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i Paper IF Citations

199 ronceptualLsuαYqasedLromputationalL–eptidologyXL–harmacokineticsLStudyLandLpsMtαL−eportLofL
theLγeraguamidesLpYvLuamilyLofLMarineL“aturalLsrugsZZLMarinegDrugsXL2022XLa]XL 6 1

198
romputationalLpeptidologyLapproachLtoLtheLstudyLofLtheLchemicalLreactivityLandLbioactivityL
propertiesLofLpspergillipeptideLsXLaLcyclopentapeptideLofLmarineLoriginZZLScientificgReportsXL2022XL
_aXLd]e

4.9 0

197 γirtualL–rospectionLofLMarineLryclopeptidesLasLαherapeuticsLbyLMeansLofLronceptualLsuαLandL
romputationalLpsMtαZLPharmaceuticalsXL2022XL_dXLd]h 5.2 0

196 uourYroordinateLMonoboronLromplexesLwithLgYwydroxyquinolinYdYSulfonateiLSynthesisXLrrystalL
StructuresXLαheoreticalLStudiesXLandLLuminescenceL–ropertiesZLCrystalsXL2022XL_aXLfgb 2.3 1

195 romputationalL–harmacokineticsL−eportXLpsMtαLStudyLandLronceptualLsuαYqasedLtstimationLofL
theLrhemicalL−eactivityL–ropertiesLofLMarineLryclopeptidesZLChemistryOpenXL2021XL_]XL__caY__ch 2.3 0

194
pnLintegratedLmolecularLmodelingLprotocolLforLdrugLscreeningLbasedLonLconceptualLdensityL
functionalLtheoryLandLchemoinformaticsLforLtheLstudyLofLmarineLcyclopeptidesZLJournalgofgMolecularg
ModelingXL2021XLafXLb_c

2

193
SynthesisXLromputationalL–harmacokineticsL−eportXLronceptualLsuαYqasedLralculationsLandL
pntiYpcetylcholinesteraseLpctivityLofLwydroxyapatiteL“anoparticlesLserivedLuromL–lantLtxtractZL
FrontiersgingChemistryXL2021XLhXLfc_]bf

5 3

192
xnvestigationLofLpntifungalL–ropertiesLofLSyntheticLsimethylYcYqromoY_YTSubstitutedLqenzoylUL
–yrrolo[_XaYa]L±uinolineYaXbYsicarboxylatesLpnaloguesiLMolecularLsockingLStudiesLandLronceptualL
suαYqasedLrhemicalL−eactivityLsescriptorsLandL–harmacokineticsLtvaluationZLMoleculesXL2021XLaeXL

4.8 7

191 xnLSilicoL–harmacokineticsXLpsMtαLStudyLandLronceptualLsuαLpnalysisLofLαwoL–lantLryclopeptidesL
xsolatedLuromL−osaceaeLasLaLromputationalL–eptidologyLppproachZLFrontiersgingChemistryXL2021XLhXLf]gbec5 1

190
pLrsuαYqasedLromputationalL–eptidologyLTrsuαYr–ULStudyLofLtheLrhemicalL−eactivityLandL
qioactivityLofLtheLMarineYserivedLplternaramideLryclopentadepsipeptideZLJournalgofgChemistryXL
2021XLa]a_XL_Y__

2.3 2

189
rhemicalLsynthesisXLinLvitroLbiologicalLevaluationLandLtheoreticalLinvestigationsLofLtransitionLmetalL
complexesLderivedLfromLaYTTTdYmercaptoY_wYpyrrolYaYylUiminoULmethylUeYmethoxyphenolZLJournalgofg
MoleculargStructureXL2021XL_accXL_b]ha]

3.4 1

188
xnLvitroLanticancerLactivityLofLcTbwUYquinazolinoneLderivedLSchiffLbaseLandLitsLruTxxUXLZnTxxULandLrdTxxUL
complexesiL–reparationXLXYrayLstructuralXLspectralLcharacterizationLandLtheoreticalLinvestigationsZL
InorganicagChimicagActaXL2020XLd__XL__hgce

2.7 4

187
xnfluenceLonLtheLreactivityLpropertiesLofLtheLsubstitutionLbyLdifferentLhalogensLonLtheLconjugatedL
backboneLofLtheL_XbXdYtriarylYaYpyrazolineLskeletonLinLrelationLtoLtheLincreasingLalkyloxyLchainL
lengthiLaLconceptualLdensityLfunctionalLtheoryLstudyZLJournalgofgMoleculargModelingXL2020XLaeXL_fc

2 1

186 αheoreticalLmodificationsLofLtheLmolecularLstructureLofLpurantinidinLandLqetanidinLdyesLtoLimproveL
theirLefficiencyLasLdyeYsensitizedLsolarLcellsZLJournalgofgComputationalgElectronicsXL2020XL_hXLd]fYd_d 1.8 0

185 zxsL–rocedureLpppliedLonLtheL[T–YdMeaUMo”]WLromplexZLACSgOmegaXL2020XLdXLb]dchYb]ddd 3.9 0

184 zxsL–rocedureLpppliedLonLtheL[T–YMeUMo”]LromplexZLACSgOmegaXL2020XLdXLb]dchYb]ddd 3.9

183 MolecularLsockingLandLronceptualLsuαYqasedLStudyLofLSomeL–otentialLSp−SYroγYaLxnhibitorsZL
ComputationalgMoleculargBioscienceXL2020XL_]XL___Y_ag 1.1
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182 rrystalLstructureXLwirshfeldLsurfaceXLsuαLcalculationsLandLphotophysicalLpropertiesLofL
aXcXdYtrisTcYpyridylUimidazoleLhydrogenLchlorideZLJournalgofgMoleculargStructureXL2020XL_a_bXL_ag_fd 3.4 1

181 pLfastLandLsimpleLevaluationLofLtheLchemicalLreactivityLpropertiesLofLtheL–ristinamycinLfamilyLofL
antimicrobialLpeptidesZLChemicalgPhysicsgLettersXL2020XLfbhXL_bf]a_ 2.5 14

180 ”xidationLdegreeLofLaLcellLmembraneLmodelLandLitsLresponseLtoLstructuralLchangesXLaL
coarseYgrainedLmolecularLdynamicsLapproachZLJournalgofgBiomoleculargStructuregandgDynamicsXL2020XL_Y_a3.6 1

179 rhemicalL−eactivityL–ropertiesLandLqioactivityLScoresLofLtheLpngiotensinLxxLγasoconstrictorL
”ctapeptideL2020XL 3

178 γirtualLScreeningLofLMarineL“aturalLrompoundsLbyLMeansLofLrhemoinformaticsLandLrsuαYqasedL
romputationalL–eptidologyZLMarinegDrugsXL2020XL_gXL 6 14

177 ronceptualLsuαYqasedLromputationalL–eptidologyLofLMarineL“aturalLrompoundsiLsiscoderminsL
pYwZLMoleculesXL2020XLadXL 4.8 14

176 αheoreticalLStudyLofLtheLtffectLofLˇ�YqridgeLonL”pticalLandLtlectronicL–ropertiesLofLrarbazoleYqasedL
SensitizersLforLsSSrsZLMoleculesXL2020XLadXL 4.8 9

175
–reparationXLSpectroscopicLrharacterizationXLαheoreticalLxnvestigationsXLandLxnLγitroLpnticancerL
pctivityLofLrdTxxUXL“iTxxUXLZnTxxUXLandLruTxxULromplexesLofLcTbUY±uinazolinoneYserivedLSchiffLqaseZL
MoleculesXL2020XLadXL

4.8 3

174 tvaluationLofLpcetogeninsLasL–otentialLpntiYSp−SYroγYaLpgentsLαhroughLromputationalL
ppproachesZLFrontiersgingChemistryXL2020XLgXLeacf_e 5 9

173
rhemicalY−eactivityL–ropertiesXLsrugLLikenessXLandLqioactivityLScoresLofLSeragamidesLpâ��uL
pnticancerLMarineL–eptidesiLronceptualLsensityLuunctionalLαheoryLγiewpointZLComputationXL2019XL
fXLda

2.2 10

172 ralculationLofLtheLvlobalLandLLocalLronceptualLsuαLxndicesLforLtheL–redictionLofLtheLrhemicalL
−eactivityL–ropertiesLofL–apuamidesLpYuLMarineLsrugsZLMoleculesXL2019XLacXL 4.8 7

171
romputationalLpredictionLofLbioactivityLscoresLandLchemicalLreactivityLpropertiesLofLtheL–arasinLxL
therapeuticLpeptideLofLmarineLoriginLthroughLtheLcalculationLofLglobalLandLlocalLconceptualLsuαL
descriptorsZLTheoreticalgChemistrygAccountsXL2019XL_bgXL_

1.9 9

170 –reparationXLspectroscopicLinvestigationsLandLchemicalLreactivityLpropertiesLofLaLnewLschiffLbaseL
ligandLandLitsLcopperLTxxULcomplexesZLJournalgofgMoleculargStructureXL2019XL__h_XL_fYab 3.4 1

169 rhemicalL−eactivityLαheoryLandLtmpiricalLqioactivityLScoresLasLromputationalL–eptidologyL
plternativeLαoolsLforLtheLStudyLofLαwoLpnticancerL–eptidesLofLMarineL”riginZLMoleculesXL2019XLacXL 4.8 15

168 tlectronLinjectionLinLanthocyanidinLandLbetalainLdyesLforLdyeYsensitizedLsolarLcellsiLaLsuαLapproachZL
JournalgofgComputationalgElectronicsXL2019XL_gXLbheYc]e 1.8 7

167 romputationalL–eptidologyLpssistedLbyLronceptualLsensityLuunctionalLαheoryLforLtheLStudyLofLuiveL
“ewLpntifungalLαripeptidesZLACSgOmegaXL2019XLcXL_adddY_ade] 3.9 9

166 rhemicalLreactivityLandLbioactivityLpropertiesLofLtheL–hallotoxinLfamilyLofLfungalLpeptidesLbasedLonL
ronceptualL–eptidologyLandLsuαLstudyZLHeliyonXL2019XLdXLe]abbd 3.6 10

165 ronceptualLsuαLasLaLchemoinformaticsLtoolLforLtheLstudyLofLtheLαaltobulinLanticancerLpeptideZLBMCg
ResearchgNotesXL2019XL_aXLcca 2.3 4
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164 rsuαYqasedL−eactivityLsescriptorsLasLaLβsefulLMtsαLrhemoinformaticsLαoolLforLtheLStudyLofLtheL
γirotoxinLuamilyLofLuungalL–eptidesZLMoleculesXL2019XLacXL 4.8 3

163
ronceptualLsensityLuunctionalLαheoryLStudyLofLtheLrhemicalL−eactivityL–ropertiesLandLqioactivityL
ScoresLofLtheLLeuYtnkephalinL”pioidL–eptideL“eurotransmitterZLComputationalgMoleculargBioscience
XL2019XL]hXL_bYae

1.1 7

162 rhemicalL−eactivityL–ropertiesXLsrugYLikenessLueaturesLandLqioactivityLScoresLofLtheL
rholecystokininL–eptideLwormoneZLComputationalgMoleculargBioscienceXL2019XL]hXLc_Ycf 1.1 11

161
romputationalLStudyLofLtheLrhemicalL−eactivityLandLqioactivityL−atesLofLMarineL–eptidesL
wemiasterlinLandLxtsLpLandLqLserivativesLβsedLinLtheLrancerLαreatmentLthroughLronceptualLsensityL
uunctionalLαheoryZLComputationalgMoleculargBioscienceXL2019XL]hXLhdY_]f

1.1 1

160
rhemicalL−eactivityL–ropertiesXLSolubilitiesXLandLqioactivityLScoresLofLSomeL–igmentsLserivedLfromL
rarotenoidsLofLMarineL”riginLthroughLronceptualLsuαLsescriptorsZLJournalgofgChemistryXL2019XL
a]_hXL_Y_a

2.3 1

159 αheoreticalLStudyLofLtheLtffectLofLsifferentLˇ�LqridgesLxncludingLanLpzomethineLvroupLinL
αriphenylamineYqasedLsyeLforLsyeYSensitizedLSolarLrellsZLMoleculesXL2019XLacXL 4.8 11

158 ronceptualLsuαLasLaL“ovelLrhemoinformaticsLαoolLforLStudyingLtheLrhemicalL−eactivityL–ropertiesL
ofLtheLpmatoxinLuamilyLofLuungalL–eptidesZLOpengChemistryXL2019XL_fXL__bbY__bh 1.6 3

157 rhemicalLsynthesisXLspectroscopicLstudiesXLchemicalLreactivityLpropertiesLandLbioactivityLscoresLofL
anLazepinYbasedLmoleculeZLJournalgofgMoleculargStructureXL2019XL__g]XLb]]Yb]e 3.4 13

156 ronceptualLsuαLstudyLofLtheLlocalLchemicalLreactivityLofLtheLdilysyldipyrrolonesLpLandLqL
intermediateLmelanoidinsZLTheoreticalgChemistrygAccountsXL2018XL_bfXL_ 1.9 35

155
pssessmentLofLtenLdensityLfunctionalsLthroughLtheLuseLofLlocalLhyperYsoftnessLtoLgetLinsightsLaboutL
theLcatalyticLactivityLiLxronYbasedLorganometallicLcompoundsLforLethyleneLpolymerizationLasLtestingL
moleculesZLJournalgofgMoleculargModelingXL2018XLacXLca

2 2

154 romputationalLstudyLofLtheLchemicalLreactivityLofLtheLqlueYM_LintermediateLmelanoidinZL
ComputationalgandgTheoreticalgChemistryXL2018XL__bcXLaaYah 2 34

153 SupramolecularLarrangementLandLphotophysicalLpropertiesLofLaLdinuclearLcyanophenylboronicLacidL
esterZLActagCrystallographicagSectiongCvgStructuralgChemistryXL2018XLfcXLcdaYcdh 0.8 1

152 xnteractionLofLαamoxifenLpnalogsLπithLtheL–ocketLSiteLofLSomeLwormoneL−eceptorsZLpLMolecularL
sockingLandLsensityLuunctionalLαheoryLStudyZLFrontiersgingChemistryXL2018XLeXLahb 5 2

151 MolecularL−eactivityLandLpbsorptionL–ropertiesLofLMelanoidinLqlueYv_LthroughLronceptualLsuαZL
MoleculesXL2018XLabXL 4.8 32

150 ronceptualLsuαLStudyLofLtheLLocalLrhemicalL−eactivityLofLtheLroloredLqxSp−vLMelanoidinLandLxtsL
–rotonatedLserivativeZLFrontiersgingChemistryXL2018XLeXL_be 5 33

149 LocalLMolecularL−eactivityLofLtheLroloredLsansylglycineLinLπaterLandLsioxaneLStudiedLthroughL
ronceptualLsuαZLJournalgofgChemistryXL2018XLa]_gXL_Yf 2.3 3

148 rhemicalL−eactivityLαheoryLTr−αULStudyLofLtheLMelanoidinLMgiLLocalLronceptualLsensityLuunctionalL
αheoryLsescriptorsZLComputationalgMoleculargBioscienceXL2018XL]gXLg]Yh] 1.1 4

147 rhemicalL−eactivityLαheoryLpppliedLtoLtheLralculationLofLtheLLocalL−eactivityLsescriptorsLofLaL
roloredLMaillardL−eactionL–roductZLChemicalgSciencegInternationalgJournalXL2018XLaaXL_Y_c 2 31
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146 pLrombinedLMolecularLsockingLandLtlectronicLStructureLStudyLforLaLqreastLrancerLsrugLsesignL
2018XL 1

145
StudyingLtheLchemicalLreactivityLpropertiesLofLtheLtargetLtumorYenvironmentLtripeptidesL“v−L
TasparagineYglycineYarginineULandL−vsLTarginineYglycineYasparticLacidULinLtheirLinteractionsLwithL
tamoxifenLthroughLconceptualLdensityLfunctionalLtheoryZLJournalgofgMoleculargModelingXL2018XLacXLbbe

2 3

144
rhemicalL−eactivityL–ropertiesXLpLγaluesXLpvtsLxnhibitorLpbilitiesLandLqioactivityLScoresLofLtheL
MirabamidesLpnwL–eptidesLofLMarineL”riginLStudiedLbyLMeansLofLronceptualLsuαZLMarinegDrugsXL
2018XL_eXL

6 34

143 qlueLMaiLanLintermediateLmelanoidinLstudiedLviaLconceptualLsuαZLJournalgofgMoleculargModelingXL
2018XLacXL_bg 2 19

142
ppplicationLofLsuαLconceptsLtoLtheLstudyLofLtheLchemicalLreactivityLofLsomeLresveratrolLderivativesL
throughLtheLassessmentLofLtheLvalidityLofLtheLâ��zoopmansLinLsuαâ��LTzxsULprocedureZLJournalgofg
TheoreticalgandgComputationalgChemistryXL2017XL_eXL_fd]]]e

1.8 8

141 romputationalLpredictionLofLtheLpzasLofLsmallLpeptidesLthroughLronceptualLsuαLdescriptorsZL
ChemicalgPhysicsgLettersXL2017XLef_XL_bgY_c_ 2.5 31

140
SynthesisXLcrystalLstructureXLsuαLstudiesLandLphotophysicalLpropertiesLofLaL
copperTxUYtriphenylphosphaneLcomplexLbasedLonLtransYT´–UYaXcXdYtrisTpyridinYaYylUYaYimidazolineZLActag
CrystallographicagSectiongCvgStructuralgChemistryXL2017XLfbXLag]Yage

0.8 3

139 romputationalLpredictionLofLtheLpreferredLglycationLsitesLofLmodelLhelicalLpeptidesLderivedLfromL
humanLserumLalbuminLTwSpULandLlysozymeLhelixLcLTLwcUZLTheoreticalgChemistrygAccountsXL2017XL_beXL_ 1.9 6

138 pLconceptualLsuαLstudyLofLtheLmolecularLpropertiesLofLglycatingLcarbonylLcompoundsZLChemistryg
CentralgJournalXL2017XL__XLg 13

137 αheoreticalLinvestigationLofLtheLmolecularLstructureLandLspectroscopicLpropertiesLofLoxicamsZL
JournalgofgStructuralgChemistryXL2017XLdgXLae_Yaef 0.9

136
txperimentalLandLtheoreticalLstudyLonLtheLmolecularLstructureXLcovalentLandLnonYcovalentL
interactionsLofLaXcYdinitrodiphenylamineiLXYrayLdiffractionLandL±αpxMLapproachZLJournalgofg
MoleculargStructureXL2017XL__c_XLdbYeb

3.4 11

135 pLronceptualLsuαLStudyLofLtheLrhemicalL−eactivityLofLMagnesiumL”ctaethylporphyrinLTMg”t–ULasL
–redictedLbyLtheLMinnesotaLuamilyLofLsensityLuunctionalsZLQuimicagNovaXL2017XL 1.6 4

134
weterolepticLruTxULcomplexesLcontainingLpolypyridylLligandsLandLtriphenylphosphineiLSynthesisXL
structureXLphotophysicalLpropertiesXLsuαLstudiesLandLapplicationsLinLcoYsensitizedLsolarLcellsZL
InorganicagChimicagActaXL2017XLceeXLcgeYche

2.7 6

133 γibrationalLspectroscopicLstudyXLstructuralLanalysisXLphotophysicalLpropertiesLandLtheoreticalL
calculationsLofLcisYT´–UYaXcXdYtrisTpyridinYaYylUimidazolineZLJournalgofgMoleculargStructureXL2017XL__b]XLhd_Yhea3.4 5

132 rhemicalL−eactivityLαheoryLStudyLofLpdvancedLvlycationLtndproductLxnhibitorsZLMoleculesXL2017XL
aaXL 4.8 19

131 romputationalL–redictionLofLtheL–rotonationLSitesLofLpcYLysYTplaUnYLysY“waL–eptidesLthroughL
ronceptualLsuαLsescriptorsZLMoleculesXL2017XLaaXL 4.8 6

130 “ewLMethodsLofLtsterificationLofL“anodiamondsLinLuightingLqreastLrancerYpLsensityLuunctionalL
αheoryLppproachZLMoleculesXL2017XLaaXL 4.8 2

129 ronceptualLsuαLsescriptorsLofLpminoLpcidsLwithL–otentialLrorrosionLxnhibitionL–ropertiesL
ralculatedLwithLtheLLatestLMinnesotaLsensityLuunctionalsZLFrontiersgingChemistryXL2017XLdXL_e 5 23
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128 romparativeLStudyLofLtheLrhemicalL−eactivityLofLwelicalL–eptideLModelsLforL–roteinLvlycationZL
ComputationalgChemistryXL2017XL]dXLedYfb 0.2 1

127 pLromparativeLStudyLofLtheLvlycatingL–owerLofLSimpleLrarbohydratesLinLtheLMaillardL−eactionLbyL
MeansLofLronceptualLsuαLsescriptorsZLBritishgJournalgofgAppliedgSciencegogTechnologyXL2017XLa_XL_Y_a 5

126 pLsuαLstudyLofLtheLchemicalLreactivityLofLcimetidineLpXLrLandLsLinLtheLgasXLwa”XLMe”wLandLtt”wL
solventsZLJournalgofgthegSerbiangChemicalgSocietyXL2017XLgaXLadYbf 0.9

125
±uantumLchemicalLstudyLofLtheLeffectLofLˇ�YbridgeLonLtheLopticalLandLelectronicLpropertiesLofL
sensitizersLforLsSSrsLincorporatingLdioxythiopheneLandLthiopheneLunitsZLTheoreticalgChemistryg
AccountsXL2016XL_bdXL_

1.9 12

124 –reparationLandLrharacterizationLofLreriumLTxxxULsopedLraptoprilL“anoparticlesLandLStudyLofLtheirL
–hotoluminescenceL–ropertiesZLOpengChemistryXL2016XL_cXLe]Yec 1.6 9

123
romputationalLstudyLofLtheLinfluenceLofLtheLˇ�YbridgeLconjugationLorderLofLnovelLmolecularL
derivativesLofLcoumarinsLforLdyeYsensitizedLsolarLcellsLusingLsuαZLTheoreticalgChemistrygAccountsXL
2016XL_bdXL_

1.9 4

122 –−t–p−pαx”“XLxst“αxuxrpαx”“Lp“sLqx”L”vxrpLL–−”–t−αxtSL”uL“tπLuLβ”−xstL
“p“”r”M–”β“sSZLJournalgofgthegChileangChemicalgSocietyXL2016XLe_XLba]_Yba]d 2.5 3

121 αheoreticalLStudyLofLtheˇ�YqridgeLxnfluenceLwithLsifferentLβnitsLofLαhiopheneLandLαhiazoleLinL
roumarinLsyeYSensitizedLSolarLrellsZLInternationalgJournalgofgPhotoenergyXL2016XLa]_eXL_Yg 2.1 8

120 pLMolecularLtlectronLsensityLαheoryLStudyLofLtheLrhemicalL−eactivityLofLrisYLandLαransY−esveratrolZL
MoleculesXL2016XLa_XL 4.8 25

119
SolvationLαhermodynamicL–ropertiesLofLwydrogenLSulfideLinL[rcmim][–ue]XL[rcmim][quc]XLandL
[rcmim][rl]LxonicLLiquidsXLseterminedLbyLMolecularLSimulationsZLJournalgofgPhysicalgChemistrygBXL
2015XL__hXL_]fafYbf

3.4 20

118 “ovelLsynthesisXLstructuralLanalysisXLphotophysicalLpropertiesLandLtheoreticalLstudyLofL
aXcXdYtrisTaYpyridylUimidazoleZLJournalgofgMoleculargStructureXL2015XL_]hhXL_aeY_bc 3.4 8

117 αheoreticalLcalculationLofLtheLmaximumLabsorptionLwavelengthLforLryanidinLmoleculesLwithLseveralL
methodologiesZLComputationalgandgTheoreticalgChemistryXL2015XL_]efXL_ahY_bc 2 19

116 StudyLofLchemicalLreactivityLinLrelationLtoLexperimentalLparametersLofLefficiencyLinLcoumarinL
derivativesLforLdyeLsensitizedLsolarLcellsLusingLsuαZLPhysicalgChemistrygChemicalgPhysicsXL2015XL_fXL_c_aaYh3.6 39

115
αheLsubstituentLeffectLfromLtheLperspectiveLofLlocalLhyperYsoftnessZLpnLexampleLappliedLonL
normeloxicamXLmeloxicamLandLcYmeloxicamiL“onYsteroidalLantiYinflammatoryLdrugsZLChemicalg
PhysicsgLettersXL2015XLe_gXL_eaY_ef

2.5 4

114 veometricLdescriptionLandLelectronicLpropertiesLofLtheLprincipalLphotosyntheticLpigmentsLofLhigherL
plantsiLaLsuαLstudyZLJournalgofgMoleculargModelingXL2015XLa_XLade 2 2

113
αowardsLtheLrationalizationLofLcatalyticLactivityLvaluesLbyLmeansLofLlocalLhyperYsoftnessLonLtheL
catalyticLsiteiLaLcriticismLaboutLtheLuseLofLnetLelectricLchargesZLPhysicalgChemistrygChemicalgPhysicsXL
2015XL_fXLahfecYfd

3.6 13

112 uractalLsimensionLralculationLofLaLManganeseYrhromiumLqimetallicL“anocompositeLβsingLxmageL
–rocessingZLJournalgofgNanomaterialsXL2015XLa]_dXL_Yh 3.2 3

111 MorphologicalLxnvestigationLandLuractalL–ropertiesLofL−ealgarL“anoparticlesZLJournalgofg
NanomaterialsXL2015XLa]_dXL_Yg 3.2
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110 suαLStudyLofL–olythiopheneLtnergyLqandLvapLandLSubstitutionLtffectsZLJournalgofgChemistryXL2015XL
a]_dXL_Y_a 2.3 16

109 romparisonLofLseveralLprotocolsLforLtheLcomputationalLpredictionLofLtheLmaximumLabsorptionL
wavelengthLofLchrysantheminZLJournalgofgMoleculargModelingXL2014XLa]XLabfg 2 13

108 SynthesisXLstructureXLcharacterizationLandLphotophysicalLpropertiesLofLcopperTxULcomplexesL
containingLpolypyridylLligandsZLRSCgAdvancesXL2014XLcXLcaeacYcaeb_ 3.7 10

107 romputationalLchemistryLofLnaturalLproductsiLaLcomparisonLofLtheLchemicalLreactivityLofLisonaringinL
calculatedLwithLtheLM]eLfamilyLofLdensityLfunctionalsZLJournalgofgMoleculargModelingXL2014XLa]XLab_e 2 15

106 romparativeLstudyLofLcopperLcomplexesLwithLdifferentLanchoringLgroupsLbyLmolecularLmodelingL
andLitsLapplicationLtoLdyeYsensitizedLsolarLcellsZLPolyhedronXL2014XLgaXLbbYbe 2.7 3

105 romputationalL“anochemistryLStudyLofLtheLMolecularLStructureXLSpectraLandLrhemicalL−eactivityL
–ropertiesLofLtheLqu–uLvreenLuluorescentL–roteinLrhromophoreL2014XL_hhYabg

104 ±uantumLchemicalLstudyLofLaLnewLclassLofLsensitisersiLinfluenceLofLtheLsubstitutionLofLaromaticL
ringsLonLtheLpropertiesLofLcopperLcomplexesZLMoleculargPhysicsXL2014XL__aXLhgfYhhc 1.7

103
romputationalL“anochemistryL−eportLofLtheLMolecularLStructureXL–ropertiesLandLrhemicalL
−eactivityLofL–heophorbideLpZLChallengesgandgAdvancesgingComputationalgChemistrygandgPhysicsXL
2014XLa_fYacf

0.7

102 txperimentalLandLquantumLchemicalLstudiesLofLaLnovelLsyntheticLprenylatedLchalconeZLChemistryg
CentralgJournalXL2013XLfXL_f 10

101 MolecularLdesignLofLcopperLcomplexesLasLsensitizersLforLefficientLdyeYsensitizedLsolarLcellsZLJournalg
ofgPhotochemistrygandgPhotobiologygA:gChemistryXL2013XLaefXL_Yd 4.7 16

100 romputationalLnanochemistryLstudyLofLtheLmolecularLstructureLandLpropertiesLofLethambutolZL
JournalgofgMoleculargModelingXL2013XL_hXLbd]fY_d 2 8

99 romputationalLStudyLofLtheLrhemicalL−eactivityL–ropertiesLofLtheL−hodamineLqLMoleculeZLProcediag
ComputergScienceXL2013XL_gXLg_eYgad 1.6 41

98 pLcomparisonLofLtheLchemicalLreactivityLofLnaringeninLcalculatedLwithLtheLM]eLfamilyLofLdensityL
functionalsZLChemistrygCentralgJournalXL2013XLfXL_dd 27

97 sensityLfunctionalLtheoryLstudyLofLindigoLandLitsLderivativesLasLphotosensitizersLforLdyeYsensitizedL
solarLcellsZLJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryXL2013XLaddXLacYae 4.7 14

96 romputationalLnanochemistryLreportLonLtheLoxicamsYYconceptualLsuαLindicesLandLchemicalL
reactivityZLJournalgofgPhysicalgChemistrygBXL2013XL__fXLebbhYd_ 3.4 27

95
αheLxndigoLMoleculeL−evisitedLpgainiLpssessmentLofLtheLMinnesotaLuamilyLofLsensityLuunctionalsL
forLtheL–redictionLofLxtsLMaximumLpbsorptionLπavelengthsLinLγariousLSolventsZLJournalgofg
ChemistryXL2013XLa]_bXL_Yc

2.3 2

94 αheoreticalLStudyLofLropperLromplexesiLMolecularLStructureXL–ropertiesXLandLxtsLppplicationLtoL
SolarLrellsZLInternationalgJournalgofgPhotoenergyXL2013XLa]_bXL_Yf 2.1 7

93 romputationalL“utraceuticsiLrhemicalL−eactivityL–ropertiesLofLtheLulavonoidL“aringinLbyLMeansLofL
ronceptualLsuαZLJournalgofgChemistryXL2013XLa]_bXL_Yg 2.3 13

(2013-2015)
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92 romputationalL“anochemistryLStudyLofLtheLMolecularLStructureLandL–ropertiesLofLrhlorophyllLaZL
InternationalgJournalgofgPhotoenergyXL2013XLa]_bXL_Yg 2.1 5

91 sockingLStudiesLofLqindingLofLtthambutolLtoLtheLrYαerminalLsomainLofLtheLprabinosyltransferaseL
fromMycobacteriumLtuberculosisZLJournalgofgChemistryXL2013XLa]_bXL_Yd 2.3 7

90
st“SxαYLuβ“rαx”“pLLSαβsYL”uLαwtLtuutrαSL”uLαwtLSβqSαxαβt“αSL”“LαwtLrwtMxrpLL
−tprαxγxαYL”uLαwtLx“sxv”LM”LtrβLtZLJournalgofgTheoreticalgandgComputationalgChemistryXL2013XL
_aXL_bd]]_b

1.8 5

89 romputationalLStudyLofLrageLLikeLTZn”U_aLrlusterLβsingLwybridLandLwybridLMetaLuunctionalsZL
JournalgofgthegChinesegChemicalgSocietyXL2013XLe]XL_]gaY_]h_ 1.5 4

88 pbLinitioLstudyLofLelectronLtransportLinLcYTbYnitroYcYtetrafluorophenylthiolateYethynylXL
phenylethynylULbenzenethiolateZLJournalgofgMoleculargModelingXL2012XL_gXLe__Ya_ 2 3

87 romputationalLcharacterizationLofLtheLmolecularLstructureLandLpropertiesLofLsyeLfLforLorganicL
photovoltaicsZLJournalgofgMoleculargModelingXL2012XL_gXLgbdYca 2 1

86 suαLstudyLofLtheLinteractionLbetweenLtheLconjugatedLfluoresceinLandLdabcylLsystemXLusingL
fluoresceneLquenchingLmethodZLJournalgofgMoleculargModelingXL2012XL_gXLc__bYa] 2 5

85 romputationalLstudyLofLpu_cLclusterLonLaLcarbonLnanotubeLwithLandLwithoutLdefectsLusingL±M[MML
methodologyZLJournalgofgMoleculargModelingXL2012XL_gXLcggdYh_ 2 4

84 pLtheoreticalLstudyLofLtheLcarbocationLformationLenergyLinvolvedLinLtheLisomerizationLofL˛–YpineneZL
ChemicalgPhysicsgLettersXL2012XLdceXL_egY_f] 2.5 3

83 αopicsLinLquantumLphysicsLwithLoriginsLinLastronomyiLαwoLexamplesZLAmericangJournalgofgPhysicsXL
2012XLg]XLc]eYc_e 0.7 4

82 suαLstudyLofLtheLeffectLofLsubstituentsLonLtheLabsorptionLandLemissionLspectraLofLxndigoZLChemistryg
CentralgJournalXL2012XLeXLf] 11

81 sensityLfunctionalLtheoryLTsuαULstudyLofLtriphenylamineYbasedLdyesLforLtheirLuseLasLsensitizersLinL
molecularLphotovoltaicsZLInternationalgJournalgofgMoleculargSciencesXL2012XL_bXLcc_gYba 6.3 28

80 romputationalLmolecularLnanoscienceLstudyLofLtheLpropertiesLofLcopperLcomplexesLforL
dyeYsensitizedLsolarLcellsZLInternationalgJournalgofgMoleculargSciencesXL2012XL_bXL_e]]dY_h 6.3 18

79 romputationalLcharacterizationLofLsodiumLseleniteLusingLdensityLfunctionalLtheoryZLJournalgofg
MoleculargModelingXL2011XL_fXLf]_Yg 2

78 romputationalLmolecularLcharacterizationLofLtheLflavonoidLMorinLandLitsL–tTxxUXL–dTxxULandLZnTxxUL
complexesZLJournalgofgMoleculargModelingXL2011XL_fXLhfhYgd 2 10

77 tlectronicLstructureLstudyLusingLdensityLfunctionalLtheoryLinLorganicLdendrimersZLJournalgofg
MoleculargModelingXL2011XL_fXL_hebYfa 2 7

76 tffectsLofLsulfurLsubstitutionalLimpuritiesLonLTZn”UnLclustersLTnlcâ��_aULusingLdensityLfunctionalL
theoryZLComputationalgandgTheoreticalgChemistryXL2011XLhedXL_dcY_ea 2 10

75 tuutrαSL”uLSβLuβ−LSβqSαxαβαx”“pLLxM–β−xαxtSL”“LZn”LSα−βrαβ−tLβSx“vLst“SxαYL
uβ“rαx”“pLLαwt”−YZLInternationalgJournalgofgNanoscienceXL2011XL_]XLbg_Ybh] 0.6
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74 “aturalLcarotenoidsLasLnanomaterialLprecursorsLforLmolecularLphotovoltaicsiLaLcomputationalLsuαL
studyZLMoleculesXL2010XL_dXLcch]Yd_] 4.8 51

73 αheoreticalLevaluationLofLtheLorderLofLreactivityLofLtransferLagentsLutilizedLinL−puαLpolymerizationiL
partLaiLgroupL−ZLJournalgofgMoleculargModelingXL2010XL_eXLhdY_]d 2 11

72 txplorationLofLtheLkineticLandLthermochemicalLabilitiesLforLtheLfreeLradicalLscavengingLofLtwoL
quercetinLconformersZLJournalgofgMoleculargStructureXL2010XLhg_XL_gfY_hb 3.4 9

71 αsYsuα[xtu–rMLdeterminationLofLtheLabsorptionLandLemissionLspectraLofLspqrYLZLComputationalg
andgTheoreticalgChemistryXL2010XLhcdXL_]_Y_]b 6

70 txcitedLstatesLanalysisLofLsulfurLsubstitutionalLimpuritiesLonLTZn”UeLclustersLusingLsuαLandLαsYsuαZL
ComputationalgandgTheoreticalgChemistryXL2010XLhdfXL_]]Y_]f 10

69 romputationalLmolecularLcharacterizationLofLtheLflavonoidLrutinZLChemistrygCentralgJournalXL2010XLcXL_a 28

68 romputationalLStudyLofLbXcYsiphenylY_XaXdYαhiadiazoleL_Y”xideLforL”rganicL–hotovoltaicsZL
InternationalgJournalgofgPhotoenergyXL2009XLa]]hXL_Yg 2.1 11

67 αheoreticalLstudyLofLelectronicLpropertiesLofLorganicLphotovoltaicLmaterialsZLJournalgofg
ComputationalgChemistryXL2009XLb]XL_]afYbf 3.5 17

66 αheoreticalLevaluationLofLtheLorderLofLreactivityLofLtransferLagentsLutilizedLinL−puαLpolymerizationiL
groupLZZLJournalgofgMoleculargModelingXL2009XL_dXL__bbYcb 2 6

65
romputationalLnoteLonLtheLcalculationLofLtheLmolecularLstructureLandLpropertiesLofLbXcYdiphenylL
_XaXdYthiadiazolineL_X_YdioxideLderivativesLforLorganicLphotovoltaicsZLComputationalgandgTheoreticalg
ChemistryXL2009XLh]_XLadgYadh

1

64 romputationalLpredictionLofLtheLmeltingLtemperatureLofLaLs“pLbiosensorLtoLdetectL
MycobacteriumLtuberculosisZLComputationalgandgTheoreticalgChemistryXL2009XLh_aXLe]Yea 1

63 αheoreticalLanalysisLofLanthraceneLandLitsLcarbonylLandLcarboxylLderivativesLusingLsuαLandLαsYsuαZL
ComputationalgandgTheoreticalgChemistryXL2009XLghcXLecYf] 19

62 rharacterizationLofLtheLsemiquinonesLandLquinonesLofLTâ��UYepicatechinLbyLmeansLofLcomputationalL
chemistryZLComputationalgandgTheoreticalgChemistryXL2009XLghfXLeY__ 6

61 αheoreticalLcalculationsLofLmolecularLdipoleLmomentXLpolarizabilityXLandLfirstLhyperpolarizabilityLofL
glycineâ��sodiumLnitrateZLComputationalgandgTheoreticalgChemistryXL2009XLh]dXLfeYg] 19

60 romputationalLmolecularLcharacterizationLofLroumarinY_]aZLComputationalgandgTheoreticalg
ChemistryXL2009XLh__XL_]dY_]g 21

59 romputationalLnoteLonLtheLchemicalLreactivityLofLpyrroleLderivativesZLComputationalgandg
TheoreticalgChemistryXL2009XLh_aXL__hY_a] 7

58 romputationalLcharacterizationLofLtheL˛†X˛†YcaroteneLmoleculeZLComputationalgandgTheoreticalg
ChemistryXL2009XLh_bXLa_dYaa] 17

57 uuelLvasLStorageLandLSeparationsLbyLMetalâ��”rganicLurameworksiLSimulatedLpdsorptionLxsothermsL
forLwaLandLrwcLandLαheirLtquimolarLMixtureZLJournalgofgPhysicalgChemistrygCXL2009XL__bXLeebcYeeca 3.8 85

(2009-2010)
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56 romputationalLstudyLofLtheLmolecularLstructureLandLreactiveLsitesLofLtheL−LandLSLisomersLofLpersinL
dieneZLComputationalgandgTheoreticalgChemistryXL2008XLgehXLefYfc 4

55 αhermalXLmechanicalXLandLelectronicLpropertiesLofLglycineYsodiumLnitrateLcrystalZLJournalgofgPhysicsg
andgChemistrygofgSolidsXL2008XLehXL_hfcY_hfh 3.9 20

54 romputationalLnoteLonLtheLcalculationLofLtheLdipoleLmomentXLpolarizabilityLandLhyperpolarizabilityL
ofLsolanidineZLComputationalgandgTheoreticalgChemistryXL2008XLgchXL_aaY_ab

53 αheoreticalLstudyLofLchemicalLreactivityLofLtheLmainLspeciesLinLtheL˛–YpineneLisomerizationLreactionZL
ComputationalgandgTheoreticalgChemistryXL2008XLgdcXLg_Ygg 25

52 rwxwYsuαLcomputationalLmolecularLcharacterizationLofLphenanthroL[hX_]Yc]Y_XaXdYthiadiazoleL
_X_YdioxideZLComputationalgandgTheoreticalgChemistryXL2008XLgeaXLe]Yed 5

51 MolecularLstructureLandLsubstitutionLeffectsLonLdiphenylanthrazolinesLforLorganicLsemiconductorsiL
pLtheoreticalLstudyZLComputationalgandgTheoreticalgChemistryXL2008XLgebXLhhY_]c 11

50 romputationalLnoteLonLtheLcalculationLofLtheLpzaLofLfluoresceinZLComputationalgandgTheoreticalg
ChemistryXL2008XLgehXL_]d 4

49 qandLstructureXLopticalLpropertiesLandLinfraredLspectrumLofLglycineâ��sodiumLnitrateLcrystalZLJournalg
ofgMoleculargStructureXL2008XLgfdXLahdYb]_ 3.4 44

48 rwxwYsuαLdeterminationLofLtheLdipoleLmomentXLpolarizabilityLandLhyperpolarizabilityLofL˛‡YsolanineZL
ComputationalgandgTheoreticalgChemistryXL2007XLg]gXLg_Ygc 2

47 rwxwYsuαLcomputationalLmolecularLcharacterizationLofLacenaphto[_XaYc]Y_XaXdYthiadiazoleL
_X_YdioxideZLComputationalgandgTheoreticalgChemistryXL2007XLg__XLbfbYbfg 4

46 suαLstudiesLofLfunctionalizedLcarbonLnanotubesLandLfullerenesLasLnanovectorsLforLdrugLdeliveryLofL
antitubercularLcompoundsZLChemicalgPhysicsgLettersXL2007XLccfXL_]dY_]h 2.5 74

45
”ptimizedLstructureLandLthermochemicalLpropertiesLofLflavonoidsLdeterminedLbyLtheL
rwxwTmediumUâ��suαLmodelLchemistryLversusLexperimentalLtechniquesZLJournalgofgMolecularg
StructureXL2007XLgf_XL__cY_b]

3.4 20

44 rwxwYsuαLdeterminationLofLtheLmolecularLstructureLandLinfraredLandLultravioletLspectraLofL
gammaYsolanineZLSpectrochimicagActagwgPartgA:gMoleculargandgBiomoleculargSpectroscopyXL2007XLeeXLa]gY__4.4 12

43
rwxwYsuαLdeterminationLofLtheLmolecularLstructureLinfraredLspectraXLβγLspectraLandLchemicalL
reactivityLofLthreeLantitubercularLcompoundsiL−ifampicinXLxsoniazidLandL–yrazinamideZLJournalgofg
MoleculargModelingXL2007XL_bXLd]dY_g

2 41

42 rwxwYsuαLdeterminationLofLtheLmolecularLstructureLandLx−LandLβγLspectraLofLsolanidineZLJournalgofg
MoleculargModelingXL2007XL_bXLcbYe 2 8

41 rwxwYsuαLseterminationLofLtheLMolecularLStructureLandLxnfraredLandLβltravioletLSpectraLofL
pzathiophenesZLTheoreticalgChemistrygAccountsXL2006XL__fXLdfYeg 1.9 21

40 romputationalLsimulationsLofLtheLmolecularLstructureLandLcorrosionLpropertiesLofLamidoethylXL
aminoethylLandLhydroxyethylLimidazolinesLinhibitorsZLCorrosiongScienceXL2006XLcgXLc]dbYc]ec 6.8 117

39 rqSY±qbLcalculationLofLquantumLchemicalLmolecularLdescriptorsLofLisomericLthiadiazolesZLJournalgofg
MoleculargGraphicsgandgModellingXL2006XLadXLcddYg 2.8 5
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38
αheoreticalLstudyLofLtheLmolecularLpropertiesLandLchemicalLreactivityLofLTWUYcatechinLandL
Tâ��UYepicatechinLrelatedLtoLtheirLantioxidantLabilityZLComputationalgandgTheoreticalgChemistryXL2006XL
fe_XLhfY_]e

74

37
StudyLofLtheLeffectLofLsolventLinducedLswellingLonLtheLresistivityLofLbutadieneLbasedLelastomersL
filledLwithLcarbonLparticlesiL–artLxZLtlucidatingLsecondLorderLeffectsZLSensorsgandgActuatorsgA:g
PhysicalXL2005XL__hXL_dfY_eg

3.9 9

36
romputationalLsimulationLofLtheLmolecularLstructureLandLpropertiesLofLheterocyclicLorganicL
compoundsLwithLpossibleLcorrosionLinhibitionLpropertiesZLComputationalgandgTheoreticalgChemistryXL
2005XLf_bXLedYf]

121

35 rwxwYsuαLtheoreticalLstudyLofLisomericLthiatriazolesLandLtheirLpotentialLactivityLasLcorrosionL
inhibitorsZLComputationalgandgTheoreticalgChemistryXL2005XLf_eXLe_Yed 55

34 rwxwYsuαLstudyLofLtheLelectronicLpropertiesLandLchemicalLreactivityLofLquercetinZLComputationalg
andgTheoreticalgChemistryXL2005XLf_eXLefYfa 61

33 rwxwYsuαLdeterminationLofLtheLelectricalXLopticalXLandLmagneticLpropertiesLandL“xrSLaromaticityLofL
megazolZLComputationalgandgTheoreticalgChemistryXL2005XLf_fXL_Yb 15

32 rwxwYsuαLdeterminationLofLtheLreactivityLsitesLofLtheLantiparasiticLdrugLmegazolZLComputationalg
andgTheoreticalgChemistryXL2005XLfabXLab_Yabc 16

31 vbYqbLcalculationLofLtheLmolecularLstructureLandLdescriptorsLofLisomericLthiadiazolesZL
ComputationalgandgTheoreticalgChemistryXL2005XLfadXLafYb] 11

30 SynthesisLofLαi”ananorodsLinLtheLpresenceLofLlinearLs“pLplasmidLpq−baaLbyLaLsolâ��gelLprocessZL
NanotechnologyXL2005XL_eXL_afaY_aff 3.4 5

29 rwxwYsuαLdeterminationLofLtheLmolecularLstructureXLinfraredLandLultravioletLspectraLofLtheL
flavonoidLquercetinZLComputationalgandgTheoreticalgChemistryXL2004XLeg_XLf_Yfe 52

28 rwxwYsuαLdeterminationLofLtheLmolecularLstructureXLinfraredLandLultravioletLspectraLofLtheL
antiparasiticLdrugLmegazolZLComputationalgandgTheoreticalgChemistryXL2004XLeg_XLffYga 19

27 rwxwYsuαLdeterminationLofLtheLmolecularLstructureXLinfraredLandLultravioletLspectraLofLpotentiallyL
organicLcorrosionLinhibitorsZLComputationalgandgTheoreticalgChemistryXL2004XLeg_XLgbYgg 31

26 pnLintroductoryLstudyLofLtheLmolecularLstructureLandLpropertiesLofLoligothiadiazolesZL
ComputationalgandgTheoreticalgChemistryXL2003XLebcXLefYfe 8

25 xnfluenceLofLtheLbasisLsetLandLcorrelationLmethodLonLtheLcalculationLofLtheLdipoleLmomentsLofL
isomericLthiadiazolesZLComputationalgandgTheoreticalgChemistryXL2003XLebcXLffYg_ 6

24 rrystallographicLstudyLandLmolecularLorbitalLcalculationsLofLthiadiazoleLderivativesZLaZL
bXcYdiphenylY_XaXdYthiadiazoleL_YmonoxideZLJournalgofgMoleculargStructureXL2002XLe]cXL_hdYa]b 3.4 10

23 segradationLStudiesLofL–olyolefinsLxncorporatingLαransparentL“anoparticulateLZincL”xideLβγL
StabilizersZLJournalgofgNanoparticlegResearchXL2002XLcXL_efY_fc 2.3 90

22
rrystallographicLstudyLandLmolecularLorbitalLcalculationsLofLthiadiazoleLderivativesZL_ZL
–henanthro[hX_]Yc]Y_XaXdYthiadiazoleL_X_YdioxideLandLacenaphtho[_XaYc]Y_XaXdYthiadiazoleL
_X_YdioxideZLJournalgofgMoleculargStructureXL2001XLdeaXL_dfY_ee

3.4 13

21
rrystallographicLstudyLandLmolecularLorbitalLcalculationsLofLthiadiazoleLderivativesZL–artLbiL
bXcYdiphenylY_XaXdYthiadiazolineL_X_YdioxideXLbXcYdiphenylY_XaXdYthiadiazolidineL_X_YdioxideLandL
cYethoxyYdYmethylYbXcYdiphenylY_XaXdYthiadiazolineL_X_YdioxideZLJournalgofgMoleculargStructureXL2001XL
dhfXL_ebY_fd

3.4 11

(2001-2006)
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20 LocalLandLnonlocalLdensityLfunctionalLcalculationsLofLtheLmolecularLstructureLofLisomericLthiadiazoleL
monoxidesZLInternationalgJournalgofgQuantumgChemistryXL2001XLg_XL_]dY__d 2.1 11

19 ppplicationLofLdensityLfunctionalLtheoryLconceptsLtoLtheLstudyLofLtheLchemicalLreactivityLofLisomericL
thiadiazolinesZLComputationalgandgTheoreticalgChemistryXL2001XLdbdXLbhYcf 13

18 wuLandLsuαLcalculationsLofLtheLmolecularLstructureLofLisomericLthiadiazoleLdioxidesZLComputationalg
andgTheoreticalgChemistryXL2001XLdbeXLc_Yd_ 13

17 wartreeâ��uockLTwuULandLlocalLandLnonlocalLdensityLfunctionalLTsuαULcalculationsLofLtheLmolecularL
structureLofLisomericLthiadiazolidinesZLComputationalgandgTheoreticalgChemistryXL2001XLdbgXLa]_Ya_] 13

16 pbLinitioLstudyLofLtheLadditivityLconceptLappliedLforLtheLeffectsLofLoneLsubstituentLwithinLcyclicL
compoundsZLComputationalgandgTheoreticalgChemistryXL2001XLdbgXLaefYagd 3

15 xnfluenceLofLtheLbasisLsetLandLcorrelationLmethodLonLtheLcalculationLofLmolecularLstructuresiL
thiadiazolesLrevisitedZLComputationalgandgTheoreticalgChemistryXL2001XLdcgXL_dbY_eb 22

14 pLtheoreticalLstudyLonLtheLaromaticityLofLthiadiazolesLandLrelatedLcompoundsZLComputationalgandg
TheoreticalgChemistryXL2001XLdchXLagdYagg 17

13
βnexpectedLproductionLofLaXcXeYtriphenylY_XbXdYtriazineLinLtheLelectroreductionLofL
bXcYdiphenylY_XaXdYthiadiazoleL_YoxideZLαheoreticalLestimationLofLreactiveLsitesLforL_YoxideLandL
_X_YdioxideL_XaXdYthiadiazolesZLTetrahedrongLettersXL2000XLc_XLbdb_Ybdbd

2 14

12 rrystallographicLstudyLandLmolecularLorbitalLcalculationsLofL_XaXdYthiadiazoleL_X_YdioxideLderivativesL
1998XL__XLh_Y_]] 22

11 LocalLandLnonlocalLdensityLfunctionalLcalculationsLofLtheLmolecularLstructureLofLisomericL
thiadiazolesZLComputationalgandgTheoreticalgChemistryXL1997XLbh]XLefYfg 23

10 ppplicationLofLdensityLfunctionalLtheoryLconceptsLtoLtheLstudyLofLtheLchemicalLreactivityLofL
thiadiazolesZLComputationalgandgTheoreticalgChemistryXL1995XLbb]XLbgdYbgg 24

9 “onlocalLexchangeLandLkineticLenergyLdensityLfunctionalsLwithLcorrectLasymptoticLbehaviorLforL
electronicLsystemsZLInternationalgJournalgofgQuantumgChemistryXL1994XLchXL_f_Y_gc 2.1 18

8 ptomicLstructureLofLmetallicLclustersLofLlargeLsizeZLThegPhilosophicalgMagazine:gPhysicsgofgCondensedg
MattergBvgStatisticalgMechanicsvgElectronicvgOpticalgandgMagneticgPropertiesXL1994XLehXL_]cdY_]d] 11

7 “onlocalLexchangeYLandLkineticYenergyLdensityLfunctionalsLforLelectronicLsystemsiLppplicationLtoL
atomsLandLionsZLPhysicalgReviewgAXL1993XLcfXL_g]cY_g_] 2.6 13

6 StabilitiesLofLlargeLsodiumLclustersLforLdifferentLatomicLarrangementsZLPhysicalgReviewgBXL1993XLcfXLcfcfYcfdd3.3 9

5 “onlocalLapproximationLtoLtheLexchangeLandLkineticLenergyLfunctionalsiLppplicationLtoLmetallicL
clustersZLInternationalgJournalgofgQuantumgChemistryXL1993XLcdXLbbbYbcf 2.1 9

4 “onlocalLexchangeLandLkineticYenergyLdensityLfunctionalsLforLelectronicLsystemsZLInternationalg
JournalgofgQuantumgChemistryXL1992XLccXLbcfYbdg 2.1 9

3 SScbbLandLhydrogenLspectrumLbeyondLtheL–aschenYqackLregionZLInternationalgJournalgofgTheoreticalg
PhysicsXL1992XLb_XL__hfY_a]_ 1.1 1
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2 pLαhomasYuermiYsiracLαheoryLofLanLptomLinLStrongLMagneticLuieldsZLJournalgofgthegPhysicalgSocietyg
ofgJapanXL1990XLdhXLbdf_Ybdgb 1.5 8

1 ronceptualLsuαLasLaLwelpfulLrhemoinformaticsLαoolLforLtheLStudyLofLtheLrlavaninLuamilyLofL
pntimicrobialLMarineL–eptides 3

ListuofuPublications
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