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nooperativityGofGsydrogenGmondingGandGluxiliaryGrroupGpffectUGACShOmegaSG2021SGaSGZXdbXTZXdcX 3.9

178 tnterTanionGchalcogenGbondseGlreGtheyGantiTelectrostaticGinGnaturejUGJournalhofhChemicalhPhysicsSG
2021SGX]]SGYZ[ZWY 3.9 1
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nomplexeseGlGnomputationalG˙erificationUGInorganichChemistrySG2021SGaWSG[aWT[ab 5.1 4

174 xetalloradicalGcomplexGnoTn¸�PhZGcatalyzesGtheGnzGreductionGinGgasGphaseeGaGtheoreticalGstudyUG
PhysicalhChemistryhChemicalhPhysicsSG2021SGYZSGXZdYTX[WW 3.6

173 “ationalGdesignGofGporousGorganicGmoleculesGOPzxsPGbasedGonGmTheterocyclicGcarbenesUGMolecularh
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nomputationalG”tudyUGChemistryhyhAhEuropeanhJournalSG2021SGYbSGX[WYTX[Wd 4.8 6

171 xolecularGmagnetismGinGnanodomainsGofGisoreticularGxtwTccOqePTxzqsUGPhysicalhChemistryhChemicalh
PhysicsSG2021SGYZSGYXabbTYXacd 3.6 0

170 lntiTplectrostaticGxainGrroupGxetalTxetalGmondsG–hatGlctivateGnzUGJournalhofhPhysicalhChemistryh
LettersSG2021SGXYSGb][]Tb]]Y 6.4 1

169 sydrogenGandGsalogenGmondingGinGsomogeneousGpxternalGplectricGqieldseGxodulatingGtheGmondG
”trengthsUGChemistryhyhAhEuropeanhJournalSG2021SGYbSGX[W[YTX[W]W 4.8 2

168 lGtheoreticalGperspectiveGofGtheGagosticGeffectGinGearlyGtransitionGmetalGcompoundsUGCoordinationh
ChemistryhReviewsSG2020SG[XdSGYXZ[WX 23.2 20

167 plectrideT”ponsoredG“adicalTnontrolledGnzG“eductionGtoGzrganicGlcidseGlGnomputationalGoesignUG
ChemistryhyhAhEuropeanhJournalSG2020SGYaSGaYZ[TaYZd 4.8 1

166 –woGPushTPullGnhannelsGpnhanceGtheGoinitrogenGlctivationGbyGmoryleneGnompoundsUGChemistryhyhAh
EuropeanhJournalSG2020SGYaSGY]YW 4.8

165 –woGPushTPullGnhannelsGpnhanceGtheGoinitrogenGlctivationGbyGmoryleneGnompoundsUGChemistryhyhAh
EuropeanhJournalSG2020SGYaSGYaXdTYaY] 4.8 15
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163 pxplainingGtheG˙ariationsGinGtsotopicG“atiosGinGxeteoriticGlminoGlcidsUGAstrobiologySG2020SGYWSGda[Tdba 3.7 0

162 ”ideTznGversusGpndTznGmindingGxodesGbetweenGxetalGnationsGandGOysnPllllOysnPUG
OrganometallicsSG2020SGZdSGZY[WTZY[d 3.8 0

161 mondingGandGoielsâ��llderGreactionsGofGsubstitutedGYTborabicycloOXUXUWPbutTXOZPTeneseGaGtheoreticalG
studyUGTheoreticalhChemistryhAccountsSG2019SGXZcSGX 1.9 4

160 lstrophysicalG”itesGthatGnanGProduceGpnantiomericGlminoGlcidsUGSymmetrySG2019SGXXSGYZ 2.7 5

159 –etrelGbondingGinteractioneGanGanalysisGwithGtheGblockTlocalizedGwavefunctionGOmw−PGapproachUG
PhysicalhChemistryhChemicalhPhysicsSG2019SGYXSGXXbbaTXXbc[ 3.6 11

158 nlassicalGplectrostaticGtnteractionGtsGtheGzriginGforGmlueT”hiftingGsalogenGmondsUGInorganichChemistry
SG2019SG]cSGc]bbTc]ca 5.1 6

157 lgosticGtnteractionsGinGparlyG–ransitionTxetalGnomplexeseG“olesGofGsyperconjugationSGoispersionSG
andG”tericGpffectUGChemistryhyhAhEuropeanhJournalSG2019SGY]SGa]dXTa]dd 4.8 7

156
lGstrongGdependenceGofGtheGnsGinternalGrotationGbarrierGonGconformationGinGthioaceticGacideG
xicrowaveGmeasurementsGandGanGenergyGdecompositionGanalysisUGJournalhofhChemicalhPhysicsSG2019SG
X]WSGXZ[ZWY

3.9 4

155 ”ingleThandedGsupramolecularGdoubleGhelixGofGhomochiralGbisOyTamidothioureaPGsupportedGbyG
doubleGcrossedGnTt´•´•´•”GhalogenGbondsUGNaturehCommunicationsSG2019SGXWSGZaXW 17.4 29

154 yineGquestionsGonGenergyGdecompositionGanalysisUGJournalhofhComputationalhChemistrySG2019SG[WSGYY[cTYYcZ3.5 70

153 sowG“esonanceGxodulatesGxultipleGsydrogenGmondingGinG”elfTlssembledG”ystemsUGJournalhofh
OrganichChemistrySG2019SGc[SGX[cW]TX[cX] 4.2 7

152 PerformanceGofGtheG˙m”nqGmethodGforGpericyclicGandGˇ�GbondGshiftGreactionsUGJournalhofh
ComputationalhChemistrySG2019SG[WSGXXYZTXXYd 3.5 2

151 lttractionGbetweenGelectrophilicGcapseGlGcounterintuitiveGcaseGofGnoncovalentGinteractionsUGJournalh
ofhComputationalhChemistrySG2019SG[WSGXWX]TXWYY 3.5 12

150 mTseterocyclicGnarbeneGlrisingGfromGnhargeG”hifteGlGnomputationalG˙erificationUGChemistryhyhAh
EuropeanhJournalSG2018SGY[SGXWYXa 4.8 5

149 sydrogenTGandGsalogenTmondsGbetweenGtonsGofGlikeGnhargeseGlreG–heyGlntiTplectrostaticGinGyaturejUG
JournalhofhComputationalhChemistrySG2018SGZdSG[cXT[cb 3.5 42

148 –heG–ransitionTxetalTwikeGmehaviorGofGmGOysnPGinGtheGlctivationGofGnzeGszxzTw·xzG”wapG−ithoutG
PhotoinductionUGAngewandtehChemiehyhInternationalhEditionSG2018SG]bSGXZWbaTXZWcX 16.4 19

147 –automerismGofGprotonatedGimidazoleseGlGperspectiveGfromGabGinitioGvalenceGbondGtheoryUG
TetrahedronSG2018SGb[SG[bdXT[bdc 2.4 6

146 –heG–ransitionTxetalTwikeGmehaviorGofGmYOysnPYGinGtheGlctivationGofGnzeGszxzâ��w·xzG”wapG
−ithoutGPhotoinductionUGAngewandtehChemieSG2018SGXZWSGXZYaWTXZYa] 3.6 2
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145 lminoGlcidGnhiralG”electionG˙iaG−eakGtnteractionsGinG”tellarGpnvironmentseGtmplicationsGforGtheG
zriginGofGwifeUGScientifichReportsSG2018SGcSGccZZ 4.9 11

144 lGoirectGProofGofGtheG“esonanceTtmpairedGsydrogenGmondGO“tsmPGnonceptUGChemistryhyhAhEuropeanh
JournalSG2018SGY[SGXW]ZTXW]a 4.8 11

143 tnductionSG“esonanceSGandG”econdaryGplectrostaticGtnteractionGonGsydrogenGmondingGinGtheG
lssociationGofGlmidesGandGtmidesUGJournalhofhOrganichChemistrySG2018SGcZSGXZ[[aTXZ[]Z 4.2 8

142 “oleGofGtntramolecularGplectronGoelocalizationGinGtheGnTXGmondG”trengthGinGnsXGOGnGhGWT[SGXGhGqSGnlSG
nySGznsPUGJournalhofhPhysicalhChemistryhASG2018SGXYYSGbbXaTbbYY 2.8 5

141 nTt´•´•´•ˇ�GsalogenGmondingGorivenG”upramolecularGselixGofGmilateralGyTlmidothioureasGmearingG
˛†T–urnsUGJournalhofhthehAmericanhChemicalhSocietySG2017SGXZdSGaaW]TaaXW 16.4 70

140 ”tudyGofGprotonTcoupledGelectronGtransferGOPnp–PGwithGfourGexplicitGdiabaticGstatesGatGtheGabGinitioG
levelUGComputationalhandhTheoreticalhChemistrySG2017SGXXXaSG]WT]c 2 10

139 lG·nifiedG–heoryGforGtheGmlueTGandG“edT”hiftingGPhenomenaGinGsydrogenGandGsalogenGmondsUG
JournalhofhChemicalhTheoryhandhComputationSG2017SGXZSGXaYaTXaZb 6.4 40

138 salogenGmondsGinGyovelGPolyhalogenGxonoanionsUGChemistryhyhAhEuropeanhJournalSG2017SGYZSGcbXdTcbYc 4.8 10

137 ProductGreleaseGmechanismGandGtheGcompleteGenzymeGcatalysisGcycleGinGyeastGcytosineGdeaminaseG
OynoPeGlGcomputationalGstudyUGBiochimicahEthBiophysicahActahyhProteinshandhProteomicsSG2017SGXca]SGXWYWTXWYd4 6

136 –heGzriginGofGtheGyonTldditivityGinG“esonanceTlssistedGsydrogenGmondG”ystemsUGJournalhofhPhysicalh
ChemistryhASG2017SGXYXSGc]Z]Tc][X 2.8 21

135 lGnriticalGnheckGforGtheG“oleGofG“esonanceGinGtntramolecularGsydrogenGmondingUGChemistryhyhAh
EuropeanhJournalSG2017SGYZSGXacc]TXacdX 4.8 28

134 ldjacentGwoneGPairGOlwPPGpffecteGlGnomputationalGlpproachGforGttsGzriginUGChemistryhyhAhEuropeanh
JournalSG2016SGYYSGbZW]TbZW] 4.8

133
orasticGoeprotonationG“eactivityGoifferenceGofGZTGandG]TllkylpyrazoleGtsomersSG–heirGtYTnatalyzedG
–hermalGtsomerizationSGandG–elescopingG”ynthesisGofGZS]ToialkylpyrazoleseG–heGIldjacentGwoneGPairG
pffectIGoemystifiedUGJournalhofhOrganichChemistrySG2016SGcXSGXbXcTYY

4.2 6

132 plectronGconjugationGversusGˇ�Tˇ�GrepulsionGinGsubstitutedGbenzeneseGwhyGtheGcarbonTnitrogenGbondG
inGnitrobenzeneGisGlongerGthanGinGanilineUGPhysicalhChemistryhChemicalhPhysicsSG2016SGXcSGXXcYXTc 3.6 23

131 nombinedGQxOoq–PVxxGmolecularGdynamicsGsimulationsGofGtheGdeaminationGofGcytosineGbyGyeastG
cytosineGdeaminaseGOynoPUGJournalhofhComputationalhChemistrySG2016SGZbSGXXaZTb[ 3.5 9

130 ldjacentGwoneGPairGOlwPPGpffecteGlGnomputationalGlpproachGforGttsGzriginUGChemistryhyhAhEuropeanh
JournalSG2016SGYYSGb[X]TYX 4.8 9

129
xechanismsGforGtheGdeaminationGreactionGofGcToxoguanineGcatalyzedGbyGcToxoguanineGdeaminaseeGlG
combinedGQxVxxGmolecularGdynamicsGstudyUGJournalhofhTheoreticalhandhComputationalhChemistrySG
2016SGX]SGXa]WWaa

1.8 1

128 –heGoriginsGofGtheGdirectionalityGofGnoncovalentGintermolecularGinteractionsUGJournalhofh
ComputationalhChemistrySG2016SGZbSGZ[T[] 3.5 49
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127 tntramolecularGmultiTbondGstraineGtheGunrecognizedGsideGofGtheGdichotomyGofGconjugatedGsystemsUG
ChemicalhScienceSG2016SGbSG]cbYT]cbc 9.4 6

126
−hyGooGpnolateGlnionsGqavorGzTllkylationGoverGnTllkylationGinGtheGrasGPhasejG–heG“olesGofG
“esonanceGandGtnductiveGpffectsGinGtheGrasTPhaseG”yYG“eactionGbetweenGtheGlcetaldehydeGpnolateG
lnionGandGxethylGqluorideUGJournalhofhOrganichChemistrySG2016SGcXSGZbXXTd

4.2 7

125 “edT”hiftingGversusGmlueT”hiftingGsydrogenGmondseGPerspectiveGfromGlbGtnitioG˙alenceGmondG
–heoryUGJournalhofhPhysicalhChemistryhASG2016SGXYWSGYb[dT]a 2.8 44

124 ProtonationT–riggeredGnarbonTnhainGplongationGinGreranylGPyrophosphateG”ynthaseGOrPP”PUGACSh
CatalysisSG2015SG]SG[[aaT[[bc 13.1 12

123 –heG”elfTlssociationGofGrraphaneGtsGorivenGbyGwondonGoispersionGandGpnhancedGzrbitalG
tnteractionsUGJournalhofhChemicalhTheoryhandhComputationSG2015SGXXSGXaYXTZW 6.4 36

122 ProtonT”huttleTlssistedGseterolyticGnarbonâ��narbonGmondGnleavageGandGqormationUGACShCatalysisSG
2015SG]SGYcW]TYcXZ 13.1 10

121
−hyGisGsulfuricGacidGaGmuchGstrongerGacidGthanGethanoljGoeterminationGofGtheGcontributionsGbyG
inductiveVfieldGeffectsGandGelectronTdelocalizationGeffectsUGPhysicalhChemistryhChemicalhPhysicsSG
2015SGXbSGXZcT[[

3.6 5

120 plectronGtransferGinGpnicogenGbondsUGJournalhofhPhysicalhChemistryhASG2014SGXXcSGcdXXTYX 2.8 59

119 znGtheGnatureGofGblueshiftingGhydrogenGbondsUGChemistryhyhAhEuropeanhJournalSG2014SGYWSGc[[[T]Y 4.8 36

118 sowGsolventGinfluencesGtheGanomericGeffecteGrolesGofGhyperconjugativeGversusGstericGinteractionsGonG
theGconformationalGpreferenceUGJournalhofhOrganichChemistrySG2014SGbdSGX]bXTcX 4.2 27

117 xetalTbindingGstudiesGofGlinearGrigidTaxleGσY]pseudorotaxanesGwithGinGsituGgeneratedGanionicGmetalG
halideGcomplexesUGCrystEngCommSG2014SGXaSGbZYW 3.3 6

116 “edoxTactiveGgoldGnanoclustersGimmobilizedGπnzGnanorodGelectrodesGforGelectrochemicalGsensingG
applicationsUGRSChAdvancesSG2014SG[SGXWbaaTXWbad 3.7 12

115 znGtheGlargeGˇ�ThyperconjugationGinGalkanesGandGalkenesUGJournalhofhMolecularhModelingSG2014SGYWSGYYYc 2 7

114 znG–heGyatureGofGtheGsalogenGmondUGJournalhofhChemicalhTheoryhandhComputationSG2014SGXWSGZbYaTZb 6.4 194

113 oeprotonationGofGmethylTsubstitutedSGfiveTmemberedGaromaticGmoleculeseGaGsurprisingGcaseGofG
mixedGconjugationSGrehybridizationSGandGinductionGcontributionsUGOrganichLettersSG2014SGXaSG[acWTZ 6.2 8

112 –heGmlockTwocalizedG−avefunctionGOmw−PGPerspectiveGofGnhemicalGmondingG2014SGXddTYZY 15

111
lGfullGpictureGofGenzymaticGcatalysisGbyGhydroxynitrileGlyasesGfromGseveaGbrasiliensiseGprotonationG
dependentGreactionGstepsGandGresidueTgatedGmovementGofGtheGsubstrateGandGtheGproductUGPhysicalh
ChemistryhChemicalhPhysicsSG2014SGXaSGYaca[Tb]

3.6 11

110
–woGstatesGareGnotGenougheGquantitativeGevaluationGofGtheGvalenceTbondGintramolecularG
chargeTtransferGmodelGandGitsGuseGinGpredictingGbondGlengthGalternationGeffectsUGChemistryhyhAh
EuropeanhJournalSG2014SGYWSGXbYX[TYX

4.8 13
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109 oirectGevaluationGofGtheGhyperconjugativeGinteractionsGinGXSXSXTtrihaloethaneGOnsZnXZSGXGhGqSGnlSGandG
mrPUGJournalhofhPhysicalhChemistryhASG2014SGXXcSG]b[ZTb 2.8 7

108 plectronG–ransferGinGplectrophilicGlromaticGyitrationGandGyitrosationeGnomputationalGpvidenceGforG
theGxarcusGtnvertedG“egionUGJournalhofhChemicalhTheoryhandhComputationSG2013SGdSG[[YcTZ] 6.4 16

107 sowGtheGgeneralizedGanomericGeffectGinfluencesGtheGconformationalGpreferenceUGChemistryhyhAh
EuropeanhJournalSG2013SGXdSGX[ZaT[[ 4.8 35

106 plucidationGofGtheGqorcesGroverningGtheG”tereochemistryGofGmiphenylUGEuropeanhJournalhofhOrganich
ChemistrySG2013SGYWXZSGaXXTaXa 3.2 21

105 pffectsGofGaGremoteGbindingGpartnerGonGtheGelectricGfieldGandGelectricGfieldGgradientGatGanGatomGinGaG
weaklyGboundGtrimerUGJournalhofhChemicalhPhysicsSG2013SGXZdSGWZ[ZYW 3.9 3

104 tnGsilicoGidentificationGofGprq“T–bdWxGinhibitorsGwithGnovelGscaffoldseGstartGwithGextractionGofG
commonGfeaturesUGDrughDesignwhDevelopmenthandhTherapySG2013SGbSGbcdTcZd 4.4 12

103 “eplyGtoGcommentGonGtheGpaperGâ��lnGefficientGllgorithmGforGpnergyGrradientsGandGzrbitalG
zptimizationGinG˙alenceGmondG–heoryâ��UGJournalhofhComputationalhChemistrySG2012SGZZSGdX[TdX] 3.5

102 –heGgeneralizedGblockTlocalizedGwavefunctionGmethodeGaGcaseGstudyGonGtheGconformationalG
preferenceGandGnTzGrotationalGbarrierGofGformicGacidUGJournalhofhChemicalhPhysicsSG2012SGXZaSGX[[ZX] 3.9 9

101 mlockTwocalizedG−avefunctionGOmw−PGmasedG–woT”tateGlpproachGforGnhargeG–ransfersGbetweenG
PhenylG“ingsUGJournalhofhChemicalhTheoryhandhComputationSG2012SGcSGcWWT] 6.4 21

100 zriginGofGtheG”yYGmenzylicGpffecteGnontributionsGbyGˇ�GoelocalizationGandGqieldVtnductiveGpffectsUG
EuropeanhJournalhofhOrganichChemistrySG2012SGYWXYSG]ddXTaWW[ 3.2 10

99 −hyGnyclooctatetraeneGtsGsighlyG”tabilizedeG–heGtmportanceGofGI–woT−ayIGOooublePG
syperconjugationUGJournalhofhChemicalhTheoryhandhComputationSG2012SGcSGXYcWTb 6.4 47

98 tsGcyclobutadieneGreallyGhighlyGdestabilizedGbyGantiaromaticityjUGChemicalhCommunicationsSG2012SG[cSGc[ZbTd5.8 60

97 nanGQ–ltxGtopologicalGparametersGbeGaGmeasureGofGhydrogenGbondingGstrengthjUGJournalhofh
PhysicalhChemistryhASG2012SGXXaSG]Y[WTa 2.8 51

96
norrelationGbetweenGbiologicalGactivityGandGbindingGenergyGinGsystemsGofGintegrinGwithGcyclicG
“roTcontainingGbinderseGaGQxVxxGmolecularGdynamicsGstudyUGJournalhofhMolecularhModelingSG2012SG
XcSG[dXbTYb

2 9

95 nomputerTaidedGdrugGdesigneGleadGdiscoveryGandGoptimizationUGCombinatorialhChemistryhandhHighh
ThroughputhScreeningSG2012SGX]SGZYcTZb 1.3 43

94 –heGnorborneneGmysteryGrevealedUGChemicalhCommunicationsSG2011SG[bSGYYbTd 5.8 20

93 sowGdoGelectronGlocalizationGfunctionsGdescribeGˇ�TelectronGdelocalizationjUGPhysicalhChemistryh
ChemicalhPhysicsSG2011SGXZSGYW]c[TdY 3.6 62

92 pnergyGdecompositionGanalysisGbasedGonGaGblockTlocalizedGwavefunctionGandGmultistateGdensityG
functionalGtheoryUGPhysicalhChemistryhChemicalhPhysicsSG2011SGXZSGabaWTb] 3.6 171
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91 “otationalGbarriersGinGalkanesUGWileyhInterdisciplinaryhReviews:hComputationalhMolecularhScienceSG
2011SGXSGXa[TXbX 7.9 34

90
”tericGandGelectronicGeffectsGonGtheGheterolyticGsYTsplittingGbyGphosphineTboranesG“ZmVP“jZGO“GhG
naq]SGPhfG“jGhGnasYxeZSGtmuSGPhSGnaq]SGxeSGsPeGlGcomputationalGstudyUGInternationalhJournalhofh
QuantumhChemistrySG2011SGXXXSGZbaXTZbb]

2.1 10

89 ”ensingGorGnoGsensingeGcanGtheGanomericGeffectGbeGprobedGbyGaGsensingGmoleculejUGJournalhofhtheh
AmericanhChemicalhSocietySG2011SGXZZSGXZbZXTa 16.4 34

88 oispersionTcorrectedGenergyGdecompositionGanalysisGforGintermolecularGinteractionsGbasedGonGtheG
mw−GandGdoXoxGmethodsUGJournalhofhPhysicalhChemistryhASG2011SGXX]SG][abTbb 2.8 38

87 nomputationalGevidenceGthatGhyperconjugativeGinteractionsGareGnotGresponsibleGforGtheGanomericG
effectUGNaturehChemistrySG2010SGYSGaaaTbX 17.6 158

86 lGsimpleGpreparationGofGYSZS[SaTtetraToTacylTglucoTSGgalactoTGandGmannopyranosesGandGrelevantG
theoreticalGstudyUGMoleculesSG2010SGX]SGZb[Tc[ 4.8 5

85 reneralizedGXTPolG–heoryGandGnhargeGoelocalizationG”tatesUGJournalhofhChemicalhTheoryhandh
ComputationSG2010SGaSGY[WYTXW 6.4 23

84 lGyonTzrthogonalGmlockTwocalizedGpffectiveGsamiltonianGlpproachGforGnhemicalGandGpnzymaticG
“eactionsUGJournalhofhChemicalhTheoryhandhComputationSG2010SGaSGYY[YTYY]X 6.4 16

83 lGcriticalGanalysisGonGtheGrotationGbarriersGinGbutaneUGJournalhofhOrganichChemistrySG2010SGb]SGYbZZTa 4.2 32

82 tnsightGintoGtheGrelativeGreactivityGofGIfrustratedGwewisGpairsIGandGstableGcarbenesGinGactivatingGsYG
andGns[eGaGcomparativeGcomputationalGstudyUGPhysicalhChemistryhChemicalhPhysicsSG2010SGXYSG]YacTb] 3.6 41

81 sowGtoGproperlyGcomputeGtheGresonanceGenergyGwithinGtheGabGinitioGvalenceGbondGtheoryeGaG
responseGtoGtheGπsu˙wGpaperUGTheoreticalhChemistryhAccountsSG2010SGXYbSGYbTZc 1.9 44

80 –ransportGxechanismGinGtheGpscherichiaGcoliGlmmoniaGnhannelGlmtmeGlGnomputationalG”tudyUG
ChallengeshandhAdvanceshinhComputationalhChemistryhandhPhysicsSG2010SGZdbT[Yd 0.7

79 tsGcyclopropaneGreallyGtheGsigmaTaromaticGparadigmjUGChemistryhyhAhEuropeanhJournalSG2009SGX]SGdbZWTa 4.8 52

78 lnGefficientGalgorithmGforGenergyGgradientsGandGorbitalGoptimizationGinGvalenceGbondGtheoryUG
JournalhofhComputationalhChemistrySG2009SGZWSGZddT[Wa 3.5 47

77 xolecularGdynamicsGsimulationsGofGtheGdetoxificationGofGparaoxonGcatalyzedGbyGphosphotriesteraseUG
JournalhofhComputationalhChemistrySG2009SGZWSGYZccT[WX 3.5 33

76 oirectGassessmentGofGelectronGdelocalizationGusingGyx“GchemicalGshiftsUGAngewandtehChemiehyh
InternationalhEditionSG2009SG[cSGdcYcTZZ 16.4 46

75 −hyGareGestersGandGamidesGweakerGcarbonGacidsGthanGketonesGandGlcidGfluoridesjGnontributionsGbyG
resonanceGandGinductiveGeffectsUGJournalhofhOrganichChemistrySG2009SGb[SGbY[]T]Z 4.2 17

74 –heGcontributionsGofGthroughTbondGinteractionsGtoGtheGsingletTtripletGenergyGdifferenceGinG
XSZTdehydrobenzeneUGJournalhofhPhysicalhChemistryhASG2009SGXXZSGXWZ]XTc 2.8 12
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73 [nGpiGelectronsGbutGstableeGySyTdihydrodiazapentacenesUGJournalhofhOrganichChemistrySG2009SGb[SG[Z[ZTd 4.2 71

72
mlockTwocalizedGoensityGqunctionalG–heoryGOmwoq–PSGoiabaticGnouplingSGandG–heirG·seGinG˙alenceG
mondG–heoryGforG“epresentingG“eactiveGPotentialGpnergyG”urfacesUGJournalhofhChemicalhTheoryhandh
ComputationSG2009SG]SGYbWYTYbXa

6.4 91

71
mroadGsubstrateGspecificityGandGcatalyticGmechanismGofGPseudomonasGstutzeriGwTrhamnoseG
isomeraseeGinsightsGfromGQxVxxGmolecularGdynamicsGsimulationsUGJournalhofhPhysicalhChemistryhASG
2009SGXXZSGXX]d]TaWZ

2.8 7

70 –heGresonanceGenergyGofGbenzeneeGaGrevisitUGJournalhofhPhysicalhChemistryhASG2009SGXXZSG]XaZTd 2.8 37

69
lnGpffectiveGsamiltonianGxolecularGzrbitalT˙alenceGmondGOxz˙mPGlpproachGforGnhemicalG
“eactionsGlppliedGtoGtheGyucleophilicG”ubstitutionG“eactionGofGsydrosulfideGtonGandG
nhloromethaneUGJournalhofhChemicalhTheoryhandhComputationSG2009SG]SGXb[TXc]

6.4 21

68 qunctionalGroleGofGlspXaWGandGtheGdeprotonationGmechanismGofGammoniumGinGtheGpscherichiaGcoliG
ammoniaGchannelGproteinGlmtmUGJournalhofhPhysicalhChemistryhBSG2009SGXXZSG[dYYTd 3.4 16

67
–heGmTsUUUsTPGdihydrogenGbondingGinGionGpairGcomplexesGσOnqOZPPOZPmsOTP]σsPsOZTnPOxePOnPORP]GOnGhG
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2009SGXXZSGcXWcTXb
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66
nombinedGquantumGmechanicsVmolecularGmechanicsGstudyGonGtheGreversibleGisomerizationGofG
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ChemistrySG2008SGWbSGaZdTa][
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64 nzxP·–l–tzylwGnsl“ln–p“tπl–tzyGzqG–spGpw·”t˙pGnTnw·”–p“GzqGnl“mzyGxzyzXtopG
opsβo“zrpyl”pUGJournalhofhTheoreticalhandhComputationalhChemistrySG2008SGWbSG[bZT[c[ 1.8 4

63 mlockTlocalizedGwavefunctionGOmw−PGmethodGatGtheGdensityGfunctionalGtheoryGOoq–PGlevelUGJournalhofh
PhysicalhChemistryhASG2007SGXXXSGcYdXTZWX 2.8 218

62 –heGconceptGofGprotobranchingGandGitsGmanyGparadigmGshiftingGimplicationsGforGenergyGevaluationsUG
ChemistryhyhAhEuropeanhJournalSG2007SGXZSGbbZXT[[ 4.8 173

61 oeprotonationGmechanismGofGys[RGinGtheGpscherichiaGcoliGammoniumGtransporterGlmtmeGinsightG
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60 oeprotonationGxechanismGofGys[RGinGtheGpscherichiaGcoliGlmmoniumG–ransporterGlmtmeGtnsightG
fromGQxGandGQxVxxGnalculationsUGAngewandtehChemieSG2007SGXXdSGadZ]TadZd 3.6 4
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ofhComputationalhChemistrySG2007SGYcSG[]]Taa 3.5 85

58 –woTstateGmodelGbasedGonGtheGblockTlocalizedGwaveGfunctionGmethodUGJournalhofhChemicalhPhysicsSG
2007SGXYaSGYY[XW[ 3.9 17

57 –heoreticalGanalysisGofGtheGrotationalGbarrierGofGethaneUGAccountshofhChemicalhResearchSG2007SG[WSGXXZTd 24.3 159

56 lnGenergeticGmeasureGofGaromaticityGandGantiaromaticityGbasedGonGtheGPaulingT−helandGresonanceG
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48 ”tericGstrainGversusGhyperconjugativeGstabilizationGinGethaneGcongenersUGJournalhofhPhysicalh
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ofhQuantumhChemistrySG2004SGdcSG]XT]c 2.1 1
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ChemistrySG2002SGX[ZTXc] 33
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26 lbGinitioGQxVxxGsimulationsGwithGaGmolecularGorbitalTvalenceGbondGOxz˙mPGmethodeGapplicationGtoG
anG”yYGreactionGinGwaterUGJournalhofhComputationalhChemistrySG2000SGYXSGX[]cTX[ad 3.5 137

25 ”equentialGxechanismGofGxethaneGoehydrogenationGoverGxetalGOxoGorG−PGzxideGandGnarbideG
natalystsUGJournalhofhPhysicalhChemistryhASG2000SGXW[SG[]W]T[]XZ 2.8 22

24 lnGlbGtnitioGxolecularGzrbitalâ��˙alenceGmondGOxz˙mPGxethodGforG”imulatingGnhemicalG“eactionsGinG
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22 lbGinitioGQxVxxGsimulationsGwithGaGmolecularGorbitalTvalenceGbondGOxz˙mPGmethodeGapplicationGtoG
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