metallic
Atomic Wires. ACS Nano, 2012, 6, 10449-10455. 7.3 34

34977 Binary Neutral Metal Oxide Clusters with Oxygen Radical Centers for Catalytic Oxidation Reactions:
From Cluster Models Toward Surfaces. Journal of Physical Chemistry C, 2012, 116, 11570-11574. 1.5 8

34978 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

34979 Inverse design of molecules with optimal reactivity properties: acidity of 2-naphthol derivatives.
Physical Chemistry Chemical Physics, 2012, 14, 16002. 1.3 24

34980 A Computational Study of Calcium(II) and Copper(II) Ion Binding to the Hyaluronate Molecule.
International Journal of Molecular Sciences, 2012, 13, 12036-12045. 1.8 8

34981 Metal Cation Dependence of Interactions with Amino Acids: Bond Energies of Cs<sup>+</sup> to Gly,
Pro, Ser, Thr, and Cys. Journal of Physical Chemistry A, 2012, 116, 3989-3999. 1.1 51

34982 Modulating the Strength of Hydrogen Bonds through Beryllium Bonds. Journal of Chemical Theory
and Computation, 2012, 8, 2293-2300. 2.3 81

34983 Near-infrared photoluminescence from molecular crystals containing tellurium. Journal of Materials
Chemistry, 2012, 22, 24792. 6.7 10

34984
Assigning Structures to Gas-Phase Peptide Cations and Cation-Radicals. An Infrared Multiphoton
Dissociation, Ion Mobility, Electron Transfer, and Computational Study of a Histidine Peptide Ion.
Journal of Physical Chemistry B, 2012, 116, 3445-3456.

1.2 47

34985
Experimental and Theoretical Polarized Raman Linear Difference Spectroscopy of Small Molecules
with a New Alignment Method Using Stretched Polyethylene Film. Analytical Chemistry, 2012, 84,
1394-1401.

3.2 10

34986 Ionic Conduction and Dielectric Response of Poly(imidazolium acrylate) Ionomers. Macromolecules,
2012, 45, 3974-3985. 2.2 151

34987
Can a Formally Zwitterionic Rhodium(I) Complex Emulate the Charge Density of a Cationic Rhodium(I)
Complex? A Combined Synchrotron X-ray and Theoretical Charge-Density Study. Inorganic Chemistry,
2012, 51, 3754-3769.

1.9 10



1925

Citation Report

# Article IF Citations

34988 Nine-Electron Donor Bridging Indenyl Ligands in Binuclear Iron Carbonyls. Organometallics, 2012, 31,
5005-5017. 1.1 7

34989 Gas-Phase Reaction Studies of Dipositive Hafnium and Hafnium Oxide Ions: Generation of the Peroxide
HfO<sub>2</sub><sup>2+</sup>. Journal of Physical Chemistry A, 2012, 116, 12399-12405. 1.1 10

34990
A theoretical investigation of the interaction between small Pd particles and 1-butyl-3-methyl
imidazolium ionic liquids with Clâˆ’, BF4âˆ’ and PF6âˆ’ anions. Physical Chemistry Chemical Physics, 2012,
14, 13444.

1.3 13

34991
Charge Model 5: An Extension of Hirshfeld Population Analysis for the Accurate Description of
Molecular Interactions in Gaseous and Condensed Phases. Journal of Chemical Theory and
Computation, 2012, 8, 527-541.

2.3 661

34992 Investigations of the Supramolecular Structure of Individual Diphenylalanine Nano- and Microtubes
by Polarized Raman Microspectroscopy. Biomacromolecules, 2012, 13, 2181-2187. 2.6 38

34993
Development of Solar Cells Based on Synthetic Near-Infrared Absorbing Purpurins 2: Use of Fullerene
and Its Derivative As Electron Acceptors for Favorable Charge Separation. Journal of Physical
Chemistry C, 2012, 116, 21244-21254.

1.5 18

34994 Terahertz Spectroscopy of the Explosive Taggant 2,3-Dimethyl-2,3-Dinitrobutane. Journal of Physical
Chemistry A, 2012, 116, 6879-6884. 1.1 15

34995 Advancing Understanding and Design of Functional Materials Through Theoretical and
Computational Chemical Physics. , 2012, , 209-278. 3

34996
Hybrid Quantum Mechanical and Molecular Mechanics Study of the S<sub>N</sub>2 Reaction of
CCl<sub>4</sub> + OH<sup>â€“</sup> in Aqueous Solution: The Potential of Mean Force, Reaction
Energetics, and Rate Constants. Journal of Physical Chemistry A, 2012, 116, 2371-2376.

1.1 26

34997 Studies of iron(ii) and iron(iii) complexes with fac-N2O, cis-N2O2 and N2O3 donor ligands: models for
the 2-His 1-carboxylate motif of non-heme iron monooxygenases. Dalton Transactions, 2012, 41, 5662. 1.6 16

34998 Biological activity of Fe(iii) aquo-complexes towards ferric chelate reductase (FCR). Organic and
Biomolecular Chemistry, 2012, 10, 2272. 1.5 11

34999 The effect of varying carboxylate ligation on the electronic environment of N2Ox(x = 1â€“3) nonheme
iron: A DFT analysis. Dalton Transactions, 2012, 41, 474-483. 1.6 3

35000 Complexes with a Single Metalâ€“Metal Bond as a Sensitive Probe of Quality of Exchange-Correlation
Functionals. Journal of Chemical Theory and Computation, 2012, 8, 908-914. 2.3 54

35001 A new isomer of C20 and a way to a new C240. Physical Chemistry Chemical Physics, 2012, 14, 14810. 1.3 6

35002
Conformation-Dependent<sup>â€¢</sup>OH/H<sub>2</sub>O<sub>2</sub>Hydrogen Abstraction
Reaction Cycles of Gly and Ala Residues: A Comparative Theoretical Study. Journal of Physical
Chemistry B, 2012, 116, 1143-1154.

1.2 32

35003 Peierls Instability and Spin Orderings of Ultranarrow Graphene Nanoribbons in Graphane. Journal of
Physical Chemistry C, 2012, 116, 13795-13799. 1.5 5

35004
UV-induced intramolecular hydrogen-atom migration of 4-chlororesorcinol and
4,6-dichlororesorcinol in low-temperature argon matrices. Journal of Molecular Structure, 2012,
1025, 53-60.

1.8 8

35005 Three-Dimensional Metalâ€“Organic Framework with Highly Polar Pore Surface: H<sub>2</sub> and
CO<sub>2</sub> Storage Characteristics. Inorganic Chemistry, 2012, 51, 7103-7111. 1.9 66



1926

Citation Report

# Article IF Citations

35006 Structural Influence on the Photochromic Response of a Series of Ruthenium Mononitrosyl
Complexes. Inorganic Chemistry, 2012, 51, 7492-7501. 1.9 79

35007
Solid state luminescence of copper(i) (pseudo)halide complexes with neocuproine and
aminomethylphosphanes derived from morpholine and thiomorpholine. New Journal of Chemistry,
2012, 36, 1673.

1.4 24

35008 UV-induced photoisomerization of maleic hydrazide. Journal of Molecular Structure, 2012, 1025, 74-83. 1.8 23

35009
X-ray spectroscopy of blocked alanine in water solution from supermolecular and
supermolecular-continuum solvation models: a first-principles study. Physical Chemistry Chemical
Physics, 2012, 14, 9666.

1.3 22

35010 Formation of an Unusual Four-Membered Nitrogen Ring (Tetrazetidine) Radical Cation. Journal of the
American Chemical Society, 2012, 134, 16188-16196. 6.6 20

35011
Mechanism of the Acid-Promoted Intramolecular Schmidt Reaction: Theoretical Assessment of the
Importance of Lone Pairâ€“Cation, Cationâˆ’Ï€, and Steric Effects in Controlling Regioselectivity. Journal
of Organic Chemistry, 2012, 77, 640-647.

1.7 41

35012 Dithienylthienothiadiazole-based organic dye containing two cyanoacrylic acid anchoring units for
dye-sensitized solar cells. RSC Advances, 2012, 2, 11457. 1.7 19

35013 Microwave Spectrum and Conformational Composition of 3-Fluoropropionitrile (FCH2CH2CN).
Journal of Physical Chemistry A, 2012, 116, 1015-1022. 1.1 3

35014 Microwave Spectra and Barriers to Internal Rotation of <i>Z</i>- and <i>E</i>-1-Propenyl Isocyanide.
Journal of Physical Chemistry A, 2012, 116, 8833-8839. 1.1 7

35015 Investigation of the Precipitation Behavior of Asphaltenes in the Presence of Naphthenic Acids Using
Light Scattering and Molecular Modeling Techniques. Energy &amp; Fuels, 2012, 26, 1862-1869. 2.5 10

35016 Theoretical Studies on the Structures and Stabilities of Charged, Titanium-Doped, Small Silicon
Clusters, TiSi n âˆ’ /TiSi n + (nÂ =Â 1â€“8). Journal of Cluster Science, 2012, 23, 975-993. 1.7 10

35017 Vibrational Analysis of Side Chain Model Compounds of Perfluorinated Alkyl Sulfonic Acid Ionomers.
Journal of Physical Chemistry A, 2012, 116, 10850-10863. 1.1 14

35018 Structures and stabilities of group 17 fluorides EF3 (E = I, At, and element 117) with spinâ€“orbit
coupling. Physical Chemistry Chemical Physics, 2012, 14, 15816. 1.3 18

35019 Theoretical Study of the Structure and Bonding in ThC<sub>2</sub> and UC<sub>2</sub>. Journal of
Physical Chemistry A, 2012, 116, 747-755. 1.1 28

35020 EXAFS and DFT Investigations of Uranyl Arsenate Complexes in Aqueous Solution. Environmental
Science &amp; Technology, 2012, 46, 2228-2233. 4.6 29

35021 Large Influence of Cholesterol on Solute Partitioning into Lipid Membranes. Journal of the American
Chemical Society, 2012, 134, 5351-5361. 6.6 145

35022 Tunneling in Hydrogen-Transfer Isomerization of <i>n</i>-Alkyl Radicals. Journal of Physical
Chemistry A, 2012, 116, 319-332. 1.1 70

35023
PtII-Mediated Imineâ€“Nitrile Coupling Leading to Symmetrical
(1,3,5,7,9-Pentaazanona-1,3,6,8-tetraenato)Pt(II) Complexes Containing the Incorporated
1,3-Diiminoisoindoline Moiety. Inorganic Chemistry, 2012, 51, 10774-10786.

1.9 15



1927

Citation Report

# Article IF Citations

35024 Hydrolytic Activity of Vanadate toward Serine-Containing Peptides Studied by Kinetic Experiments and
DFT Theory. Inorganic Chemistry, 2012, 51, 8848-8859. 1.9 33

35025
Câ€“H Bond Amination by Photochemically Generated Transient Borylnitrenes at Room Temperature: A
Combined Experimental and Theoretical Investigation of the Insertion Mechanism and Influence of
Substituents. Organometallics, 2012, 31, 3894-3903.

1.1 30

35026 Comparative Study of Aromaticity in Tetraoxa[8]circulenes. Journal of Physical Chemistry A, 2012, 116,
9421-9430. 1.1 46

35027
Correlating the <sup>31</sup>P NMR Chemical Shielding Tensor and the
<sup>2</sup><i>J</i><sub>P,C</sub> Spinâ€“Spin Coupling Constants with Torsion Angles Î¶ and Î± in the
Backbone of Nucleic Acids. Journal of Physical Chemistry B, 2012, 116, 3823-3833.

1.2 22

35028 Multi-decker tricarbonyl-bridged sandwich complexes of transition metals: structure, stability and
electron-counting rules. Physical Chemistry Chemical Physics, 2012, 14, 14803. 1.3 9

35029
Explicitly correlated benchmark calculations on C<sub>8</sub>H<sub>8</sub> isomer energy
separations: how accurate are DFT, double-hybrid, and composite <i>ab initio</i> procedures?.
Molecular Physics, 2012, 110, 2477-2491.

0.8 63

35030 Theoretical Study of H-Abstraction Reactions from CH<sub>3</sub>Cl and CH<sub>3</sub>Br
Molecules by ClO and BrO Radicals. Journal of Physical Chemistry A, 2012, 116, 4396-4408. 1.1 8

35031 The quantum free energy barrier for hydrogen vacancy diffusion in Na3AlH6. Physical Chemistry
Chemical Physics, 2012, 14, 15458. 1.3 3

35032 Kinetics of 1,5-Hydrogen Migration in Alkyl Radical Reaction Class. Journal of Physical Chemistry A,
2012, 116, 242-254. 1.1 14

35033 RASPT2/RASSCF vs Range-Separated/Hybrid DFT Methods: Assessing the Excited States of a Ru(II)bipyridyl
Complex. Journal of Chemical Theory and Computation, 2012, 8, 203-213. 2.3 53

35034 Enantioselective Organocatalytic Intramolecular Dielsâ€“Alder Reactions: A Computational Study.
Journal of Organic Chemistry, 2012, 77, 3252-3261. 1.7 18

35035 Kinetic (T = 201â€“298 K) and Equilibrium (T = 320â€“420 K) Measurements of the C3H5 + O2 â‡† C3H5O2
Reaction. Journal of Physical Chemistry A, 2012, 116, 3969-3978. 1.1 19

35036 Exploring Hydrogenation and Fluorination in Curved 2D Carbon Systems: A Density Functional Theory
Study on Corannulene. Journal of Physical Chemistry A, 2012, 116, 9080-9087. 1.1 78

35037 Monodispersed vs. polydispersed systems for bulk heterojunction solar cells: the case of
dithienopyrrole/anthracene based materials. Journal of Materials Chemistry, 2012, 22, 19752. 6.7 26

35038 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

35039 Regioselectivity of Insertion and Role of the Anionic Ligands in the Ruthenium Alkylidene Catalyzed
Cyclopolymerization of 1,6-Heptadiynes. Organometallics, 2012, 31, 847-856. 1.1 26

35040 Quantum and Classical Dynamics Simulations of ATP Hydrolysis in Solution. Journal of Chemical
Theory and Computation, 2012, 8, 2328-2335. 2.3 42

35041 Do Solid-State Structures Reflect Lewis Acidity Trends of Heavier Group 13 Trihalides? Experimental
and Theoretical Case Study. Inorganic Chemistry, 2012, 51, 11602-11611. 1.9 51



1928

Citation Report

# Article IF Citations

35042 Depth Profile Assignments of nm and Î¼m Orders by Quantum Chemical Calculations for Chitosan Films
Modified by Kr+ Beam Bombardment. Progress in Theoretical Chemistry and Physics, 2012, , 475-485. 0.2 0

35043 Molecular structure and bonding in octamethylporphyrin tin(ii), SnN4C28H28. Dalton Transactions,
2012, 41, 7550. 1.6 23

35044
Lowest excited states and optical absorption spectra of donorâ€“acceptor copolymers for organic
photovoltaics: a new picture emerging from tuned long-range corrected density functionals. Physical
Chemistry Chemical Physics, 2012, 14, 14243.

1.3 101

35045 Computational Studies for Reduced Graphene Oxide in Hydrogen-Rich Environment. Journal of
Physical Chemistry A, 2012, 116, 1820-1827. 1.1 12

35046 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

35047 Synthesis, optical and ferroelectric properties of PZT thin films: experimental and theoretical
investigation. Journal of Materials Chemistry, 2012, 22, 6587. 6.7 22

35048 Radical Cleavage of Alâ€“C Bonds Promoted by Phenazine: From Noninnocent Ligand to Radical
Abstractor. Organometallics, 2012, 31, 7011-7019. 1.1 10

35049 Short Time Dynamics of Ionic Liquids in AIMD-Based Power Spectra. Journal of Chemical Theory and
Computation, 2012, 8, 1570-1579. 2.3 70

35050 The invalidity of the photo-induced electron transfer mechanism for fluorescein derivatives. Physical
Chemistry Chemical Physics, 2012, 14, 15191. 1.3 79

35051 Cucurbituril Adamantanediazirine Complexes and Consequential Carbene Chemistry. Journal of
Organic Chemistry, 2012, 77, 5155-5160. 1.7 19

35052 One-pot four-component synthesis of some novel octahydroquinolindiones using ZnO as an efficient
catalyst in water. Tetrahedron Letters, 2012, 53, 6306-6309. 0.7 22

35053 Understanding the FMN cofactor chemistry within the Anabaena Flavodoxin environment. Biochimica
Et Biophysica Acta - Bioenergetics, 2012, 1817, 2118-2127. 0.5 11

35054
A combined experimental and DFT/TDDFT investigation of structural, electronic, and pH-induced
tuning of photophysical and redox properties of osmium(ii) mixed-chelates derived from
imidazole-4,5-dicarboxylic acid and 2,2â€²-bipyridine. Dalton Transactions, 2012, 41, 12296.

1.6 41

35055 Enantioselectivity in Organocatalytic Cascade Double Michael Addition Reaction: A Theoretical Study.
Journal of Physical Chemistry A, 2012, 116, 670-679. 1.1 23

35056
Calculations of nonlinear response properties using the intermediate state representation and the
algebraic-diagrammatic construction polarization propagator approach: Two-photon absorption
spectra. Journal of Chemical Physics, 2012, 136, 064107.

1.2 68

35057 Modern battery electrolytes: Ionâ€“ion interactions in Li+/Na+ conductors from DFT calculations.
Physical Chemistry Chemical Physics, 2012, 14, 10774. 1.3 80

35058 Significance of the Amide Functionality on DOPA-Based Monolayers on Gold. Langmuir, 2012, 28,
16900-16908. 1.6 14

35059 Comparative parametric method 6 (PM6) and Recife model 1 (RM1) study of<i>trans</i>-stilbene.
Molecular Simulation, 2012, 38, 1-7. 0.9 7



1929

Citation Report

# Article IF Citations

35060 Mechanism of Atmospheric CO2Fixation in the Cavities of a Dinuclear Cryptate. Inorganic Chemistry,
2012, 51, 5282-5288. 1.9 23

35061 Coordination versus Coupling of Dicyanamide in Molybdenum and Manganese Pyrazole Complexes.
Inorganic Chemistry, 2012, 51, 6070-6080. 1.9 10

35062 Electronic Structures of the [V(<sup><i>t</i></sup>bpy)<sub>3</sub>]<sup><i>z</i></sup> (<i>z</i> =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 662 Td (3+, 2+, 0, 1âˆ’) Electron Transfer Series. Inorganic Chemistry, 2012, 51, 3707-3717.1.9 50

35063 A theoretical study of the mechanism and stereoselectivity of the Dielsâ€“Alder cycloaddition between
difluoro-2-methylencyclopropane and furan. Tetrahedron Letters, 2012, 53, 5784-5786. 0.7 14

35064 Anharmonic vibrational studies of l-aspartic acid using HF and DFT calculations. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2012, 96, 992-1004. 2.0 54

35065
Mononuclear Cyclometalated Ruthenium(II) Complexes of
1,2,4,5-Tetrakis(<i>N</i>-methylbenzimidazolyl)benzene: Synthesis and Electrochemical and
Spectroscopic Studies. Organometallics, 2012, 31, 4302-4308.

1.1 8

35066 DFT-Based Insights into Pdâ€“Zn Cooperative Effects in Oxidative Addition and Reductive Elimination
Processes Relevant to Negishi Cross-Couplings. Organometallics, 2012, 31, 2053-2058. 1.1 53

35067 Versatile 1,2- and 1,3-Dipole Behavior of the 1-Arsa-3-Germaallene Tip(<i>t</i>-Bu)Geâ••Câ••AsMes*: Formation
of a Heterocyclic Arsa(germa)carbene (AsGeHC). Organometallics, 2012, 31, 930-940. 1.1 12

35068 Computational Study on the Palladium-Catalyzed Allenylative Dearomatization Reaction.
Organometallics, 2012, 31, 1168-1179. 1.1 11

35069 Dimethylcuprate-Catalyzed Decarboxylative Coupling of Allyl Acetate. Organometallics, 2012, 31,
8012-8023. 1.1 27

35070 Quantum chemical studies on the enantiomerization mechanism of several [Zn(py)3(tach)]2+
derivatives. Dalton Transactions, 2012, 41, 14151. 1.6 4

35071
Spin transition energies of Cr in complexes and CO binding with Cr deposited on S2âˆ’and Se2âˆ’anion
impurities of MgO (001) surface density functional theory calculations. Physica Scripta, 2012, 86,
015603.

1.2 1

35072 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

35073 A quantum generalization of intrinsic reaction coordinate using path integral centroid coordinates.
Journal of Chemical Physics, 2012, 136, 184103. 1.2 15

35074 Asymmetric Transfer Hydrogenation of Acetophenone N-Benzylimine Using
[RuIICl((S,S)-TsDPEN)(Î·6-p-cymene)]: A DFT Study. Organometallics, 2012, 31, 6496-6499. 1.1 19

35075 Formation of color centers and paramagnetic species upon reduction of poly(diphenylene phthalide)
with metallic lithium in DMF. Russian Chemical Bulletin, 2012, 61, 1711-1725. 0.4 2

35077
High-Level Ab Initio Predictions of the Energetics of
<i>m</i>CO<sub>2</sub>Â·(H<sub>2</sub>O)<sub><i>n</i></sub> (<i>n</i> = 1â€“3, <i>m</i> = 1â€“12)
Clusters. Journal of Physical Chemistry A, 2012, 116, 9718-9729.

1.1 14

35078 Experimental and Theoretical Study of the Reactions between Vanadium Oxide Cluster Cations and
Hydrogen Sulfide. Journal of Physical Chemistry C, 2012, 116, 9043-9048. 1.5 17



1930

Citation Report

# Article IF Citations

35079 Experimental and Theoretical Study of the Reactions between Manganese Oxide Cluster Anions and
Hydrogen Sulfide. Journal of Physical Chemistry C, 2012, 116, 24184-24192. 1.5 26

35080 Theoretical Studies on Dehydrogenation Reactions in Mg2(BH4)2(NH2)2 Compounds. Chinese Journal
of Chemical Physics, 2012, 25, 676-680. 0.6 8

35081 Si<sub>6â€“<i>n</i></sub>C<sub><i>n</i></sub>H<sub>6</sub> (<i>n</i> = 0â€“6) Series: When Do
Silabenzenes Become Planar and Global Minima?. Journal of Physical Chemistry A, 2012, 116, 9591-9598. 1.1 55

35082 Electrochemical antioxidant detection technique based on guanine-bonded graphene and magnetic
nanoparticles composite materials. Analyst, The, 2012, 137, 4318. 1.7 13

35083
ENDOR Spectroscopy and DFT Calculations: Evidence for the Hydrogen-Bond Network Within Î±2 in the
PCET of E. coli Ribonucleotide Reductase. Journal of the American Chemical Society, 2012, 134,
17661-17670.

6.6 50

35084 Calculation of the <sup>29</sup>Si NMR Chemical Shifts of Aqueous Silicate Species. Journal of
Physical Chemistry A, 2012, 116, 8786-8791. 1.1 8

35085
Emissive Osmium(II) Complexes Supported by N-Heterocyclic Carbene-based
C<sup>âˆ§</sup>C<sup>âˆ§</sup>C-Pincer Ligands and Aromatic Diimines. Inorganic Chemistry, 2012, 51,
8693-8703.

1.9 58

35086 A computational study toward understanding the separation of ions of potassium chloride
microcrystal in water. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 3

35087 Singlet oxygen generation versus Oâ€“O homolysis in phenyl-substituted anthracene endoperoxides
investigated by RASPT2, CASPT2, CC2, and TD-DFT methods. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 5

35088 Extensive theoretical investigation: influence of the electrostatic environment on the I3 âˆ’Â·Â·Â·I3 âˆ’
anionâ€“anion interaction. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 29

35089 Density functional theory for the description of charge-transfer processes at TTF/TCNQ interfaces.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 15

35090 Why calcium inhibits magnesium-dependent enzyme phosphoserine phosphatase? A theoretical study.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 8

35091 Accurate time-dependent density functional theory calculations of the near edge X-ray absorption
fine structure of large systems. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 10

35092 Mechanism of ketone hydrosilylation using NHCâ€“Cu(I) catalysts: a computational study. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 17

35093 Broken symmetry DFT calculations of exchange coupling constants for manganeseâ€“porphyrin
quasi-one-dimensional molecular magnets. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 8

35094 A simple analysis of the influence of the solvent-induced electronic polarization on the 15N magnetic
shielding of pyridine in water. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 18

35095 Crystal Structure, Fluorescence, and Nanostructuration Studies of the First Zn<sup>II</sup>
Anthracene-Based Curcuminoid. Inorganic Chemistry, 2012, 51, 864-873. 1.9 29

35096
EFFECT OF CATION RADICAL FORMATION ON REACTIVITY AND ACIDITY ENHANCEMENT OF CYTOSINE
NUCLEOBASE: NATURAL BOND ORBITAL AND ATOM IN MOLECULE ANALYSIS. Journal of Theoretical and
Computational Chemistry, 2012, 11, 313-327.

1.8 11



1931

Citation Report

# Article IF Citations

35098 Computational Studies of Magnesium and Strontium Substitution in Hydroxyapatite. Key Engineering
Materials, 0, 529-530, 123-128. 0.4 3

35099 The Hydrogen Catalyst Cobaloxime: A Multifrequency EPR and DFT Study of Cobaloximeâ€™s Electronic
Structure. Journal of Physical Chemistry B, 2012, 116, 2943-2957. 1.2 48

35100 Quantum Mechanical Calculations for the Misincorporation of Nucleotides Opposite Mutagenic
3,<i>N</i><sup>4</sup>-Ethenocytosine. Journal of Physical Chemistry B, 2012, 116, 11173-11179. 1.2 15

35101 Improving density functional theory for crystal polymorph energetics. Physical Chemistry Chemical
Physics, 2012, 14, 7739. 1.3 32

35102 Visible Light Switching of a BF<sub>2</sub>-Coordinated Azo Compound. Journal of the American
Chemical Society, 2012, 134, 15221-15224. 6.6 209

35103 The Role of Molecular Conformation and Polarizable Embedding for One- and Two-Photon Absorption
of Disperse Orange 3 in Solution. Journal of Physical Chemistry B, 2012, 116, 8169-8181. 1.2 40

35104 Bespoke Force Field for Simulating the Molecular Dynamics of Porous Organic Cages. Journal of
Physical Chemistry C, 2012, 116, 16639-16651. 1.5 40

35105 Synthesis, Electronic Structure, and Alkene Hydrosilylation Activity of Terpyridine and
Bis(imino)pyridine Iron Dialkyl Complexes. Organometallics, 2012, 31, 4886-4893. 1.1 139

35106 First-Principles Study on the Mechanisms for H<sub>2</sub> Formation in Ammonia Borane at Ambient
and High Pressure. Journal of Physical Chemistry C, 2012, 116, 2146-2152. 1.5 19

35107
On the Unusual Weak Intramolecular C...C Interactions in Ru<sub>3</sub>(CO)<sub>12</sub>: A Case
of Bond Path Artifacts Introduced by the Multipole Model?. Journal of Physical Chemistry A, 2012, 116,
738-746.

1.1 23

35108 Concerted and Sequential Proton Transfer Mechanisms in Water-Separated Acidâ€“Base Encounter
Pairs. Journal of Physical Chemistry Letters, 2012, 3, 2633-2637. 2.1 11

35109 QTAIM View of Metalâ€“Metal Bonding in Di- and Trinuclear Disulfido Carbonyl Clusters.
Organometallics, 2012, 31, 2559-2570. 1.1 46

35110
The magnetic coupling in manganese-based dinuclear superhalogens and their analogues. A theoretical
characterization from a combined DFT and BS study. Physical Chemistry Chemical Physics, 2012, 14,
1121-1130.

1.3 56

35111 Valence Force Field for Layered Double Hydroxide Materials Based on the Parameterization of
Octahedrally Coordinated Metal Cations. Journal of Physical Chemistry C, 2012, 116, 3421-3431. 1.5 38

35112
Resolution-of-identity approach to Hartreeâ€“Fock, hybrid density functionals, RPA, MP2
and<i>GW</i>with numeric atom-centered orbital basis functions. New Journal of Physics, 2012, 14,
053020.

1.2 549

35113
Regioselective Deiodination of Thyroxine by Iodothyronine Deiodinase Mimics: An Unusual
Mechanistic Pathway Involving Cooperative Chalcogen and Halogen Bonding. Journal of the American
Chemical Society, 2012, 134, 4269-4279.

6.6 130

35114 Thermodynamic and kinetic behaviour of [Pt(2-methylthiomethylpyridine)(OH2)2]2+. Dalton
Transactions, 2012, 41, 512-522. 1.6 24

35115 Emissive â€˜zinc(II)-salphenâ€™ core: building block for columnar liquid crystals. Liquid Crystals, 2012, 39,
1435-1442. 0.9 16



1932

Citation Report

# Article IF Citations

35116 Is Quantum Tunneling Relevant in Freeâ€•Radical Polymerization?. Macromolecular Reaction Engineering,
2012, 6, 496-506. 0.9 15

35117 Quantification of the Trans Influence in Hypervalent Iodine Complexes. Inorganic Chemistry, 2012, 51,
967-977. 1.9 73

35118 Induced columnar mesomorphism in non-discoid VO2+salphen complexes: Transition between two
rectangular columnar phases. Liquid Crystals, 2012, 39, 819-826. 0.9 6

35119 Easy Access to Hydride Chemistry on a Tripodal P-Based Rhodium Scaffold. Organometallics, 2012, 31,
2895-2906. 1.1 16

35120 Water Absorbed by Polyaniline Emeraldine Tends to Organize, Forming Nanodrops. Journal of Physical
Chemistry B, 2012, 116, 7342-7350. 1.2 16

35121 A Computational Exploration of the CO Adsorption in Cation-Exchanged Faujasites. Journal of
Physical Chemistry C, 2012, 116, 24512-24521. 1.5 11

35122 Molecular Origins of Optoelectronic Properties in Coumarin Dyes: Toward Designer Solar Cell and
Laser Applications. Journal of Physical Chemistry A, 2012, 116, 727-737. 1.1 244

35123 Direct Observation of a Sulfonyl Azide Excited State and Its Decay Processes by Ultrafast
Time-Resolved IR Spectroscopy. Journal of the American Chemical Society, 2012, 134, 7036-7044. 6.6 37

35124 Mechanistic Insight into the Formal [1,3]-Migration in the Thermal Claisen Rearrangement. Journal of
Organic Chemistry, 2012, 77, 10856-10869. 1.7 46

35125
Density Functional Theory Study of the Mechanism of the Rhodium(I)-Catalyzed Conjugated Diene
Assisted Allylic Câ€“H Bond Activation and Addition to Alkenes Using Ene-2-dienes As Substrates.
Organometallics, 2012, 31, 5185-5195.

1.1 37

35126
Assessment of DFT Exchangeâ€“Correlation Functionals for Evaluating the Multipolar Contributions
to the Quadratic Nonlinear Optical Responses of Small Reference Molecules. Journal of Chemical
Theory and Computation, 2012, 8, 2044-2052.

2.3 47

35127 Laser pulse ionization of fixed-in-space H<sub>2</sub>O. Journal of Physics B: Atomic, Molecular and
Optical Physics, 2012, 45, 194009. 0.6 5

35128
Synthesis, Crystal Structure and DFT Study of
5-tert-Butyl-2-hydroxy-1,3-phenylene-bis(phenylmethanone). Journal of Chemical Crystallography, 2012,
42, 960-967.

0.5 6

35129
CO Substitution in HOs3(CO)10(Î¼-SC6H4Me-4) by the Diphosphine
4,5-Bis(diphenylphosphino)-4-cyclopentadiene-1,3-dione (bpcd): Structural and DFT Evaluation of the
Isomeric Clusters HOs3(CO)8(bpcd)(Î¼-SC6H4Me-4). Journal of Cluster Science, 2012, 23, 685-702.

1.7 11

35130 Backbone Modified Small Bite-Angle Diphosphines: Synthesis, Structure and Regioselective Thermal
Rearrangements of Os3(CO)10{Î¼-Ph2PCH(Me)PPh2}. Journal of Cluster Science, 2012, 23, 781-798. 1.7 11

35131 Hydroxyl radicals in ice: insights into local structure and dynamics. Physical Chemistry Chemical
Physics, 2012, 14, 11639. 1.3 14

35132 RNA Folding and Catalysis Mediated by Iron (II). PLoS ONE, 2012, 7, e38024. 1.1 79

35133 Crystal Structure of Two Anti-Porphyrin Antibodies with Peroxidase Activity. PLoS ONE, 2012, 7, e51128. 1.1 11



1933

Citation Report

# Article IF Citations

35134 On the Primary Ionization Mechanism(s) in Matrix-Assisted Laser Desorption Ionization. Journal of
Analytical Methods in Chemistry, 2012, 2012, 1-8. 0.7 44

35135 Theoretical Investigation on the Solubilization in Water of Functionalized Single-Wall Carbon
Nanotubes. Journal of Nanotechnology, 2012, 2012, 1-6. 1.5 24

35136 Titanium as a Potential Addition for High-Capacity Hydrogen Storage Medium. Journal of
Nanotechnology, 2012, 2012, 1-9. 1.5 6

35137 Guanine: A Combined Study Using Vibrational Spectroscopy and Theoretical Methods. Spectroscopy,
2012, 27, 273-292. 0.8 50

35138 Electronic Structure, Nonlinear Optical Properties, and Vibrational Analysis of Gemifloxacin by
Density Functional Theory. Spectroscopy, 2012, 27, 185-206. 0.8 24

35139 Stability Computations for Isomers of La@Cn (n = 72, 74, 76). Molecules, 2012, 17, 13146-13156. 1.7 11

35140 Synthesis and Properties of 2-Alkylidene-1,3-dithiolo[4,5-d]-4,5-ethylenediselenotetrathiafulvalene
Derivatives and Crystal Structures of Their Cation Radical Salts. Crystals, 2012, 2, 393-412. 1.0 4

35141 The Metal Cation Chelating Capacity of Astaxanthin. Does This Have Any Influence on Antiradical
Activity?. Molecules, 2012, 17, 1039-1054. 1.7 34

35142 The Rotational Barrier in Ethane: A Molecular Orbital Study. Molecules, 2012, 17, 4661-4671. 1.7 24

35143 Tandem RCMâ€“Claisen Rearrangementâ€“[2+2] Cycloaddition of O,O'-(But-2-en-1,4-diyl)-bridged
Binaphthols. Molecules, 2012, 17, 14531-14554. 1.7 3

35144 From Metal Thiobenzoates to Metal Sulfide Nanocrystals: An Experimental and Theoretical
Investigation. Nanomaterials, 2012, 2, 113-133. 1.9 11

35145 Platinum-Catalyzed Direct Amination of Allylic Alcohols. Yuki Gosei Kagaku Kyokaishi/Journal of
Synthetic Organic Chemistry, 2012, 70, 1145-1156. 0.0 5

35146 Differential Scanning Calorimetry, NBO and Hyperpolarizability Analysis of Yohimbine Hydrochloride.
Himalayan Physics, 0, 3, 44-49. 0.3 4

35147 Bioactivities of Volatile Components from Nepalese Artemisia Species. Natural Product
Communications, 2012, 7, 1934578X1200701. 0.2 15

35148 Dihydrospinochalcone-A and Epi-Flemistrictin-B, Natural Isocordoin Derivatives from the Root Extract
of <i>Lonchocarpus Xuul</i>. Natural Product Communications, 2012, 7, 1934578X1200701. 0.2 1

35149 Preserving Proteins Under High Pressure and Low Temperature. , 0, , . 1

35150 Molecular Dynamics Simulations of Proton Transport in Proton Exchange Membranes Based on
Acid-Base Complexes. , 0, , . 2

35151 Cinnamic Acid Derivatives Acting against <i>Aspergillus</i> Fungi.<i>Taq</i> Polymerase I a Potential
Molecular Target. Natural Product Communications, 2012, 7, 1934578X1200701. 0.2 0



1934

Citation Report

# Article IF Citations

35152 Hybridized electronic states in potassium-doped picene probed by soft x-ray spectroscopies. AIP
Advances, 2012, 2, 042114. 0.6 6

35153 Quantum Chemical Calculations for some Isatin Thiosemicarbazones. , 2012, , . 0

35154 On the electronic spectroscopy of closed-shell cations derived from resonance-stabilized radicals:
Insights from theory and Franck-Condon analysis. Astronomy and Astrophysics, 2012, 541, A8. 2.1 8

35155 The submillimeter-wave spectrum of diisocyanomethane. Astronomy and Astrophysics, 2012, 544, A82. 2.1 6

35156 Tautomerism in 11-Hydroxyaklavinone: A DFT Study. Scientific World Journal, The, 2012, 2012, 1-7. 0.8 2

35157
Coupled-cluster, MÃ¶ller Plesset (MP2), density fitted local MP2, and density functional theory
examination of the energetic and structural features of hydrophobic solvation: Water and pentane.
Journal of Chemical Physics, 2012, 136, 054305.

1.2 8

35158 Experimental and Theoretical Study of the Yellowing of Ancient Paper. E-Journal of Surface Science
and Nanotechnology, 2012, 10, 569-574. 0.1 15

35159 Spectrophotometric investigations and computational calculations of prototropic tautomerism and
acidâ€“base properties of some new azo dyes. Dyes and Pigments, 2012, 92, 705-713. 2.0 27

35160 Electronic structure and spectral properties of the triarylamine-dithienosilole dyes for efficient
organic solar cells. Dyes and Pigments, 2012, 92, 531-536. 2.0 53

35161 Study on the interaction of Basic Violet 2 with hydroxypropyl-Î²-cyclodextrin. Dyes and Pigments, 2012,
92, 758-765. 2.0 5

35162 Synthesis and Characterization of Acetone Hydrazones. Zeitschrift Fur Anorganische Und Allgemeine
Chemie, 2012, 638, 57-63. 0.6 2

35163 Synthesis, Characterization, and Energetic Properties of Nitroso Compounds. Zeitschrift Fur
Anorganische Und Allgemeine Chemie, 2012, 638, 336-344. 0.6 1

35164 1-[(1-Ethoxypropylidene)amino]-2-ethyl-4-(4-hydroxybenzyl)imidazol-5(4H)-one. Acta Crystallographica
Section C: Crystal Structure Communications, 2012, 68, o141-o143. 0.4 0

35165 New version of the theoretical databank of transferable aspherical pseudoatoms, UBDB2011 â€“ towards
nucleic acid modelling. Acta Crystallographica Section A: Foundations and Advances, 2012, 68, 139-147. 0.3 94

35166 PCM study of the solvent and substituent effects on bond dissociation energies of the Oï£¿NO Bondâ€”A
DFT study. International Journal of Quantum Chemistry, 2012, 112, 603-608. 1.0 0

35167 Understanding hydrogenation of the adenineâ€•thymine base pairs and their anions: A density functional
study. International Journal of Quantum Chemistry, 2012, 112, 609-618. 1.0 2

35168
The role of hydrogen bonds in proteinâ€“ligand interactions. DFT calculations in
1,3â€•dihydrobenzimidazoleâ€•2 thione derivatives with glycinamide as model HIV RT inhibitors. International
Journal of Quantum Chemistry, 2012, 112, 1786-1795.

1.0 10

35169 Relative stabilities of transition states determine diastereocontrol in sulfur ylide additions onto
chiral <i>N</i>â€•sulfinyl imines. International Journal of Quantum Chemistry, 2012, 112, 509-518. 1.0 1



1935

Citation Report

# Article IF Citations

35170
Density functional studies of Li<i><sub>N</sub></i> and Li<i><sub>N</sub></i><sup>+</sup> (<i>N</i>) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 747 Td (= 2â€“30) clusters: Structure, binding and charge distribution. International Journal of Quantum

Chemistry, 2012, 112, 575-586.
1.0 20

35171 Combined experimental and computational modeling studies on 3,5â€•dimethylâ€•pyrazoleâ€•1â€•carbodithioic
acid benzyl ester. International Journal of Quantum Chemistry, 2012, 112, 373-381. 1.0 4

35172
Ab initio and semiempirical computational studies on
1â€•{(2E)â€•2â€•[(aminocarbonothioyl)hydrazono]â€•2â€•(3â€•mesitylâ€•3â€•methylcyclobutyl)ethyl}â€•pyrrolidineâ€•2,5â€•dione.
International Journal of Quantum Chemistry, 2012, 112, 394-413.

1.0 1

35173 Bond dissociation energies for removal of the hydroxyl group in some alcohols from quantum
chemical calculations. International Journal of Quantum Chemistry, 2012, 112, 665-671. 1.0 8

35174 Theoretical study on charge transport of quinacridone polymorphs. International Journal of
Quantum Chemistry, 2012, 112, 740-746. 1.0 10

35175
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

35176 Determination of p<i>K</i>a for substituted benzoic acids in mixed solvent using density functional
theory and QSPR. International Journal of Quantum Chemistry, 2012, 112, 683-694. 1.0 10

35177 Conformational and thermodynamic analysis of the COXIB scaffold using quantum chemical
calculations. International Journal of Quantum Chemistry, 2012, 112, 922-936. 1.0 1

35178 Computational study of the catalytic synthesis of 5â€•nitroâ€•1,2,4â€•triazolâ€•3â€•one. International Journal of
Quantum Chemistry, 2012, 112, 703-712. 1.0 5

35179 Performance of popular XCâ€•functionals for the description of excitation energies in GFPâ€•like
chromophore models. International Journal of Quantum Chemistry, 2012, 112, 789-800. 1.0 51

35180 Charge transport and optical properties of discotic liquid crystalline molecules THDDP and
substituted THDP. International Journal of Quantum Chemistry, 2012, 112, 713-723. 1.0 6

35181 A stepwise mechanism for the uncatalyzed michael addition of acetylacetone to methyl vinyl ketone.
International Journal of Quantum Chemistry, 2012, 112, 801-808. 1.0 4

35182
Experimental and theoretical investigation of the molecular and electronic structure of
<i>N</i>â€²â€•benzylideneâ€•<i>N</i>â€•[4â€•(3â€•methylâ€•3â€•phenylâ€•cyclobutyl)â€•thiazolâ€•2â€•yl]â€•chloroâ€•acetic acid hydrazide.
International Journal of Quantum Chemistry, 2012, 112, 1016-1028.

1.0 6

35183 Theoretical study of static (Hyper)polarizabilities of twisted intramolecular charge transfer
chromophores. International Journal of Quantum Chemistry, 2012, 112, 1086-1096. 1.0 6

35184 Evaluation of DFT methods to study reactions of benzene with OH radical. International Journal of
Quantum Chemistry, 2012, 112, 1879-1886. 1.0 13

35185 DFT and MP2 study of isomery scheme in Formazan and intermolecular and intramolecular proton
transfer between its tautomers. International Journal of Quantum Chemistry, 2012, 112, 1215-1224. 1.0 10

35186
Reactions of <sup>1</sup>S, <sup>1</sup>D, and <sup>3</sup>P carbon atoms with water. Oxygen
abstraction and intermolecular formaldehyde generation mechanisms; An MCSCF study. International
Journal of Quantum Chemistry, 2012, 112, 1165-1184.

1.0 10

35187
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



1936

Citation Report

# Article IF Citations

35188
A theoretical study of the dependence of the AS<sub><i>x</i></sub>Si<sub>6âˆ’<i>x</i></sub> cluster
structures and properties on composition. International Journal of Quantum Chemistry, 2012, 112,
1499-1506.

1.0 0

35189 The structure of cinnamic acid and cinnamoyl azides, a unique localized Ï€ system: The electronic
spectra and DFTâ€•treatment. International Journal of Quantum Chemistry, 2012, 112, 1256-1272. 1.0 11

35190 Characterization of intermolecular interactions in crystalline aspirin: A computational NQR study.
International Journal of Quantum Chemistry, 2012, 112, 1392-1400. 1.0 4

35191 Hydrogen bond and the resonance effect on the formamideâ€“water complexes. International Journal
of Quantum Chemistry, 2012, 112, 1401-1420. 1.0 4

35192 Effects of solvent on weak halogen bonds: Density functional theory calculations. International
Journal of Quantum Chemistry, 2012, 112, 1421-1430. 1.0 33

35193 Structural and energetic exploration of a boronâ€•rich sulfide cluster B<sub>6</sub>S. International
Journal of Quantum Chemistry, 2012, 112, 1299-1306. 1.0 14

35194 A DFT study of the enantioselective reduction of oxime ethers promoted by chiral spiroborate esters.
International Journal of Quantum Chemistry, 2012, 112, 1449-1459. 1.0 2

35195 Interstitial water and the formation of low barrier hydrogen bonds: A computational model study.
International Journal of Quantum Chemistry, 2012, 112, 1460-1472. 1.0 2

35196
CaCuO<sub>2</sub> antiferromagnetism using shallow well added solely to atomic potential for
generating O<sup>2âˆ’</sup> basis set of periodic molecular orbitals with consideration of coulomb
potential in solid in an LDA. International Journal of Quantum Chemistry, 2012, 112, 44-52.

1.0 7

35197 Product channels in the reaction of the CH<sub>3</sub>SO radical with NO<sub>2</sub>: DFT and ab
initio studies. International Journal of Quantum Chemistry, 2012, 112, 1904-1912. 1.0 3

35198
Quantum theoretical study of mechanism of the reaction between guanine radical cation and
carbonate radical anion: Formation of 8â€•oxoguanine. International Journal of Quantum Chemistry,
2012, 112, 2000-2008.

1.0 11

35199 Computational study of the catalytic effect of platinum on the decomposition of DNT. International
Journal of Quantum Chemistry, 2012, 112, 1852-1858. 1.0 1

35200 Structure and reactivity of baicalein radical cation. International Journal of Quantum Chemistry,
2012, 112, 2009-2017. 1.0 7

35201
Electronic structures of the Cu<sub>2</sub>S<sub>2</sub> core of the Cu<sub>A</sub> site in
cytochrome <i>c</i> oxidase and nitrous oxide reductase. International Journal of Quantum
Chemistry, 2012, 112, 208-218.

1.0 7

35202
Nï£¿H and Nï£¿Cl homolytic bond dissociation energies and radical stabilization energies: An assessment
of theoretical procedures through comparison with benchmarkâ€•quality W2w data. International
Journal of Quantum Chemistry, 2012, 112, 1862-1878.

1.0 46

35203 Ab initio electron propagator calculations on electron detachment energies of nickel phthalocyanine
tetrasulfonate tetraanions. International Journal of Quantum Chemistry, 2012, 112, 184-194. 1.0 4

35204 Theoretical study of the fragmentation and isomerization of ethyltoluene radical cations.
International Journal of Quantum Chemistry, 2012, 112, 1984-1989. 1.0 3

35205 The benchmark of Gutzwiller density functional theory in hydrogen systems. International Journal of
Quantum Chemistry, 2012, 112, 240-246. 1.0 5



1937

Citation Report

# Article IF Citations

35206

Influence of oxidation state of sulfur on the dissociation of
[Tzâ€•(CH<sub>2</sub>)<sub>n</sub>â€•S(O)<sub>m</sub>â€•(CH<sub>2</sub>)<sub>n</sub>â€•Tzâ€‰+â€‰Na<sup>+</sup>]
adducts generated by electrospray ionization (Tzâ€‰=â€‰tetrazole ring; nâ€‰=â€‰2, 3; mâ€‰=â€‰0, 1, 2). Rapid
Communications in Mass Spectrometry, 2012, 26, 377-384.

0.7 4

35207
Analysis of cipadesin limonoids from <i>Cipadessa cinerascens</i> using electrospray ionization
quadrupole timeâ€•ofâ€•flight tandem mass spectrometry and quantum chemical calculations. Rapid
Communications in Mass Spectrometry, 2012, 26, 563-571.

0.7 11

35208 Sideâ€•chain effects on phenothiazineâ€•based donorâ€“acceptor copolymer properties in organic
photovoltaic devices. Journal of Polymer Science Part A, 2012, 50, 649-658. 2.5 19

35209 Tunable lightâ€•harvesting polymers containing embedded dipolar chromophores for polymer solar cell
applications. Journal of Polymer Science Part A, 2012, 50, 1362-1373. 2.5 18

35210 New Takes on Nitrate Ester Chemistry: Salts with Oxygen-Rich Ammonium Cations. Propellants,
Explosives, Pyrotechnics, 2012, 37, 40-51. 1.0 9

35211 Genotoxic halofuranones in water: isomerization and acidity of mucohalic acids. Journal of Physical
Organic Chemistry, 2012, 25, 14-20. 0.9 3

35212 Mechanistic study on Mo(CO)<sub>6</sub>â€•catalyzed intramolecular [2â€‰+â€‰2] or [2â€‰+â€‰2â€‰+â€‰1] cycloaddition
reaction of 5â€•allenylâ€•1â€•ynes. Journal of Physical Organic Chemistry, 2012, 25, 21-31. 0.9 2

35213 Pâ€•Heterocyclic silylenes: a survey of stability with density functional theory. Journal of Physical
Organic Chemistry, 2012, 25, 50-57. 0.9 7

35214 Reduction potentials of <i>para</i>â€•substituted nitrobenzenesâ€”an infrared, nuclear magnetic
resonance, and density functional theory study. Journal of Physical Organic Chemistry, 2012, 25, 58-68. 0.9 83

35215 A computational exploration of the mechanisms for the acidâ€•catalytic ureaâ€“formaldehyde reaction:
new insight into the old topic. Journal of Physical Organic Chemistry, 2012, 25, 118-125. 0.9 14

35216
Density functional theory study of the bisâ€•3â€•benzoâ€•crown ethers and their complexes with alkali metal
cations Na<sup>+</sup>, K<sup>+</sup>, Rb<sup>+</sup> and Cs<sup>+</sup>. Journal of Physical
Organic Chemistry, 2012, 25, 222-229.

0.9 7

35217 Kinetic investigation on carbamate formation from the reaction of carbon dioxide with amino acids in
homogeneous aqueous solution. Journal of Physical Organic Chemistry, 2012, 25, 239-247. 0.9 20

35218
Experimental and computational determination of BrÃ¸nsted coefficients for equilibrium transfer of
the <i>O</i>,<i>O</i>â€•dimethyl phosphorothioyl group between oxyanion nucleophiles. Journal of
Physical Organic Chemistry, 2012, 25, 258-266.

0.9 6

35219 hCINAP is an atypical mammalian nuclear adenylate kinase with an ATPase motif: Structural and
functional studies. Proteins: Structure, Function and Bioinformatics, 2012, 80, 206-220. 1.5 27

35220 Structural properties of metalâ€•organic frameworks within the densityâ€•functional based tightâ€•binding
method. Physica Status Solidi (B): Basic Research, 2012, 249, 335-342. 0.7 42

35221 Excited state properties of Si quantum dots. Physica Status Solidi (B): Basic Research, 2012, 249, 401-412. 0.7 24

35222 Electric dipole moments and polarizabilities of small Bi<sub><i>n</i></sub> (<i>n</i>â€‰=â€‰2â€“24, 40, 80)
clusters. Physica Status Solidi (B): Basic Research, 2012, 249, 62-68. 0.7 1

35223
Single-Molecule Conductance of Ï€-Conjugated Rotaxane: New Method for Measuring Stipulated
Electric Conductance of Ï€-Conjugated Molecular Wire Using STM Break Junction. Small, 2012, 8,
726-730.

5.2 67



1938

Citation Report

# Article IF Citations

35224 Spinâ€•componentâ€•scaled electron correlation methods. Wiley Interdisciplinary Reviews: Computational
Molecular Science, 2012, 2, 886-906. 6.2 197

35225 Circular dichroism: electronic. Wiley Interdisciplinary Reviews: Computational Molecular Science,
2012, 2, 150-166. 6.2 106

35226 Recent trends in conformational analysis. Wiley Interdisciplinary Reviews: Computational Molecular
Science, 2012, 2, 613-641. 6.2 65

35227

Fluorierung von <i>closo</i>,<i>closo</i>â€•[B<sub>21</sub>H<sub>18</sub>]<sup>â€“</sup> mit
<i>a</i>HF und F<sub>2</sub> zu
<i>closo</i>,<i>closo</i>â€•[B<sub>21</sub>H<sub>18â€“<i>x</i></sub>F<i><sub>x</sub></i>]<sup>â€“</sup>
(<i>x</i> = 1â€“3) und <i>closo</i>,<i>closo</i>â€•[B<sub>21</sub>F<sub>18</sub>]<sup>â€“</sup>.
Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2012, 638, 594-601.

0.6 7

35228
Isolation and Characterization of CH<sub>3</sub>OC(O)OOC(O)F from the Reaction
CH<sub>3</sub>OH + FC(O)OOC(O)F. Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2012, 638,
547-552.

0.6 5

35229

Direct Synthesis of PbO Nanoparticles From a Lead(II) Nano Coordination Polymer Precursor:
Synthesis, Crystal Structure, and DFT Calculations of
[Pb<sub>2</sub>(dmp)<sub>2</sub>(Î¼â€•N<sub>3</sub>)<sub>2</sub>(Î¼â€•ClO<sub>4</sub>)<sub>2</sub>]<i><sub>n</sub></i>
with the First Pb<sub>2</sub>â€•(Î¼â€•ClO<sub>4</sub>)<sub>2</sub> Unit. Zeitschrift Fur Anorganische Und
Allgemeine Chemie, 2012, 638, 844-850.

0.6 26

35230 Crystal and Molecular Structure of the trans-Hyponitrite Compounds Ph3E(Î¼-ONNO)EPh3 (E = Ge, Pb).
Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2012, 638, 1071-1074. 0.6 4

35231
Syntheses, Crystal Structures and Thermal Behavior of Five New Complexes Containing 2, 4,
6â€•Trifluorobenzoate as Ligand. Zeitschrift Fur Anorganische Und Allgemeine Chemie, 2012, 638,
1424-1431.

0.6 14

35232 A Computational View of PATO and its Tautomers. Zeitschrift Fur Anorganische Und Allgemeine
Chemie, 2012, 638, 1316-1322. 0.6 3

35233
Theoretical analysis on geometries and electronic structures of antiaromatic pentalene and its
Nâ€•substituted derivatives: monomer, oligomers and polymer. Journal of Physical Organic Chemistry,
2012, 25, 278-286.

0.9 2

35234 Theoretical studies of the structural, electronic and optical properties of carbazoleâ€•based
compounds. Journal of Physical Organic Chemistry, 2012, 25, 334-342. 0.9 5

35235
Quantum chemical study on the mechanism of intramolecular cyclization of 2â€•benzyloxyphenyl
trimethylsilyl ketone to give the benzofuran derivatives. Journal of Physical Organic Chemistry, 2012,
25, 400-408.

0.9 7

35236
Azaâ€•Dielsâ€“Alder reaction between cyclopentadiene and protonated <i>N</i>â€•phenylethyliminoacetates
of 8â€•phenylmenthol and 8â€•phenyl<i>neo</i>menthol: a density functional theory study. Journal of
Physical Organic Chemistry, 2012, 25, 515-522.

0.9 4

35237
Photoinduced decarboxylation of
9â€•oxoâ€•6,9â€•dihydro[1,2,5]selenadiazolo[3,4â€•<i>f</i>]quinolineâ€•8â€•carboxylic acid. Journal of Physical Organic
Chemistry, 2012, 25, 643-648.

0.9 4

35238 An ultrafast timeâ€•resolved infrared and UVâ€“vis spectroscopic and computational study of the
photochemistry of acyl azides. Journal of Physical Organic Chemistry, 2012, 25, 693-703. 0.9 33

35239 Computational investigations into new fluorescence quenching process induced by complexation of
alkali metal ion. Journal of Physical Organic Chemistry, 2012, 25, 778-786. 0.9 1

35240 What roles do boron substitutions play in structural, tautomeric, base pairing and electronic
properties of uracil? NBO &amp; AIM analysis. Journal of Physical Organic Chemistry, 2012, 25, 787-796. 0.9 4

35241 From density functional steric analysis and molecular electrostatic potential to the estimation of
etherification rate constant. Journal of Physical Organic Chemistry, 2012, 25, 797-802. 0.9 8



1939

Citation Report

# Article IF Citations

35242 Influence of the hydrogen bonding on the basicity of selected macrocyclic amines. Journal of Physical
Organic Chemistry, 2012, 25, 803-810. 0.9 19

35243 <i>In Silico</i> study of carcinogenic <i>o</i>â€•Quinone metabolites derived from polycyclic aromatic
hydrocarbons (PAHs). Journal of Physical Organic Chemistry, 2012, 25, 720-728. 0.9 2

35244 Structure prediction and aromaticity of acenes and phenylenes series. A combination method between
asymmetric KekulÃ© structures. Journal of Physical Organic Chemistry, 2012, 25, 840-849. 0.9 7

35245 Reactions of substituted aspirins with amino acids. Journal of Physical Organic Chemistry, 2012, 25,
939-945. 0.9 2

35246
A proline mimetic for enantioselective aldol reaction: a quantum chemical study of a catalytic
reaction with a sterically hindered <scp>l</scp>â€•prolinamide derivative. Journal of Physical Organic
Chemistry, 2012, 25, 971-978.

0.9 3

35247 Unusual aspects of ionâ€•pairing effects in room temperature ionic liquids. Journal of Physical Organic
Chemistry, 2012, 25, 1243-1246. 0.9 8

35248 A chiral polymerâ€•based turnâ€•on fluorescent sensor for specific recognition of hydrogen sulfate.
Journal of Polymer Science Part A, 2012, 50, 4191-4197. 2.5 13

35249 Novel Uncatalyzed Synthesis and Characterization of Diacetone Diperoxide. Propellants, Explosives,
Pyrotechnics, 2012, 37, 413-421. 1.0 10

35250 Aminonitrocyclopropanes as Possible High-Energy Materials. Quantum Chemical Calculations.
Propellants, Explosives, Pyrotechnics, 2012, 37, 498-501. 1.0 3

35251
The nature of tryptophan radicals involved in the longâ€•range electron transfer of lignin peroxidase
and lignin peroxidaseâ€•like systems: Insights from quantum mechanical/molecular mechanics
simulations. Proteins: Structure, Function and Bioinformatics, 2012, 80, 1476-1483.

1.5 17

35252
Pyrrolidineâ€•based dyeâ€•sensitized solar cells: A timeâ€•dependent density functional theory investigation of
the excited state electronic properties. International Journal of Quantum Chemistry, 2012, 112,
2072-2084.

1.0 10

35253 Infrared spectra of chargeâ€•solvated versus saltâ€•bridge conformations of glycineâ€•, serineâ€•, and
cysteineâ€•Ca<sup>2+</sup> complexes. International Journal of Quantum Chemistry, 2012, 112, 2126-2134. 1.0 9

35254
The Importance of the DFT method on the computation of the second hyperpolarizability of
semiconductor clusters of increasing size: A critical analysis on prolate aluminum phosphide
clusters. International Journal of Quantum Chemistry, 2012, 112, 2115-2125.

1.0 17

35255 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

35256 Electronic activity in chelotropic and cycloaddition reactions. International Journal of Quantum
Chemistry, 2012, 112, 2142-2153. 1.0 5

35257
Electronic structure, dielectric properties and infrared vibrational spectrum of fayalite: An ab initio
simulation with an allâ€•electron Gaussian basis set and the B3LYP functional. International Journal of
Quantum Chemistry, 2012, 112, 2098-2108.

1.0 20

35258 Ab initio electron energyâ€•loss spectra and depolarization effects: Application to carbon nanotubes.
International Journal of Quantum Chemistry, 2012, 112, 2171-2184. 1.0 1

35259 Density functional theory study of the regioâ€• and stereoselectivity of dielsâ€“alder reactions of
5â€•Arylâ€•2â€•pyrones. International Journal of Quantum Chemistry, 2012, 112, 2294-2300. 1.0 16



1940

Citation Report

# Article IF Citations

35260
The effect of the functional, basis set, and solvent in the simulation of the geometry and
spectroscopic properties of V<sup>IV</sup>O<sup>2+</sup> complexes. chemical and biological
applications. International Journal of Quantum Chemistry, 2012, 112, 2486-2498.

1.0 73

35261 Theoretical prediction on HAlS+ and HSAl+ cations using multiconfiguration second-order
perturbation theory. International Journal of Quantum Chemistry, 2012, 112, 2499-2503. 1.0 2

35262
Structures, magnetic properties, and electronic counting rule of metalsâ€•encapsulated cageâ€•like
M<sub>2</sub> Si<sub>18</sub> (M = Tiâ€•Zn) clusters. International Journal of Quantum Chemistry,
2012, 112, 2525-2531.

1.0 39

35263
The adsorption of CO<sub>2</sub>, H<sub>2</sub>CO<sub>3</sub>, HCO<sub>3</sub><sup>âˆ’</sup>
and CO<sub>3</sub><sup>2âˆ’</sup> on Cu<sub>2</sub>O (111) surface: Firstâ€•principles study.
International Journal of Quantum Chemistry, 2012, 112, 2532-2540.

1.0 28

35264
Theoretical studies of ground and excited electronic states in a series of heteroleptic iridium
complexes using density functional theory. International Journal of Quantum Chemistry, 2012, 112,
2422-2428.

1.0 8

35265
Theoretical investigation on identical anionic halideâ€•exchange S<sub>N</sub>2 reaction processes on
<i>N</i>â€•haloammonium cation NH<sub>3</sub>X<sup>+</sup> (X = F, Cl, Br, and I). International
Journal of Quantum Chemistry, 2012, 112, 2475-2481.

1.0 7

35266
Theoretical insights into the visible nearâ€•infrared absorption spectra of
Bis(hexafluoroacetylacetonate) copper(II) in pyridine. International Journal of Quantum Chemistry,
2012, 112, 2571-2577.

1.0 4

35267 A twoâ€•state reactivity rationale for the reaction of ta atom with acetonitrile in the gas phase.
International Journal of Quantum Chemistry, 2012, 112, 3685-3690. 1.0 6

35268
Theoretical study of the chemical reactivity and molecular quantum similarity in a series of
derivatives of 2â€•adamantylâ€•thiazolidineâ€•4â€•one using density functional theory and the topoâ€•geometrical
superposition approach. International Journal of Quantum Chemistry, 2012, 112, 2681-2687.

1.0 17

35269 Hydrogenâ€•bonded complexes of nicotine with simple alcohols. International Journal of Quantum
Chemistry, 2012, 112, 2787-2793. 1.0 8

35270
Theoretical investigation on the structures, densities, and detonation properties of
polynitrotetraazaoctahydroanthracenes. International Journal of Quantum Chemistry, 2012, 112,
2794-2800.

1.0 3

35271 Prediction of boronâ€“phosphorous nanographeneâ€•like material. International Journal of Quantum
Chemistry, 2012, 112, 3152-3157. 1.0 26

35272 Comparative modeling and QM/MM studies of cysteine protease mutant of <i>Theobroma cacao</i>.
International Journal of Quantum Chemistry, 2012, 112, 3164-3168. 1.0 4

35273 Is the donorâ€“acceptor electronegativity a good indicator for the surface enhanced Raman scattering
(SERS)?. International Journal of Quantum Chemistry, 2012, 112, 3516-3524. 1.0 8

35274 Stability and bonding in the boraneâ€“H<sub>2</sub> complexes. International Journal of Quantum
Chemistry, 2012, 112, 3564-3569. 1.0 1

35275
Density functional study on the geometric features and growing pattern of
B<sub><i>n</i></sub>P<sub><i>m</i></sub> clusters with <i>n</i> = 1â€“4, <i>m</i> = 1â€“4, <i>n</i> +
<i>m</i> â‰¤ 5. International Journal of Quantum Chemistry, 2012, 112, 3261-3268.

1.0 0

35276 Relationship between local reactivity indices and the hammett constant for isatoic anhydride and its
derivatives. International Journal of Quantum Chemistry, 2012, 112, 3570-3577. 1.0 5

35277
Calculations of structures and reaction energy profiles of As<sub>2</sub>O<sub>3</sub> and
As<sub>4</sub>O<sub>6</sub> species by quantum chemical methods. International Journal of
Quantum Chemistry, 2012, 112, 3320-3324.

1.0 9



1941

Citation Report

# Article IF Citations

35278 Theoretical models for the antitrypanosomal activity of thiosemicarbazone derivatives. International
Journal of Quantum Chemistry, 2012, 112, 3364-3370. 1.0 2

35279 Densityâ€•functionalâ€•theory study of Î±â€•cyclodextrin inclusion complexes. International Journal of
Quantum Chemistry, 2012, 112, 3587-3593. 1.0 5

35280 Laplacianâ€•based models for the exchange energy. International Journal of Quantum Chemistry, 2012, 112,
3796-3806. 1.0 20

35281
Reaction mechanism of hydrogenation and direct desulfurization routes of dibenzothiopheneâ€•like
compounds: A density functional theory study. International Journal of Quantum Chemistry, 2012, 112,
3599-3605.

1.0 15

35282 Theoretical study of inclusion of a dinuclear platinum(II) complex in Î±, Î², and Î³â€•cyclodextrins.
International Journal of Quantum Chemistry, 2012, 112, 3403-3408. 1.0 6

35283 Gasâ€•phase reactivity of protonated 2â€•oxazoline derivatives: mass spectrometry and computational
studies. Rapid Communications in Mass Spectrometry, 2012, 26, 1061-1069. 0.7 10

35284
Gasâ€•phase behaviour of Ru(II) cyclopentadienylâ€•derived complexes with Nâ€•coordinated ligands by
electrospray ionization mass spectrometry: fragmentation pathways and energetics. Rapid
Communications in Mass Spectrometry, 2012, 26, 1675-1686.

0.7 14

35285 On the question of hydrogen bond proton transfer. Russian Journal of Physical Chemistry A, 2012, 86,
69-74. 0.1 5

35286 A new intramolecular transformation of aromatic nitroso oxides. Russian Journal of Physical
Chemistry A, 2012, 86, 235-243. 0.1 11

35287 Theoretical investigation of the Anti-Parkinson drug rasagiline and its salts: conformations and
infrared spectra. Open Chemistry, 2012, 10, 395-406. 1.0 2

35288 Heterolytic addition of Eâ€“H bonds across Ptâ€“P bonds in Pt N-heterocyclic phosphenium/phosphido
complexes. Dalton Transactions, 2012, 41, 9083. 1.6 35

35289 Mechanisms for the Reaction of Thiophene and Methylthiophene with Singlet and Triplet Molecular
Oxygen. Journal of Physical Chemistry A, 2012, 116, 4934-4946. 1.1 42

35290 H<sub>4</sub>octapa: An Acyclic Chelator for <sup>111</sup>In Radiopharmaceuticals. Journal of the
American Chemical Society, 2012, 134, 8670-8683. 6.6 101

35291 Ionic liquids studied across different scales: A computational perspective. Faraday Discussions, 2012,
154, 111-132. 1.6 99

35292 9-Oxidophenalenone: A Noninnocent Î²-Diketonate Ligand?. Inorganic Chemistry, 2012, 51, 4390-4397. 1.9 28

35293 A Computational NICS and 13C NMR Characterization of C60âˆ’n Si n Heterofullerenes (nÂ =Â 1, 2, 6, 12, 20,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 142 Td (24, 30). Journal of Cluster Science, 2012, 23, 469-480.1.7 9

35294 Observation of a Short-Lived Triplet Precursor in CpCo(CO)-Catalyzed Alkyne Cyclotrimerization.
Organometallics, 2012, 31, 3582-3587. 1.1 20

35295 A Benchmark Quantum Monte Carlo Study of Molecular Crystal Polymorphism: A Challenging Case
for Density-Functional Theory. ACS Symposium Series, 2012, , 101-117. 0.5 7



1942

Citation Report

# Article IF Citations

35296
Palladium(II)-Catalyzed Cycloisomerization of Substituted 1,5-Hexadienes: A Combined Experimental and
Computational Study on an Open and an Interrupted Hydropalladation/Carbopalladation/Î²-Hydride
Elimination (HCHe) Catalytic Cycle. Journal of Organic Chemistry, 2012, 77, 4980-4995.

1.7 7

35297 On the Mechanism of the [Cp<sub>2</sub>Mo(OH)(OH<sub>2</sub>)]<sup>+</sup>-Catalyzed Nitrile
Hydration to Amides: A Theoretical Study. Organometallics, 2012, 31, 1618-1626. 1.1 22

35298 Halogen Oxidation and Halogen Photoelimination Chemistry of a Platinumâ€“Rhodium Heterobimetallic
Core. Inorganic Chemistry, 2012, 51, 5152-5163. 1.9 31

35299
Rational Synthesis and Characterization of the Mixed-Metal Organometallic Polyoxometalates
[Cp*Mo<sub><i>x</i></sub>W<sub>6â€“<i>x</i></sub>O<sub>18</sub>]<sup>âˆ’</sup> (<i>x</i> = 0, 1, 5,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 617 Td (6). Inorganic Chemistry, 2012, 51, 5931-5940.1.9 6

35300 On the origin of the steric effect. Physical Chemistry Chemical Physics, 2012, 14, 9846. 1.3 58

35301 Unveiling the Role of Molecule-Assisted Homolysis: A Mechanistic Probe into the Chemistry of a
Bicyclic Peroxide. Journal of Organic Chemistry, 2012, 77, 2134-2141. 1.7 4

35302 The Fuzzy Quantum Proton in the Hydrogen Chloride Hydrates. Journal of the American Chemical
Society, 2012, 134, 8557-8569. 6.6 45

35303 Substituent Effects on ClÂ·Â·Â·N, SÂ·Â·Â·N, and PÂ·Â·Â·N Noncovalent Bonds. Journal of Physical Chemistry A, 2012,
116, 3487-3497. 1.1 127

35304
Near-Infrared Radiation Induced Conformational Change and Hydrogen Atom Tunneling of
2-Chloropropionic Acid in Low-Temperature Ar Matrix. Journal of Physical Chemistry A, 2012, 116,
4823-4832.

1.1 32

35305 DFT Study of Hydrogen Adsorption On the Monoclinic WO<sub>3</sub> (001) Surface. Journal of
Physical Chemistry C, 2012, 116, 10672-10679. 1.5 85

35306 Scaling properties of exchange and correlation holes of the valence shell of second-row atoms.
Physical Review A, 2012, 85, . 1.0 4

35307
Synthesis, crystal structure, spectroscopic and electrochemical properties, and H2-evolving activity
of a new [PtCl(terpyridine)]+ derivative with viologen-like redox properties. Dalton Transactions,
2012, 41, 4903.

1.6 28

35308
Noncovalent Interactions of Zn<sup>+</sup> with <i>N</i>-Donor Ligands (Pyridine, 4,4â€²-Dipyridyl,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 267 Td (2,2â€²-Dipyridyl, and 1,10-Phenanthroline): Collision-Induced Dissociation and Theoretical Studies.

Journal of Physical Chemistry A, 2012, 116, 1319-1332.
1.1 16

35309 The Structure, Thermodynamics, and Solubility of Organic Crystals from Simulation with a
Polarizable Force Field. Journal of Chemical Theory and Computation, 2012, 8, 1721-1736. 2.3 77

35310 The Dielsâ€“Alder Cyclization of Ketenimines. Organic Letters, 2012, 14, 2191-2193. 2.4 8

35311 Diazinylcarbenes and Their Heavier Analogues at DFT: An Intramolecular Stabilization of Singlet Si and
Ge Divalent Centers. Organometallics, 2012, 31, 4157-4165. 1.1 3

35312 Radical Cations of Branched Alkanes in Solutions: Time-Resolved Magnetic Field Effect and Quantum
Chemical Studies. Journal of Physical Chemistry A, 2012, 116, 3110-3117. 1.1 14

35313 Correlations between Computation and Experimental Thermodynamics of Halogen Bonding. Journal of
Organic Chemistry, 2012, 77, 3483-3491. 1.7 90



1943

Citation Report

# Article IF Citations

35314 Why a Proximity-Induced Dielsâ€“Alder Reaction Is So Fast. Organic Letters, 2012, 14, 3016-3019. 2.4 26

35315
Pivotal Role of Water in Terminating Enzymatic Function: A Density Functional Theory Study of the
Mechanism-Based Inactivation of Cytochromes P450. Journal of Physical Chemistry B, 2012, 116,
7787-7794.

1.2 20

35316
The undecahydrodecaborate anion B10H 11 âˆ’ as the starting reagent in exopolyhedral substitution and
complexation: Theoretical and experimental prerequisites. Russian Journal of Inorganic Chemistry,
2012, 57, 331-336.

0.3 8

35317 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

35318 Computational Studies on Ethylene Addition to Nickel Bis(dithiolene). Journal of Physical Chemistry A,
2012, 116, 476-482. 1.1 37

35319 New insights into the mechanism of oxodiperoxomolybdenum catalysed olefin epoxidation and the
crystal structures of several oxoâ€“peroxo molybdenum complexes. Dalton Transactions, 2012, 41, 6942. 1.6 43

35320 Regulation of NH-tautomerism in N-confused porphyrin by N-alkylation. Organic and Biomolecular
Chemistry, 2012, 10, 4367. 1.5 15

35321 Blended hydrogen atom abstraction and proton-coupled electron transfer mechanisms of
closed-shell molecules. Chemical Science, 2012, 3, 1903. 3.7 46

35322 DPPH Radical Scavenging Activity of Tricin and Its Conjugates Isolated from â€œNjavaraâ€• Rice Bran: A
Density Functional Theory Study. Journal of Agricultural and Food Chemistry, 2012, 60, 3693-3699. 2.4 43

35323 Rationally Designing Safer Anilines: The Challenging Case of 4-Aminobiphenyls. Journal of Medicinal
Chemistry, 2012, 55, 3923-3933. 2.9 46

35324 Reverse Cope Elimination of Hydroxylamines and Alkenes or Alkynes: Theoretical Investigation of
Tether Length and Substituent Effects. Journal of the American Chemical Society, 2012, 134, 2434-2441. 6.6 67

35325 Improved Treatment of Surrounding Effects: UV/vis Absorption Properties of a Solvated Ru(II)
Complex. Journal of Chemical Theory and Computation, 2012, 8, 1536-1541. 2.3 47

35326 Cationic Gold Catalysis with Pyridine-Tethered Au(III) NHC-Carbenes: An Experimental and DFT
Computational Study. Organometallics, 2012, 31, 4320-4330. 1.1 38

35327 Unraveling the Electronic Structures of Low-Valent Naphthalene and Anthracene Iron Complexes:
X-ray, Spectroscopic, and Density Functional Theory Studies. Inorganic Chemistry, 2012, 51, 6719-6730. 1.9 34

35328 Theoretical Insights into Pyridinium-Based Photoelectrocatalytic Reduction of CO<sub>2</sub>.
Journal of the American Chemical Society, 2012, 134, 7580-7583. 6.6 161

35329
Isolation, observation, and computational modeling of proposed intermediates in
catalyticprotonreductions with the hydrogenase mimic Fe2(CO)6S2C6H4. Dalton Transactions, 2012,
41, 73-82.

1.6 45

35330
AMBER Empirical Potential Describes the Geometry and Energy of Noncovalent Halogen Interactions
Better than Advanced Semiempirical Quantum Mechanical Method PM6-DH2X. Journal of Physical
Chemistry B, 2012, 116, 3659-3669.

1.2 62

35331 Câ€“H Activation of Terminal Alkynes by Tris-(3,5-dimethylpyrazolyl)boraterhodiumneopentylisocyanide:
New Metalâ€“Carbon Bond Strengths. Journal of the American Chemical Society, 2012, 134, 9276-9284. 6.6 25



1944

Citation Report

# Article IF Citations

35332 Halogen Bonding in DNA Base Pairs. Journal of the American Chemical Society, 2012, 134, 5165-5172. 6.6 108

35333 Computational Organometallic Chemistry with Force Fields. , 2012, , 19-46. 4

35334 Heavy Atom Free Singlet Oxygen Generation: Doubly Substituted Configurations Dominate
S<sub>1</sub> States of Bis-BODIPYs. Journal of Organic Chemistry, 2012, 77, 4516-4527. 1.7 117

35335 Influence of Confinement Effect on Electron Transfers Induced by <i>t-</i>Stilbene Sorption in
Medium Pore Acidic Zeolites. Journal of Physical Chemistry C, 2012, 116, 1812-1825. 1.5 26

35336 Structure and stability of small zinc oxide clusters. Physics of the Solid State, 2012, 54, 859-865. 0.2 16

35337 Exact expressions for ensemble functionals from particle number dependence. Journal of Chemical
Physics, 2012, 136, 174113. 1.2 1

35338 Complete conformational space of the potential HIV-1 reverse transcriptase inhibitors d4U and d4C. A
quantum chemical study. Physical Chemistry Chemical Physics, 2012, 14, 6787. 1.3 50

35339 Regioselective B-Cyclometalation of a Bulky <i>o-</i>Carboranyl Phosphine and the Unexpected
Formation of a Dirhodium(II) Complex. Organometallics, 2012, 31, 2907-2913. 1.1 55

35340 Synthesis, IR-, NMR-, DFT- and X-ray analysis of novel C2-chiral diferrocenylâ€“salen complexes. Journal
of Organometallic Chemistry, 2012, 706-707, 46-51. 0.8 4

35341 Conformations and Fluorescence of Encapsulated Stilbene. Journal of the American Chemical Society,
2012, 134, 4346-4354. 6.6 40

35342 Perspective on density functional theory. Journal of Chemical Physics, 2012, 136, 150901. 1.2 1,236

35343
Intermolecular acetaldehyde and dimethoxymethane formation mechanisms via ethenol and
methoxymethylene precursors in reactions of atomic carbon with methanol: a computational study.
Physical Chemistry Chemical Physics, 2012, 14, 2326.

1.3 5

35344
Olefin Epoxidation Catalyzed by <i>cis</i>â€•Dioxdomolybdenum(VI) Complexes Containing Chiral
Alkoxoâ€•Imino Ligands Derived from (+)â€•Î±â€•Pinene. European Journal of Inorganic Chemistry, 2012, 2012,
2940-2949.

1.0 18

35345
Understanding the origin of the asynchronicity in bond-formation in polar cycloaddition reactions. A
DFT study of the 1,3-dipolar cycloaddition reaction of carbonyl ylides with 1,2-benzoquinones. RSC
Advances, 2012, 2, 1334-1342.

1.7 53

35346 An <i>ab initio</i> molecular dynamics study on hydrogen bonds between water molecules. Journal of
Chemical Physics, 2012, 136, 164313. 1.2 20

35347 Factors That Control Catalytic Two- versus Four-Electron Reduction of Dioxygen by Copper
Complexes. Journal of the American Chemical Society, 2012, 134, 7025-7035. 6.6 84

35348 Density functional calculations for a high energy density compound of formula C6H6âˆ’n (NO2) n.
Journal of Molecular Modeling, 2012, 18, 3695-3704. 0.8 15

35349 Ï€-Face Donation from the Aromatic N-Substituent of N-Heterocyclic Carbene Ligands to Metal and Its
Role in Catalysis. Journal of the American Chemical Society, 2012, 134, 8127-8135. 6.6 60



1945

Citation Report

# Article IF Citations

35350
Modeling the Interface between Islet Amyloid Polypeptide and Insulin-Based Aggregation Inhibitors:
Correlation to Aggregation Kinetics and Membrane Damage. Journal of Chemical Information and
Modeling, 2012, 52, 1298-1307.

2.5 9

35351
Designing hybrid foldamers: the effect on the peptide conformational bias of Î²- versus Î±- and Î³-linear
residues in alternation with (1R,2S)-2-aminocyclobutane-1-carboxylic acid. Organic and Biomolecular
Chemistry, 2012, 10, 861-868.

1.5 23

35352
Theoretical and experimental investigation on the electronic properties of the shuttlecock shaped
and the double-decker structured metal phthalocyanines, MPc and M(Pc)2 (M = Sn and Pb). Dalton
Transactions, 2012, 41, 7141.

1.6 14

35353 Photo-induced charge-transfer complex formation and organogelation by a tripeptide. Soft Matter,
2012, 8, 5621. 1.2 36

35354 Strength of hydrogen bonds of water depends on local environment. Journal of Chemical Physics,
2012, 136, 144305. 1.2 73

35355 Challenges for Density Functional Theory. Chemical Reviews, 2012, 112, 289-320. 23.0 1,869

35356 Anharmonic transitions in nearly dry l-cysteine I. Journal of Physics Condensed Matter, 2012, 24,
195104. 0.7 7

35357 Proton relay and electron flow in the Oâ€“O single bond formation in water oxidation by the
ruthenium blue dimer. Energy and Environmental Science, 2012, 5, 7741. 15.6 16

35358
Complex formation, chemical exchange, species structure, and stereoselective effects in the
copper(<scp>ii</scp>)-<scp>l</scp>/<scp>dl</scp>-histidine systems. Dalton Transactions, 2012, 41,
1216-1228.

1.6 32

35359 Fluoreno[4,3-<i>c</i>]fluorene: A Closed-Shell, Fully Conjugated Hydrocarbon. Organic Letters, 2012,
14, 2426-2429. 2.4 63

35360
Potential of bifluorenylidene derivatives as nonfullerene small-molecule acceptor for
heterojunction organic photovoltaics: a density functional theory study. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 9

35361 Computational Studies on Nitro Derivatives of 1-Hydroxy-1,2,4-triazole. Journal of Energetic Materials,
2012, 30, 265-281. 1.0 16

35362 Hyper-generalized-gradient functionals constructed from the Lieb-Oxford bound: Implementation via
local hybrids and thermochemical assessment. Journal of Chemical Physics, 2012, 136, 184102. 1.2 33

35363 A theoretical investigation of the relative stability of hydrated glycine and methylcarbamic
acidâ€”from water clusters to interstellar ices. Physical Chemistry Chemical Physics, 2012, 14, 4942. 1.3 25

35364 The Empirical Correlation between Hydrogen Bonding Strength and Excited-State Intramolecular
Proton Transfer in 2-Pyridyl Pyrazoles. Journal of Physical Chemistry A, 2012, 116, 4438-4444. 1.1 59

35365
A Synthetic and Mechanistic Investigation of the Chromium Tricarbonyl-Mediated Masamuneâ€“Bergman
Cyclization. Direct Observation of a Ground-State Triplet <i>p</i>-Benzyne Biradical. Organometallics,
2012, 31, 5396-5404.

1.1 16

35366 X-ray Spectroscopy of Heterocyclic Biochemicals: Xanthine, Hypoxanthine, and Caffeine. Journal of
Physical Chemistry A, 2012, 116, 5653-5664. 1.1 29

35367 Hydrogen-Bonded Double-Proton Transfer in Five Guanineâ€“Cytosine Base Pairs after Hydrogen Atom
Addition. Journal of Physical Chemistry B, 2012, 116, 8908-8915. 1.2 17



1946

Citation Report

# Article IF Citations

35368 Vibrational Spectroscopic Studies of Molecules with Biochemical Interest: The Cysteine Zwitterion.
Applied Spectroscopy Reviews, 2012, 47, 415-483. 3.4 10

35369 Application of the Multi-standard Methodology for Calculating <sup>1</sup>H NMR Chemical Shifts.
Journal of Organic Chemistry, 2012, 77, 6059-6065. 1.7 83

35370
Photophysical Properties and Photochemistry of<i>EE</i>-,<i>EZ</i>-,
and<i>ZZ</i>-1,4-Dimethoxy-2,5-bis[2-(thien-2-yl)ethenyl] Benzene in Solution: Theory and Experiment.
Journal of Physical Chemistry A, 2012, 116, 924-937.

1.1 5

35371
Insight into the Electronic Structure, Optical Properties, And Redox Behavior of the Hybrid
Phthalocyaninoclathrochelates from Experimental and Density Functional Theory Approaches.
Inorganic Chemistry, 2012, 51, 8362-8372.

1.9 37

35372
Performance of the M11 and M11-L density functionals for calculations of electronic excitation
energies by adiabatic time-dependent density functional theory. Physical Chemistry Chemical Physics,
2012, 14, 11363.

1.3 154

35373 The Structural Role of Mg<sup>2+</sup> Ions in a Class I RNA Polymerase Ribozyme: A Molecular
Simulation Study. Journal of Physical Chemistry B, 2012, 116, 2259-2268. 1.2 51

35374 Reactivity and Regioselectivity of Palladium-Catalyzed Direct Arylation in Noncooperative and
Cooperative Processes. Organometallics, 2012, 31, 4631-4634. 1.1 35

35375 Bonds or not bonds? Pancake bonding in 1,2,3,5-dithiadiazolyl and 1,2,3,5-diselenadiazolyl radical
dimers and their derivatives. Physical Chemistry Chemical Physics, 2012, 14, 10713. 1.3 72

35376 Computational studies of photophysical properties of porphin, tetraphenylporphyrin and
tetrabenzoporphyrin. Physical Chemistry Chemical Physics, 2012, 14, 11508. 1.3 56

35377 Fullerene Genetic Code: Inheritable Stability and Regioselective C<sub>2</sub> Assembly. Journal of
Physical Chemistry C, 2012, 116, 16233-16239. 1.5 17

35378
Thermodynamics of Dissociation of ortho-Hydroxyphenylhydrazo-Î²-diketones and of Their
Complexation with Copper(II) in Aqueousâ€“Ethanol Solutions. Journal of Solution Chemistry, 2012, 41,
491-502.

0.6 3

35379 Reactivity of Î±-amino-peroxyl radicals and consequences for amine oxidation chemistry. Physical
Chemistry Chemical Physics, 2012, 14, 11002. 1.3 14

35380 Numerical Study of the Zirconium Oxide System. Soft Materials, 2012, 10, 344-368. 0.8 0

35381
Influence of O/S/Se Exchange on the Stability of 1,3,4-Selana(Thia/Oxa)Diazole-Palladium Complexes as
Studied by Electrospray Ionization Mass Spectrometry. Phosphorus, Sulfur and Silicon and the
Related Elements, 2012, 187, 1141-1150.

0.8 0

35382 Can Functionalized Cucurbituril Bind Actinyl Cations Efficiently? A Density Functional Theory Based
Investigation. Journal of Physical Chemistry A, 2012, 116, 4388-4395. 1.1 50

35383 Structure Properties Relationship of Donorâ€“Acceptor Derivatives of Triphenylamine and
1,8-Naphthalimide. Journal of Physical Chemistry C, 2012, 116, 14811-14819. 1.5 66

35384 Tuning optical properties of complex oxides: examples of 12CaO.7Al<sub>2</sub>O<sub>3</sub>
mayenite and LaCrO<sub>3</sub> perovskite. , 2012, , . 1

35385

Water adsorption on rutile TiO<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow /><mml:mn>2</mml:mn></mml:msub></mml:math>(110) for
applications in solar hydrogen production: A systematic hybrid-exchange density functional study.
Physical Review B, 2012, 86, .

1.1 29



1947

Citation Report

# Article IF Citations

35386 The Role of Weak Bonding in Determining the Structure of Thiophene Oligomers inside Carbon
Nanotubes. Journal of Physical Chemistry C, 2012, 116, 9681-9690. 1.5 26

35387 A dodecanuclear Zn cluster sandwiched by polyoxometalate ligands. Dalton Transactions, 2012, 41,
9908. 1.6 16

35388 Spin trapping of hydroperoxyl radical by a cyclic nitrone conjugated to Î²-cyclodextrin: a
computational study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 2

35389
Synthesis, Characterization, and Ethylene Polymerization Studies of Chromium, Iron, and Cobalt
Complexes Containing 1,3-Bis(imino)-N-Heterocyclic Carbene Ligands. Organometallics, 2012, 31,
2463-2469.

1.1 56

35390 Revealing the true crystal structure of l-phenylalanine using solid-state density functional theory.
Physical Chemistry Chemical Physics, 2012, 14, 1113-1116. 1.3 32

35391 Toward Radiation-Resistant Ionic Liquids. Radiation Stability of Sulfonyl Imide Anions. Journal of
Physical Chemistry B, 2012, 116, 9043-9055. 1.2 37

35392 The intricate paramagnetic state of [Os(Q)2(bpy)]+, Q = 4,6-di-tert-butyl-o-iminobenzoquinone. Dalton
Transactions, 2012, 41, 11675. 1.6 17

35393 Singlet Excitation Energy Transfer Mediated by Local Exciton Bridges. Journal of Physical Chemistry C,
2012, 116, 13865-13876. 1.5 2

35394 Orbital directing effects in copper and zinc based paddle-wheel metal organic frameworks: the origin
of flexibility. Journal of Materials Chemistry, 2012, 22, 10249. 6.7 56

35395 1,10-Phenanthroline Analogue Pyridazine-Based N-Heterocyclic Carbene Ligands. Organometallics, 2012,
31, 739-747. 1.1 54

35396 Testing the Concept of Hypervalency: Charge Density Analysis of K<sub>2</sub>SO<sub>4</sub>.
Inorganic Chemistry, 2012, 51, 8607-8616. 1.9 93

35397 Direct Asymmetric Allylic Alkenylation of <i>N</i>-Itaconimides with Moritaâ€“Baylisâ€“Hillman
Carbonates. Journal of Organic Chemistry, 2012, 77, 6600-6607. 1.7 26

35398 Does Adsorption at Hydroxyapatite Surfaces Induce Peptide Folding? Insights from Large-Scale B3LYP
Calculations. Journal of the American Chemical Society, 2012, 134, 10899-10910. 6.6 51

35399 Improving the calculation of electron paramagnetic resonance hyperfine coupling tensors for
d-block metals. Physical Chemistry Chemical Physics, 2012, 14, 10669. 1.3 31

35400 Stable Alkanes Containing Very Long Carbonâ€“Carbon Bonds. Journal of the American Chemical
Society, 2012, 134, 13641-13650. 6.6 181

35401 The Boron conundrum: the case of cationic clusters B n + with nÂ =Â 2â€“20. Theoretical Chemistry
Accounts, 2012, 131, 1. 0.5 61

35402 Dissecting the mechanisms of a class of chemical glycosylation using primary 13C kinetic isotope
effects. Nature Chemistry, 2012, 4, 663-667. 6.6 180

35403 The asymmetric synthesis of CF3- or â€“CF2-substituted tetrahydroquinolines by employing a chiral
phosphoric acid as catalyst. Chemical Communications, 2012, 48, 7738. 2.2 46



1948

Citation Report

# Article IF Citations

35404
Chemical Characterization of the Smallest <i>S</i>-Nitrosothiol, HSNO; Cellular Cross-talk of
H<sub>2</sub>S and <i>S</i>-Nitrosothiols. Journal of the American Chemical Society, 2012, 134,
12016-12027.

6.6 307

35405 Chlorodifluoroacetyl Azide, ClF<sub>2</sub>CC(O)N<sub>3</sub>: Preparation, Properties, and
Decomposition. Journal of Organic Chemistry, 2012, 77, 6456-6462. 1.7 18

35406 DFT Investigation of the Molybdenum Cofactor in Periplasmic Nitrate Reductases: Structure of the
Mo(V) EPR-Active Species. Inorganic Chemistry, 2012, 51, 3409-3419. 1.9 33

35407
A Planar Three-Coordinate Vanadium(II) Complex and the Study of Terminal Vanadium Nitrides from
N<sub>2</sub>: A Kinetic or Thermodynamic Impediment to Nâ€“N Bond Cleavage?. Journal of the
American Chemical Society, 2012, 134, 13035-13045.

6.6 77

35408
Nonagostic MÂ·Â·Â·Hâ€“C Interactions. Synthesis, Characterization, and DFT Study of the Titanium Amide
Ti<sub>2</sub>Cl<sub>6</sub>[N(<i>t</i>-Bu)<sub>2</sub>]<sub>2</sub>. Organometallics, 2012, 31,
4894-4903.

1.1 17

35409
Donorâ€“Acceptor Copolymers of Relevance for Organic Photovoltaics: A Theoretical Investigation of
the Impact of Chemical Structure Modifications on the Electronic and Optical Properties.
Macromolecules, 2012, 45, 6405-6414.

2.2 203

35410 2,6-Diacylnaphthalene-1,8:4,5-Bis(dicarboximides): Synthesis, Reduction Potentials, and Core Extension.
Journal of Organic Chemistry, 2012, 77, 5544-5551. 1.7 19

35411 Including many-body effects in models for ionic liquids. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 117

35412 The mechanism of hexamethylenetetramine (HMT) formation in the solid state at low temperature.
Physical Chemistry Chemical Physics, 2012, 14, 12309. 1.3 52

35413 Dimerization-Initiated Preferential Formation of Coronene-Based Graphene Nanoribbons in Carbon
Nanotubes. Journal of Physical Chemistry C, 2012, 116, 15141-15145. 1.5 87

35414 Multiple Emissions of Î±-Naphthil: Fluorescence from S<sub>2</sub> State. Journal of Physical
Chemistry A, 2012, 116, 7836-7841. 1.1 8

35415 High Kinetic Stability of HXeBr upon Interaction with Carbon Dioxide: HXeBrÂ·Â·Â·CO2 Complex in a Xenon
Matrix and HXeBr in a Carbon Dioxide Matrix. Journal of Physical Chemistry A, 2012, 116, 4510-4517. 1.1 32

35416 Exploring new 129Xe chemical shift ranges in HXeY compounds: hydrogen more relativistic than
xenon. Physical Chemistry Chemical Physics, 2012, 14, 10944. 1.3 32

35417 Theoretical Determination of the Infrared Spectra of Amorphous Polymers. Journal of Physical
Chemistry A, 2012, 116, 7424-7435. 1.1 14

35418 Calculation of solvation free energies of Li+ and O2 âˆ’ ions and neutral lithiumâ€“oxygen compounds in
acetonitrile using mixed cluster/continuum models. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 41

35419 Benchmarking the performance of time-dependent density functional methods. Journal of Chemical
Physics, 2012, 136, 104101. 1.2 295

35420
Dyotropic Rearrangements of Fused Tricyclic Î²-Lactones: Application to the Synthesis of
(âˆ’)-Curcumanolide A and (âˆ’)-Curcumalactone. Journal of the American Chemical Society, 2012, 134,
13348-13356.

6.6 74

35421 A switching cascade of hydrazone-based rotary switches through coordination-coupled proton
relays. Nature Chemistry, 2012, 4, 757-762. 6.6 171



1949

Citation Report

# Article IF Citations

35422

X-ray Crystallographic Characterization of New Soluble Endohedral Fullerenes Utilizing the Popular
C<sub>82</sub> Bucky Cage. Isolation and Structural Characterization of
Sm@<i>C</i><sub>3<i>v</i></sub>(7)-C<sub>82</sub>,
Sm@<i>C</i><sub><i>s</i></sub>(6)-C<sub>82</sub>, and
Sm@<i>C</i><sub>2</sub>(5)-C<sub>82</sub>. Journal of the American Chemical Society, 2012, 134,
14127-14136.

6.6 57

35423 Heptagons in C68: Impact on Stabilities, Growth, and Exohedral Derivatization of Fullerenes. Journal
of Physical Chemistry C, 2012, 116, 17288-17293. 1.5 20

35424 The DFT investigations of the electron injection in hydrazone-based sensitizers. Theoretical Chemistry
Accounts, 2012, 131, 1. 0.5 49

35425
DCMB that combines divideâ€•andâ€•conquer and mixedâ€•basis set methods for accurate geometry
optimizations, total energies, and vibrational frequencies of large molecules. Journal of
Computational Chemistry, 2012, 33, 1421-1432.

1.5 4

35426
Comparison of the FeO<sup>2+</sup> and FeS<sup>2+</sup> complexes in the cyanide and isocyanide
ligand environment for methane hydroxylation. Journal of Computational Chemistry, 2012, 33,
1448-1457.

1.5 4

35427
The effect of conjugated spacer on novel carbazole derivatives for dyeâ€•sensitized solar cells: Density
functional theory/timeâ€•dependent density functional theory study. Journal of Computational
Chemistry, 2012, 33, 1517-1523.

1.5 28

35428 Moleculeâ€•specific determination of atomic polarizabilities with the polarizable atomic multipole
model. Journal of Computational Chemistry, 2012, 33, 1662-1672. 1.5 5

35429 Comparison of the electronic structure of different peryleneâ€•based dyeâ€•aggregates. Journal of
Computational Chemistry, 2012, 33, 1544-1553. 1.5 55

35430 The electronic spectra and the Hâ€•bonding pattern of the sulfur and selenium substituted guanines.
Journal of Computational Chemistry, 2012, 33, 1587-1593. 1.5 19

35431 Density functional theory study of 1,2â€•dioxetanone decomposition in condensed phase. Journal of
Computational Chemistry, 2012, 33, 2118-2123. 1.5 12

35432 Theoretical study of the excitedâ€•state double proton transfer in the (3â€•methylâ€•7â€•azaindole)â€•(7â€•azaindole)
heterodimer. Journal of Computational Chemistry, 2012, 33, 1701-1708. 1.5 17

35433 Theoretical investigations on structure, density, detonation properties, and sensitivity of the
derivatives of PYX. Journal of Computational Chemistry, 2012, 33, 1790-1796. 1.5 29

35434 Computational design of improved twoâ€•photon active caging compounds based on nitrodibenzofuran.
Journal of Computational Chemistry, 2012, 33, 1797-1805. 1.5 11

35435
Metabolicâ€•intermediate complex formation with cytochrome P450: Theoretical studies in elucidating
the reaction pathway for the generation of reactive nitroso intermediate. Journal of Computational
Chemistry, 2012, 33, 1740-1747.

1.5 30

35436
Rationalization of the behavior of M<sub>2</sub>(CH<sub>3</sub>CS<sub>2</sub>)<sub>4</sub>I (M) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 187 Td (= Ni, Pt) chains at room temperature from periodic density functional theory and ab initio cluster

calculations. Journal of Computational Chemistry, 2012, 33, 1748-1761.
1.5 6

35437 Nuclear magnetic resonance J coupling constant polarizabilities of hydrogen peroxide: A basis set and
correlation study. Journal of Computational Chemistry, 2012, 33, 1845-1853. 1.5 13

35438 Force field development for cofactors in the photosystem II. Journal of Computational Chemistry,
2012, 33, 1969-1980. 1.5 53

35439 Kinetics for the hydrogenâ€•abstraction of CH<sub>4</sub> with NO<sub>2</sub>. Journal of
Computational Chemistry, 2012, 33, 1870-1879. 1.5 2



1950

Citation Report

# Article IF Citations

35440
Structure and stability of coinage metal fluoride and chloride clusters
(M<i><sub>n</sub></i>F<i><sub>n</sub></i> and M<i><sub>n</sub></i>Cl<i><sub>n</sub></i>, M = Cu,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 737 Td (Ag, or Au; <i>n</i> = 1â€“6). Journal of Computational Chemistry, 2012, 33, 2083-2091.1.5 27

35441 The role of the basis set and the level of quantum mechanical theory in the prediction of the
structure and reactivity of cisplatin. Journal of Computational Chemistry, 2012, 33, 2292-2302. 1.5 39

35442
Probing the electronic structure, chemical bonding, and excitation spectra of [CuE]<sup>+/0/âˆ’</sup>
(E = 14 group element) diatomics employing DFT and <i>ab initio</i> methods. Journal of Computational
Chemistry, 2012, 33, 2318-2331.

1.5 6

35443 A new massively parallel version of CRYSTAL for large systems on high performance computing
architectures. Journal of Computational Chemistry, 2012, 33, 2276-2284. 1.5 43

35444 Vibrational frequency scale factors for density functional theory and the polarization consistent
basis sets. Journal of Computational Chemistry, 2012, 33, 2380-2387. 1.5 186

35445 Studies on Suzukiâ€•Miyaura Reactions Catalyzed by Ferrocenyl or Cobaltocenyl Phosphines Ligated
Palladium Complexes. Journal of the Chinese Chemical Society, 2012, 59, 161-169. 0.8 2

35446 Studies on Suzukiâ€•Miyaura Reactions Catalyzed by Ferrocenyl or Cobaltocenyl Phosphines Ligated
Palladium Complexes. Journal of the Chinese Chemical Society, 2012, 59, 733-742. 0.8 0

35447 Density Functional Theory Studies on Intermolecular Interactions of 4â€•Aminoâ€•3,5â€•dinitropyrazole with
NH<sub>3</sub> and H<sub>2</sub>O. Journal of the Chinese Chemical Society, 2012, 59, 550-556. 0.8 2

35448 Aromatic Câ€“H bond activation revealed by infrared multiphoton dissociation spectroscopy. Journal of
Mass Spectrometry, 2012, 47, 460-465. 0.7 19

35449
Fragmentation of oxime and silyl oxime ether oddâ€•electron positive ions by the McLafferty
rearrangement: new insights on structural factors that promote Î±,Î² fragmentation. Journal of Mass
Spectrometry, 2012, 47, 676-686.

0.7 11

35450 Highâ€•resolution mass spectrometry and hydrogen/deuterium exchange study of mitorubrin
azaphilones and nitrogenized analogues. Journal of Mass Spectrometry, 2012, 47, 969-977. 0.7 3

35451 Hydrogen bonding in homochiral dimers of hydroxyesters studied by Raman optical activity
spectroscopy. Journal of Raman Spectroscopy, 2012, 43, 503-513. 1.2 9

35452 Functionalization of gold and silver nanoparticles with diphenyl dichalcogenides probed by surface
enhanced Raman scattering. Journal of Raman Spectroscopy, 2012, 43, 712-717. 1.2 12

35453
Simulation of vibrational spectra of crystals by ab initio calculations: an invaluable aid in the
assignment and interpretation of the Raman signals. The case of jadeite (NaAlSi 2 O 6 ). Journal of
Raman Spectroscopy, 2012, 43, 1567-1569.

1.2 29

35454
Vibronic coupling and excitedâ€•state reaction dynamics of pyrazine in 1 <sup>1</sup>B<sub>2u</sub>
(<sup>1</sup>Ï€Ï€*) state by resonance Raman spectroscopy and CASSCF calculation. Journal of Raman
Spectroscopy, 2012, 43, 1477-1486.

1.2 8

35455
Adsorption and reduction reactions of anthraquinone derivatives on gold electrodes studied with
electrochemical surfaceâ€•enhanced Raman spectroscopy. Journal of Raman Spectroscopy, 2012, 43,
1367-1373.

1.2 13

35456 Singleâ€•wall carbon nanotube interactions with copperâ€•oxamato building block of moleculeâ€•based
magnets probed by resonance Raman spectroscopy. Journal of Raman Spectroscopy, 2012, 43, 1951-1956. 1.2 7

35457 Aggregation processes in micellar solutions: a Raman study. Journal of Raman Spectroscopy, 2012, 43,
1877-1883. 1.2 23



1951

Citation Report

# Article IF Citations

35458 Direct dynamics study of the hydrogen abstraction reaction of CF<sub>3</sub>CH<sub>2</sub>Cl + Cl
â†’ CF<sub>3</sub>CHCl + HCl. International Journal of Chemical Kinetics, 2012, 44, 661-667. 1.0 5

35459 Isothianaphtheneâ€•Based Conjugated Polymers for Organic Photovoltaic Cells. Macromolecular
Chemistry and Physics, 2012, 213, 1596-1603. 1.1 7

35460 A Combined Computational and Experimental Study on the Freeâ€•Radical Copolymerization of Styrene
and Hydroxyethyl Acrylate. Macromolecular Chemistry and Physics, 2012, 213, 1706-1716. 1.1 32

35461 Existing and Developing Approaches for QSAR Analysis of Mixtures. Molecular Informatics, 2012, 31,
202-221. 1.4 105

35462
Conformations and intermolecular interactions pattern in solid chloroxylenol and triclosan (API of) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 587 Td (antiâ€•infective agents and drugs). A <sup>35</sup>Cl NQR, <sup>1</sup>Hâ€•<sup>14</sup>â€‰N NQDR, Xâ€•ray and

DFT/QTAIM study. Magnetic Resonance in Chemistry, 2012, 50, 89-105.
1.1 12

35463 Density functional theory study of <sup>13</sup>C NMR chemical shift of chlorinated compounds.
Magnetic Resonance in Chemistry, 2012, 50, 106-113. 1.1 10

35464 The effects of intramolecular and intermolecular coordination on <sup>31</sup>P nuclear shielding:
phosphorylated azoles. Magnetic Resonance in Chemistry, 2012, 50, 120-127. 1.1 14

35465 C<sup>6</sup>â€•substituted purine derivatives: an experimental and theoretical <sup>1</sup>H,
<sup>13</sup>C and <sup>15</sup>N NMR study. Magnetic Resonance in Chemistry, 2012, 50, 181-186. 1.1 7

35466 Prototropic tautomerism of 5â€•aryloxyâ€•1(2)<i>H</i>â€•tetrazoles. Magnetic Resonance in Chemistry, 2012,
50, 193-195. 1.1 1

35467 The structure of glibenclamide in the solid state. Magnetic Resonance in Chemistry, 2012, 50, 246-255. 1.1 20

35468 Benchmark calculations of <sup>29</sup>Siâ€“<sup>1</sup>H spinâ€“spin coupling constants across
double bond. Magnetic Resonance in Chemistry, 2012, 50, 278-283. 1.1 18

35469 Longâ€•range heteronuclear coupling constants in 2,6â€•disubstituted purine derivatives. Magnetic
Resonance in Chemistry, 2012, 50, 295-298. 1.1 10

35470 Density functional theory study of nitrogenâ€•14 nuclear quadrupole coupling parameters of
<scp>L</scp>â€•histidine: hydrogenâ€•bonded system. Magnetic Resonance in Chemistry, 2012, 50, 314-319. 1.1 2

35471
Solidâ€•state <sup>11</sup>B and <sup>13</sup>C NMR, IR, and Xâ€•ray crystallographic characterization of
selected arylboronic acids and their catechol cyclic esters. Magnetic Resonance in Chemistry, 2012, 50,
388-401.

1.1 30

35472 Structure and NMR spectra of cyclophanes with unsaturated bridges (cyclophenes). Magnetic
Resonance in Chemistry, 2012, 50, 449-457. 1.1 4

35473
FÂ·Â·Â·HO intramolecular hydrogen bond as the main transmission mechanism for
<sup>1h</sup><i>J</i><sub>F,H(O)</sub> coupling constant in 2â€²â€•fluoroflavonol. Magnetic Resonance
in Chemistry, 2012, 50, 551-556.

1.1 8

35474 <sup>1</sup>H NMR analysis of <i>O</i>â€•methylâ€•inositol isomers: a joint experimental and theoretical
study. Magnetic Resonance in Chemistry, 2012, 50, 608-614. 1.1 31

35475 A QM Approach to the Calculation of Reactivity Ratios in Freeâ€•Radical Copolymerization.
Macromolecular Reaction Engineering, 2012, 6, 74-84. 0.9 19



1952

Citation Report

# Article IF Citations

35476 Quantum Chemical Investigation of Secondary Reactions in Poly(vinyl chloride) Freeâ€•Radical
Polymerization. Macromolecular Reaction Engineering, 2012, 6, 330-345. 0.9 13

35477 Synthesis and Characterization of Dioxidodiphenylrhenium(VII) Propionate. European Journal of
Inorganic Chemistry, 2012, 2012, 1353-1357. 1.0 6

35478 The Nature of the Barrier to Phosphane Dissociation from Grubbs Olefin Metathesis Catalysts.
European Journal of Inorganic Chemistry, 2012, 2012, 1507-1516. 1.0 38

35479 Structural and DFT Studies of Dibromine and Diiodine Adducts of a Sulfurâ€•Rich Thiocarbonyl Donor.
European Journal of Inorganic Chemistry, 2012, 2012, 2373-2380. 1.0 11

35480 Catalytic Hydrocarbon Functionalization with Gold Complexes Containing Nâ€•Heterocyclic Carbene
Ligands with Pendant Donor Groups. European Journal of Inorganic Chemistry, 2012, 2012, 1380-1386. 1.0 32

35481
Fe<sup>III</sup> Spinâ€•Crossover Complexes with Photoisomerizable Ligands: Experimental and
Theoretical Studies on the Ligandâ€•Driven Lightâ€•Induced Spin Change Effect. European Journal of
Inorganic Chemistry, 2012, 2012, 2776-2783.

1.0 66

35482 Synthesis and Conformational Analysis of Methyl <i>N</i>â€•Alanylâ€•1â€²â€•aminoferroceneâ€•1â€•carboxylate.
European Journal of Inorganic Chemistry, 2012, 2012, 1810-1822. 1.0 17

35483 Synthesis and Stereoselective Interconversion of Chiral 1â€•Azaâ€•3,6â€•diphosphacycloheptanes. European
Journal of Inorganic Chemistry, 2012, 2012, 1857-1866. 1.0 21

35484 Tuning the Properties of Redoxâ€•Active Guanidinoâ€•Functionalized Aromatic Ligands by Substitution:
Experiment and Theory. European Journal of Inorganic Chemistry, 2012, 2012, 1620-1631. 1.0 29

35485 Steric and Electronic Influences on the Structures of Peroxomanganese(III) Complexes Supported by
Tetradentate Ligands. European Journal of Inorganic Chemistry, 2012, 2012, 1598-1608. 1.0 23

35486 DFT Studies on the Mechanism of Alcohol Oxidation Catalyzed by the Ni<sup>III</sup>/bipy Complex.
European Journal of Inorganic Chemistry, 2012, 2012, 2353-2358. 1.0 1

35487
One Ferromagnetic and Two Antiferromagnetic Dinuclear Nickel(II) Complexes Derived from a
Tridentate N,N,Oâ€•Donor Schiff Base Ligand: A Density Functional Study of Magnetic Coupling. European
Journal of Inorganic Chemistry, 2012, 2012, 2916-2927.

1.0 55

35488
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

35489 Cryptate Complexes with the Potential for CO<sub>2</sub> Activation: Quantum Chemical Predictions
and Synthetic Efforts. European Journal of Inorganic Chemistry, 2012, 2012, 4020-4028. 1.0 5

35490 The Solution Chemistry of Cu2+-tren Complexes Revisited: Exploring the Role of Species That Are Not
Trigonal Bipyramidal. European Journal of Inorganic Chemistry, 2012, 2012, 2514-2526. 1.0 5

35491
Synthesis and Spectroscopic Characterisation of a Heterodinuclear Iron(III)â€•Copper(II) Complex Based
on an Asymmetric Dinucleating Ligand System. European Journal of Inorganic Chemistry, 2012, 2012,
4565-4569.

1.0 8

35492 Copper Complexes with a Hybrid Scorpionate Ligand Containing Pyridazine-3-thione. European Journal
of Inorganic Chemistry, 2012, 2012, 4701-4707. 1.0 20

35493
2â€•Halogenoâ€•1,3,2â€•diselenaphospholanes with an Annelated Dicarbaâ€•<i>closo</i>â€•dodecaborane(12) Unit:
Synthesis, Molecular Structure and Reactivity. European Journal of Inorganic Chemistry, 2012, 2012,
2908-2915.

1.0 11



1953

Citation Report

# Article IF Citations

35494
Copper(I)â€•Dioxygen Reactivity in a Sterically Demanding Tripodal Tetradentate tren Ligand: Formation
and Reactivity of a Mononuclear Copper(II) Endâ€•On Superoxo Complex. European Journal of Inorganic
Chemistry, 2012, 2012, 4574-4578.

1.0 41

35495
A Combined Experimental and Computational Study of the Magnetic Superexchange within a
Triangular (Î¼3-O)-Pyrazolato-FeIII3 Complex. European Journal of Inorganic Chemistry, 2012, 2012,
3500-3506.

1.0 15

35496

Electronic Structures of the Electron Transfer Series [M(bpy)<sub>3</sub>]<i><sup>n</sup></i>,
[M(tpy)<sub>2</sub>]<i><sup>n</sup></i>, and [Fe(<sup>t</sup>bpy)<sub>3</sub>]<i><sup>n</sup></i>
(M = Fe, Ru; <i>n</i> = 3+, 2+, 1+, 0, 1â€“): A MÃ¶ssbauer Spectroscopic and DFT Study. European Journal of
Inorganic Chemistry, 2012, 2012, 4605-4621.

1.0 87

35497 Metal Complexation of a <scp>D</scp>â€•Riboseâ€•Based Ligand Decoded by Experimental and Theoretical
Studies. European Journal of Inorganic Chemistry, 2012, 2012, 3308-3319. 1.0 4

35498
Selective Consecutive Insertion of Alkynes into the Bâ€“Se Bonds of 1,3,2â€•Diselenaborolane Derivatives:
Synthesis and Molecular Structures of Nineâ€•Membered Rings. European Journal of Inorganic
Chemistry, 2012, 2012, 3909-3922.

1.0 8

35499
Tuning the Electronics of Phosphorescent, Amideâ€•Functionalized, Cyclometalated Ir<sup>III</sup>
Complexes: Syntheses, Structures, Spectroscopy and Theoretical Studies. European Journal of
Inorganic Chemistry, 2012, 2012, 4065-4075.

1.0 17

35500 Synthesis, Structure, and Photochemistry of 5,14â€•Diketopentacene. European Journal of Organic
Chemistry, 2012, 2012, 1723-1729. 1.2 25

35501 The 1â€•Phenylâ€•1â€•(trimethylsilyl)ethyl Cation: An NMR Spectroscopic and Computational Study of the Î±â€•Silyl
Effect in Benzyl Cations. European Journal of Organic Chemistry, 2012, 2012, 1730-1736. 1.2 5

35502 On the Directing Effect of Boronate Groups in the Lithiation of Boronated Thiophenes. European
Journal of Organic Chemistry, 2012, 2012, 2208-2218. 1.2 15

35503
Synthesis and Preliminary Structural and Binding Characterization of New Enantiopure Crown Ethers
Containing an Alkyl Diarylphosphinate or a Proton-Ionizable Diarylphosphinic Acid Unit. European
Journal of Organic Chemistry, 2012, 2012, 3396-3407.

1.2 12

35504 [4+2] Cycloadditions of 3â€•Tetrazolylâ€•1,2â€•diazaâ€•1,3â€•butadienes: Synthesis of
3â€•Tetrazolylâ€•1,4,5,6â€•tetrahydropyridazines. European Journal of Organic Chemistry, 2012, 2012, 2152-2160. 1.2 39

35505 Matrix Isolation and Spectroscopic Characterization of 2,5,6â€•Trifluoropyridylnitrenâ€•3â€•yl. European
Journal of Organic Chemistry, 2012, 2012, 3229-3236. 1.2 2

35506 Thermolysis of 3,3,5,5â€•Tetramethylâ€•1,2,4â€•trithiolane 1â€•Oxide: First Matrix Isolation of the
HOSS<sup>Â·</sup> Radical. European Journal of Organic Chemistry, 2012, 2012, 3408-3415. 1.2 6

35507 A Joint Experimental and Computational Investigation on Homoconjugated Pushâ€•Pull Chromophores
Derived from 7,7â€•Diphenylnorbornane. European Journal of Organic Chemistry, 2012, 2012, 2643-2655. 1.2 6

35508 Chemical Bonding in Coronene, Isocoronene, and Circumcoronene. European Journal of Organic
Chemistry, 2012, 2012, 3485-3491. 1.2 55

35509 The Overcrowded Borazine Derivative of Hexabenzotriphenylene Obtained through
Dehydrohalogenation. European Journal of Organic Chemistry, 2012, 2012, 4634-4639. 1.2 27

35510
Mechanistic Insight into the Nickelâ€•Catalyzed Intermolecular [3+2+2] Cocyclization of Ethyl
Cyclopropylideneacetate with Alkynes: DFT Calculations. European Journal of Organic Chemistry, 2012,
2012, 3911-3915.

1.2 13

35511 Stabilities of Immonium Ions Derived from Nâ€•Heterocyclic Carbenes Probed by Collisionâ€•Induced
Dissociation Mass Spectrometry. European Journal of Organic Chemistry, 2012, 2012, 3852-3862. 1.2 3



1954

Citation Report

# Article IF Citations

35512
Complete Characterization of the 3D Properties of the CCR5 Antagonist Vicriviroc through DFT
Calculations, NMR Spectroscopy, and X-ray Analysis. European Journal of Organic Chemistry, 2012,
2012, 5069-5074.

1.2 2

35513 Fused Arene Ring Construction Around Pyrrole To Form 4,7â€•Disubstitued Indole. European Journal of
Organic Chemistry, 2012, 2012, 4115-4122. 1.2 8

35514 Synthesis, crystal structure, spectral characterization, and DFT studies on
4â€•((1â€•phenylâ€•1<i>H</i>â€•tetrazolâ€•5â€•ylthio)methyl)benzoic acid. Heteroatom Chemistry, 2012, 23, 435-443.0.4 3

35515 Thermodynamics of chemical reactions with COSMOâ€•RS: The extreme case of charge separation or
recombination. Journal of Computational Chemistry, 2012, 33, 1304-1320. 1.5 25

35516
Assessment of <i>ab initio</i> MP2 and density functionals for characterizing the potential energy
profiles of the S<sub>N</sub>2 reactions at N center. Journal of Computational Chemistry, 2012, 33,
1347-1352.

1.5 13

35517 Unexpectedly strong anionâ€“Ï€ interactions on the graphene flakes. Journal of Computational
Chemistry, 2012, 33, 1328-1337. 1.5 86

35518 Resonant two-photon ionization of jet-cooled fluorene clusters: elucidation of dimer structures and
vibrations. Journal of the Korean Physical Society, 2012, 60, 496-500. 0.3 2

35519 Photoelectron spectroscopy and density functional calculations of CuSinâˆ’ (n = 4â€“18) clusters.
Journal of Chemical Physics, 2012, 136, 104308. 1.2 52

35520

Reactivity of the Phosphinidene-Bridged Complexes
[Mo<sub>2</sub>Cp(Î¼-Îº<sup>1</sup>:Îº<sup>1</sup>,Î·<sup>5</sup>-PC<sub>5</sub>H<sub>4</sub>)(Î·<sup>6</sup>-1,3,5-C<sub>6</sub>H<sub>3</sub><sup><i>t</i></sup>Bu<sub>3</sub>)(CO)<sub>2</sub>]
and
[Mo<sub>2</sub>Cp<sub>2</sub>(Î¼-PH)(Î·<sup>6</sup>-1,3,5-C<sub>6</sub>H<sub>3</sub><sup><i>t</i></sup>Bu<sub>3</sub>)(CO)<sub>2</sub>]
toward Alkynes: Multicomponent Reactions in the Presence of Ligands. Organometallics, 2012, 31,
2749-2763.

1.1 17

35521 First Principles Design of Ionomers for Facile Ion Transport. ACS Symposium Series, 2012, , 19-44. 0.5 6

35522
Are lithium and sodium salts of N-(2-hydroxyphenyl)-salicylaldimine aromatic
metalla-hetero[10]annulenes? An answer given by spatial magnetic properties (through space NMR) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 337 Td (shieldingsâ€”TSNMRS). Physical Chemistry Chemical Physics, 2012, 14, 8742.1.3 17

35523 Axial and equatorial ligand effects on biomimetic cysteine dioxygenase model complexes. Organic and
Biomolecular Chemistry, 2012, 10, 5401. 1.5 17

35524 Theoretical Prediction of Sâ€“H Bond Rupture in Methanethiol upon Interaction with Gold. Journal of
Physical Chemistry A, 2012, 116, 7686-7693. 1.1 32

35525 Fluorescent conjugated polycarbazoles for explosives detection: Side chain effects on TNT sensor
sensitivity. Journal of Materials Chemistry, 2012, 22, 2129-2132. 6.7 57

35526 Regioselectivity of aliphatic versus aromatic hydroxylation by a nonheme iron(ii)-superoxo complex.
Physical Chemistry Chemical Physics, 2012, 14, 2518. 1.3 11

35527 Reorganization of Self-Assembled Dipeptide Porphyrin J-Aggregates in Waterâ€“Ethanol Mixtures.
Journal of Physical Chemistry B, 2012, 116, 2396-2404. 1.2 27

35528
Complexation behavior of trivalent actinides and lanthanides with
1,10-phenanthroline-2,9-dicarboxylic acid based ligands: insight from density functional theory.
Physical Chemistry Chemical Physics, 2012, 14, 11060.

1.3 57

35529 Variations in Aggregation Structures and Fluorescence Properties of a Semialiphatic Fluorinated
Polyimide Induced by Very High Pressure. Macromolecules, 2012, 45, 4764-4771. 2.2 50



1955

Citation Report

# Article IF Citations

35530 Mechanisms for CO Production from CO<sub>2</sub> Using Reduced Rhenium Tricarbonyl Catalysts.
Journal of the American Chemical Society, 2012, 134, 5180-5186. 6.6 213

35531 Novel naphthyridine-based compounds in small molecular non-doped OLEDs: synthesis, properties and
their versatile applications for organic light-emitting diodes. New Journal of Chemistry, 2012, 36, 1634. 1.4 15

35532 Graphyne and Graphdiyne: Promising Materials for Nanoelectronics and Energy Storage Applications.
Journal of Physical Chemistry C, 2012, 116, 5951-5956. 1.5 430

35533 Effects of Fluorination on Iridium(III) Complex Phosphorescence: Magnetic Circular Dichroism and
Relativistic Time-Dependent Density Functional Theory. Inorganic Chemistry, 2012, 51, 2821-2831. 1.9 48

35534 Electronic Structures of Ruthenium and Osmium Complexes of 9,10-Phenanthrenequinone. Inorganic
Chemistry, 2012, 51, 6687-6699. 1.9 29

35535 Thermochemical properties of some vinyl chloride-induced DNA lesions: detailed view from NBO & AIM
analysis. Structural Chemistry, 2012, 23, 1987-2001. 1.0 3

35536 Tailored redox functionality of small organics for pseudocapacitive electrodes. Energy and
Environmental Science, 2012, 5, 7176. 15.6 58

35537 Origin of Regioselectivity in Î±-Humulene Functionalization. Journal of Organic Chemistry, 2012, 77,
2865-2869. 1.7 19

35538 Enantiomerically Pure, Planar Chiral Cp*Ru Complexes: Synthesis, Molecular Structures, DFT and
Coordination Properties. Organometallics, 2012, 31, 4429-4434. 1.1 8

35539 Toward Accurate Theoretical Thermochemistry of First Row Transition Metal Complexes. Journal of
Physical Chemistry A, 2012, 116, 870-885. 1.1 138

35540 Xanthones as antioxidants: A theoretical study on the thermodynamics and kinetics of the single
electron transfer mechanism. Food and Function, 2012, 3, 442. 2.1 37

35541
Azide bridged dicopper(II), dicobalt(II) complexes and a rare double Î¼-chloride bridged ferromagnetic
dicobalt(II) complex of a pyrazolyl-pyrimidine ligand: Synthesis, crystal structures, magnetic and DFT
studies. Polyhedron, 2012, 38, 258-266.

1.0 28

35542 Ultrafast time resolved studies of the photochemistry of acyl and sulfonyl azides. Physical Chemistry
Chemical Physics, 2012, 14, 10377. 1.3 32

35543 Scrutinizing Low-Spin Cr(II) Complexes. Inorganic Chemistry, 2012, 51, 6969-6982. 1.9 55

35544 Amination of energetic anions: high-performing energetic materials. Dalton Transactions, 2012, 41,
9451. 1.6 144

35545 Catalytic Epoxidations with Peroxides: Molybdenum Trioxide Species as the Origin of Allylic
Byproducts. Chemistry - A European Journal, 2012, 18, 6776-6780. 1.7 12

35546 Tuned Range-Separated Time-Dependent Density Functional Theory Applied to Optical Rotation. Journal
of Chemical Theory and Computation, 2012, 8, 245-256. 2.3 109

35547

Atomic geometry and electron structure of the GaTe<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mo>(</mml:mo><mml:mn>10</mml:mn><mml:mover) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 57 Td (accent="true"><mml:mn>2</mml:mn><mml:mo>Â¯</mml:mo></mml:mover><mml:mo>)</mml:mo></mml:mrow></mml:math>surface.

Physical Review B, 2012, 85, .

1.1 7



1956

Citation Report

# Article IF Citations

35548 Tunable Energy Transfer Rates via Control of Primary, Secondary, and Tertiary Structure of a Coiled
Coil Peptide Scaffold. Inorganic Chemistry, 2012, 51, 11324-11338. 1.9 17

35549
Exploration of the Ï€-Electronic Structure of Singlet, Triplet, and Quintet States of Fulvenes and
Fulvalenes Using the Electron Localization Function. Journal of Physical Chemistry A, 2012, 116,
5008-5017.

1.1 23

35550
Key Mechanistic Features of Enantioselective Câ€“H Bond Activation Reactions Catalyzed by [(Chiral) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 667 Td (Mono-<i>N</i>-Protected Amino Acid)â€“Pd(II)] Complexes. Journal of the American Chemical Society,

2012, 134, 1690-1698.
6.6 159

35551

Structural and vibrational study of cubic Sb<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>O<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>3</mml:mn></mml:msub></mml:math>under high pressure. Physical Review B, 2012, 85, .

1.1 71

35552 Role of wobble base pair geometry for codon degeneracy: purine-type bases at the anticodon wobble
position. Journal of Molecular Modeling, 2012, 18, 3805-3820. 0.8 12

35553 Electron vs Energy Transfer in Arrays Featuring Two Bodipy Chromophores Axially Bound to a Sn(IV)
Porphyrin via a Phenolate or Benzoate Bridge. Inorganic Chemistry, 2012, 51, 4193-4204. 1.9 77

35554 Factors influencing Al3+-dimer speciation and stability from density functional theory calculations.
Physical Chemistry Chemical Physics, 2012, 14, 8058. 1.3 18

35555 Ab Initio Calculations of SrTiO3 (111) Surfaces. NATO Science for Peace and Security Series B: Physics
and Biophysics, 2012, , 125-132. 0.2 3

35556 Mechanistic Origin of Regioselectivity in Nickel-Catalyzed Olefin Hydroheteroarylation through Câ€“H
Activation. Organometallics, 2012, 31, 4356-4366. 1.1 56

35557 Photophysical and Computational Investigations of Bis(phosphine) Organoplatinum(II) Metallacycles.
Journal of the American Chemical Society, 2012, 134, 10607-10620. 6.6 70

35558 Differences in Charge Density Distribution and Stability of Two Polymorphs of Benzidine
Dihydrochloride. Crystal Growth and Design, 2012, 12, 3526-3539. 1.4 23

35559 How the linkage positions affect the performance of bulk-heterojunction polymer solar cells. Journal
of Materials Chemistry, 2012, 22, 12523. 6.7 41

35560 Intrinsic Metallic and Semiconducting Cubic Boron Nitride Nanofilms. Nano Letters, 2012, 12, 3650-3655. 4.5 42

35561 Probing O-dealkylation and deamination aging processes in tabun-conjugated AChE: a computational
study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 2

35562 Mechanistic Insights into the BINOL-Derived Phosphoric Acid-Catalyzed Asymmetric Allylboration of
Aldehydes. Journal of the American Chemical Society, 2012, 134, 2716-2722. 6.6 155

35563 Quantum Mechanical/Molecular Mechanical Study on the Mechanism of the Enzymatic Baeyerâ€“Villiger
Reaction. Journal of the American Chemical Society, 2012, 134, 2732-2741. 6.6 90

35564
Development of Accurate DFT Methods for Computing Redox Potentials of Transition Metal
Complexes: Results for Model Complexes and Application to Cytochrome P450. Journal of Chemical
Theory and Computation, 2012, 8, 442-459.

2.3 67

35565 A hybrid density functional study on the electron and hole trap states in anatase titanium dioxide.
Physical Chemistry Chemical Physics, 2012, 14, 589-598. 1.3 67



1957

Citation Report

# Article IF Citations

35566 Î²-Nitro-5,10,15-tritolylcorroles. Inorganic Chemistry, 2012, 51, 6928-6942. 1.9 54

35567 Tuning redox potentials of bis(imino)pyridine cobalt complexes: an experimental and theoretical study
involving solvent and ligand effects. Dalton Transactions, 2012, 41, 3562. 1.6 41

35568
A Reinvestigation of the Dimer of <i>para</i>-Benzoquinone and Pyrimidine with MP2, CCSD(T), and DFT
Using Functionals Including Those Designed to Describe Dispersion. Journal of Physical Chemistry A,
2012, 116, 8100-8105.

1.1 13

35569
Photoluminescence and <i>trans</i> â†’ <i>cis</i> Photoisomerization of Aminostyrene-Conjugated
Phenylpyridine C^N Ligands and Their Complexes with Platinum(II): The Styryl Position and the Amino
Substituent Effects. Journal of Physical Chemistry B, 2012, 116, 8222-8232.

1.2 15

35570 Molecular design and theoretical investigation into one- and two-photon absorption properties of
two series of cyclometalated platinum (II) complexes. Science China Chemistry, 2012, 55, 1405-1412. 4.2 0

35571 A theoretical study of cation--Ï€ interactions: Li+, Na+, K+, Be2+, Mg2+ and Ca2+ complexation with
mono- and bicyclic ring-fused benzene derivatives. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 30

35572
Mechanistic insights into the hydrolysis of organophosphorus compounds by paraoxonaseâ€•1:
exploring the limits of substrate tolerance in a promiscuous enzyme. Journal of Physical Organic
Chemistry, 2012, 25, 1247-1260.

0.9 15

35573 Privileged Scaffolds or Promiscuous Binders: A Comparative Study on Rhodanines and Related
Heterocycles in Medicinal Chemistry. Journal of Medicinal Chemistry, 2012, 55, 743-753. 2.9 254

35574 Conformational Solvation Studies of LIGNOLs with Molecular Dynamics and Conductor-Like
Screening Model. International Journal of Molecular Sciences, 2012, 13, 9845-9863. 1.8 6

35575
Theoretical Studies of the Solvent Effect on the Conformation of the HOâ€“Câ€“Câ€“X (X = F,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 387 Td (NH<sub>2</sub>, NO<sub>2</sub>) Moiety with Competing Intra- and Intermolecular Hydrogen Bonds.

Journal of Physical Chemistry A, 2012, 116, 7726-7741.
1.1 18

35576 Theoretical Study of the Cytochrome P450 Mediated Metabolism of Phosphorodithioate Pesticides.
Journal of Chemical Theory and Computation, 2012, 8, 2706-2712. 2.3 10

35577 Theoretical and experimental study of low band gap polymers for organic solar cells. Physical
Chemistry Chemical Physics, 2012, 14, 5613. 1.3 17

35578
Three-Dimensional Packing Structure and Electronic Properties of Biaxially Oriented
Poly(2,5-bis(3-alkylthiophene-2-yl)thieno[3,2-<i>b</i>]thiophene) Films. Journal of the American
Chemical Society, 2012, 134, 6177-6190.

6.6 108

35579 Ring splitting of azetidin-2-ones via radical anions. Organic and Biomolecular Chemistry, 2012, 10, 7928. 1.5 13

35580 Theoretical studies on the structures and detonation properties of nitramine explosives containing
benzene ring. Journal of Molecular Modeling, 2012, 18, 2443-2451. 0.8 17

35581 An Active Site Water Broadens Substrate Specificity in <i>S</i>-Ribosylhomocysteinase (LuxS): A
Docking, MD, and QM/MM Study. Journal of Physical Chemistry B, 2012, 116, 8916-8929. 1.2 10

35582 Low energy (e, 2e) study from the 1t2 orbital of CH4. Journal of Chemical Physics, 2012, 137, 024301. 1.2 18

35583 Optimization of Intermolecular Interaction Potential Energy Parameters for Monte-Carlo and
Molecular Dynamics Simulations. Lecture Notes in Computer Science, 2012, , 464-471. 1.0 0



1958

Citation Report

# Article IF Citations

35584 Highâ€•Performance LiNi<sub>0.5</sub>Mn<sub>1.5</sub>O<sub>4</sub> Spinel Controlled by
Mn<sup>3+</sup> Concentration and Site Disorder. Advanced Materials, 2012, 24, 2109-2116. 11.1 434

35585
Cyclization of 1,4â€•Phenylenediacrylic Acid with Thionyl Chloride and Subsequent Suzukiâ€“Miyaura
Reactions Revisited. The Products are Benzo[1,2â€•<i>b</i>;5,6â€•<i>b</i>â€²]dithiophenes and not
Benzo[1,2â€•<i>b</i>;4,5â€•<i>b</i>â€²]dithiophenes. Advanced Synthesis and Catalysis, 2012, 354, 731-739.

2.1 7

35586 Synthesis of Functionalized Indolizines by Lewis Acidâ€•Mediated Cyclocondensation of
3â€•(Pyridinâ€•2â€•yl)â€•propiolates with Enones. Advanced Synthesis and Catalysis, 2012, 354, 1163-1169. 2.1 20

35587 Enantioselective Synthesis of 4â€•Isoxazolines by 1,3â€•Dipolar Cycloadditions of Nitrones to Alkynals
Catalyzed by Fluorodiphenylmethylpyrrolidines. Advanced Synthesis and Catalysis, 2012, 354, 1665-1671. 2.1 46

35588 Nâ€•Heterocyclic Carbeneâ€•Mediated Organocatalytic Transfer of Tin onto Aldehydes: An Easy Access to
<i>syn</i>â€•Diols and Mechanistic Studies. Advanced Synthesis and Catalysis, 2012, 354, 2038-2048. 2.1 4

35589 A Systematic Approach to the Design Optimization of Lightâ€•Absorbing Indenofluorene Polymers for
Organic Photovoltaics. Advanced Energy Materials, 2012, 2, 260-265. 10.2 48

35590 Sandwichâ€•like Singledâ€•Walled Titania Nanotube as a Novel Semiconductor Electrode for Quantum
Dotâ€•Sensitized Solar Cells. Advanced Energy Materials, 2012, 2, 639-644. 10.2 12

35607 Bioinspired Fiveâ€•Coordinate Iron(III) Complexes for Stabilization of Phenoxyl Radicals. Angewandte
Chemie - International Edition, 2012, 51, 3178-3182. 7.2 48

35608
Cï£¿N and Cï£¿C Bond Formations in the Thermal Reactions of â€œBareâ€• Ni(NH<sub>2</sub>)<sup>+</sup>
with C<sub>2</sub>H<sub>4</sub>: Mechanistic Insight on the Metalâ€•Mediated Hydroamination of an
Unactivated Olefin. Angewandte Chemie - International Edition, 2012, 51, 3483-3488.

7.2 24

35609 H<sub>2</sub>O Activation for Hydrogenâ€•Atom Transfer: Correct Structures and Revised Mechanisms.
Angewandte Chemie - International Edition, 2012, 51, 3266-3270. 7.2 72

35610 Arylsulfonylacetylenes as Alkynylating Reagents of Cï£¿H Bonds Activated with Lithium Bases.
Angewandte Chemie - International Edition, 2012, 51, 2712-2716. 7.2 56

35611 Highly Enantioselective Synthesis of 3â€•Substituted Furanones by Palladiumâ€•Catalyzed Kinetic Resolution
of Unsymmetrical Allyl Acetates. Angewandte Chemie - International Edition, 2012, 51, 3168-3173. 7.2 57

35612
Direct Conversion of Methane into Formaldehyde Mediated by
[Al<sub>2</sub>O<sub>3</sub>]<sup>.+</sup> at Room Temperature. Angewandte Chemie -
International Edition, 2012, 51, 3703-3707.

7.2 98

35613 Experimental and Theoretical Studies on the Synthesis, Spectroscopic Data, and Reactions of Formyl
Azide. Angewandte Chemie - International Edition, 2012, 51, 4718-4721. 7.2 35

35614 Theoretical Evidence of the Stabilization of an Unusual Fourâ€•Membered Metallacycloallene by a
Transitionâ€•Metal Fragment. Angewandte Chemie - International Edition, 2012, 51, 5347-5350. 7.2 36

35615 Catalytic, Atomâ€•Economical Radical Arylation of Epoxides. Angewandte Chemie - International Edition,
2012, 51, 4739-4742. 7.2 124

35616
Direct Investigation of Covalently Bound Chlorine in Organic Compounds by Solidâ€•State
<sup>35</sup>Clâ€…NMR Spectroscopy and Exact Spectral Lineâ€•Shape Simulations. Angewandte Chemie -
International Edition, 2012, 51, 4227-4230.

7.2 69

35617 Synthesis and Structure Characterization of a Stable Nonatwistacene. Angewandte Chemie -
International Edition, 2012, 51, 6094-6098. 7.2 199



1959

Citation Report

# Article IF Citations

35618

The Longâ€•Believed Sc<sub>2</sub>@<i>C</i><sub>2<i>v</i></sub>(17)â€•C<sub>84</sub> is Actually
Sc<sub>2</sub>C<sub>2</sub>@<i>C</i><sub>2<i>v</i></sub>(9)â€•C<sub>82</sub>: Unambiguous
Structure Assignment and Chemical Functionalization. Angewandte Chemie - International Edition,
2012, 51, 5889-5892.

7.2 55

35619

Thermal Reactions of YAlO<sub>3</sub><sup>+.</sup> with Methane: Increasing the Reactivity of
Y<sub>2</sub>O<sub>3</sub><sup>+.</sup> and the Selectivity of
Al<sub>2</sub>O<sub>3</sub><sup>+.</sup> by Doping. Angewandte Chemie - International Edition,
2012, 51, 5991-5994.

7.2 69

35620 Spectroscopic Observation of a Groupâ€…12 Oxyfluoride: A Matrixâ€•Isolation and Quantumâ€•Chemical
Investigation of Mercury Oxyfluorides. Angewandte Chemie - International Edition, 2012, 51, 8235-8238. 7.2 24

35621 Iron carbonyl complex containing bis[2â€•(diphenylphosphino)phenyl]ether enhancing efficiency in the
palladiumâ€•catalyzed Suzukiâ€“Miyaura reaction. Applied Organometallic Chemistry, 2012, 26, 130-134. 1.7 10

35622 Syntheses, structures of <i>N</i>â€•(substituted)â€•2â€•azaâ€•[3]â€•ferrocenophanes and their application as redox
sensor for Cu<sup>2+</sup> ion. Applied Organometallic Chemistry, 2012, 26, 449-454. 1.7 15

35623
Synthesis, characterization, biological studies and <i>in vitro</i> cytotoxicity on human cancer cell
lines of titanium(IV) and tin(IV) derivatives with the Î±,Î±â€²â€•dimercaptoâ€•<i>o</i>â€•xylene ligand. Applied
Organometallic Chemistry, 2012, 26, 383-389.

1.7 7

35624 Intramolecular Hï£¿Ar Ligand Exchange between Silicon and Boron: Functionality Transfer of Siï£¿H to
Bï£¿H. Chemistry - an Asian Journal, 2012, 7, 546-553. 1.7 7

35625 Molecular Structure and Electronic State of the Dibenzo[<i>a,e</i>]pentalene Anion Radical.
Chemistry - an Asian Journal, 2012, 7, 480-483. 1.7 21

35626 Catalytic Diastereoselective Tandem Conjugate Additionâ€“Elimination Reaction of
Moritaâ€“Baylisâ€“Hillman Câ€…Adducts by Cï£¿C Bond Cleavage. Chemistry - an Asian Journal, 2012, 7, 771-777.1.7 6

35627 Reactivity of Bispropargyl Sulfones under Basic Conditions: Interplay Between Garrattâ€“Braverman
and Schmittel/Myersâ€“Saito Cyclization Pathway. Chemistry - an Asian Journal, 2012, 7, 957-965. 1.7 19

35628 â€œClean Reactionâ€• Strategy to Approach a Stable, Green Heptatwistacene Containing a Single Terminal
Pyrene Unit. Chemistry - an Asian Journal, 2012, 7, 672-675. 1.7 98

35629 Reaction of â€œNonâ€•Symmetricalâ€• 1,2,4â€•Trithiolanes with [(phosphane)Pt<sup>0</sup>(Î·<sup>2</sup>â€•nbe)]
Complexes. Chemistry - an Asian Journal, 2012, 7, 1383-1393. 1.7 5

35630 Aromaticâ€•toâ€•Antiaromatic Switching in Triply Linked Porphyrin Bis(rhodium(I)) Hexaphyrin Hybrids.
Chemistry - an Asian Journal, 2012, 7, 889-893. 1.7 30

35631 Thermal Ammonia Activation by Cationic Transitionâ€•Metal Hydrides of the First Row â€“ Small but
Mighty. Chemistry - an Asian Journal, 2012, 7, 1214-1220. 1.7 17

35632 2,3,4,5â€•Tetraphenylsiloleâ€•Based Conjugated Polymers: Synthesis, Optical Properties, and as Sensors for
Explosive Compounds. Chemistry - an Asian Journal, 2012, 7, 1583-1593. 1.7 32

35633 Phosphineâ€•Catalyzed Domino Reaction for the Synthesis of Conjugated 2,3â€•Dihydrofurans from
Allenoates and Nazarov Reagents. Chemistry - an Asian Journal, 2012, 7, 1533-1537. 1.7 43

35634 Effects of ring contraction on the conformational preferences of Î±â€•substituted proline analogs.
Biopolymers, 2012, 98, 98-110. 1.2 6

35635 Efficient Hydrogenolysis of Alkanes at Low Temperature and Pressure Using Tantalum Hydride on
MCMâ€•41, and a Quantum Chemical Study. ChemCatChem, 2012, 4, 363-369. 1.8 15



1960

Citation Report

# Article IF Citations

35636 Active Site Transformation During the Induction Period of Ethylene Polymerization over the Phillips
CrO<sub><i>x</i></sub>/SiO<sub>2</sub> Catalyst. ChemCatChem, 2012, 4, 872-881. 1.8 29

35637 The Catalytic Potential of Substituted Pyridines in Acylation Reactions: Theoretical Prediction and
Experimental Validation. ChemCatChem, 2012, 4, 559-566. 1.8 16

35638 Cytochrome P450 Monooxygenaseâ€•Catalyzed Ring Opening of the Bicyclic Amine, Nortropine: An
Experimental and DFT Computational Study. ChemCatChem, 2012, 4, 530-539. 1.8 6

35639 Acidâ€•Catalyzed Decomposition of the Benzyl Nitrite Intermediate in HNO<sub>3</sub>â€•Mediated Aerobic
Oxidation of Benzyl Alcohol. ChemCatChem, 2012, 4, 525-529. 1.8 25

35640 Rational Band Gap Engineering of WO<sub>3</sub> Photocatalyst for Visible light Water Splitting.
ChemCatChem, 2012, 4, 476-478. 1.8 134

35641 Experimental and Computational Investigations of the Deactivation of Hâ€•ZSMâ€•5 Zeolite by Coking in the
Conversion of Ethanol into Hydrocarbons. ChemCatChem, 2012, 4, 802-814. 1.8 18

35642 Aminovinylidene: A Stable Surface Intermediate in the Dehydrogenation of Ethylamine on Pt(1â€‰1â€‰1).
ChemCatChem, 2012, 4, 1075-1078. 1.8 5

35643 Isoguanine Formation from Adenine. Chemistry - A European Journal, 2012, 18, 4877-4886. 1.7 13

35644 Dihydrogen Generation from Amine/Boranes: Synthesis, FTâ€•ICR, and Computational Studies. Chemistry -
A European Journal, 2012, 18, 3981-3991. 1.7 38

35645
A DFT and TDâ€•DFT Approach to the Understanding of Statistical Kinetics in Substitution Reactions of
M<sub>3</sub>Q<sub>4</sub> (M=Mo, W; Q=S, Se) Cuboidal Clusters. Chemistry - A European Journal,
2012, 18, 5036-5046.

1.7 18

35646 Transmetallation Versus Î²â€•Hydride Elimination: The Role of 1,4â€•Benzoquinone in Chelationâ€•Controlled
Arylation Reactions with Arylboronic Acids. Chemistry - A European Journal, 2012, 18, 4714-4722. 1.7 39

35647 Control over the Chemoselectivity of Pdâ€•Catalyzed Cyclization Reactions of (2â€•Iodoanilino)carbonyl
Compounds. Chemistry - A European Journal, 2012, 18, 6950-6958. 1.7 20

35648 Electronic Structure Analysis of the Oxygenâ€•Activation Mechanism by Fe<sup>II</sup>â€• and
Î±â€•Ketoglutarate (Î±KG)â€•Dependent Dioxygenases. Chemistry - A European Journal, 2012, 18, 6555-6567. 1.7 89

35649 Synthesis, Computational Modeling, and Properties of Benzoâ€•Appended BODIPYs. Chemistry - A European
Journal, 2012, 18, 3893-3905. 1.7 68

35650 Synthesis and Reactivity of 5,10,15â€•Triaryl Doubly Nâ€•Confused Bilanes. Chemistry - A European Journal,
2012, 18, 4380-4391. 1.7 23

35651 â€œSpontaneousâ€• Ambient Temperature Dehydrocoupling of Aromatic Amineâ€“Boranes. Chemistry - A
European Journal, 2012, 18, 4665-4680. 1.7 54

35652 Marilines Aâ€“C: Novel Phthalimidines from the Spongeâ€•Derived Fungus <i>Stachylidium</i> sp..
Chemistry - A European Journal, 2012, 18, 8827-8834. 1.7 61

35653
Substrate Specificity of Fluoroacetate Dehalogenase: An Insight from Crystallographic Analysis,
Fluorescence Spectroscopy, and Theoretical Computations. Chemistry - A European Journal, 2012, 18,
8392-8402.

1.7 23



1961

Citation Report

# Article IF Citations

35654
Highly Efficient Redox Isomerisation of Allylic Alcohols Catalysed by Pyrazoleâ€•Based Ruthenium(IV)
Complexes in Water: Mechanisms of Bifunctional Catalysis in Water. Chemistry - A European Journal,
2012, 18, 7749-7765.

1.7 68

35655
Molecular Tethering or Aggregation: Is the Existence of Chargeâ€•Transfer Bands Indicative of the
Formation of Blueâ€•Box/Tetrathiafulvalene Inclusion Complexes?. Chemistry - A European Journal, 2012,
18, 5606-5611.

1.7 14

35656 Siliconâ€•Containing Formal 4Ï€â€•Electron Fourâ€•Membered Ring Systems: Antiaromatic, Aromatic, or
Nonaromatic?. Chemistry - A European Journal, 2012, 18, 7516-7524. 1.7 51

35657
Theoretical Investigation of the Mechanism of Primary Amines Reacting with Hexamolybdate: An
Insight into the Organoimido Functionalization and Related Reactions of Polyoxometalates.
Chemistry - A European Journal, 2012, 18, 8681-8691.

1.7 11

35658 Goldâ€•Catalyzed 1,2â€•/1,2â€•Bisâ€•acetoxy Migration of 1,4â€•Bisâ€•propargyl Acetates: A Mechanistic Study. Chemistry -
A European Journal, 2012, 18, 6811-6824. 1.7 50

35659

Tautomerisation of 2â€•Substituted Pyridines to Nâ€•Heterocyclic Carbene Ligands Induced by the
16â€…e<sup><b>âˆ’</b></sup> Unsaturated
[Tp<sup>Me2</sup>Ir<sup>III</sup>(C<sub>6</sub>H<sub>5</sub>)<sub>2</sub>] Moiety. Chemistry - A
European Journal, 2012, 18, 4644-4664.

1.7 35

35660
Design and Function of Preâ€•organised Outerâ€•Sphere Amidopyridyl Extractants for Zinc(II) and Cobalt(II)
Chlorometallates: The Role of Cï£¿H Hydrogen Bonds. Chemistry - A European Journal, 2012, 18,
7715-7728.

1.7 28

35661 Theoretical Insights into the Mechanism of Carbon Monoxide (CO) Release from COâ€•Releasing
Molecules. Chemistry - A European Journal, 2012, 18, 9267-9275. 1.7 23

35662 Correspondence of Ru<sup>III</sup>Ru<sup>II</sup> and Ru<sup>IV</sup>Ru<sup>III</sup> Mixed
Valent States in a Small Dinuclear Complex. Chemistry - A European Journal, 2012, 18, 5667-5675. 1.7 29

35663
Metalâ€“Ligand Cooperation in Catalytic Intramolecular Hydroamination: A Computational Study of
Iridiumâ€“Pyrazolato Cooperative Activation of Aminoalkenes. Chemistry - A European Journal, 2012, 18,
7248-7262.

1.7 25

35664 Investigating the Halochromic Properties of Azo Dyes in an Aqueous Environment by Using a Combined
Experimental and Theoretical Approach. Chemistry - A European Journal, 2012, 18, 8120-8129. 1.7 41

35665 An Experimental Study on the Effect of Substituents on Aromaticâ€“Aromatic Interactions in
Dithia[3,3]â€•metaparacyclophanes. Chemistry - A European Journal, 2012, 18, 3611-3620. 1.7 29

35666 Mechanism of the Tyrosine Ammonia Lyase Reactionâ€”Tandem Nucleophilic and Electrophilic
Enhancement by a Proton Transfer. Chemistry - A European Journal, 2012, 18, 7793-7802. 1.7 37

35667 Bifunctional Rhenium Complexes for the Catalytic Transferâ€•Hydrogenation Reactions of Ketones and
Imines. Chemistry - A European Journal, 2012, 18, 5701-5714. 1.7 40

35668
Theoretical Approach Towards the Understanding of Asymmetric Additions of Dialkylzinc to Enals and
Iminals Catalysed by [2.2]Paracyclophaneâ€•Based N,Oâ€•Ligands. Chemistry - A European Journal, 2012, 18,
8377-8385.

1.7 10

35669 Synthesis of Aromatic Compounds by Catalytic Cï£¿C Bond Activation of Biphenylene or Angular
[3]Phenylene. Chemistry - A European Journal, 2012, 18, 4200-4207. 1.7 41

35670 A Multicoincidence Study of Fragmentation Dynamics in Collision of Î³â€•Aminobutyric Acid with
Lowâ€•Energy Ions. Chemistry - A European Journal, 2012, 18, 9321-9332. 1.7 44

35671 Synthesis of PCPâ€•Supported Nickel Complexes and their Reactivity with Carbon Dioxide. Chemistry - A
European Journal, 2012, 18, 6915-6927. 1.7 73



1962

Citation Report

# Article IF Citations

35672
Encapsulation of TCNQ and the Acridinium Ion within a Bisporphyrin Cavity: Synthesis, Structure, and
Photophysical and HOMOâ€“LUMOâ€•Gapâ€•Mediated Electronâ€•Transfer Properties. Chemistry - A European
Journal, 2012, 18, 7404-7417.

1.7 60

35673 Definition of an Intramolecular Euâ€•toâ€•Eu Energy Transfer within a Discrete [Eu<sub>2</sub>L] Complex
in Solution. Chemistry - A European Journal, 2012, 18, 8163-8173. 1.7 39

35674 Correlating DFTâ€•Calculated Energy Barriers to Experiments in Nonheme Octahedral Fe<sup>IV</sup>O
Species. Chemistry - A European Journal, 2012, 18, 10444-10453. 1.7 24

35675 Intramolecular Gasâ€•Phase Reactions of Synthetic Nonheme Oxoiron(IV) Ions: Proximity and Spinâ€•State
Reactivity Rules. Chemistry - A European Journal, 2012, 18, 11747-11760. 1.7 15

35676 Nonlinear Absorbing Platinum(II) Diimine Complexes: Synthesis, Photophysics, and Reverse Saturable
Absorption. Chemistry - A European Journal, 2012, 18, 11440-11448. 1.7 34

35677
Lower Ligand Denticity Leading to Improved Thermodynamic and Kinetic Stability of the
Gd<sup>3+</sup> Complex: The Strange Case of OBETA. Chemistry - A European Journal, 2012, 18,
7680-7685.

1.7 37

35678
A Mechanistic Study of the Utilization of <i>arachno</i>â€•Diruthenaborane
[(Cp*RuCO)<sub>2</sub>B<sub>2</sub>H<sub>6</sub>] as an Active Alkyneâ€•Cyclotrimerization
Catalyst. Chemistry - A European Journal, 2012, 18, 8482-8489.

1.7 55

35679
A Density Functional Theory Investigation of the Cobaltâ€•Mediated Î·<sup>5</sup>â€•Pentadienyl/Alkyne
[5+2] Cycloaddition Reaction: Mechanistic Insight and Substituent Effects. Chemistry - A European
Journal, 2012, 18, 9894-9900.

1.7 9

35680 Luminescence Properties of <i>C</i>â€•Diazaborolylâ€•<i>ortho</i>â€•Carboranes as Donorâ€“Acceptor
Systems. Chemistry - A European Journal, 2012, 18, 8347-8357. 1.7 151

35681 Sustainable Heckâ€“Matsuda Reaction with Catalytic Amounts of Diazonium Salts: An Experimental and
Theoretical Study. Chemistry - A European Journal, 2012, 18, 7210-7218. 1.7 41

35682
Nickel(II) and Copper(II) Complexes of Î²â€•Unsubstituted 5,15â€•Diazaporphyrins and Pyridazineâ€•Fused
Diazacorrinoids: Metalâ€“Template Syntheses and Peripheral Functionalizations. Chemistry - A European
Journal, 2012, 18, 6208-6216.

1.7 63

35683
Analysis of Why Boron Avoids sp<sup>2</sup>â€…Hybridization and Classical Structures in the
B<sub><i>n</i></sub>H<sub><i>n</i>+2</sub> Series. Chemistry - A European Journal, 2012, 18,
9677-9681.

1.7 62

35684 Gutmann Donor and Acceptor Numbers for Ionic Liquids. Chemistry - A European Journal, 2012, 18,
10969-10982. 1.7 168

35685 Chirality Effects on the IRMPD Spectra of Basket Resorcinarene/Nucleoside Complexes. Chemistry - A
European Journal, 2012, 18, 8320-8328. 1.7 29

35686 Probing the Electronic Structure of Substituted Ferrocenes with Highâ€•Resolution XANES
Spectroscopy. Chemistry - A European Journal, 2012, 18, 7021-7025. 1.7 41

35687
Phenalenylâ€•Based Organozinc Catalysts for Intramolecular Hydroamination Reactions: A Combined
Catalytic, Kinetic, and Mechanistic Investigation of the Catalytic Cycle. Chemistry - A European Journal,
2012, 18, 10530-10545.

1.7 48

35688

Dioxygen Reactivity of Biomimetic Ironâ€“Catecholate and Ironâ€“<i>o</i>â€•Aminophenolate Complexes of a
Tris(2â€•pyridylthio)methanido Ligand: Aromatic Cï£¿C Bond Cleavage of Catecholate versus
<i>o</i>â€•Iminobenzosemiquinonate Radical Formation. Chemistry - A European Journal, 2012, 18,
11778-11787.

1.7 36

35689
Expanding the Scope of Arylsulfonylacetylenes as Alkynylating Reagents and Mechanistic Insights in
the Formation of Csp<sup>2</sup>ï£¿Csp and Csp<sup>3</sup>ï£¿Csp Bonds from Organolithiums.
Chemistry - A European Journal, 2012, 18, 8414-8422.

1.7 42



1963

Citation Report

# Article IF Citations

35690 Donorâ€•Ï€â€•Acceptors Containing the 10â€•(1,3â€•Dithiolâ€•2â€•ylidene)anthracene Unit for Dyeâ€•Sensitized Solar Cells.
Chemistry - A European Journal, 2012, 18, 11621-11629. 1.7 40

35691 Mechanism of the Cycloaddition of Carbon Dioxide and Epoxides Catalyzed by Cobaltâ€•Substituted
12â€•Tungstenphosphate. Chemistry - A European Journal, 2012, 18, 9870-9876. 1.7 56

35692 Application of a Structure/Oxidationâ€•State Correlation to Complexes of Bridging Azo Ligands.
Chemistry - A European Journal, 2012, 18, 11007-11018. 1.7 63

35693 Origin of Selectivity of Tsujiâ€“Trost Allylic Alkylation of Lactones: Highly Ordered Transition States
with Lithiumâ€•Containing Enolates. Chemistry - A European Journal, 2012, 18, 10408-10418. 1.7 16

35694 Activation and Coordination of Ammonia at [Cp*Ir(H)<sub>2</sub>]: NMR and Matrix Isolation Studies.
Chemistry - A European Journal, 2012, 18, 10009-10013. 1.7 10

35695 Nanosheetâ€•Enhanced Enantioselectivity in the Vanadiumâ€•Catalyzed Asymmetric Epoxidation of Allylic
Alcohols. Chemistry - A European Journal, 2012, 18, 9911-9918. 1.7 25

35696 Chiral Sulfur Compounds Studied by Raman Optical Activity: <i>tert</i>â€•Butanesulfinamide and its
Precursor <i>tert</i>â€•Butyl <i>tert</i>â€•Butanethiosulfinate. Chirality, 2012, 24, 731-740. 1.3 1

35697 Ground State Structures, Electronic and Magnetic Properties of Sc<sub><i>n</i></sub>Fe
(<i>n</i>=2â€“10) Clusters. Chinese Journal of Chemistry, 2012, 30, 905-913. 2.6 5

35698 Identification of the Most Stable Sc<sub>2</sub>C<sub>80</sub> Isomers: Structure, Electronic
Property, and Molecular Spectra Investigations. Chinese Journal of Chemistry, 2012, 30, 765-770. 2.6 5

35699 Mechanism of Silver(I)â€•Catalyzed Enantioselective Synthesis of Axially Chiral Allenes Based on
Propargylamines. Chinese Journal of Chemistry, 2012, 30, 951-958. 2.6 18

35700 Mechanism of Imidazoleâ€•Promoted Ligation of Peptide Phenyl Esters. Chinese Journal of Chemistry,
2012, 30, 1974-1979. 2.6 7

35701
Density Functional Theoretical Study of Polynitrogen Compounds
N<sub>5</sub><sup>+</sup>Y<sup>âˆ’</sup> (Y=B(CF<sub>3</sub>)<sub>4</sub>, BF<sub>4</sub>,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 297 Td (PF<sub>6</sub> and B(N<sub>3</sub>)<sub>4</sub>). Chinese Journal of Chemistry, 2012, 30, 639-643.2.6 13

35702

Theoretical Study of Energetic Complexes (III):
Bisâ€•(5â€•nitroâ€•2<i>H</i>â€•tetrazolatoâ€•<i>N</i><sup>2</sup>)tetraammine Cobalt(III) Perchlorate (BNCP) and
Its Transition Metal (Ni/Fe/Cu/Zn) Perchlorate Analogues. Chinese Journal of Chemistry, 2012, 30,
1624-1630.

2.6 2

35703 Predicting Drug Metabolism by Cytochrome P450 2C9: Comparison with the 2D6 and 3A4 Isoforms.
ChemMedChem, 2012, 7, 1202-1209. 1.6 46

35704 Glycine in 1â€•Butylâ€•3â€•Methylimidazolium Acetate and Trifluoroacetate Ionic Liquids: Effect of
Fluorination and Hydrogen Bonding. ChemPhysChem, 2012, 13, 1753-1763. 1.0 18

35705 Properties of Oligothiophene Dendrimers as a Function of Molecular Architecture and Generation
Number. ChemPhysChem, 2012, 13, 1354-1362. 1.0 4

35706 Gasâ€•Phase Thermodynamics as a Validation of Computational Catalysis on Surfaces: A Case Study of
Fischerâ€“Tropsch Synthesis. ChemPhysChem, 2012, 13, 1486-1494. 1.0 23

35707 Effect of Dispersion on the Structure and Dynamics of the Ionic Liquid 1â€•Ethylâ€•3â€•methylimidazolium
Thiocyanate. ChemPhysChem, 2012, 13, 1845-1853. 1.0 81



1964

Citation Report

# Article IF Citations

35708 Surface Electronic Structure of [XMIm]Cl Probed by Surfaceâ€•Sensitive Spectroscopy. ChemPhysChem,
2012, 13, 1718-1724. 1.0 17

35709 Structures and Reactivity of Oxygenâ€•Rich Scandium Cluster Anions ScO<sub>3â€“5</sub><sup>âˆ’</sup>.
ChemPhysChem, 2012, 13, 1282-1288. 1.0 29

35710 Force Fields for Studying the Structure and Dynamics of Ionic Liquids: A Critical Review of Recent
Developments. ChemPhysChem, 2012, 13, 1625-1637. 1.0 239

35711 Conformations of Serine in Aqueous Solutions as Revealed by Vibrational Circular Dichroism.
ChemPhysChem, 2012, 13, 1272-1281. 1.0 41

35712 On the Origin of the Enhanced Acidity of Chalcocyclopentadienes (Cyclopentadiene Chalcogenols) in
the Gas Phase. ChemPhysChem, 2012, 13, 1167-1172. 1.0 3

35713 B<sub>3</sub>N<sub>3</sub> Borazine Substitution in Hexaâ€•<i>peri</i>â€•Hexabenzocoronene:
Computational Analysis and Scholl Reaction of Hexaphenylborazine. ChemPhysChem, 2012, 13, 1173-1181. 1.0 47

35714 Bonding of Gold with Unsaturated Species. ChemPhysChem, 2012, 13, 2090-2096. 1.0 25

35715
Singleâ€•Crystal Xâ€•Ray Diffraction, Isolatedâ€•Molecule and Cluster Electronic Structure Calculations, and
Scanning Electron Microscopy in an Organic solid: Models for Intramolecular Motion in
4,4â€²â€•Dimethoxybiphenyl. ChemPhysChem, 2012, 13, 2082-2089.

1.0 12

35716 Theoretical Insights into Chiralityâ€•Controlled SWCNT Growth from a Cycloparaphenylene Template.
ChemPhysChem, 2012, 13, 1479-1485. 1.0 26

35717
A Special Conjugated Model around sp<sup>3</sup> Carbon Atoms: Density Functional Theory Study
on the Homoaromatic Electron Delocalization and Applications of Benzoâ€•Fused
Tetra(triptycene)porphyrins. ChemPhysChem, 2012, 13, 2046-2050.

1.0 18

35718
Conformational Distributions of <i>N</i>â€•Acetylâ€•<scp>L</scp>â€•cysteine in Aqueous Solutions: A
Combined Implicit and Explicit Solvation Treatment of VA and VCD Spectra. ChemPhysChem, 2012, 13,
2310-2321.

1.0 41

35719 Defects in MOFs: A Thorough Characterization. ChemPhysChem, 2012, 13, 2025-2029. 1.0 121

35720 Substituent Effect on the Ï€ Linkers in Triphenylamine Dyes for Sensitized Solar Cells: A DFT/TDDFT
Study. ChemPhysChem, 2012, 13, 3320-3329. 1.0 39

35721 Reactions of Doubly Ionized Benzene with Nitrogen and Water: A Nitrogenâ€•Mediated Entry into
Superacid Chemistry. ChemPhysChem, 2012, 13, 2688-2698. 1.0 10

35722 Rational Design for Building Blocks of DNAâ€•Based Conductive Nanowires through Multiâ€•Copper
Incorporation into Mismatched Base Pairs. ChemPhysChem, 2012, 13, 3293-3302. 1.0 4

35723 How Can a Hydrophobic MOF be Waterâ€•Unstable? Insight into the Hydration Mechanism of IRMOFs.
ChemPhysChem, 2012, 13, 3497-3503. 1.0 116

35724 Counterionâ€•Induced Inversion of Conformer Stability of a [5]Helquat Dication. ChemPlusChem, 2012,
77, 624-635. 1.3 8

35725 Permethylated Salts and Radicals Derived from Azoâ€…<i>periâ€•</i>Naphthalenes. ChemPlusChem, 2012, 77,
387-395. 1.3 8



1965

Citation Report

# Article IF Citations

35726 Synthesis, Chiral Resolution, and Absolute Configuration of Functionalized TrÃ¶gerâ€™s Base Derivatives:
Partâ€…II. ChemPlusChem, 2012, 77, 396-403. 1.3 25

35727 Aggregation and Solvation of Chiral N,Pâ€•Amide Ligands in Coordinating Solvents: A Computational and
NMR Spectroscopic Study. ChemPlusChem, 2012, 77, 799-806. 1.3 11

35728 Scandiumâ€•Catalyzed Preparation of Cytotoxic 3â€•Functionalized Quinolinâ€•2â€•ones: Regioselective Ring
Enlargement of Isatins or Imino Isatins. ChemPlusChem, 2012, 77, 563-569. 1.3 24

35729 Fluoreneâ€•Containing Organic Photosensitizers for Dyeâ€•Sensitized Solar Cells. ChemPlusChem, 2012, 77,
832-843. 1.3 17

35730 Synthesis of Fiveâ€•Membered Cyclic Ethers by Reaction of 1,4â€•Diols with Dimethyl Carbonate.
ChemSusChem, 2012, 5, 1578-1586. 3.6 57

35731 Atomic Layer Deposition of Tantalum Oxide and Tantalum Silicate from Chloride Precursors. Chemical
Vapor Deposition, 2012, 18, 225-238. 1.4 14

35732 Solar hydrogen production with semiconductor metal oxides: new directions in experiment and
theory. Physical Chemistry Chemical Physics, 2012, 14, 49-70. 1.3 198

35733 Redox-Controlled Interconversion between Trigonal Prismatic and Octahedral Geometries in a
Monodithiolene Tetracarbonyl Complex of Tungsten. Inorganic Chemistry, 2012, 51, 346-361. 1.9 25

35734 Catalytic Adaptive Recognition of Thiol (SH) and Selenol (SeH) Groups Toward Synthesis of
Functionalized Vinyl Monomers. Journal of the American Chemical Society, 2012, 134, 6637-6649. 6.6 97

35735 Dioxygen Reactivity of New Bispidine-Copper Complexes. Inorganic Chemistry, 2012, 51, 2841-2851. 1.9 29

35736 Interactions of Electrons with Bare and Hydrated Biomolecules: From Nucleic Acid Bases to DNA
Segments. Chemical Reviews, 2012, 112, 5603-5640. 23.0 179

35737 Effect of Hydrogen Bonds on p<i>K</i><sub>a</sub> Values: Importance of Networking. Journal of the
American Chemical Society, 2012, 134, 10646-10650. 6.6 82

35738 Magnetic and binding properties of Co-doped single-walled carbon nanotubes: a first principles study.
Journal of Nanoparticle Research, 2012, 14, 1. 0.8 4

35739 Steric effect for proton, hydrogen-atom, and hydride transfer reactions with geometric isomers of
NADHâ€“model ruthenium complexes. Faraday Discussions, 2012, 155, 129-144. 1.6 12

35740 Tautomerism, dynamic properties and level crossing in 2â€•(pyridinâ€•2â€•yl) furanâ€•3â€•ol by density functional
theory and natural bond orbital analysis. Journal of Physical Organic Chemistry, 2012, 25, 467-474. 0.9 0

35741
Activated sterically strained C=N bond in N-substituted p-quinone mono- and diimines: XIII. Reactions
of N-alkyl(aryl, trifluoromethyl)sulfonyl-, N-arylsulfinyl- and N-arylsulfanyl-1,4-benzoquinone
monoimines with alcohols. Russian Journal of Organic Chemistry, 2012, 48, 642-650.

0.3 4

35742
Time-dependent density functional theory (TDDFT) modelling of Pechmann dyes: from accurate
absorption maximum prediction to virtual dye screening. Organic and Biomolecular Chemistry, 2012,
10, 6682.

1.5 57

35743 Spin quenching of Mn in complexes and CO binding with Mn deposited on MgO and CaO supports: DFT
calculations. International Journal of Quantum Chemistry, 2012, 112, 2743-2751. 1.0 5



1966

Citation Report

# Article IF Citations

35744
Hybrid QM/MM Molecular Dynamics Study of Benzocaine in a Membrane Environment: How Does a
Quantum Mechanical Treatment of Both Anesthetic and Lipids Affect Their Interaction. Journal of
Chemical Theory and Computation, 2012, 8, 2197-2203.

2.3 20

35745 Combined Experimentalâ€“Theoretical Characterization of the Hydrido-Cobaloxime
[HCo(dmgH)<sub>2</sub>(P<i>n</i>Bu<sub>3</sub>)]. Inorganic Chemistry, 2012, 51, 7087-7093. 1.9 55

35746 Structural tuning intra- versus inter-molecular proton transfer reaction in the excited state.
Physical Chemistry Chemical Physics, 2012, 14, 9006. 1.3 27

35747 Quantum mechanical studies of lincosamides. Journal of Molecular Modeling, 2012, 18, 2727-2740. 0.8 6

35748 Kinetics of the Terminal Electron Transfer Step in Cytochrome <i>c</i> Oxidase. Journal of Physical
Chemistry B, 2012, 116, 1876-1883. 1.2 23

35749 Diruthenium Naphthalene and Anthracene Complexes Containing a Doubly Linked Dicyclopentadienyl
Ligand. Organometallics, 2012, 31, 4838-4848. 1.1 14

35750 Molecular Dynamics Simulation: From â€œAb Initioâ€• to â€œCoarse Grainedâ€•. , 2012, , 195-238. 11

35751 Fundamental Structural, Electronic, and Chemical Properties of Carbon Nanostructures: Graphene,
Fullerenes, Carbon Nanotubes, and Their Derivatives. , 2012, , 793-867. 17

35752
2<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>p</mml:mi></mml:math>core-level binding energies of size-selected free
silicon clusters: Chemical shifts and cluster structure. Physical Review B, 2012, 85, .

1.1 46

35753 Assessment of density functional theory to calculate the phase transition pressure of ice. Physical
Chemistry Chemical Physics, 2012, 14, 11484. 1.3 22

35754
Computational Study of the Mechanism of the Photochemical and Thermal Ring-Opening/Closure
Reactions and Solvent Dependence in Spirooxazines. Journal of Physical Chemistry A, 2012, 116,
8148-8158.

1.1 17

35755 Substituent Effects in Thermal Reactions of a Silene with Silyl-Substituted Alkynes: A Theoretical
Study. Organometallics, 2012, 31, 4737-4747. 1.1 7

35756 Computational Study on All Possible Diamino-Dinitropyrimidines and Their Mono- and Dioxide
Derivatives. Journal of Energetic Materials, 2012, 30, 335-357. 1.0 4

35757 All-Atom Semiclassical Dynamics Study of Quantum Coherence in Photosynthetic
Fennaâ€“Matthewsâ€“Olson Complex. Journal of the American Chemical Society, 2012, 134, 11640-11651. 6.6 61

35758 Computational Mechanistic Study of Stereoselective Suzuki Coupling of an Î±-Cyano-Activated
Secondary Alkyl. Organometallics, 2012, 31, 4610-4618. 1.1 13

35759 Endohedral Beryllium Atoms in Germanium Clusters with Eight and Fewer Vertices: How Small Can a
Cluster Be and Still Encapsulate a Central Atom?. Journal of Physical Chemistry A, 2012, 116, 5227-5234. 1.1 7

35760 Supramolecular interactions between hexabromoethane and cyclopentadienyl ruthenium bromides:
Halogen bonding or electrostatic organisation?. CrystEngComm, 2012, 14, 804-811. 1.3 19

35761 Energetic and Geometrical Evidence of Nonbonding Character of Some Intramolecular
HalogenÂ·Â·Â·Oxygen and Other YÂ·Â·Â·Y Interactions. Journal of Physical Chemistry A, 2012, 116, 3753-3764. 1.1 87



1967

Citation Report

# Article IF Citations

35762 Computational investigation of a new ion-pair receptor for calix[4]pyrrole. Journal of Molecular
Modeling, 2012, 18, 2291-2299. 0.8 4

35763 Densely substituted unnatural l- and d-prolines as catalysts for highly enantioselective
stereodivergent (3 + 2) cycloadditions and aldol reactions. Chemical Science, 2012, 3, 1486. 3.7 86

35764 Highly efficient CO2 capture by tunable alkanolamine-based ionic liquids with multidentate cation
coordination. Chemical Communications, 2012, 48, 6526. 2.2 101

35765 Size-selective synthesis of [9]â€“[11] and [13]cycloparaphenylenes. Chemical Science, 2012, 3, 2340. 3.7 132

35766 Theoretical study of the infrared spectrum of 5-phenyl-1,3,4-oxadiazole-2-thiol by using DFT
calculations. Molecular Simulation, 2012, 38, 561-566. 0.9 20

35767 Molecular structure, vibrational spectroscopic, NBO and HOMOâ€“LUMO studies of 2-amino 6-bromo
3-formylchromone. Molecular Simulation, 2012, 38, 567-581. 0.9 9

35768 Density functional study of substituted (â€“SH, â€“S, â€“OH, â€“Cl) hydrated ions of Hg2+. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 12

35769 Low energy (e,2e) measurements of CH4 and neon in the perpendicular plane. Journal of Chemical
Physics, 2012, 136, 094302. 1.2 28

35770 Performance assessment of density functional theory-based models using orbital momentum
distributions. Molecular Simulation, 2012, 38, 468-480. 0.9 4

35771 Family of Diazapentalene Chromophores and Narrow-Band-Gap Polymers: Synthesis, Halochromism,
Halofluorism, and Visibleâ€“Near Infrared Photodetectivity. Chemistry of Materials, 2012, 24, 2364-2372. 3.2 70

35772 Metal-promoted restoration of defective graphene. Journal of Materials Chemistry, 2012, 22, 16370. 6.7 10

35773 Mineralâ€“organic interfacial processes: potential roles in the origins of life. Chemical Society
Reviews, 2012, 41, 5502. 18.7 205

35774 A New ONO<sup>3-</sup> Trianionic Pincer-Type Ligand for Generating Highly Nucleophilic
Metalâ€“Carbon Multiple Bonds. Journal of the American Chemical Society, 2012, 134, 11185-11195. 6.6 66

35775 Symmetry Breaking: Polymorphic Form Selection by Enantiomers of the Melatonin Agonist and Its
Missing Polymorph. Crystal Growth and Design, 2012, 12, 3964-3976. 1.4 16

35776 Probing Ni[S<sub>2</sub>PR<sub>2</sub>]<sub>2</sub> Electronic Structure to Generate Insight
Relevant to Minor Actinide Extraction Chemistry. Inorganic Chemistry, 2012, 51, 7551-7560. 1.9 16

35777
Neutral Mononuclear, Dinuclear, Tetranuclear d<sup>7</sup>/d<sup>10</sup> Metal Complexes
Containing bis-Pyrazole/Pyridine Ligands Supported by 2,6-bis(3-Pyrazolyl)Pyridine: Synthesis,
Structure, Spectra, and Catalytic Activity. Inorganic Chemistry, 2012, 51, 6517-6528.

1.9 50

35778 On the Origin of <sup>35/37</sup>Cl Isotope Effects on <sup>195</sup>Pt NMR Chemical Shifts. A
Density Functional Study. Journal of Chemical Theory and Computation, 2012, 8, 1344-1350. 2.3 19

35779 Predicting Autoxidation Stability of Ether- and Amide-Based Electrolyte Solvents for Liâ€“Air Batteries.
Journal of Physical Chemistry A, 2012, 116, 7128-7138. 1.1 146



1968

Citation Report

# Article IF Citations

35780 MRCISD Studies of the Dissociation of Vinylhydroperoxide, CH<sub>2</sub>CHOOH: There Is a Saddle
Point. Journal of Physical Chemistry A, 2012, 116, 6823-6830. 1.1 51

35781 Anion-Directed Formation and Degradation of an Interlocked Metallohelicate. Journal of the
American Chemical Society, 2012, 134, 10987-10997. 6.6 116

35782
Novel Bis(4,4â€²-dipyridylamine) Ligand with a Flexible Butadiyne Linker: Syntheses, Structures, and
Photoluminescence of d<sup>10</sup> Metal Coordination Polymers. Crystal Growth and Design,
2012, 12, 3465-3473.

1.4 40

35783 Structural and Energetic Landscape of Fluorinated 1,4-Phenylenediboronic Acids. Crystal Growth and
Design, 2012, 12, 3720-3734. 1.4 60

35784 Effect of Axial Ligand on the Electronic Configuration, Spin States, and Reactivity of Iron Oxophlorin.
Inorganic Chemistry, 2012, 51, 7094-7102. 1.9 17

35785 Mechanistic study on the palladium-catalyzed (3 + 2) intramolecular cycloaddition of
alk-5-enylidenecyclopropanes. Dalton Transactions, 2012, 41, 9468. 1.6 21

35786 Syntheses and Crystal Structures of the closo-Borate M[B8H9] (M = [PPh4]+ and [N(n-Bu4)]+).
Inorganic Chemistry, 2012, 51, 511-517. 1.9 7

35787 Metal complexes of tripodal ligands as ionophores for alkali metal ions. New Journal of Chemistry,
2012, 36, 1445. 1.4 6

35788 Near IR emitting BODIPY fluorophores with mega-stokes shifts. Chemical Communications, 2012, 48,
5617. 2.2 60

35789 A theoretical exploration of unexpected amineâ‹¯Ï€ interactions. Physical Chemistry Chemical Physics,
2012, 14, 10747. 1.3 14

35790 Theoretical investigation on DNA/RNA base pairs mediated by copper, silver, and gold cations. Dalton
Transactions, 2012, 41, 1816-1823. 1.6 21

35791 Reviewing Extrapolation Procedures of the Electronic Properties on the Ï€-Conjugated Polymer Limit.
Journal of Physical Chemistry A, 2012, 116, 7571-7583. 1.1 92

35792
Polarized continuum model study of bond dissociation energies of the Oâ€“NO<sub>2</sub> bondÂ â€” A
density functional theory study and natural bond order analysis. Canadian Journal of Chemistry, 2012,
90, 433-440.

0.6 0

35793 Electronic Structure of F-Doped Bulk Rutile, Anatase, and Brookite Polymorphs of TiO<sub>2</sub>.
Journal of Physical Chemistry C, 2012, 116, 12738-12746. 1.5 68

35794 Is the Hammettâ€™s Constant Free of Steric Effects?. Journal of Physical Chemistry A, 2012, 116, 7523-7530. 1.1 27

35795 Understanding the Parameters Affecting the Photoluminescence of Silicon Nanoparticles. Journal of
Physical Chemistry C, 2012, 116, 11315-11325. 1.5 36

35796 A (Nearly) Universally Applicable Method for Modeling Noncovalent Interactions Using B3LYP. Journal
of Physical Chemistry Letters, 2012, 3, 1738-1744. 2.1 132

35797 Isomerization mechanism of the HcRed fluorescent protein chromophore. Physical Chemistry
Chemical Physics, 2012, 14, 11413. 1.3 20



1969

Citation Report

# Article IF Citations

35798 On the maximum bond multiplicity of carbon: unusual Câ‰£U quadruple bonding in molecular CUO.
Chemical Science, 2012, 3, 2786. 3.7 49

35799 Natural orbital Fukui function and application in understanding cycloaddition reaction mechanisms.
Physical Chemistry Chemical Physics, 2012, 14, 9890. 1.3 26

35800
Syntheses and Luminescent Properties of 3,5-Diphenylpyrazolato-Bridged Heteropolynuclear Platinum
Complexes. The Influence of Chloride Ligands on the Emission Energy Revealed by the Systematic
Replacement of Chloride Ligands by 3,5-Dimethylpyrazolate. Inorganic Chemistry, 2012, 51, 7977-7992.

1.9 29

35801
Pushâ€“pull tetraene chromophores derived from dialkylaminophenyl, tetrahydroquinolinyl and
julolidinyl moieties: optimization of second-order optical nonlinearity by fine-tuning the strength of
electron-donating groups. Journal of Materials Chemistry, 2012, 22, 16390.

6.7 75

35802 Photoelectron Spectroscopy of Anilinide and Acidity of Aniline. Journal of Physical Chemistry A, 2012,
116, 3118-3123. 1.1 7

35803
Platinated DNA Affects Zinc Finger Conformation. Interaction of a Platinated Single-Stranded
Oligonucleotide and the C-Terminal Zinc Finger of Nucleocapsid Protein HIVNCp7. Biochemistry, 2012,
51, 1752-1761.

1.2 19

35804
The entrance complex, transition state, and exit complex for the F + H2O â†’ HF + OH reaction. Definitive
predictions. Comparison with popular density functional methods. Physical Chemistry Chemical
Physics, 2012, 14, 10891.

1.3 63

35805
Accurate thermochemistry from a parameterized coupled-cluster singles and doubles model and a
local pair natural orbital based implementation for applications to larger systems. Journal of
Chemical Physics, 2012, 136, 064101.

1.2 68

35806 Combined experimental and theoretical studies on the photophysical properties of
cycloparaphenylenes. Organic and Biomolecular Chemistry, 2012, 10, 5979. 1.5 248

35807 Flat conjugated polymers combining a relatively low HOMO energy level and band gap:
polyselenophenes versus polythiophenes. Journal of Materials Chemistry, 2012, 22, 14645. 6.7 50

35808 Recent advances in computational actinoid chemistry. Chemical Society Reviews, 2012, 41, 5836. 18.7 113

35809

A Rare Phenoxido/Acetato/Azido Bridged Trinuclear and an Unprecedented Phenoxido/Azido Bridged
One-Dimensional Polynuclear Nickel(II) Complexes: Synthesis, Crystal Structure, and Magnetic
Properties with Theoretical Investigations on the Exchange Mechanism. Inorganic Chemistry, 2012, 51,
8150-8160.

1.9 81

35810
Challenges in the simulation of dye-sensitized ZnO solar cells: quantum confinement, alignment of
energy levels and excited state nature at the dye/semiconductor interface. Physical Chemistry
Chemical Physics, 2012, 14, 10662.

1.3 21

35811
An Assessment of Computational Methods for Obtaining Structural Information of Moderately
Flexible Biomolecules from Ion Mobility Spectrometry. Journal of the American Society for Mass
Spectrometry, 2012, 23, 792-805.

1.2 29

35812 An electronic study of pyrazolones drugs on agranulocytosis. Medicinal Chemistry Research, 2012, 21,
1389-1394. 1.1 3

35813 Valence band structure of cellulose and lignin studied by XPS and DFT. Cellulose, 2012, 19, 1005-1011. 2.4 20

35814 Theoretical study of the dimerization of rhodanine in various tautomeric forms. Chemistry of
Heterocyclic Compounds, 2012, 47, 1268-1279. 0.6 11

35815
Volumetric Properties of Binary Mixtures of 2,4,6-Trimethylpyridine with 1,2-Ethanediol, Methanol, and
Water, and the Association Energies of the Oâ€“HÂ· Â· Â·N Bonded Complexes. International Journal of
Thermophysics, 2012, 33, 692-706.

1.0 5



1970

Citation Report

# Article IF Citations

35816 Structure of the complex UCl4âˆ™2DMF by vibrational infrared spectroscopy and density functional
theory. Journal of Applied Spectroscopy, 2012, 79, 22-30. 0.3 6

35817 Structure and vibrational IR spectra of a UCl4â‹…2DMSO complex. Journal of Applied Spectroscopy, 2012,
79, 165-172. 0.3 5

35818 Binding affinities in the SAMPL3 trypsin and hostâ€“guest blind tests estimated with the MM/PBSA and LIE
methods. Journal of Computer-Aided Molecular Design, 2012, 26, 527-541. 1.3 46

35819 Blind prediction of hostâ€“guest binding affinities: a new SAMPL3 challenge. Journal of Computer-Aided
Molecular Design, 2012, 26, 475-487. 1.3 117

35820 On the active site of mononuclear B1 metallo Î²-lactamases: a computational study. Journal of
Computer-Aided Molecular Design, 2012, 26, 425-435. 1.3 7

35821 Synthesis and Structural Characterization of Spiro(fluorene-9,4â€²-imidazolidine)-2â€²,5â€²-dione and
(9H-Fluorene-9-yl)urea. Journal of Chemical Crystallography, 2012, 42, 566-572. 0.5 5

35822 Synthesis and Characterization of 5-Amino-1-nitriminotetrazole and Its Salts. Journal of Chemical
Crystallography, 2012, 42, 816-823. 0.5 12

35823
X-Ray Diffraction and Theoretical Approach to the Molecular Structure of
(E)-2-(2-(1,3-dioxoisoindolin-2-yl)-1-(3-phenyl-3-methylcyclobutyl)ethylidene) hydrazine carboxamide.
Journal of Chemical Crystallography, 2012, 42, 897-904.

0.5 10

35824 Structural, Electronic, and Magnetic Properties of MB n (MÂ =Â Y, Zr, Nb, Mo, Tc, Ru, nÂ â‰¤Â 8) Clusters.
Journal of Cluster Science, 2012, 23, 189-202. 1.7 7

35825 DFT Study of Endohedral Atoms Effect on Electrophilicity of B16N16 Boron Nitride Nanocage:
Comparative Analyses. Journal of Cluster Science, 2012, 23, 297-310. 1.7 7

35826 The Structural Features of the Hydrated Ferrous Ion Clusters: [Fe(H2O) n ]2+ (nÂ =Â 1â€“19). Journal of
Cluster Science, 2012, 23, 311-324. 1.7 9

35827 Ab Initio Study of Neutral and Charged Copper Bromide (CuBr) n (+) Clusters (nÂ =Â 1â€“6). Journal of
Cluster Science, 2012, 23, 165-176. 1.7 10

35828 Theoretical Investigation on the Interaction of C2H Radical with Small Gold Clusters Au n 0/âˆ’ (nÂ =Â 1â€“4).
Journal of Cluster Science, 2012, 23, 481-489. 1.7 6

35829 3D Coordination Network of Ag(I) Ions with Î¼ 3 -Bridging Melamine Ligands. Journal of Inorganic and
Organometallic Polymers and Materials, 2012, 22, 360-368. 1.9 9

35830
Synthesis, Structural Investigation and DFT Calculations of Cadmium (II) Fluorine-Substituted
Î²-Diketonate: A Precursor to Producing Pure Phase Nano-Sized Cadmium (II) Oxide. Journal of Inorganic
and Organometallic Polymers and Materials, 2012, 22, 816-821.

1.9 21

35831 PCM Study of Some N-Nitroso-Nâ€²,Nâ€²-dimethylphenylurea Biological Molecules: A Natural Bond Orbital
Analysis. Journal of Solution Chemistry, 2012, 41, 828-839. 0.6 1

35832 Evolution of Co n Al clusters and chemisorption of hydrogen on Co n Al clusters. Journal of
Nanoparticle Research, 2012, 14, 1. 0.8 3

35833 Theoretical study of the interaction of simple molecules such as H2, C2H2, and C2H4 with Pdâ€“Pb
catalysts. Reaction Kinetics, Mechanisms and Catalysis, 2012, 105, 317-334. 0.8 5



1971

Citation Report

# Article IF Citations

35834
Molecular structure and character of bonding of mono and divalent metal cations (Li+, Na+, K+,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 747 Td (Mg2+, Ca2+, Zn2+, and Cu+) with guanosine: AIM and NBO analysis. Structural Chemistry, 2012, 23,

613-626.
1.0 12

35835 A combined crystallographic, spectroscopic, antimicrobial, and computational study of novel
dipicolinate copper(II) complex with 2-(2-hydroxyethyl)pyridine. Structural Chemistry, 2012, 23, 659-670. 1.0 45

35836 Structural analysis of aristolochic acids and aristolactams by correlations between calculated and
experimental 13C NMR chemical shifts. Structural Chemistry, 2012, 23, 703-710. 1.0 7

35837 The quantum chemical calculation of NMR two-bond spinâ€“spin coupling constants in the
Nâˆ’Â·Â·Â·Hâ€“OHÂ â†’Â Nâ€“HÂ·Â·Â·OHâˆ’ switching. Structural Chemistry, 2012, 23, 825-830. 1.0 1

35838 Conformational analysis of caprolactam, cycloheptene and caprolactone. Structural Chemistry, 2012,
23, 723-732. 1.0 20

35839 A combined experimental and DFT study on the complexation of Mg2+ with beauvericin. Structural
Chemistry, 2012, 23, 765-769. 1.0 3

35840
The conformational spaces of dinaphthyl ketones, dinaphthyl thioketones, and dinaphthyl
diazomethanes: 1-substituted naphthalenes versus 2-substituted naphthalenes. Structural Chemistry,
2012, 23, 771-790.

1.0 12

35841 Hydrolysis mechanism of anticancer Pd(II) complexes with coumarin derivatives: a theoretical
investigation. Structural Chemistry, 2012, 23, 831-839. 1.0 22

35842 Tacticity of poly(butyl-Î±-cyanoacrylate) chains in nanoparticles: NMR spectroscopy and DFT
calculations. Structural Chemistry, 2012, 23, 815-824. 1.0 9

35843 Theoretical study on germylenoid H2GeFBeF. Structural Chemistry, 2012, 23, 867-871. 1.0 11

35844
Density functional theory study of interactions of cyclotrimethylene trinitramine (RDX) and
triacetone triperoxide (TATP) with metalâ€“organic framework (IRMOF-1(Be)). Structural Chemistry,
2012, 23, 1143-1154.

1.0 5

35845 EL: the new aromaticity measure based on one-electron density function. Structural Chemistry, 2012,
23, 1173-1183. 1.0 42

35846 Structural behavior of sugar radicals formed by proton transfer reaction of deoxycytidine cation
radical: detailed view from NBO analysis. Structural Chemistry, 2012, 23, 1185-1192. 1.0 2

35847 Theoretical study of the Pu and Am dicarbide molecules. Structural Chemistry, 2012, 23, 1281-1289. 1.0 12

35848 Theoretical investigations on hydrated 6,8-dithioguanine tautomers. Structural Chemistry, 2012, 23,
1203-1218. 1.0 6

35849 A theoretical reappraisal of the cyclol hypothesis. Structural Chemistry, 2012, 23, 873-877. 1.0 6

35850 Molecular, spectroscopic, and magnetic properties of cobalt(II) complexes with heteroaromatic
N(O)-donor ligands. Structural Chemistry, 2012, 23, 1219-1232. 1.0 23

35851 Energetics of dioxygen binding into graphene patches with various sizes and shapes. Science China
Chemistry, 2012, 55, 787-795. 4.2 2



1972

Citation Report

# Article IF Citations

35852
Reaction mechanism and chemoselectivity of gold(I)-catalyzed cycloaddition of 1-(1-alkynyl)
cyclopropyl ketones with nucleophiles to yield substituted furans. Science China Chemistry, 2012, 55,
1413-1420.

4.2 3

35853
CH2, NH, and O heteroatom substitution effects on the electronic, optical, and charge transport
properties of a 2,1,3-benzothiadiazole-based derivative: Insights from theory. Science China Chemistry,
2012, 55, 1364-1369.

4.2 2

35854 Exploring the H-abstraction reactions of CHClÂ·âˆ’/CCl 2 Â·âˆ’ with CX3H (X = F, Cl, Br and I) using the
density functional theory method. Science China Chemistry, 2012, 55, 1384-1394. 4.2 5

35855 Effects of protonation and deprotonation on the reactivity of quinolone: A theoretical study.
Science Bulletin, 2012, 57, 1665-1671. 1.7 10

35856 Consideration on the Relationship Between Dielectric Breakdown Voltage and Water Content in Fatty
Acid Esters. JAOCS, Journal of the American Oil Chemists' Society, 2012, 89, 1223-1229. 0.8 21

35857 Structural and spectral properties of 4-phenoxyphthalonitrile dye sensitizer for solar cell
applications. Bulletin of Materials Science, 2012, 35, 265-275. 0.8 2

35858 Optimal control of the initiation of a pericyclic reaction in the electronic ground state#. Journal of
Chemical Sciences, 2012, 124, 121-129. 0.7 13

35859 Variation of kinetic isotope effect in multiple proton transfer reactions#. Journal of Chemical
Sciences, 2012, 124, 209-214. 0.7 1

35860 Hydrogen bond dynamics and vibrational spectral diffusion in aqueous solution of acetone: A first
principles molecular dynamics study#. Journal of Chemical Sciences, 2012, 124, 215-221. 0.7 20

35861 Potentials of mean force for the exo and endo solvolysis of 2-norbornyl chloride in water and DMSO:
A constrained molecular dynamics study#. Journal of Chemical Sciences, 2012, 124, 327-332. 0.7 1

35862 The calculation of active Raman modes of Î±-quartz crystal via density functional theory based on B3LYP
Hamiltonian in 6â€“311+G(2d) basis setâ€ . Pramana - Journal of Physics, 2012, 78, 803-810. 0.9 5

35863 Study of possible new ring molecules in cosmic objects. Indian Journal of Physics, 2012, 86, 555-561. 0.9 3

35864 Binuclear dimethylaminoborole iron carbonyls: ironâ€“iron multiple bonding versus nitrogenÂ â†’Â iron
dative bonding. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 5

35865
Telluroformaldehyde and its derivatives: structures, ionization potentials, electron affinities and
singletâ€“triplet gaps of the X2CTe and XYCTe (X,YÂ =Â H, F, Cl, Br, I and CN) species. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 10

35866 Density functional theory studies on the Dielsâ€“Alder reaction of [3]dendralene with C60: an
attractive approach for functionalization of fullerene. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 8

35867 Computational 19F NMR. 1. General features. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 19

35868 Geometry, electronic structure, and magnetic ordering of ironâ€“carbon nanoparticles. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 14

35869 Time-dependent density functional theory benchmarking for the calculations of atomic spectra:
efficiency of exc-ETDZ basis set. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 7



1973

Citation Report

# Article IF Citations

35870 A relativistic DFT study of magnetic exchange coupling in ketimide bimetallic uranium(IV) complexes.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 21

35871 How polarization damping affects ion solvation dynamics. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 3

35872 Theoretical investigation of molecular excited states in polar organic monolayers via an efficient
embedding approach. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 1

35873 Molecular dynamics investigations of chlorine peroxide dissociation on a neural network ab initio
potential energy surface. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 6

35874 Tautomerism in drugs with benzimidazole carbamate moiety: an electronic structure analysis.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 22

35875 Optimization of the explicit polarization (X-Pol) potential using a hybrid density functional.
Theoretical Chemistry Accounts, 2012, 131, 1161. 0.5 15

35876 [Zn10(Âµ4-S)(Âµ3-S)6(Py)9(SO4)3] as a molecular model of ZnS surfaces: an experimental and theoretical
study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 0

35877 Numerical integration of atomic electron density with double exponential formula for density
functional calculation. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 3

35878
Toward design of high-performance optoelectronic materials: comparative theoretical studies on the
photophysical and charge transport properties of fluorene-based compounds. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 4

35879 Thermal and environmental effects on Oligothiophene low-energy singlet electronic excitations in
dilute solution: a theoretical and experimental study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 7

35880 Improving the study of proton transfers between amino acid side chains in solution: choosing
appropriate DFT functionals and avoiding hidden pitfalls. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 6

35881 Basis set effects on Cu(I) coordination in Cu-ZSM-5: a computational study. Theoretical Chemistry
Accounts, 2012, 131, 1. 0.5 5

35882
Modelization of vibrational spectra beyond the harmonic approximation from an iterative
variationâ€“perturbation scheme: the four conformers of the glycolaldehyde. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 19

35883 Comparison of the mechanism of deamination of 5,6-dihydro-5-methylcytosine with other cytosine
derivatives. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 5

35884 Impact of DFT functionals on the predicted magnesiumâ€“DNA interaction: an ONIOM study. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 23

35885 Heuristic approaches to the optimization of acceptor systems in bulk heterojunction cells: a
computational study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 2

35886
Scalar-relativistic 5f-in-core pseudopotentials and core-polarization potentials for trivalent
actinides: calibration calculations for Ac3+, Cm3+ and Lr3+ complexes. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 1

35887
The sphericity of the diverse 10-vertex polyhedra found in bare post-transition metal clusters:
germanium clusters with interstitial magnesium atoms as model systems. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 2



1974

Citation Report

# Article IF Citations

35888
Theoretical study on the structures and electronic properties of oligo(p-phenylenevinylene)
carboxylic acid and its derivatives: effects of spacer and anchor groups. Theoretical Chemistry
Accounts, 2012, 131, 1.

0.5 14

35889 DFT/TDDFT investigation of the stepwise deprotonation in tetracycline: pKa assignment and UVâ€“vis
spectroscopy. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 16

35890 Effects of mutations on the absorption spectra of copper proteins: a QM/MM study. Theoretical
Chemistry Accounts, 2012, 131, 1. 0.5 14

35891 Structural, energetic and response electric properties of cyclic selenium clusters: an ab initio and
density functional theory study. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 16

35892 Quantum chemical study of self-doping PPV oligomers: spin distribution of the radical forms.
Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 4

35893 Electron momentum spectroscopy of metal carbonyls: a reinvestigation of the role of nuclear
dynamics. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 19

35894 Radical electrophilicities in solvent. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 23

35895
Deuterium-labelled N-acyl-l-homoserine lactones (AHLs)â€”inter-kingdom signalling
moleculesâ€”synthesis, structural studies, and interactions with model lipid membranes. Analytical
and Bioanalytical Chemistry, 2012, 403, 473-482.

1.9 14

35896 Kinetic and thermochemical study of the oxidative polymerization of Î±-substituted styrenes. Polymer
Bulletin, 2012, 69, 149-161. 1.7 8

35897 Chemical bonding assisted damage production in single-walled carbon nanotubes induced by
low-energy ions. Applied Physics A: Materials Science and Processing, 2012, 108, 313-320. 1.1 7

35898 A theoretical quest for graphene nanoribbons: effects of nitrogen substitution on the ground state
alteration. Monatshefte FÃ¼r Chemie, 2012, 143, 551-556. 0.9 0

35899
Synthesis, crystal and electronic structure, and theoretical investigations of charge-transfer,
optical, and bonding properties of a [VF6]3âˆ’ anion compound. Monatshefte FÃ¼r Chemie, 2012, 143,
1005-1010.

0.9 1

35900 Density functional theory study of the magnetic coupling interaction in a series of binuclear oxalate
complexes. Monatshefte FÃ¼r Chemie, 2012, 143, 569-577. 0.9 5

35901 Cooperative interaction of protonated 1,4-diazabicyclo[2.2.2]octane with a hexaarylbenzene-based
receptor: an experimental and theoretical study. Monatshefte FÃ¼r Chemie, 2012, 143, 563-568. 0.9 0

35902 Experimental and theoretical study on complexation of the ammonium cation with
dibenzo-30-crown-10. Monatshefte FÃ¼r Chemie, 2012, 143, 711-715. 0.9 1

35903 Theoretical study on the complexation of bambus[6]uril with the cyanate and thiocyanate anions.
Monatshefte FÃ¼r Chemie, 2012, 143, 985-988. 0.9 27

35904 Physicochemical characterization of environmental mutagens: 3-nitro-6-azabenzo[a]pyrene and its
N-oxide derivative. Monatshefte FÃ¼r Chemie, 2012, 143, 1123-1132. 0.9 7

35905
Effect of water coordination on competition between Ï€ and non-Ï€ cation binding sites in aromatic
amino acids: l-phenylalanine, l-tyrosine, and l-tryptophan Li+, Na+, and K+ complexes. Journal of
Biological Inorganic Chemistry, 2012, 17, 621-630.

1.1 14



1975

Citation Report

# Article IF Citations

35906
Reductive activation of the heme ironâ€“nitrosyl intermediate in the reaction mechanism of
cytochrome c nitrite reductase: a theoretical study. Journal of Biological Inorganic Chemistry, 2012,
17, 741-760.

1.1 37

35907 Application of DFT methods to the study of the coordination environment of the VO2+ ion in
VÂ proteins. Journal of Biological Inorganic Chemistry, 2012, 17, 773-790. 1.1 41

35908 Density functional theory analysis of carbonyl sulfide hydrolysis: effect of solvation and
nucleophile variation. Journal of Molecular Modeling, 2012, 18, 1255-1262. 0.8 14

35909 Density functional theory study on the interaction between keto-9H guanine and aspartic acid. Journal
of Molecular Modeling, 2012, 18, 1983-1991. 0.8 1

35910
Molecular design of new nitramine explosives:
1,3,5,7-tetranitro-8-(nitromethyl)-4-imidazolino[4,5-b]4-imidazolino-[4,5-e] pyridine and its N-oxide.
Journal of Molecular Modeling, 2012, 18, 1325-1331.

0.8 17

35911 First principles investigation of oxygen adsorptions on hydrogenâ€“terminated ZnO graphene-like
nanosheets. Journal of Molecular Modeling, 2012, 18, 1447-1454. 0.8 9

35912 BON-BONs: cyclic molecules with a boron-oxygen-nitrogen backbone. Computational studies of their
thermodynamic properties. Journal of Molecular Modeling, 2012, 18, 1661-1666. 0.8 1

35913 Introducing NOB-NOBs: nitrogen-oxygen-boron cycles with potential high-energy properties. Journal
of Molecular Modeling, 2012, 18, 1723-1728. 0.8 0

35914 The effect of anchoring group number on molecular structures and absorption spectra of
triphenylamine sensitizers: a computational study. Journal of Molecular Modeling, 2012, 18, 1767-1777. 0.8 29

35915 Assessing the reactivation efficacy of hydroxylamine anion towards VX-inhibited AChE: a
computational study. Journal of Molecular Modeling, 2012, 18, 1801-1808. 0.8 12

35916 A comparative theoretical study of the catalytic activities of Au 2 - and AuAg- dimers for CO oxidation.
Journal of Molecular Modeling, 2012, 18, 1809-1818. 0.8 10

35917 Theoretical study of BN4: potential precursors of high energy density materials (HEDMs). Journal of
Molecular Modeling, 2012, 18, 1927-1934. 0.8 5

35918
Characteristics and nature of the intermolecular interactions in boron-bonded complexes with
carbene as electron donor: an ab initio, SAPT and QTAIM study. Journal of Molecular Modeling, 2012,
18, 2003-2011.

0.8 42

35919 A systematical comparison of DFT methods in reproducing the interaction energies of halide series
with protein moieties. Journal of Molecular Modeling, 2012, 18, 2079-2098. 0.8 6

35920
Combined DFT and BS study on the exchange coupling of dinuclear sandwich-type POM: comparison of
different functionals and reliability of structure modeling. Journal of Molecular Modeling, 2012, 18,
2271-2278.

0.8 5

35921 Are formal oxidation states above one viable in cyclopentadienylcopper cyanides?. Journal of
Molecular Modeling, 2012, 18, 2387-2398. 0.8 2

35922 DFT modeling, UV-Vis and IR spectroscopic study of acetylacetone-modified zirconia sol-gel materials.
Journal of Molecular Modeling, 2012, 18, 2409-2422. 0.8 58

35923 Ab initio and DFT study of luminescent cyclometalated N-heterocyclic carbene organogold(III)
complexes. Journal of Molecular Modeling, 2012, 18, 2543-2551. 0.8 4



1976

Citation Report

# Article IF Citations

35924 Estimating the carbonyl anharmonic vibrational frequency from affordable harmonic frequency
calculations. Journal of Molecular Modeling, 2012, 18, 2471-2478. 0.8 10

35925 Conformational and stereoelectronic investigation of tryptamine. An AIM/NBO study. Journal of
Molecular Modeling, 2012, 18, 2577-2588. 0.8 6

35926 Structure and stability of kaolinite/TiO2 nanocomposite: DFT and MM computations. Journal of
Molecular Modeling, 2012, 18, 2689-2698. 0.8 22

35927 Substituent effects on geometric and electronic properties of iron tetraphenylporphyrin: a DFT
investigation. Journal of Molecular Modeling, 2012, 18, 2483-2491. 0.8 31

35928 Oxygenation of the phenylhalocarbenes. Are they spin-allowed or spin-forbidden reactions?. Journal
of Molecular Modeling, 2012, 18, 2813-2821. 0.8 3

35929 A comparative study on the B12N12, Al12N12, B12P12 and Al12P12 fullerene-like cages. Journal of
Molecular Modeling, 2012, 18, 2653-2658. 0.8 160

35930
Structural and electronic properties of 4H-cyclopenta[2,1-b,3;4-bâ€²]dithiophene S-oxide (BTO) derivatives
with an S, S=O, O, SiH2, or BH2 bridge: semi-empirical and DFT study. Journal of Molecular Modeling,
2012, 18, 2755-2760.

0.8 4

35931
Theoretical studies on vibrational spectra, thermodynamic properties, detonation properties and
pyrolysis mechanism for 1,2-bis(2,4,6-trinitrophenyl) hydrazine. Journal of Molecular Modeling, 2012,
18, 2897-2905.

0.8 4

35932 Quantum-chemical investigation of the structure and the antioxidant properties of Î±-lipoic acid and its
metabolites. Journal of Molecular Modeling, 2012, 18, 2907-2916. 0.8 82

35933 Computational study of the Sonogashira cross-coupling reaction in the gas phase and in
dichloromethane solution. Journal of Molecular Modeling, 2012, 18, 3025-3033. 0.8 16

35934
On the potential application of DFT methods in predicting the interaction-induced electric properties
of molecular complexes. Molecular H-bonded chains as a case of study. Journal of Molecular
Modeling, 2012, 18, 3073-3086.

0.8 29

35935 Structural, electronic and magnetic effects of Al-doped niobium clusters: a density functional theory
study. Journal of Molecular Modeling, 2012, 18, 2993-3001. 0.8 17

35936 A comparative theoretical study for the methanol dehydrogenation to CO over Pt3 and PtAu2
clusters. Journal of Molecular Modeling, 2012, 18, 3051-3060. 0.8 14

35937 Planar Ï€-aromatic C3h B6H 3 + and Ï€-antiaromatic C2h B8H2: boron hydride analogues of D3h C3H 3 +
and D2h C4H4. Journal of Molecular Modeling, 2012, 18, 3161-3167. 0.8 18

35938 First- and second-row transition metal oxa-aza macrocyclic complexes: a DFT study of an octahedral
conformation. Journal of Molecular Modeling, 2012, 18, 3243-3253. 0.8 8

35939 Inter- versus intra-molecular cyclization of tripeptides containing tetrahydrofuran amino acids: a
density functional theory study on kinetic control. Journal of Molecular Modeling, 2012, 18, 3181-3197. 0.8 2

35940 Probing the linear and nonlinear optical properties of nitrogen-substituted carbon nanotube. Journal
of Molecular Modeling, 2012, 18, 3219-3225. 0.8 15

35941 Large gallanes and the PSEPT theory: a theoretical study of Ga n H n+2 clusters (nâ€‰=â€‰7â€“9). Journal of
Molecular Modeling, 2012, 18, 3321-3328. 0.8 6



1977

Citation Report

# Article IF Citations

35942 Tetraethylorthosilicate as molecular precursor to the formation of amorphous silica networks. A
DFT-SCRF study of the base catalyzed hydrolysis. Journal of Molecular Modeling, 2012, 18, 3301-3310. 0.8 12

35943 Anion recognition based on halogen bonding: a case study of macrocyclic imidazoliophane receptors.
Journal of Molecular Modeling, 2012, 18, 3311-3320. 0.8 5

35944 Does Al4H 14 â€” cluster anion exist? High-level ab initio study. Journal of Molecular Modeling, 2012, 18,
3427-3438. 0.8 6

35945
Energy level alignment at interfaces between 3-(4-biphenylyl)-4-phenyl-5-(4-tert-butyl phenyl)-1, 2,
4-triazole (TAZ) and metals (Ca, Mg, Ag, and Au): experiment and theory. Journal of Solid State
Electrochemistry, 2012, 16, 1141-1149.

1.2 1

35946
Antibacterial Activities of
4â€•Substitutedâ€•2â€•[(<i>E</i>)â€•{(<i>1S</i>,<i>2R</i>)<i>/</i>(<i>1R</i>,<i>2S</i>)â€•1â€•Hydroxyâ€•1â€•Phenylpropanâ€•2â€•Ylimino}Methyl]Phenol.
Chemical Biology and Drug Design, 2012, 79, 177-185.

1.5 4

35947 Anisotropic molecular packing of soluble C60 fullerenes in hexagonal nanocrystals obtained by
solvent vapor annealing. Carbon, 2012, 50, 1332-1337. 5.4 31

35948 Theoretical and experimental investigation on dissolution and regeneration of cellulose in ionic
liquid. Carbohydrate Polymers, 2012, 89, 7-16. 5.1 96

35949 DFT study of 17O, 1H and 13C NMR chemical shifts in two forms of native cellulose, I and I.
Carbohydrate Research, 2012, 347, 99-106. 1.1 12

35950 Essential role of glutamate 317 in galactosyl transfer by Î±3GalT: a computational study. Carbohydrate
Research, 2012, 356, 204-208. 1.1 17

35951 Structureâ€“activity relationships of simple molecules adsorbed on CPO-27-Ni metalâ€“organic
framework: In situ experiments vs. theory. Catalysis Today, 2012, 182, 67-79. 2.2 67

35952 New inorganicâ€“organic hybrid materials based on SBA-15 molecular sieves involved in the quinolines
synthesis. Catalysis Today, 2012, 187, 97-103. 2.2 26

35953 Secondary phosphine oxides: Versatile ligands in transition metal-catalyzed cross-coupling reactions.
Coordination Chemistry Reviews, 2012, 256, 771-803. 9.5 171

35954 Recent density functional theory model calculations of drug metabolism by cytochrome P450.
Coordination Chemistry Reviews, 2012, 256, 1137-1150. 9.5 125

35955 Recent advances in computational modeling and simulations on the An(III)/Ln(III) separation process.
Coordination Chemistry Reviews, 2012, 256, 1406-1417. 9.5 117

35956 A QSAR study on the biodegradation activity of PAHs in aged contaminated sediments. Chemometrics
and Intelligent Laboratory Systems, 2012, 114, 50-55. 1.8 17

35957 Quantitative structureâ€“activity relationship (QSAR) study of toxicity of quaternary ammonium
compounds on Chlorella pyrenoidosa and Scenedesmus quadricauda. Chemosphere, 2012, 86, 76-82. 4.2 56

35958 The electronic properties of trimethylnaphthalenes as properties for the prediction of
biodegradation rates: Ab initio and DFT study. Chemosphere, 2012, 88, 91-97. 4.2 11

35959 Can water be a catalyst on the HO2+H2O+O3 reactive cluster?. Chemical Physics, 2012, 399, 17-22. 0.9 19



1978

Citation Report

# Article IF Citations

35960
Theoretical modelling of the adsorption of thallium and element 113 atoms on gold using
two-component density functional methods with effective core potentials. Chemical Physics, 2012,
395, 95-103.

0.9 22

35961 Theoretical study of the XP3 (X=Al, B, Ga) clusters. Chemical Physics, 2012, 399, 23-27. 0.9 2

35962 Physisorption of helium on a TiO2(110) surface: Periodic and finite cluster approaches. Chemical
Physics, 2012, 399, 272-280. 0.9 10

35963 On the electric dipole moments of small sodium clusters from different theoretical approaches.
Chemical Physics, 2012, 399, 252-257. 0.9 9

35964 Forming (NCCN)âˆ’ by quantum scattering: A modeling for Titanâ€™s atmosphere. Chemical Physics, 2012,
398, 199-205. 0.9 14

35965 A first principles simulation study of fluctuations of hydrogen bonds and vibrational frequencies of
water at liquidâ€“vapor interface. Chemical Physics, 2012, 392, 96-104. 0.9 39

35966 Nuclear size effects in rotational spectra: A tale with a twist. Chemical Physics, 2012, 401, 103-112. 0.9 14

35967 Hydrogen bonded NHO chains formed by chloranilic acid (CLA) with 4,4â€²-di-t-butyl-2,2â€²-bipyridyl (dtBBP)
in the solid state. Chemical Physics, 2012, 392, 114-121. 0.9 11

35968 Electronic states of 1,4-bis(phenylethynyl)benzene: A synchrotron radiation linear dichroism
investigation. Chemical Physics, 2012, 392, 130-135. 0.9 12

35969 Photo-induced isomerization of three nitrotoluene isomers: A matrix-isolation infrared
spectroscopic and quantum-chemical study. Chemical Physics, 2012, 392, 198-204. 0.9 6

35970 Gas-phase thermolysis reaction of formaldehyde diperoxide. Kinetic study and theoretical mechanisms.
Chemical Physics, 2012, 393, 37-45. 0.9 5

35971 Theoretical modeling of the spectroscopic absorption properties of luciferin and oxyluciferin: A
critical comparison with recent experimental studies. Chemical Physics, 2012, 392, 205-214. 0.9 18

35972 Theoretical study of the triplet excited state of PtPOP and the exciplexes M-PtPOP (M=Tl, Ag) in
solution and comparison with ultrafast X-ray scattering results. Chemical Physics, 2012, 393, 117-122. 0.9 14

35973 A benchmark test suite for proton transfer energies and its use to test electronic structure model
chemistries. Chemical Physics, 2012, 400, 8-12. 0.9 36

35974 Cyanoacetylene (HC3N) and ammonia (NH3) complexes: A DFT theoretical and experimental study.
Chemical Physics, 2012, 400, 98-102. 0.9 2

35975 Density functional theory study of interaction, bonding and affinity of group IIb transition metal
cations with nucleic acid bases. Chemical Physics, 2012, 400, 108-117. 0.9 10

35976
Hydration structure and dynamics of a hydroxide ion in water clusters of varying size and
temperature: Quantum chemical and ab initio molecular dynamics studies. Chemical Physics, 2012, 400,
154-164.

0.9 27

35977 First-principles simulation of a photoinduced carbocation formation. Chemical Physics, 2012, 402,
69-73. 0.9 3



1979

Citation Report

# Article IF Citations

35978
Stereochemical characterization of fluorinated 2-(phenanthren-1-yl)propionic acids by
enantioselective high performance liquid chromatography analysis and electronic circular dichroism
detection. Journal of Chromatography A, 2012, 1232, 128-133.

1.8 4

35979 A novel hydroquinidine imprinted microsphere using a chirality-matching N-Acryloyl-l-phenylalanine
monomer for recognition of cinchona alkaloids. Journal of Chromatography A, 2012, 1238, 60-67. 1.8 22

35980 Separation of unsaturated organic compounds using silverâ€“thiolate chromatographic material.
Journal of Chromatography A, 2012, 1240, 83-89. 1.8 41

35981 In situ FT-IR study of thiophene adsorbed on the surface of sulfided Mo catalysts. Fuel, 2012, 92, 77-83. 3.4 31

35982 n-Heptane cracking over mixtures of HY and HZSM-5 zeolites: Influence of the presence of phenol. Fuel,
2012, 94, 571-577. 3.4 19

35983 Theoretical study of two states reactivity of methane activation on iron atom and iron dimer. Fuel,
2012, 96, 291-297. 3.4 24
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36007 A Compton scattering study of refractory niobium diborides. Applied Radiation and Isotopes, 2012, 70,
942-945. 0.7 2

36008 Adsorption behavior and corrosion inhibitive potential of xanthene on mild steel/sulphuric acid
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N-(4-Nitrobenzoyl)-Nâ€²-(1,5-dimethyl-3-oxo-2-phenyl-1H-3(2H)-pyrazolyl)-thiourea hydrate: Synthesis,
spectroscopic characterization, X-ray structure and DFT studies. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 89, 30-38.
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36124
Chemical, spectroscopic characterization, DFT studies and antibacterial activities in vitro of a new
gold(I) complex with rimantadine. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 89, 114-118.
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36125
IR and Raman spectra of nitroanthracene isomers: Substitional effects based on density functional
theory study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 89,
129-136.
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36126
Molecular structure and vibrational spectra of ibuprofen using density function theory
calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 89,
201-209.
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36127 Synthesis, characterization and DFT study of methoxybenzylidene containing chromophores for DSSC
materials. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 91, 239-243. 2.0 46

36128
Single crystal structure, spectroscopic (FT-IR, FT-Raman, 1H NMR, 13C NMR) studies, physico-chemical
properties and theoretical calculations of 1-(4-chlorophenyl)-3-(4-nitrophenyl)triazene.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 90, 193-201.
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36129
Experimental (FT-IR, FT-Raman, NMR) and theoretical spectroscopic properties of intermolecular
hydrogen bonded 1-acetyl-2-thiohydantoin polymorphs. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 90, 141-151.
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36130
The effect of zinc ion on the absorption and emission spectra of glutathione derivative: Predication by
ab initio and DFT methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2012, 91, 307-313.

2.0 3

36131
â€œAdditiveâ€• cooperativity of hydrogen bonds in complexes of catechol with proton acceptors in the
gas phase: FTIR spectroscopy and quantum chemical calculations. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 91, 75-82.

2.0 7

36132
Conformational analysis, vibrational and NMR spectroscopic study of the
methanesulfonamide-N,Nâ€²-1,2-ethanediylbis. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 91, 39-47.

2.0 25

36133
Structural and spectroscopic characterization of 2-mesityl-1H-benzo[d]imidazol-3-ium chloride: A
combined experimental and theoretical analysis. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 91, 51-60.
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36134
Molecular structure (monomeric and dimeric structure) and HOMOâ€“LUMO analysis of
2-aminonicotinic acid: A comparison of calculated spectroscopic properties with FT-IR and UVâ€“vis.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 91, 83-96.

2.0 42

36135
Theoretical and experimental study on the excited states of the X-, Î±- and Î²-forms of lithium
phthalocyanine. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 91,
118-125.

2.0 9

36136 DFT/TD-DFT study of the spin transition complex [Fe(pmea)(NCS)2]. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 94, 205-209. 2.0 3

36137
Molecular structures of 2-arylaminomethyl-1H-benzimidazole: Spectral, electrochemical, DFT and
biological studies. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 91,
272-284.
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36138
Vibrational, conformational and electronic structure investigations of Î±,Î±â€²-dibromo-o-xylene,
Î±,Î±â€²-dibromo-m-xylene and Î±,Î±â€²-dibromo-p-xylene. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 91, 166-177.
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36139
A comparative study on vibrational, conformational and electronic structure of Î±,Î±â€²-diol-o-xylene,
Î±,Î±â€²-diol-m-xylene and Î±,Î±â€²-diol-p-xylene. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 92, 1-15.
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36140

Quantum mechanical study and spectroscopic (FT-IR, FT-Raman, 13C, 1H, UV) study, first order
hyperpolarizability, NBO analysis, HOMO and LUMO analysis of 4-[(4-aminobenzene) sulfonyl] aniline by
ab initio HF and density functional method. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2012, 92, 154-163.

2.0 136

36141
The spectroscopic (FT-IR, FT-Raman, UV) and first order hyperpolarizability, HOMO and LUMO analysis
of 3-aminobenzophenone by density functional method. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 92, 365-376.
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36142

Molecular structure, heteronuclear resonance assisted hydrogen bond analysis, chemical reactivity
and first hyperpolarizability of a novel
ethyl-4-{[(2,4-dinitrophenyl)-hydrazono]-ethyl}-3,5-dimethyl-1H-pyrrole-2-carboxylate: A combined DFT
and AIM approach. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 92,
295-304.
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36143
Experimental and quantum chemical computational study of
(E)-1-[5-(3,4-dimethylphenyldiazenyl)-2-hydroxyphenyl]ethanone. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 93, 208-213.
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36144
A comparative study on vibrational, conformational and electronic structure of
2-chloro-4-methyl-3-nitropyridine and 2-chloro-6-methylpyridine. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 92, 305-317.

2.0 9

36145 Vibrational spectroscopic investigation on the structure of 2-ethylpyridine-4-carbothioamide.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 93, 214-222. 2.0 55

36146

Molecular structure, spectroscopic investigations, second-order nonlinear optical properties and
intramolecular proton transfer of (E)-5-(diethylamino)-2-[(4-propylphenylimino)methyl]phenol: A
combined experimental and theoretical study. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 93, 1-9.

2.0 43

36147 A theoretical study on cellular antioxidant activity of selected flavonoids. Spectrochimica Acta - Part
A: Molecular and Biomolecular Spectroscopy, 2012, 93, 235-239. 2.0 18

36148
SERS and DFT investigation of 1-(2-pyridylazo)-2-naphthol and its metal complexes with Al(III), Mn(II),
Fe(III), Cu(II), Zn(II) and Pb(II). Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2012, 93, 266-273.
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36149
Spectroscopic analysis (FT-IR/FT-Raman) and molecular structure investigation on
m-fluoronitrobenzene using hybrid computational calculations. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2012, 94, 318-330.

2.0 5

36150

Molecular structure, spectral studies, intra and intermolecular interactions analyses in a novel
ethyl 4-[3-(2-chloro-phenyl)-acryloyl]-3,5-dimethyl-1H-pyrrole-2-carboxylate and its dimer: A combined
DFT and AIM approach. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012,
94, 288-301.

2.0 27

36151 Photophysical properties of a hydrazone-based switch: A TDDFT study and comparison. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 94, 222-227. 2.0 3

36152
Vanillin and isovanillin: Comparative vibrational spectroscopic studies, conformational stability and
NLO properties by density functional theory calculations. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 95, 354-368.
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36153
Spectroscopic (infrared, Raman, UV and NMR) analysis, Gaussian hybrid computational investigation
(MEP maps/HOMO and LUMO) on cyclohexanone oxime. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 96, 207-220.
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36154 Experimental and theoretical vibrational investigation on the saccharinate ion in aqueous solution.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 95, 399-406. 2.0 35

36155
3-Amino-1,2,4-triazolium ion in [24(3at)]Cl and [24(3at)]2SnCl6Â·H2O. Comparative X-ray, vibrational and
theoretical studies. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 95,
204-212.

2.0 16

36156
A novel tridentate Schiff base dioxo-molybdenum(VI) complex: Synthesis, experimental and theoretical
studies on its crystal structure, FTIR, UVâ€“visible, 1H NMR and 13C NMR spectra. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2012, 95, 29-36.
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36157 Solvent effect on the vibrational spectra of Carvedilol. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 95, 148-164. 2.0 11
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36158
Structural and spectroscopic study of Al(III)â€“3-hydroxyflavone complex: Determination of the
stability constants in waterâ€“methanol mixtures. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 95, 1-7.

2.0 26

36159
Vibrational spectra of silatranes and germatranes XM(OCH2CH2)3N (X=F,Cl,H; M=Si,Ge). The problem of
the theoretical prediction of condensed phase spectra. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 95, 37-45.

2.0 16

36161

Ab initio Hartreeâ€“Fock and density functional theory investigations on the conformational stability,
molecular structure and vibrational spectra of
5-chloro-3-(2-(4-methylpiperazin-1-yl)-2-oxoethyl)benzo[d]thiazol-2(3H)-one drug molecule.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 95, 282-299.

2.0 18

36162 DFT calculation of vibrational frequencies of clusters in GaAs and the Raman spectra. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 95, 172-176. 2.0 4

36163
A study of molecular structure and vibrational spectra of copper(II) halide complex of
2-(2â€²-thienyl)pyridine. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 96,
139-147.

2.0 20

36164
Structural characteristics and harmonic vibrational analysis of the stable conformer of
2,3-epoxypropanol by quantum chemical methods. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 96, 24-34.

2.0 6

36165
Spectroscopic, electronic structure and natural bond analysis of 2-aminopyrimidine and
4-aminopyrazolo[3,4-d]pyrimidine: A comparative study. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 96, 226-241.

2.0 19

36166 Bis (trifluoromethyl) sulfone, CF3SO2CF3: Synthesis, vibrational and conformational properties.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 96, 332-339. 2.0 6

36167

Tautomeric purine forms of 2-amino-6-chloropurine (N9H10 and N7H10): Structures, vibrational
assignments, NBO analysis, hyperpolarizability, HOMOâ€“LUMO study using B3 based density functional
calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 96,
340-351.

2.0 48

36168 Experimental and theoretical quantum chemical investigations of 8-hydroxy-5-nitroquinoline.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 96, 506-516. 2.0 32

36169 Conformational analysis of the chemical shifts for molecules containing diastereotopic methylene
protons. Journal of Magnetic Resonance, 2012, 214, 1-9. 1.2 13

36170
Vibronic fine-structure in the S0â†’S1 absorption spectrum of zinc porphyrin: A Franckâ€“Condon
simulation incorporating Herzbergâ€“Teller theory and the Duschinsky effect. Journal of Molecular
Spectroscopy, 2012, 275, 61-70.

0.4 13

36171 Hyperfine structure in the electronic spectrum of TaS. Journal of Molecular Spectroscopy, 2012,
276-277, 14-18. 0.4 3

36172 Modeling of a violaxanthinâ€“chlorophyll b chromophore pair in its LHCII environment using
CAM-B3LYP. Journal of Photochemistry and Photobiology B: Biology, 2012, 109, 12-19. 1.7 17

36173 A density functional theory and laser flash photolysis investigation of carbofuran photodegradation
in aqueous medium. Journal of Photochemistry and Photobiology A: Chemistry, 2012, 235, 1-6. 2.0 8

36174 Density functional theory study on the electronic structure of Monascus dyes as photosensitizer for
dye-sensitized solar cells. Journal of Photochemistry and Photobiology A: Chemistry, 2012, 236, 35-40. 2.0 198

36175 Reinvestigation on the state-of-the-art nonaqueous carbonate electrolytes for 5Â V Li-ion battery
applications. Journal of Power Sources, 2012, 213, 304-316. 4.0 69

36176 VUV photoabsorption spectroscopy of sulphur dioxide in the 1400â€“1600Ã… region: Vibronic analysis of
the system. Journal of Quantitative Spectroscopy and Radiative Transfer, 2012, 113, 267-278. 1.1 6
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36177 Ab initio study of the siliconâ€“bismuth interface: Bismuth nanolines and bismuth-covered silicon
nanoparticles. Microelectronic Engineering, 2012, 90, 99-103. 1.1 1

36178 Experimental and theoretical studies about the adsorption of toluene on ZSM5 and mordenite zeolites
modified with Cs. Microporous and Mesoporous Materials, 2012, 147, 17-29. 2.2 50

36179 Functionalization of CPO-27-Ni through metal hexacarbonyls: The role of open Ni2+ sites.
Microporous and Mesoporous Materials, 2012, 157, 56-61. 2.2 13

36180 Porous and hybrid clay based materials for separation of hydrocarbons. Microporous and
Mesoporous Materials, 2012, 151, 403-410. 2.2 17

36181 A combined experimental and theoretical study of the simultaneous occupation of SIa and SIâ€² sites in
fully dehydrated Kâ€“LSX. Microporous and Mesoporous Materials, 2012, 159, 87-95. 2.2 27

36182 A computational comparison of NiII and PtII hydrido-tris(pyrazolyl)borate supported hydroarylation
catalysis. Journal of Molecular Catalysis A, 2012, 353-354, 1-6. 4.8 2

36183 Role of bifunctional catalyst 2-pyridone in the aminolysis of p-nitrophenyl acetate with n-butylamine:
A computational study. Journal of Molecular Catalysis A, 2012, 355, 102-112. 4.8 12

36184 Effect of zirconium addition on vanadium-catalyzed toluene oxidation by H2O2 in CH3COOH. Journal
of Molecular Catalysis A, 2012, 357, 1-10. 4.8 21

36185 A computational study on the mechanism of NO decomposition catalyzed by Cu-ZSM-5: A comparison
between single and dimeric Cu+ active sites. Journal of Molecular Catalysis A, 2012, 358, 134-144. 4.8 22

36186 An ab initio molecular dynamics study of diffusion, orientational relaxation and hydrogen bond
dynamics in acetoneâ€“water mixtures. Journal of Molecular Liquids, 2012, 165, 1-6. 2.3 15

36187 Interaction between PAMAMâ€•NH2 G0 dendrimer and dissociated sodium chloride in aqueous solution.
Journal of Molecular Liquids, 2012, 171, 54-59. 2.3 5

36188 Tautomerism of hydroxychromenopyrazoles. Journal of Molecular Structure, 2012, 1015, 162-165. 1.8 1

36189
IR spectra and structure of 2-{5,5-dimethyl-3-[(2-phenyl)vinyl]cyclohex-2-enylidene}-malononitrile and
its potassium cyanide and sodium methoxide carbanionic adducts: Experimental and B3LYP theoretical
studies. Journal of Molecular Structure, 2012, 1009, 42-48.

1.8 1

36190 Rationalizing IR intensities in terms of electronic parameters. Journal of Molecular Structure, 2012,
1009, 69-73. 1.8 1

36191 In situ photoproduction of dichlorodibenzo-p-dioxin from non-ionic triclosan isolated in solid
argon. Journal of Molecular Structure, 2012, 1007, 88-94. 1.8 5

36192 Three hydrogen-bonded complexes of trigonelline with squaric acid: Crystallographic, spectroscopic
and theoretical studies. Journal of Molecular Structure, 2012, 1007, 113-121. 1.8 20

36193
A comparative spectroscopic, electronic structure and chemical shift investigations of
o-Chloronitrobenzene, p-Chloronitrobenzene and m-Chloronitrobenzene. Journal of Molecular
Structure, 2012, 1007, 122-135.
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36194
Molecular structure, vibrational spectra, NBO analysis, first hyperpolarizability, and HOMO, LUMO
studies of mesityl chloride by density functional methods. Journal of Molecular Structure, 2012, 1007,
136-145.
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36195 The experimental and DFT studies of 1,3-dimethyl-2-[4-chloro-styryl]-benzimidazolium iodide. Journal of
Molecular Structure, 2012, 1007, 275-281. 1.8 0

36196 A theoretical study of the molecular structures and vibrational spectra of the N2Oâ‹¯(HF)2. Journal of
Molecular Structure, 2012, 1008, 29-34. 1.8 7

36197 Low temperature Raman and DFT study of creatinine. Journal of Molecular Structure, 2012, 1012,
141-150. 1.8 20

36198 Two polymorphs of 8-hydroxycarbostyril: X-ray crystallography, solid-state NMR and DFT
calculations. Journal of Molecular Structure, 2012, 1008, 88-94. 1.8 8

36199

Ligand substitution in 1,2-Os3(CO)10(MeCN)2 by the diphosphine (PhO)2PN(Me)N(Me)P(OPh)2: X-ray
diffraction structure of 1,2-Os3(CO)10[(PhO)2PN(Me)N(Me)P(OPh)2] and DFT investigation of the
isomeric Os3(CO)10[(PhO)2PN(Me)N(Me)P(OPh)2] clusters. Journal of Molecular Structure, 2012, 1010,
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36200 Dielsâ€“Alder reactions for the rational design of benzo[b]thiophenes: DFT-based guidelines for
synthetic chemists. Journal of Molecular Structure, 2012, 1010, 158-168. 1.8 2

36201 Structural influences on the oxidation of a series of 2-benzothiazoline analogs. Journal of
Molecular Structure, 2012, 1011, 81-93. 1.8 19

36202
Quantum chemical calculations and experimental investigations on 2-aminobenzoic
acid-cyclodiphosph(V)azane derivative and its homo-binuclear Cu(II) complex. Journal of Molecular
Structure, 2012, 1011, 50-58.

1.8 10

36203 Co-adsorptions of CO/N2O, NO/NH3, CO2/N2 and conversion of CO/N2O to CO2/N2 on ZnO
graphene-like nanosheet. Journal of Molecular Structure, 2012, 1012, 50-55. 1.8 11

36204 Interactions of squaric acid with DABCO mono-betaine: Structural, spectroscopic and calculation
studies. Journal of Molecular Structure, 2012, 1013, 95-101. 1.8 15

36205 Experimental and theoretical spectroscopic and structural study of A-ring substituted
camptothecins. Journal of Molecular Structure, 2012, 1012, 189-197. 1.8 18

36206 A tellurium-based cathepsin B inhibitor: Molecular structure, modelling, molecular docking and
biological evaluation. Journal of Molecular Structure, 2012, 1013, 11-18. 1.8 19

36207 Structure of 2,3-dicarboxy-1-methylpyridinium monohydrate studied by X-ray diffraction, DFT
calculations, FTIR, Raman and NMR spectra. Journal of Molecular Structure, 2012, 1013, 1-10. 1.8 6

36208 Molecular structure of 4-benzoyl-3-ethylcarboxylate 1-(4-methoxyphenyl)-5-phenyl-1H-pyrazole: A
combined experimental and theoretical study. Journal of Molecular Structure, 2012, 1013, 67-74. 1.8 27

36209
Conformational stability, vibrational spectral studies, HOMOâ€“LUMO and NBO analyses of
2-hydroxy-4-methyl-3-nitropyridine and 2-hydroxy-4-methyl-5-nitropyridine based on density functional
theory. Journal of Molecular Structure, 2012, 1013, 75-85.
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substituents. Journal of Molecular Structure, 2012, 1014, 63-69. 1.8 5

36211 Vibrational spectra and DFT calculations of the vibrational modes of Schiff base C18H17N3O2. Journal
of Molecular Structure, 2012, 1013, 126-133. 1.8 4
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receptor: Experimental and theoretical study. Journal of Molecular Structure, 2012, 1014, 7-11. 1.8 13
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36213 Conformational analysis, tautomerization, IR, Raman, and NMR studies of ethyl benzoylacetate.
Journal of Molecular Structure, 2012, 1015, 74-85. 1.8 10

36214 use of NMR and electronic spectroscopies with DFT calculations. Journal of Molecular Structure,
2012, 1015, 138-146.

1.8 10

36215 Structural, spectroscopic and theoretical studies of the 1:1 complex of N-methylpiperidine betaine
with squaric acid. Journal of Molecular Structure, 2012, 1015, 86-93. 1.8 11

36216 Theoretical and experimental investigation of the interactions between [emim]Ac and water
molecules. Journal of Molecular Structure, 2012, 1015, 147-155. 1.8 37

36217 Mass spectrometric and theoretical studies on the decarboxylation of the anionic lithium complexes
of the doubly deprotonated dicarboxylic acids. Journal of Molecular Structure, 2012, 1015, 12-19. 1.8 4
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Synthesis, molecular structure and spectral analysis of ethyl
4-formyl-3,5-dimethyl-1H-pyrrole-2-carboxylate thiosemicarbazone: A combined DFT and AIM approach.
Journal of Molecular Structure, 2012, 1016, 97-108.
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36219 Molecular design of new hydrazone dyes for dye-sensitized solar cells: Synthesis, characterization
and DFT study. Journal of Molecular Structure, 2012, 1019, 130-134. 1.8 39

36220 Combined spectroscopic and DFT studies on 2-chloro-4-nitrotoluene and 4-chloro-2-nitrotoluene.
Journal of Molecular Structure, 2012, 1016, 82-96. 1.8 5

36221 Structure of methyl 3-(trimethylammonium)benzoate iodide studied by X-ray diffraction, DFT
calculations, NMR and FTIR spectra. Journal of Molecular Structure, 2012, 1017, 115-122. 1.8 6

36222 Probing acidâ€“amide intermolecular hydrogen bonding by NMR spectroscopy and DFT calculations.
Journal of Molecular Structure, 2012, 1016, 163-168. 1.8 18
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36224 Synthesis, characterization and calculated non-linear optical properties of two new chalcones.
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properties. Journal of Molecular Structure, 2012, 1017, 72-78. 1.8 20

36226 Crystal structure, vibrational and theoretical studies of bis(4-amino-1,2,4-triazolium)
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Spectral and structural density functional theory on 4-ethyl and
4-(p-tolyl)-1-(pyridin-2-yl)thiosemicarbazides and their Pd(II) complexes. Journal of Molecular
Structure, 2012, 1019, 110-119.
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by X-ray diffraction, DFT calculations, NMR and FTIR spectroscopy. Journal of Molecular Structure,
2012, 1020, 41-47.
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of Molecular Structure, 2012, 1020, 88-95.
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complex with thiazolidine-4-carboxylic acid. Journal of Molecular Structure, 2012, 1019, 21-26. 1.8 1
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36231 Mass spectrometric and theoretical studies on dissociation of the SS bond in the allicin: Homolytic
cleavage vs heterolytic cleavage. Journal of Molecular Structure, 2012, 1020, 63-69. 1.8 3
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Crystalline polycyclic quinone derivatives as organic positive-electrode materials for use in
rechargeable lithium batteries. Materials Science and Engineering B: Solid-State Materials for
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36233 Theoretical investigation of interaction between psoralen and altretamine with stacked DNA base
pairs. Materials Science and Engineering C, 2012, 32, 423-431. 3.8 25
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Zn(II) complexes. Materials Science and Engineering C, 2012, 32, 735-741. 3.8 11

36235 Electronic structure, optical properties and Compton profiles of Bi2S3 and Bi2Se3. Solid State
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36236 Molecular structure, vibrational spectra, first order hyper polarizability, NBO and HOMOâ€“LUMO
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sulfide by using ab-initio molecular dynamics simulations. Solid State Sciences, 2012, 14, 567-573. 1.5 2
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36240 Theoretical and experimental study on the reactivity of methyl dichlorobenzoates with
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Synthesis, structural investigations, and DFT calculations on novel
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72151
Understanding solvent polarity dependent excited state behavior and ESIPT mechanism for
2-benzo[b]thiphen-3-yl-3-hydroxy-6-methoxy-chroman-4-one compound. Chemical Physics Letters, 2021,
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Transformation of an Embedded Five-Membered Ring in Polycyclic Aromatic Hydrocarbons via the
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72167 Snapshots of the Fragmentation for C70@Single-Walled Carbon Nanotube: Tight-Binding Molecular
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72181 Investigation of the interaction of amphetamine drug with Zn12O12 nanocage: a quantum chemical
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32, 1403-1406. 4.8 7

72184
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Synergistic inhibition effect of L-Phenylalanine and zinc salts on chloride-induced corrosion of
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72193 Characterization of Triphenylamine and Ferrocenyl Donorâ€•Ï€â€•Donor Vinyl BODIPY Derivatives as
Photoacoustic Contrast Agents â€ . Photochemistry and Photobiology, 2021, , . 1.3 2
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with AÎ²<sub>42</sub> &amp; Zn<sup>II</sup>â€•AÎ²<sub>16</sub>, ADME, DFT &amp; Synthetic Strategy.
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Molecules, 2021, 26, 2137. 1.7 0

72199 Structures and Conducting Properties of Molecular Conductors Based on Dimethyl-Substituted
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Adsorption and desorption behaviors of hydroxyurea drug on delivery systems of
B<sub>12</sub>N<sub>12</sub>fullerene and its Al-, Si- and P-dopings from theoretical perspective.
Molecular Physics, 2021, 119, e1921296.

0.8 14
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structures. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 250, 119392. 2.0 0
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Coumarin-triazole hybrids: Design, microwave-assisted synthesis, crystal and molecular structure,
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72213 Selective anticancer activities of ruthenium(II)-tetrazole complexes and their mechanistic insights.
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72218 Estimating the stability and reactivity of novel bicyclic germylenes at density functional theory.
Journal of Physical Organic Chemistry, 2021, 34, e4208. 0.9 2
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72234 Discovery of a novel potent cytochrome P450 CYP4Z1 inhibitor. European Journal of Medicinal
Chemistry, 2021, 215, 113255. 2.6 13

72235
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74126 Chemical constitution of polyfurfuryl alcohol investigated by FTIR and Resonant Raman spectroscopy.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 262, 120090. 2.0 18
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74127 Structural and spectroscopic analysis and evaluation of cytotoxic activity of 2-hydroxychalcones
against human cancer cell lines. Journal of Molecular Structure, 2021, 1245, 131135. 1.8 5

74128
Synthesis, crystal structural determination and in silco biological studies of
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74145

Crystal structures, DFT calculations and Hirshfeld surface analysis of two
(E)-3-(aryl)-1-(naphthalen-1-yl)prop-2-en-1-one chalcone derivatives, potential Mycobacterium
tuberculosis Enoyl ACP reductase (InhA) inhibitors and optical materials: conformational differences
within the prop-2-en-1-one unit. Journal of Molecular Structure, 2021, 1246, 131091.

1.8 4

74146 Synthesis of newly amorphous-porous titanium-based 3D-MOFs. Journal of Molecular Structure, 2021,
1245, 130912. 1.8 4

74147
Synthesis, antifungal studies, molecular docking, ADME and DNA interaction studies of
4-hydroxyphenyl benzothiazole linked 1,2,3-triazoles. Journal of Molecular Structure, 2021, 1245,
131013.

1.8 26

74148
3-(1,3-Dioxoisoindolin-2-yl)-N,N-dimethylpropan-1-ammonium perchlorate: Synthesis, crystal structure,
docking study and in vitro anticancer activity against the human hepatomas cell line (Hep G2). Journal
of Molecular Structure, 2021, 1245, 131006.

1.8 5

74149 Boosting Photo-Fenton reactions by amidoxime chelated ferrous iron (Fe(III)) catalyst for highly
efficient pollutant control. Applied Catalysis B: Environmental, 2021, 298, 120574. 10.8 11

74150 Improved NH3-N conversion efficiency to N2 activated by BDD substrate on NiCu electrocatalysis
process. Separation and Purification Technology, 2021, 276, 119350. 3.9 12

74151 Molecular Modeling and Simulation of glycine functionalized B12N12 and B16N16 nanoclusters as
potential inhibitors of proinflammatory cytokines. Journal of Molecular Liquids, 2021, 343, 117494. 2.3 19

74152 Towards a symmetric reversible single-molecule switch: Amino-imino-cyclo-n-enes. Chemical Physics
Impact, 2021, 3, 100035. 1.7 1

74153 Detecting and bioimaging of hypochlorite by a conjugated fluorescent chemosensor based on
thioamide. Journal of Photochemistry and Photobiology A: Chemistry, 2021, 421, 113531. 2.0 4

74154 Phthalocyanines bearing silazane group for colorectal cancer. Dyes and Pigments, 2021, 196, 109832. 2.0 11

74155
A novel peptide-based fluorescent probe with a large stokes shift for rapid and sequential detection
of Cu2+ and CNâˆ’ in aqueous systems and live cells. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 264, 120257.

2.0 9

74156 N-diethylaminosalicylidene based â€œturn-onâ€• fluorescent Schiff base chemosensor for Al3+ ion:
Synthesis, characterisation and DFT/TD-DFT studies. Journal of Molecular Structure, 2022, 1247, 131257. 1.8 30

74157 Exploring the reactivity of benzotriazole derivatives: Mayr's approach and density functional theory
analysis. Journal of Molecular Structure, 2022, 1247, 131310. 1.8 3

74158
Attaching azoles to Hantzsch 1,4-dihydropyridines: Synthesis, theoretical investigation of nonlinear
optical properties, antimicrobial evaluation and molecular docking studies. Journal of Molecular
Structure, 2022, 1247, 131316.

1.8 7

74159 Synthesis, biological and theoretical properties of crystal zinc complex with thiosemicarbazone of
glyoxylic acid. Journal of Molecular Structure, 2022, 1248, 131470. 1.8 12

74160 Solution-processed Cd-substituted CZTS nanocrystals for sensitized liquid junction solar cells.
Journal of Alloys and Compounds, 2022, 890, 161575. 2.8 9

74161 Reactivity of hemilabile 2-pyridylselenolate ligand towards [NiCl2(dppe)]: Combined experimental and
theoretical study. Journal of Molecular Structure, 2022, 1248, 131368. 1.8 5

74162
Isomerism, molecular structure, and vibrational assignment of
tris(triflouroacetylacetonato)iron(III): An experimental and theoretical study. Journal of Molecular
Structure, 2022, 1248, 131347.

1.8 3
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74163 DFT/TDDFT Investigation on donor-acceptor triazole-based copolymers for organic photovoltaics.
Journal of Molecular Structure, 2022, 1248, 131406. 1.8 3

74164 A Density Functional Theory study for adsorption and sensing of 5-Fluorouracil on Ni-doped boron
nitride nanotube. Materials Science in Semiconductor Processing, 2022, 137, 106183. 1.9 10

74165 Assessing CH4/N2 separation potential of MOFs, COFs, IL/MOF, MOF/Polymer, and COF/Polymer
composites. Chemical Engineering Journal, 2022, 428, 131239. 6.6 89

74166 Theoretical study of the reaction mechanism between Criegee intermediates and hydroxyl radicals in
the presence of ammonia and amine. Chemosphere, 2022, 287, 131877. 4.2 3

74167
Effects of azole rings with different chalcogen atoms on ESIPT behavior for
benzochalcogenazolyl-substituted hydroxyfluorenes. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 264, 120296.

2.0 25

74168
Synthesis, structural-spectral characterization and density functional theoretical studies of
pyridine-4-carbohydrazide bis(4-hydroxynitrobenzene). Journal of Molecular Structure, 2022, 1247,
131362.

1.8 3

74169
An efficient studies on C-2 cyanomethylation of the indole synthesis: The electronic and
spectroscopic characterization (FT-IR, NMR, UV-Vis), antioxidant activity, and theoretical calculations.
Journal of Molecular Structure, 2022, 1247, 131416.

1.8 8

74170 Accelerating discovery of COFs for CO2 capture and H2 purification using structurally guided
computational screening. Chemical Engineering Journal, 2022, 427, 131574. 6.6 26

74171
Structural insights, spectral and H-bond analyses, of nitrofurantoin-phenazine cocrystal and
comparison of its chemical reactivity with other nitrofurantoin cocrystals. Journal of Molecular
Structure, 2022, 1247, 131387.

1.8 1

74172
Spectroscopic and quantum chemical study on a non-linear optical material
4-[(1E)-3-(5-chlorothiophen-2-yl)-3-oxoprop-1-en-1-yl] phenyl4-methylbenzene-1-sulfonate. Journal of
Molecular Structure, 2022, 1248, 131540.

1.8 4

74173 Multiscale modeling studies for exploring lignocellulosic biomass structure. , 2022, , 257-289. 2

74174
Optimized molecular geometry, vibrational analysis, and Fe-O bond strength of
Tris(Î±-cyanoacetylacetonate)iron(III):An experimental and theoretical study. Journal of Molecular
Structure, 2022, 1248, 131444.

1.8 4

74175
Synthesis, crystal structure, Hirshfeld surface analysis and DFT calculations of 2, 2,
2-tribromo-1-(3,5-dibromo-2-hydroxyphenyl)ethanone. Journal of Molecular Structure, 2022, 1248,
131313.

1.8 2

74176 The uptake of selenite in calcite revealed by X-ray absorption spectroscopy and quantum chemical
calculations. Science of the Total Environment, 2022, 802, 149221. 3.9 4

74177
A photoswitchable â€œturn-onâ€• fluorescent chemosensor: Quinoline-naphthalene duo for nanomolar
detection of aluminum and bisulfite ions and its multifarious applications. Food Chemistry, 2022, 371,
131130.

4.2 16

74178
Synthesis, characterization, crystal and molecular structure and theoretical study of
N-(naphthalen-1-yl)-2-(piperidin-1-yl) acetamide, a selective butyrylcholinesterase inhibitor. Journal of
Molecular Structure, 2022, 1248, 131544.

1.8 0

74179 Facilitated interfacial charge separation using triphenylamine-zinc porphyrin dyad-sensitized TiO2
nanoparticles for photocatalysis. Journal of Alloys and Compounds, 2021, 889, 161795. 2.8 11

74180 N-substituted sumanene and cation-Ï€ interactions towards Li cations: A theoretical study. Physica E:
Low-Dimensional Systems and Nanostructures, 2022, 135, 114949. 1.3 7
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74181 First synthesis of furostans bearing a 1, 3-dioxane ring at C-26. XRD, Hirshfeld surfaces analysis, DFT
studies. Journal of Molecular Structure, 2022, 1247, 131364. 1.8 1

74182
Synthesis, crystal structure, spectroscopic characterization, Î±-glucosidase inhibition and
computational studies of (E)-5-methyl-Nâ€²-(pyridin-2-ylmethylene)-1H-pyrazole-3-carbohydrazide. Journal
of Molecular Structure, 2022, 1248, 131506.

1.8 13

74183 Technetium-99 decontamination from radioactive wastewater by modified bentonite: batch, column
experiment and mechanism investigation. Chemical Engineering Journal, 2022, 428, 131333. 6.6 26

74184 Raman and IR spectra of a 2D Thiophene-Tetrathia-Annulene monolayer calculated via
density-functional theory. Materials Chemistry and Physics, 2022, 275, 125181. 2.0 1

74185 Infrared spectra of the Î² and Î³ phases of oleic acid under high pressure. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2022, 265, 120290. 2.0 5

74186
Azo-methoxy-calix[4]arene complexes with metal cations for chemical sensor applications:
Characterization, QTAIM analyses and dispersion-corrected DFT- computations. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2022, 264, 120242.

2.0 15

74187 Molecular structure, spectroscopy, quantum chemical and antibacterial activity investigations of
2-methylbenzylammonium perchlorate. Journal of Molecular Structure, 2022, 1247, 131311. 1.8 14

74188 Molecular modeling and antioxidant evaluation of new di-2-thienyl ketones festooned with thiazole
or pyridine moiety. Journal of Molecular Structure, 2022, 1247, 131287. 1.8 7

74189 Optical properties of new 5- (phenothiazinyl)methylidenebarbituric acid derivatives. Journal of
Molecular Structure, 2022, 1247, 131334. 1.8 1

74190
Synthesis of new halogenated flavonoid-based isoxazoles: in vitro and in silico evaluation of
a-amylase inhibitory potential, a SAR analysis and DFT studies. Journal of Molecular Structure, 2022,
1247, 131379.

1.8 13

74191 Controllable synthesis of uniform large-sized spherical covalent organic frameworks for facile
sample pretreatment and as naked-eye indicator. Talanta, 2022, 236, 122829. 2.9 15

74192 Structure and dynamics of methacrylamide, a computational and free-jet rotational spectroscopic
study. Journal of Molecular Structure, 2022, 1248, 131391. 1.8 3

74193
The NV0 defects in diamond: A quantum mechanical characterization through its vibrational and
Electron Paramagnetic Resonance spectroscopies. Journal of Physics and Chemistry of Solids, 2022,
160, 110304.

1.9 3

74194 The construction and application of asphalt molecular model based on the quantum chemistry
calculation. Fuel, 2022, 308, 122037. 3.4 26

74195 The metal sensing applications of chalcones: The synthesis, characterization and theoretical
calculations. Journal of Molecular Structure, 2022, 1248, 131454. 1.8 15

74196
Exploring the relationship between the â€œON-OFFâ€• mechanism of fluorescent probes and
intramolecular charge transfer properties. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 265, 120339.

2.0 4

74197 Excited state hydrogen atom transfer pathways in 2,7-diazaindole â€“ S1-3 (SÂ =Â H2O and NH3) clusters.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 265, 120386. 2.0 3

74198 Molecular and excited state properties of photostable anthraquinone red and violet dyes for
hydrophobic fibers. Journal of Molecular Structure, 2022, 1248, 131349. 1.8 1
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74199 Vibrational spectral analysis of Sorafenib and its molecular docking study compared to other TKIs.
Journal of Molecular Structure, 2022, 1248, 131507. 1.8 4

74200 Pivotal role of water molecules in the photodegradation of pymetrozine: New insights for developing
green pesticides. Journal of Hazardous Materials, 2022, 423, 127197. 6.5 7

74201
A new sensitive structural motif inlaying the azides and tetrazole-based rigid 3D energetic MOFs:
Highly sensitive primary explosives with excellent thermal stability. Chemical Engineering Journal,
2022, 429, 132451.

6.6 30

74202 Structural elucidation of the antitubercular benzothiazinone BTZ043: A combined X-ray, variable
temperature NMR and DFT study. Journal of Molecular Structure, 2022, 1248, 131419. 1.8 3

74203 Crystal structure, chemical bonds nature and thermodynamic functions for the new ionic liquid
pyridinium bis(dihydrogen phosphate). Journal of Molecular Structure, 2022, 1247, 131363. 1.8 1

74204 [Diaquo{bis(p-hydroxybenzoato-Îº1O1)}(1-methylimidazole- Îº1N1)}copper(II)]: Synthesis, crystal structure,
catalytic activity and DFT study. Journal of Molecular Structure, 2022, 1247, 131323. 1.8 3

74205 Exploring packing features of N-substituted acridone derivatives: Synthesis and X-ray crystallography
studies. Journal of Molecular Structure, 2022, 1248, 131448. 1.8 3

74206
Design, synthesis, spectroscopic, photophysical and computational studies of a C3-symmetric
hydroxyquinoline based tripod: TREN2OX and its interaction with Fe(III) and Al(III). Journal of
Molecular Structure, 2022, 1248, 131436.

1.8 2

74207 Molecular structure, spectroscopy and photochemistry of alprazolam. Journal of Molecular
Structure, 2022, 1247, 131295. 1.8 3

74208 Sensing for hydrazine of a pyrene chalcone derivative with acryloyl terminal group. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 264, 120272. 2.0 8

74209
Synthesis, characterization, Hirshfeld surface analysis, DFT calculations and antibacterial activity
evaluation of a new unsymmetrically substituted 1,3,5-triazacyclohexane. Journal of Molecular
Structure, 2022, 1249, 131554.

1.8 1

74210 CeO2 nanostructured electrochemical sensor for the simultaneous recognition of diethylstilbestrol
and 17Î²-estradiol hormones. Science of the Total Environment, 2022, 805, 150348. 3.9 14

74211 DFT study on the effect of functional groups of carbonaceous surface on ammonium adsorption from
water. Chemosphere, 2022, 287, 132294. 4.2 15

74212 Strongly polarized light from highly aligned electrospun luminescent natural rubber fibers. Journal
of Luminescence, 2022, 241, 118498. 1.5 3

74213
Mn(II) catalyzed synthesis of 5(4-hydroxyphenyl)-2-(N-phenylamino)-1,3,4-oxadiazole: Crystal structure,
DFT, molecular docking, Hirshfeld surface analysis, and in vitro anticancer activity on DL cells.
Journal of Molecular Structure, 2022, 1249, 131547.

1.8 10

74214
SCXRD, DFT and molecular docking based structural analyses towards novel
3-piperazin-1-yl-benzo[d]isothiazole and 3-piperidin-4-yl-benzo[d]isoxazoles appended to quinoline as
pharmacological agents. Journal of Molecular Structure, 2022, 1248, 131442.

1.8 4

74215
Synthesis, physicochemical properties, crystal molecular structure and DFT investigation of an
organobismuth(III) bis(dimethyldithiocarbamate) and its organolithium precursor. Journal of
Molecular Structure, 2022, 1247, 131335.

1.8 1

74216
Novel Compounds Based on Chalcone- and Pyrazoline-DIM Hybrids as Inhibitors of Staphylococcus
aureus, Synthesis, DFT Studies, Biological Evaluation and Docking Studies. Journal of Molecular
Structure, 2022, 1249, 131499.

1.8 6
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74217
SERS study on the aggregation mechanisms resulting from the orientation of dipyridinic derivatives
on gold nanoparticles. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022,
264, 120286.

2.0 4

74218 Synthesis, characterization, DFT study and antioxidant activity of (2-hydroxynaphthalen-1-yl) methyl
2-hydroxyphenyl amino phosphonic acid. Journal of Molecular Structure, 2022, 1247, 131322. 1.8 20

74219

X-ray, DFT (Chemical activity, Charge transfer and Non-linear optical properties) and Spectroscopic
Studies on 2-amino-4-(4-bromophenyl)-5,6[H]quinoline-3-carbonitrile (I) and
2-amino-4-(2-bromophenyl)-5,6[H]quinoline-3-carbonitrile (II). Journal of Molecular Structure, 2022,
1247, 131318.

1.8 4

74220 A theoretical investigation on the degradation reactions of CH3CH2CH2NH and (CH3CH2CH2)2N
radicals in the presence of NO, NO2 and O2. Chemosphere, 2022, 287, 131946. 4.2 3

74221 Crystal and molecular structure of 8-hydroxyquinoline betaine monohydrate studied by X-ray, FTIR,
NMR and DFT. Journal of Molecular Structure, 2022, 1248, 131421. 1.8 4

74222
Synthesis and spectral properties of near-infrared cyanine dyes showing enhanced Stokes shift: A
paradigm of ICT dipolar state polymethine chromophoric systems. Journal of Molecular Structure,
2022, 1247, 131381.

1.8 4

74223
Solvent polarity dependent ESIPT behavior for the novel flavonoid-based solvatofluorochromic
chemosensors. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 265,
120383.

2.0 18

74224 Synthesis of fluorescent molecular switches based on porphyrinoids covalently linked with redox
active ligands. Journal of Molecular Structure, 2022, 1247, 131407. 1.8 3

74225 Structure, morphology and modelling studies of polyvinylalcohol nanocomposites reinforced with
nickel oxide nanoparticles and graphene quantum dots. Environmental Research, 2022, 203, 111842. 3.7 28

74226
Cu(II) complex based on lemofloxacin and N,N-donor ligand: Synthesis, crystal structure, DFT
calculations, and in vitro antimicrobial evaluation. Journal of Molecular Structure, 2022, 1249,
131542.

1.8 4

74227
N-Donor stabilized tin(<scp>ii</scp>) cations as efficient ROP catalysts for the synthesis of linear and
star-shaped PLAs<i>via</i>the activated monomer mechanism. Dalton Transactions, 2021, 50,
16039-16052.

1.6 5

74228 Evidence of gas-phase pyranose-to-furanose isomerization in protonated peptidoglycans. Physical
Chemistry Chemical Physics, 2021, 23, 23256-23266. 1.3 2

74229 Reactive force fields for aqueous and interfacial magnesium carbonate formation. Physical Chemistry
Chemical Physics, 2021, 23, 23106-23123. 1.3 8

74230 Chemistry of group 5 metallaboranes with heterocyclic thiol ligands: a combined experimental and
theoretical study. Dalton Transactions, 2021, 50, 4036-4044. 1.6 4

74231
Key Role of Some Specific Occupied Molecular Orbitals of Short Chain n-Alkanes in Their Surface
Tension and Reaction Rate Constants with Hydroxyl Radicals: DFT Study. International Journal of
Organic Chemistry, 2021, 11, 1-13.

0.3 3

74232 A high-flux organic solvent nanofiltration membrane with binaphthol-based rigid-flexible
microporous structures. Journal of Materials Chemistry A, 2021, 9, 7180-7189. 5.2 40

74233 New Hybrid Copper Nanoparticles/Conjugated Polyelectrolyte Composite with Antibacterial Activity.
Polymers, 2021, 13, 401. 2.0 7

74234 Can Aromaticity of Fused Aromatic Ring in 1,3-Pentadiene Modulate its Reactivity towards [1,5]-Halo
Shift? - A DFT Study. Asian Journal of Chemistry, 2021, 33, 447-452. 0.1 1
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74235 Computational investigation of KICl 2 iodination of thiophene and its electronâ€•poor derivatives.
Journal of Physical Organic Chemistry, 2021, 34, e4190. 0.9 0

74236

From luminescence quenching to high-efficiency phosphorescence: a theoretical study on the
monomeric and dimeric forms of platinum(<scp>ii</scp>) complexes with both
2-pyridylimidazol-2-ylidene and bipyrazolate chelates. Physical Chemistry Chemical Physics, 2021, 23,
5652-5664.

1.3 5

74237 Sterics, the core of intermolecular interactions. , 2021, , 1-38. 0

74238 Evaluation of Ar tagging toward the vibrational spectra and zero point energy of Xâˆ’HOH, Xâˆ’DOH, and
Xâˆ’HOD, for X = F, Cl, Br. Physical Chemistry Chemical Physics, 2021, 23, 9492-9499. 1.3 2

74239 The Statistical Mechanics ofÂ Solution-Phase Nucleation: CaCO$$_3$$ Revisited. Molecular Modeling
and Simulation, 2021, , 101-122. 0.2 1

74240 Ibuprofen-loaded biocompatible latex membrane for drug release: Characterization and molecular
modeling. Journal of Applied Biomaterials and Functional Materials, 2021, 19, 228080002110053. 0.7 7

74241 Computational predictions of metalâ€“macrocycle stability constants require accurate treatments of
local solvent and pH effects. Physical Chemistry Chemical Physics, 2021, 23, 9189-9197. 1.3 4

74242
Enhancing the Am<sup>3+</sup>/Cm<sup>3+</sup>separation ability by weakening the binding affinity
of N donor atoms: a comparative theoretical study of N, O combined extractants. Dalton
Transactions, 2021, 50, 3559-3567.

1.6 13

74243 Understanding the different reactivity of (<i>Z</i>)- and (<i>E</i>)-Î²-nitrostyrenes in [3+2]
cycloaddition reactions. An MEDT study. RSC Advances, 2021, 11, 9698-9708. 1.7 7

74244 A fluorescent calix[4]arene with naphthalene units at the upper rim exhibits long fluorescence
emission lifetime without fluorescence quenching. RSC Advances, 2021, 11, 11651-11654. 1.7 4

74245 A computational scheme for evaluating the phosphorescence quantum efficiency: applied to
blue-emitting tetradentate Pt(<scp>ii</scp>) complexes. Materials Horizons, 2022, 9, 334-341. 6.4 15

74246 Stereoselectivity of the Biginelli Reaction Catalyzed by Chiral Primary Amine: A Computational Study.
Heterocycles, 2021, 103, 893. 0.4 0

74247 Furil-based ionic small molecules for green-emitting non-doped LECs with improved color purity. New
Journal of Chemistry, 2021, 45, 12576-12584. 1.4 4

74248
Quinol-containing ligands enable high superoxide dismutase activity by modulating coordination
number, charge, oxidation states and stability of manganese complexes throughout redox cycling.
Chemical Science, 2021, 12, 10483-10500.

3.7 15

74249 The O K<sup>âˆ’2</sup>V spectrum of CO: the influence of the second core-hole. Physical Chemistry
Chemical Physics, 2021, 23, 10780-10790. 1.3 4

74250 Dye sensitized solar cell action of Sn(IV)tetrakis(4-pyridyl) porphyrins as a function of axial ligation
and pyridine protonation. Journal of the Iranian Chemical Society, 2021, 18, 1523-1536. 1.2 1

74251
Single-crystal X-ray structural characterization, Hirshfeld surface analysis, electronic properties,
NBO, and NLO calculations and vibrational analysis of the monomeric and dimeric forms of
5-nitro-2-oxindole. New Journal of Chemistry, 2021, 45, 10070-10088.

1.4 0

74252
Azide-mediated unusual in situ transformation of Mannich base to Schiffâ€“Mannich base and isolation
of their Cu(ii) complexes: crystal structure, theoretical inspection and anticancer activities. Dalton
Transactions, 2021, 50, 13374-13386.

1.6 4
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74253
Investigation on the optical, spectral, electrical, mechanical, and laser damage threshold studies of
bis (4-acetylanilinium) tetrachloridozincate (B4ATCZ) crystal. Journal of Materials Science: Materials
in Electronics, 2021, 32, 11393-11417.

1.1 7

74254 Production of jet-fuel-range molecules from biomass-derived mixed acids. Reaction Chemistry and
Engineering, 2021, 6, 845-857. 1.9 5

74255
Spectroscopic, computational and molecular docking study of Cu(<scp>ii</scp>) complexes with
flavonoids: from cupric ion binding to DNA intercalation. New Journal of Chemistry, 2021, 45,
10810-10821.

1.4 3

74256
Spectroscopic characterization of neptunium(<scp>vi</scp>), plutonium(<scp>vi</scp>),
americium(<scp>vi</scp>) and neptunium(<scp>v</scp>) encapsulated in uranyl nitrate hexahydrate.
Physical Chemistry Chemical Physics, 2021, 23, 13228-13241.
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74257 Impact of Cu(<scp>ii</scp>) and Al(<scp>iii</scp>) on the conformational landscape of
amyloidÎ²<sub>1-42</sub>. Physical Chemistry Chemical Physics, 2021, 23, 13023-13032. 1.3 7

74258 <i>o</i>-Semiquinone radical anion isolated as an amorphous porous solid. Physical Chemistry
Chemical Physics, 2021, 23, 17408-17419. 1.3 5

74259 Simple models for the quick estimation of ground state hydrogen tunneling splittings in alcohols
and other compounds. Physical Chemistry Chemical Physics, 2021, 23, 17591-17605. 1.3 7

74260 Impact of Solvent Polarity on the Ligand Configuration in Tetravalent Thorium N-Donor Complexes.
Inorganic Chemistry, 2021, 60, 1092-1098. 1.9 2

74261 CC-stretched formic acid: isomerisation, dimerisation, and carboxylic acid complexation. Physical
Chemistry Chemical Physics, 2021, 23, 17208-17223. 1.3 6

74262 Gas-phase hydration of nopinone: the interplay between theoretical methods and experiments unveils
the conformational landscape. Physical Chemistry Chemical Physics, 2021, 23, 18137-18144. 1.3 6

74263
Comparing coordination uranyl(<scp>vi</scp>) complexes with
2-(1<i>H</i>-imidazo[4,5-<i>b</i>]phenazin-2-yl)phenol and derivatives. Dalton Transactions, 2021, 50,
11113-11122.

1.6 2

74264
Nalmefene non-enantioselectively targets myeloid differentiation protein 2 and inhibits toll-like
receptor 4 signaling: wet-lab techniques and<i>in silico</i>simulations. Physical Chemistry Chemical
Physics, 2021, 23, 12260-12269.

1.3 1

74265 Submonomer synthesis of peptoids containing <i>trans</i>-inducing <i>N</i>-imino- and
<i>N</i>-alkylamino-glycines. Chemical Science, 2021, 12, 8401-8410. 3.7 16

74266 Synthesis and properties of azamonocyclic energetic materials with geminal explosophores. Dalton
Transactions, 2021, 50, 8338-8348. 1.6 3

74267 Feasibility of Predicting Static Dielectric Constants of Polymer Materials: A Density Functional Theory
Method. Polymers, 2021, 13, 284. 2.0 14

74268 Revealing the bonding of solvated Ru complexes with valence-to-core resonant inelastic X-ray
scattering. Chemical Science, 2021, 12, 3713-3725. 3.7 17

74269 Novel sulphonic acid liquid crystal derivatives: experimental, computational and optoelectrical
characterizations. RSC Advances, 2021, 11, 27937-27949. 1.7 8

74270 Structural and electronic studies of substituted <i>m</i>-terphenyl lithium complexes. Dalton
Transactions, 2021, 50, 722-728. 1.6 4
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74271 A dynamic picture of the halolactonization reaction through a combination of <i>ab initio</i>
metadynamics and experimental investigations. Chemical Science, 2021, 12, 7746-7757. 3.7 10

74272 The molecular basis of spectral tuning in blue- and red-shifted flavin-binding fluorescent proteins.
Journal of Biological Chemistry, 2021, 296, 100662. 1.6 17

74273
Mechanistic Understanding of Rh(III)-Catalyzed Redox-Neutral Câ€”H Activation/Annulation Reactions
of N-Phenoxyacetamides and Methyleneoxetanones. Chinese Journal of Organic Chemistry, 2021, 41,
3272.

0.6 0

74274
A trinuclear nickel(ii) Schiff base complex with phenoxido- and acetato-bridges: combined
experimental and theoretical magneto-structural correlation. Dalton Transactions, 2021, 50,
2200-2209.

1.6 7

74275 Catalytic and highly regenerable aminic organoselenium antioxidants with cytoprotective effects.
Organic and Biomolecular Chemistry, 2021, 19, 2015-2022. 1.5 14

74276 Resolving the ultrafast dynamics of the anionic green fluorescent protein chromophore in water.
Chemical Science, 2021, 12, 11347-11363. 3.7 28

74277 Magnetic properties of organolanthanide(ii) complexes, from the electronic structure and the
crystal field effect. Dalton Transactions, 2021, 50, 9787-9795. 1.6 0

74278 A computational study of the properties of low- and high-index Pd, Cu and Zn surfaces. Physical
Chemistry Chemical Physics, 2021, 23, 14649-14661. 1.3 5

74279
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75721 Exohedral interaction in cationic lithium metallofullerenes. Highlights in Theoretical Chemistry,
2014, , 89-96. 0.0 0
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Highlights in Theoretical Chemistry, 2014, , 17-26. 0.0 0

75761 The Mechanism of Formation of Glass-Ionomer Cement: A Theoretical Study. Modeling and Numerical
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