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ASG2003SGXWbSGZcWZTZcXX 2.8 682

193 ”ingleTmtomicGouGwithGyultipleG†xygenG acanciesGonGoeriaGforGqlectrocatalyticGo†YG“eductionGtoG
ot[UGACScCatalysisSG2018SGcSGbXXZTbXXd 13.1 323

192
poublyGhybridGdensityGfunctionalGforGaccurateGdescriptionsGofGnonbondGinteractionsSG
thermochemistrySGandGthermochemicalGkineticsUGProceedingscofcthecNationalcAcademycofcSciencescofc
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183
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XWcSGXdcdaTdWW
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179 nenchmarkingGpensityGrunctionalsGonG”tructuralG‘arametersGofG”mallTVyediumT”izedG†rganicG
yoleculesUGJournalcofcChemicalcTheorycandcComputationSG2016SGXYSG[]dTa] 6.4 110

178 †‘nqeGmGpromisingGdensityGfunctionalGforGtheGcalculationGofGnuclearGshieldingGconstantsUGChemicalc
PhysicscLettersSG2006SG[YXSGZcZTZcc 2.5 107

177 poublyGhybridGdensityGfunctionalGforGaccurateGdescriptionGofGthermochemistrySGthermochemicalG
kineticsGandGnonbondedGinteractionsUGInternationalcReviewscincPhysicalcChemistrySG2011SGZWSGXX]TXaW 7 106

176 poublyGhybridGdensityGfunctionalGxptT‘nqWGfromGaGparameterTfreeGglobalGhybridGmodelG‘nqWUG
JournalcofcChemicalcPhysicsSG2012SGXZaSGXb[XWZ 3.9 86

175 •heG×XGmethodGforGaccurateGandGefficientGpredictionGofGheatsGofGformationUGJournalcofcChemicalc
PhysicsSG2007SGXYbSGYX[XW] 3.9 79

174 ”elfTassemblyGofGnormalGalkanesGonGtheGmuGOXXXPGsurfacesUGChemistrycscAcEuropeancJournalSG2004SGXWSGX[X]TYY4.8 79

173 †neT”tepG‘reparationGofGxargeT”caleG”elfTmssembledGyonolayersGofGoyanuricGmcidGandGyelamineG
”upramolecularG”peciesGonGmuOXXXPG”urfacesUGJournalcofcPhysicalcChemistrycCSG2008SGXXYSG[YWdT[YXc 3.8 78

172 ohemisorptionGandGpecompositionGofG•hiopheneGandGruranGonGtheG”iOXWWPTYGˆ�GXG”urfaceeGGmG
’uantumGohemicalG”tudyUGJournalcofcPhysicalcChemistrycBSG2001SGXW]SGXWWadTXWWb] 3.4 76

171 •heGgasGphaseGreactionGofGsingletGdioxygenGwithGwatereGaGwaterTcatalyzedGmechanismUGProceedingsc
ofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaSG2002SGddSGZZbaTcX 11.5 69

170 seometricGdependenceGofGtheGnZxø‘TpredictedGmagneticGshieldingsGandGchemicalGshiftsUGJournalcofc
PhysicalcChemistrycASG2007SGXXXSGd[ZXTb 2.8 66

169 ”ystematicGstudiesGonGtheGcomputationGofGnuclearGmagneticGresonanceGshieldingGconstantsGandG
chemicalGshiftseGtheGdensityGfunctionalGmodelsUGJournalcofcComputationalcChemistrySG2007SGYcSGY[ZXT[Y 3.5 63

168 “eachingGaG–niformGmccuracyGforGoomplexGyolecularG”ystemseGxongT“angeToorrectedG×øsZGpoublyG
tybridGpensityGrunctionalUGJournalcofcPhysicalcChemistrycLettersSG2013SG[SGXaadTb] 6.4 57

167 yechanismsGofGinitialGpropaneGactivationGonGmolybdenumGoxideseGaGdensityGfunctionalGtheoryGstudyUG
JournalcofcPhysicalcChemistrycBSG2005SGXWdSGa[XaTYX 3.4 57

166
‘eriodicGtrendsGinGtheGbondingGandGvibrationalGcouplingeG‘yridineGinteractingGwithGtransitionGmetalsG
andGnobleGmetalsGstudiedGbyGsurfaceTenhancedG“amanGspectroscopyGandGdensityTfunctionalGtheoryUG
JournalcofcChemicalcPhysicsSG2003SGXXdSGXbWXTXbWd

3.9 57

165 yethaneGmctivationGbyG•ransitionTyetalG†xidesSGy†xGOyGhGorSGyoSG·fGxGhGXSGYSGZPUGJournalcofcPhysicalc
ChemistrycASG2002SGXWaSGbXbXTbXba 2.8 52

164 ttxmYGinGintrahepaticGcholangiocarcinomaeGanGimmuneGcheckpointGwithGprognosticGsignificanceGandG
widerGexpressionGcomparedGwithG‘pTxXG2019SGbSGbb 49

163 •heoreticalGunvestigationGonGtheG“oleGofGtheGoentralGoarbonGmtomGandGoloseG‘roteinGqnvironmentG
onGtheGzitrogenG“eductionGinGyoGzitrogenaseUGACScCatalysisSG2016SGaSGX]abTX]bb 13.1 49

162 mssessmentGofGtandyâ��oohenG†ptimizedGqxchangeGpensityGrunctionalGO†‘•×PUGJournalcofcPhysicalc
ChemistrycASG2004SGXWcSGc[d]Tc]W[ 2.8 49
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161 oonstructionGofGaGparameterTfreeGdoublyGhybridGdensityGfunctionalGfromGadiabaticGconnectionUG
JournalcofcChemicalcPhysicsSG2014SGX[WSGXcm]XY 3.9 48

160 mGhierarchicalGconstructionGschemeGforGaccurateGpotentialGenergyGsurfaceGgenerationeGanGapplicationG
toGtheGrRtYGreactionUGJournalcofcChemicalcPhysicsSG2008SGXYdSGWXXXWZ 3.9 48

159 ‘eroxoneGchemistryeGformationGofGtY†ZGandGringTOt†YPOt†ZPGfromG†ZVtY†YUGProceedingscofcthec
NationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaSG2002SGddSGX]ZWcTXY 11.5 47

158 ×†eGmnGextendedG†zu†yGmethodGforGaccurateGandGefficientGgeometryGoptimizationGofGlargeG
moleculesUGChemicalcPhysicscLettersSG2010SG[dcSGYWZTYWc 2.5 46

157 umprovingGtheGnZxø‘GbondGenergiesGbyGusingGtheG×XGmethodUGJournalcofcChemicalcPhysicsSG2008SGXYdSGXa[XWZ3.9 45

156 rractionalGchargeGbehaviorGandGbandGgapGpredictionsGwithGtheG×øsZGtypeGofGdoublyGhybridGdensityG
functionalsUGJournalcofcPhysicalcChemistrycASG2014SGXXcSGdYWXTXX 2.8 43

155 slobalG‘otentialGqnergyG”urfaceGforGtheGtRot[gTitYRotZG“eactionGusingGzeuralGzetworksUGChinesec
JournalcofcChemicalcPhysicsSG2014SGYbSGZbZTZbd 0.9 43

154 nrˆ‚nstedTztO[PORPGmechanismGversusGnitriteGmechanismeGnewGinsightGintoGtheGselectiveGcatalyticG
reductionGofGz†GbyGztOZPUGPhysicalcChemistrycChemicalcPhysicsSG2011SGXZSG[]ZTaW 3.6 41

153 •heG×øsZGtypeGofGdoublyGhybridGdensityGfunctionalsUGWileycInterdisciplinarycReviews:cComputationalc
MolecularcScienceSG2016SGaSGbYXTb[b 7.9 40

152 ohemisorptionGofGacetonitrileSGpyridineGandGpyrazineGonGtheG”iOXWWPTYGˆ�GXGsurfaceeGtheoreticalG
predictionsUGNewcJournalcofcChemistrySG2002SGYaSGXaWTXa[ 3.6 40

151 nasisGsetGdependenceGofGtheGdoublyGhybridG×øsZGfunctionalUGJournalcofcChemicalcPhysicsSG2010SGXZZSGXW[XW]3.9 39

150
•heoreticalGstudyGofGtheGverticalGexcitedGstatesGofGbenzeneSGpyrimidineSGandGpyrazineGbyGtheG
symmetryGadaptedGclusterTTconfigurationGinteractionGmethodUGJournalcofcComputationalcChemistrySG
2007SGYcSGXa]cTab

3.5 38

149 ×øsZseG”peedupGofGtheG×øsZGfifthTrungGdensityGfunctionalGwithGscalingTallTcorrelationGmethodUG
JournalcofcChemicalcPhysicsSG2010SGXZYSGXd[XW] 3.9 37

148 •rendsGinG“T×GnondGpissociationGqnergiesGO“Oâ�¢PGhGyeSGqtSGiT‘rSGtTnuSG×Oâ�¢PGhGtSGyeSGolSG†tPUGJournalcofc
ChemicalcTheorycandcComputationSG2010SGaSGX[aYTd 6.4 37

147 tydrothermalG”ynthesisGofGzewG‘ureGneryllophosphateGyolecularG”ieveG‘hasesGfromGooncentratedG
mminesUGChemistrycofcMaterialsSG2001SGXZSGYW[YTYW[c 9.6 36

146 seometryGoptimizationGofGonGOnhYâ��ZWPGwithGgeneticGalgorithmUGChemicalcPhysicscLettersSG2002SGZa[SGYXZTYXd2.5 35

145 nondingGofGz†YGtoGtheGmuGmtomGandGmuOXXXPG”urfaceeGGmG’uantumGohemicalG”tudyUGJournalcofc
PhysicalcChemistrycASG1999SGXWZSGXWdadTXWdb[ 2.8 34

144 rormationGofGmcrylatesGfromGqthyleneGandGo†YonGziGoomplexeseGmGyechanisticG iewpointGfromGaG
tybridGpr•GmpproachUGOrganometallicsSG2014SGZZSGaZadTaZcW 3.8 33
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143 yechanismsGforG”electiveGoatalyticG†xidationGofGmmmoniaGoverG anadiumG†xidesUGJournalcofc
PhysicalcChemistrycCSG2011SGXX]SGYXYXcTYXYYd 3.8 33

142 pevelopmentGofGzewGpensityGrunctionalGmpproximationsUGAnnualcReviewcofcPhysicalcChemistrySG
2017SGacSGX]]TXcY 15.7 32

141 –nderstandingGtheGanionTˇ�GinteractionsGwithGtetraoxacalix[YΠarene[YΠtriazineUGPhysicalcChemistryc
ChemicalcPhysicsSG2016SGXcSGadXZTY[ 3.6 32

140
zonfittingGproteinTligandGinteractionGscoringGfunctionGbasedGonGfirstTprinciplesGtheoreticalG
chemistryGmethodseGdevelopmentGandGapplicationGonGkinaseGinhibitorsUGJournalcofcComputationalc
ChemistrySG2013SGZ[SGXaZaT[a

3.5 32

139 •i†YGsolTgelGderivedGamperometricGbiosensorGforGtY†YGonGtheGelectropolymerizedGphenazineG
methosulfateGmodifiedGelectrodeUGAnalyticalcandcBioanalyticalcChemistrySG2002SGZb[SGXYaXTa 4.4 32

138 zY†GpecompositionGonGyg†GandGxiVyg†GoatalystseGGmG’uantumGohemicalG”tudyUGJournalcofcPhysicalc
ChemistrycBSG1999SGXWZSGZZbZTZZbd 3.4 32

137 mlbuminGtoGgammaTglutamyltransferaseGratioGasGaGprognosticGindicatorGinGintrahepaticG
cholangiocarcinomaGafterGcurativeGresectionUGOncotargetSG2017SGcSGXZYdZTXZZWZ 3.3 30

136 ×†eGanGextendedG†zu†yGmethodGforGaccurateGandGefficientGmodelingGofGlargeGsystemsUGJournalcofc
ComputationalcChemistrySG2012SGZZSGYX[YTaW 3.5 30

135 mGcomparisonGofGgeometricGparametersGfromG‘nqTbasedGdoublyGhybridGdensityGfunctionalsG
‘nqWTptSG‘nqWTYSGandGxptT‘nqWUGJournalcofcChemicalcPhysicsSG2013SGXZdSGXb[XWa 3.9 30

134 neyondGyeanTrieldGyicrokineticseG•owardGmccurateGandGqfficientG•heoreticalGyodelingGinG
teterogeneousGoatalysisUGACScCatalysisSG2018SGcSG]cXaT]cYa 13.1 29

133 ×øsZGandG×øsvT†”GperformancesGforGnoncovalentGbindingGenergiesGrelevantGtoGbiomolecularG
structuresUGPhysicalcChemistrycChemicalcPhysicsSG2012SGX[SGXY]][TbW 3.6 29

132
nindingGinteractionGanalysisGofGtheGactiveGsiteGandGitsGinhibitorsGforGneuraminidaseGOzXGsubtypePGofG
humanGinfluenzaGvirusGbyGtheGintegrationGofGmolecularGdockingSGry†GcalculationGandGZpT’”m“G
ooyrmGmodelingUGJournalcofcChemicalcInformationcandcModelingSG2008SG[cSGXcWYTXY

6.1 27

131
–nderstandingGtheGreactivityGofGtheGtetrahedrallyGcoordinatedGhighTvalenceGdWGtransitionGmetalG
oxidesGtowardGtheGoTtGbondGactivationGofGalkaneseGaGclusterGmodelGstudyUGJournalcofcPhysicalc
ChemistrycASG2008SGXXYSGbXbTYX

2.8 27

130 mccurateGbondGdissociationGenthalpiesGbyGusingGdoublyGhybridG×øsZGfunctionalUGJournalcofc
ComputationalcChemistrySG2011SGZYSGXcY[TZc 3.5 25

129 mccurateGpredictionGofGheatsGofGformationGbyGaGcombinedGmethodGofGnZxø‘GandGneuralGnetworkG
correctionUGJournalcofcComputationalcChemistrySG2009SGZWSGX[Y[T[[ 3.5 25

128 yechanismGofGmethaneGoxidationGbyGtransitionGmetalGoxideseGmGclusterGmodelGstudyUGCatalysiscTodaySG
2006SGXXbSGXZZTXZb 5.3 25

127 •heoreticalGstudiesGonGthermochemistryGforGconversionGofG]TchloromethylfurfuralGintoGvaluableG
chemicalsUGJournalcofcPhysicalcChemistrycASG2011SGXX]SGXZaYcT[X 2.8 24

126 vanusGyesoporousG”ensorGpevicesGforG”imultaneousGyultivariableGsasesGpetectionUGMatterSG2019SGXSGXYb[TXYc[12.7 23
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125 mGnewGinsightGintoGtheGinitialGstepGinGtheGrischerT•ropschGsynthesiseGo†GdissociationGonG“uGsurfacesUG
PhysicalcChemistrycChemicalcPhysicsSG2012SGX[SGXaacaTd[ 3.6 23

124 •heG×XsGmethodGforGaccurateGbondGdissociationGenergiesUGChemPhysChemSG2010SGXXSGY]aXTb 3.2 23

123 ”elfTassemblyGofGalkanolsGonGmuOXXXPGsurfacesUGChemistrycscAcEuropeancJournalSG2006SGXYSG[WWaTXZ 4.8 23

122 †neG”tepGrabricationGofGyetalâ��†rganicGooordinationGyonolayersGonGmuOXXXPG”urfacesUGJournalcofc
PhysicalcChemistrycCSG2007SGXXXSGb]bWTb]bZ 3.8 21

121 tighGchargeGflexibilityGofGtheGsurfaceGdanglingGbondsGonGtheG”iOXXXPTbˆ�bGsurfaceGandGztZG
chemisorptioneGaGpr•GstudyUGChemicalcPhysicscLettersSG2002SGZ]]SGZa]TZbW 2.5 21

120 qlectronicGpropertiesGofGmetalGnanorodsGprobedGbyGsurfaceTenhancedG“amanGspectroscopyUG
ChemicalcCommunicationsSG2000SGXaYbTXaYc 5.8 21

119 poublyGhybridGdensityGfunctionalsGthatGcorrectlyGdescribeGbothGdensityGandGenergyGforGatomsUG
ProceedingscofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaSG2018SGXX]SGYYcbTYYdY 11.5 20

118 mnalyticGderivativesGforGtheG×øsZGtypeGofGdoublyGhybridGdensityGfunctionalseG•heorySG
implementationSGandGassessmentUGJournalcofcComputationalcChemistrySG2013SGZ[SGXb]dTb[ 3.5 20

117 •tq†“q•uomxG”•–pøG†rGsxøouzqGo†zr†“yq“”UGJournalcofcTheoreticalcandcComputationalc
ChemistrySG2008SGWbSGccdTdWd 1.8 20

116
q”uTy”GandGtheoreticalGstudyGonGtheGcoordinationGstructuresGandGreactionGmodesGofGtheG
diperoxovanadateGcomplexesGcontainingGhistidineTlikeGligandsUGInternationalcJournalcofcMassc
SpectrometrySG2008SGYadSGXZcTX[[

1.9 20

115 poubleGhybridGfunctionalsGandGtheG˛ TsystemGbondGlengthGalternationGchallengeeGrivalingGaccuracyGofG
postTtrGmethodsUGJournalcofcChemicalcTheorycandcComputationSG2015SGXXSGcZYTc 6.4 19

114 sasTphaseGthermodynamicsGasGaGvalidationGofGcomputationalGcatalysisGonGsurfaceseGaGcaseGstudyGofG
rischerT•ropschGsynthesisUGChemPhysChemSG2012SGXZSGX[caTd[ 3.2 19

113 p†×eGmGnewGcomputationalGprotocolGforGaccurateGpredictionGofGtheGproteinTligandGbindingG
structuresUGJournalcofcComputationalcChemistrySG2016SGZbSGZZaT[[ 3.5 19

112 •owardGtheGconstructionGofGparameterTfreeGdoublyGhybridGdensityGfunctionalsUGInternationalcJournalc
ofcQuantumcChemistrySG2015SGXX]SG]cdT]d] 2.1 18

111 ”electiveGoatalyticGpehydrogenativeG†xidationGofGnioT‘olyolsGtoGxacticGmcidUGAngewandtecChemiecsc
InternationalcEditionSG2020SG]dSGXZcbXTXZcbc 16.4 18

110 ”electiveGmonoTzTmethylationGofGnitroarenesGwithGmethanolGcatalyzedGbyGatomicallyGdispersedG
ztoTurGsolidGassembliesUGJournalcofcCatalysisSG2020SGZcdSGZZbTZ[[ 7.3 18

109 mGzewTsenerationGpensityGrunctionalUGSpringercBriefscincMolecularcScienceSG2014SG 0.6 18

108 ‘yrolysisGofGpTslucoseGtoGmcroleinUGChinesecJournalcofcChemicalcPhysicsSG2011SGY[SGY[dTY]Y 0.9 18
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107 pensityGfunctionalGtheoryGstudyGofGXeXGglycineTwaterGcomplexesGinGtheGgasGphaseGandGinGsolutionUG
SciencecChinacChemistrySG2010SG]ZSGZcZTZd] 7.9 18

106 mGtimeTdependentGdensityGfunctionalGtheoryGinvestigationGofGtheGspectroscopicGpropertiesGofGtheG
betaTsubunitGinGoTphycocyaninUGJournalcofcPhysicalcChemistrycBSG2006SGXXWSGXcaa]Td 3.4 18

105 ‘rognosticGzomogramGnasedGonGtistologicalGoharacteristicsGofGribroticG•umorG”tromaGinG‘atientsG
·hoG–nderwentGourativeG“esectionGforGuntrahepaticGoholangiocarcinomaUGOncologistSG2018SGYZSGX[cYTX[dZ5.7 18

104
oalculationsGofGionizationGenergiesGandGelectronGaffinitiesGforGatomsGandGmoleculeseGmGcomparativeG
studyGwithGdifferentGmethodsUGFrontierscofcChemistrycincChina:cSelectedcPublicationscFromcChinesec
UniversitiesSG2011SGaSGYadTYbd

17

103 •heG×XGfamilyGofGmethodsGthatGcombinesGnZxø‘GwithGneuralGnetworkGcorrectionsGforGanGaccurateGyetG
efficientGpredictionGofGthermochemistryUGInternationalcJournalcofcQuantumcChemistrySG2015SGXX]SGXWYXTXWZX2.1 16

102 mccurateGpredictionGofGnuclearGmagneticGresonanceGshieldingGconstantseGtowardsGtheGaccuracyGofG
oo”pO•PGcompleteGbasisGsetGlimitUGJournalcofcChemicalcPhysicsSG2013SGXZcSGXY[XXZ 3.9 16

101 tybridGmolecularGdynamicsGandGfirstTprinciplesGstudyGonGtheGworkGfunctionGofGaG‘tOXXXPGelectrodeG
immersedGinGaqueousGsolutionGatGroomGtemperatureUGPhysicalcReviewcBSG2012SGcaSG 3.3 16

100 uridiumToatalyzedG”electiveGorossToouplingGofGqthyleneGslycolGandGyethanolGtoGxacticGmcidUG
AngewandtecChemiecscInternationalcEditionSG2020SG]dSGXW[YXTXW[Y] 16.4 15

99 ‘erformanceGenhancementGofGdyeTsensitizedGsolarGcellsGusingGanGesterTfunctionalizedGimidazoliumG
iodideGasGtheGsolidGstateGelectrolyteUGACScAppliedcMaterialsciamp;cInterfacesSG2013SG]SGZYXdTYZ 9.5 15

98 yechanismsGforGztZGpecompositionGonGtheG”iOXXXPTbGˆ�GbG”urfaceeGGmGpr•GolusterGyodelG”tudyUG
JournalcofcPhysicalcChemistrycCSG2007SGXXXSGXadb[TXadcX 3.8 15

97 runctionalizationGofGtheGoOXWWPGYGˆ�GXG”urfaceGbyGXSZTpipolarGoycloadditionseGGmG•heoreticalG
‘redictionUGJournalcofcPhysicalcChemistrycBSG2002SGXWaSG]dbYT]db[ 3.4 15

96 om””orGstudyGofGbondingGinGzio†GandGreo†UGInternationalcJournalcofcQuantumcChemistrySG1999SGbYSGYYXTYZX2.1 15

95 neyondGenergieseGgeometryGpredictionsGwithGtheG×øsZGtypeGofGdoublyGhybridGdensityGfunctionalsUG
ChemicalcCommunicationsSG2016SG]YSGXZc[WTXZcaW 5.8 15

94 qxploringGtheG”odiumGoationGxocationGandGmluminumGpistributionGinG−”yT]eGmG”ystematicG”tudyGbyG
theGqxtendedG†zu†yGO×†PGyethodUGJournalcofcPhysicalcChemistrycCSG2011SGXX]SGX[b][TX[baX 3.8 14

93 unfluenceGofGreconstructionGonGtheGstructureGofGselfTassembledGnormalTalkaneGmonolayersGonG
muOXXXPGsurfacesUGPhysicalcChemistrycChemicalcPhysicsSG2002SG[SGX[caTX[cd 3.6 14

92 tighlyGqfficientGandG”electiveGzTrormylationGofGmminesGwithGo†GandGtGoatalyzedGbyG‘orousG
†rganometallicG‘olymersUGAngewandtecChemiecscInternationalcEditionSG2021SGaWSG[XY]T[XZY 16.4 14

91 untegrationGapproachGatGtheGsecondTorderGperturbationGtheoryeGapplicationsGtoGionizationGpotentialG
andGelectronGaffinityGcalculationsUGJournalcofcChemicalcTheorycandcComputationSG2015SGXXSG[abbTcc 6.4 13

90 qrrorGaccumulationsGinGadhesiveGenergiesGofGdihydrogenGmolecularGchainseGperformancesGofGtheG
×øsZGtypeGofGdoublyGhybridGdensityGfunctionalsUGJournalcofcPhysicalcChemistrycASG2015SGXXdSGX]dWTd 2.8 13

(2015-2010)

7



89 usotopicG†xygenGqxchangeGandGq‘“G”tudiesGofG”uperoxideG”peciesGonGtheG”rrYVxaY†ZGoatalystUG
CatalysiscLettersSG2007SGXXcSGYZcTY[Z 2.8 13

88
”imultaneousGmttenuationGofGnothG”elfTunteractionGqrrorGandGzondynamicGoorrelationGqrrorGinG
pensityGrunctionalG•heoryeGmG”pinT‘airGpistinctiveGmdiabaticToonnectionGmpproximationUGJournalcofc
PhysicalcChemistrycLettersSG2019SGXWSGYaXbTYaYZ

6.4 12

87 –nderstandingGtheGzonplanarityGinGmromaticGyetallabenzeneseGmGˇ�ToontrolGyechanismUGInorganicc
ChemistrySG2018SG]bSGdYW]TdYX[ 5.1 12

86 nistabilityGforGo†G†xidationeGmnG–nderstandingGfromGqxtendedG‘henomenologicalGwineticsG
”imulationsUGACScCatalysisSG2019SGdSGXXXXaTXXXY[ 13.1 12

85 †nGtheGtopGrungGofGvacobNsGladderGofGdensityGfunctionalGtheoryeG•owardGresolvingGtheGdilemmaGofG
”uqGandGzoqUGWileycInterdisciplinarycReviews:cComputationalcMolecularcScienceSG2021SGXXSG 7.9 12

84
•heG×‘wGpackageeGmGcomparisonGbetweenGtheGextendedGphenomenologicalGkineticGO×‘wPGmethodG
andGtheGconventionalGkineticGyonteGoarloGOwyoPGmethodâ� UGChinesecJournalcofcChemicalcPhysicsSG2019
SGZYSGX[ZTX]W

0.9 11

83 unsightsGintoGpirectGyethodsGforG‘redictionsGofGuonizationG‘otentialGandGqlectronGmffinityGinGpensityG
runctionalG•heoryUGJournalcofcPhysicalcChemistrycLettersSG2019SGXWSGYadYTYadd 6.4 11

82 qxtendedGwoopmansNGtheoremGatGtheGsecondTorderGperturbationGtheoryUGJournalcofcComputationalc
ChemistrySG2020SG[XSGXXa]TXXb[ 3.5 11

81 ”econdT†rderG‘erturbationG•heoryGforGrractionalG†ccupationG”ystemseGmpplicationsGtoGuonizationG
‘otentialGandGqlectronGmffinityGoalculationsUGJournalcofcChemicalcTheorycandcComputationSG2016SGXYSGYYc]Tdb6.4 11

80 tGRGtYGquantumGdynamicsGusingGpotentialGenergyGsurfacesGbasedGonGtheG×øsZGtypeGofGdoublyGhybridG
densityGfunctionalseGvalidationGofGtheGdensityGfunctionalsUGJournalcofcChemicalcPhysicsSG2015SGX[YSGWc[XWb 3.9 10

79 mGcomparativeGstudyGofGtheGxptT‘nqWGandGp”pT‘nq‘nqTpZnvGdoublyGhybridGdensityGfunctionalsUG
MolecularcPhysicsSG2016SGXX[SGXYWbTXYXb 1.7 10

78 yechanismsGforGztZGdecompositionGonG”iOXWWPTOYGxGXPGsurfaceeGaGquantumGchemicalGclusterGmodelG
studyUGChemistrycscAcEuropeancJournalSG2002SGcSG]Z]XTaY 4.8 10

77
”tudiesGonGcarbonVsulfurGclusterGanionsGproducedGbyGlaserGvaporizationeGqxperimentG
OcollisionTinducedGdissociationPGandGtheoryGOabGinitioGcalculationPUGuUGoY”mâ��GOXkmkXXPUGJournalcofc
ChemicalcPhysicsSG2000SGXXYSGdZXWTdZXc

3.9 10

76 unvolvementGofGtheG–noccupiedG”iteGohangesGtheGwineticG•rendG”ignificantlyeGmGoaseG”tudyGonG
rormicGmcidGpecompositionUGACScCatalysisSG2020SGXWSG]X]ZT]XaY 13.1 10

75 •heGharpooningGmechanismGasGevidencedGinGtheGoxidationGreactionGofGtheGmlGatomUGChemicalcScienceSG
2018SGdSG[ccT[d[ 9.4 9

74 uonGstrengthGandGptGsensitiveGphaseGtransitionGofGzTisobutyrylTxTOpPTcysteineGmonolayersGonG
muOXXXPGsurfacesUGLangmuirSG2010SGYaSGbZ[ZTc 4 9

73 mdsorbateGloneTpairTelectronGstimulatedGchargeGtransferGbetweenGsurfaceGdanglingGbondseG
methanolGchemisorptionGonG”iOXXXPTbˆ�bUGChemicalcPhysicscLettersSG2004SGZccSGXdWTXd[ 2.5 9

72 oonvergenceGfromGclustersGtoGtheGbulkGsolideGmbGinitioGcalculationsGofGOyg†PxGOxhYâ��XaPGclustersUG
InternationalcJournalcofcQuantumcChemistrySG1999SGbZSGZbbTZca 2.1 9
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71 “ationalGdesignGofGmodelG‘dOiiPTcatalystsGforGoTtGactivationGinvolvingGligandsGwithGchargeTshiftG
bondingGcharacteristicsUGPhysicalcChemistrycChemicalcPhysicsSG2017SGXdSGY[XbTY[Y[ 3.6 8

70
oonformationG”earchGmcrossGyultipleTxevelG‘otentialTqnergyG”urfacesGOo”my‘PeGmG”trategyGforG
mccurateG‘redictionGofG‘roteinTxigandGnindingG”tructuresUGJournalcofcChemicalcTheorycandc
ComputationSG2019SGX]SG[Ya[T[Ybd

6.4 8

69 umprovingGnZxø‘GheatsGofGformationGwithGthreeTdimensionalGmolecularGdescriptorsUGJournalcofc
ComputationalcChemistrySG2016SGZbSGXXb]TdW 3.5 8

68 †TatomGtransferGreactionGfromGzY†GtoGo†eGmGtheoreticalGinvestigationUGChemicalcPhysicscLettersSG
2009SG[b]SGYWYTYWb 2.5 8

67 ”ystematicGinvestigationGonGtheGgeometricGdependenceGofGtheGcalculatedGnuclearGmagneticG
shieldingGconstantsUGJournalcofcComputationalcChemistrySG2008SGYdSGXbdcTcWb 3.5 8

66 pq qx†‘uzsG”qxqo•u qG†×upm•u†zGom•mxø”•”G†rGxust•Gmxwmzq”eGr“†yGr–zpmyqz•mxG
–zpq“”•mzpuzsG•†G“m•u†zmxGpq”uszUGSurfacecReviewcandcLettersSG2007SGX[SGa[]Ta]a 1.1 8

65 towGwellGcanGnZxø‘GheatsGofGformationGbeGimprovedGbyGdispersionGcorrectionGmodelskUGTheoreticalc
ChemistrycAccountsSG2016SGXZ]SGX 1.9 7

64
“esponseGtoGâ��oommentGonGâ��poublyGhybridGdensityGfunctionalGxptT‘nqWGfromGaGparameterTfreeG
globalGhybridGmodelG‘nqWâ��â��G[vUGohemUG‘hysUGX[ZSGXcbXWXGOYWX]PΠUGJournalcofcChemicalcPhysicsSG2015SG
X[ZSGXcbXWY

3.9 7

63 ““”T‘noeGaGmolecularGapproachGforGperiodicGsystemsUGSciencecChinacChemistrySG2014SG]bSGXZddTX[W[ 7.9 7

62  anadiumGpistributionGinGrourToomponentGyoT T•eTzbGyixedT†xideGoatalystsGfromGrirstG‘rincipleseG
towGtoGqxploreGtheGzumerousGoonfigurationskUGAngewandtecChemieSG2012SGXY[SGXZWYaTXZWZW 3.6 7

61 •heoreticalG”tudiesGonGpehydrogenationG“eactionsGinGygYOnt[PYOztYPYGoompoundsUGChinesec
JournalcofcChemicalcPhysicsSG2012SGY]SGabaTacW 0.9 7

60 •heoreticalGstudiesGofGzaRGlocationGinG−”yT]eGyodelGselectionGforGaccurateGcoordinationGstructureG
andGenergeticsUGCatalysiscTodaySG2011SGXa]SGXXYTXXd 5.3 7

59 mssessmentGofG”omeGpensityGrunctionalG•heoryGyethodsGandGrorceGrieldGyodelsGinGpescribingG
 ariousGunteractionGyodesGofGnenzeneGpimerUGChinesecJournalcofcChemicalcPhysicsSG2011SGY[SGaZ]TaZd 0.9 7

58 mnGaccurateGsingleGdescriptorGforGionTˇ�GinteractionsUGNationalcSciencecReviewSG2020SGbSGXWZaTXW[] 10.8 6

57 ”electiveG•ransformationGofG icinalGslycolsGtoG˛–TtydroxyGmcetatesGinG·aterGviaGaGpehydrogenationG
andG†xidizationG“elayG‘rocessGbyGaG”elfT”upportedG”ingleT”iteGuridiumGoatalystUGACScCatalysisSXYcZZTXYcZd13.1 6

56 qxploringGtheGximitsGofGtheG×øsZT•ypeGpoublyGtybridGmpproximationsGforGtheGyainTsroupG
ohemistryeG•heGxptlnZxø‘GyodelUGJournalcofcPhysicalcChemistrycLettersSG2021SGXYSGYaZcTYa[[ 6.4 6

55 oomprehensiveGmnalysisGofGtheG‘rognosisGandGoorrelationsG·ithGummuneGunfiltrationGofG”XWWG
‘roteinGramilyGyembersGinGtepatocellularGoarcinomaUGFrontierscincGeneticsSG2021SGXYSGa[cX]a 4.5 6

54 oonformationalGreaturesGofG“aseGweyGtydrogenTnondingGunteractionsGofGslnaXGinGtheGuntermediateG
”tateGduringGs•‘GtydrolysisUGJournalcofcPhysicalcChemistrycBSG2021SGXY]SGccW]TccXZ 3.4 6

(2021-2017)
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53 YSYTdifluorovinylGbenzoatesGforGdiverseGsynthesisGofGgemTdifluoroenolGethersGbyGziTcatalyzedG
crossTcouplingGreactionsUGNaturecCommunicationsSG2021SGXYSG[XY 17.4 6

52 zewGunsightsGintoGtheGuonT”pecificGnehaviorsGandGpesignG”trategiesGforGuonâ��ˇ�GunteractionsUGCCSc
ChemistrySG2021SGZSGdW[TdX] 7.2 6

51 ·henGdoesGaGfunctionalGcorrectlyGdescribeGbothGtheGstructureGandGtheGenergyGofGtheGtransitionG
statekUGJournalcofcMolecularcModelingSG2017SGYZSGa] 2 5

50 tighGexpressionGofG†ct[GandGzanogGpredictGpoorGprognosisGinGintrahepaticGcholangiocarcinomaG
patientsGafterGcurativeGresectionUGJournalcofcCancerSG2019SGXWSGXZXZTXZY[ 4.5 5

49 udentificationGofG·aterGtexamerGonGouOXXXPG”urfacesUGJournalcofcthecAmericancChemicalcSocietySG
2020SGX[YSGadWYTadWa 16.4 5

48 ”pectroscopicGandGpr•GstudyGonGtheGinteractionGsystemGofGvanadiumGwithGxTprolineGinGaqueousG
solutionUGJournalcofcPhysicalcChemistrycASG2010SGXX[SG]YXXTa 2.8 5

47 ’uantumG“eactionGpynamicsGnasedGonGaGzewGsenerationGpensityGrunctionalGandGzeuralGzetworkG
‘otentialGqnergyG”urfacesUGWulicHuaxuecXuebaoucActacPhysicocscChimicacSinicaSG2016SGZYSGXXdTXZW 3.8 5

46 “hodiumToatalyzedG“egiodivergentG”ynthesisGofGmlkylboronatesGviaGpeoxygenativeGtydroborationG
ofGmrylGwetoneseGyechanismGandG†riginGofG”electivitiesUGACScCatalysisSG2021SGXXSGd[d]Td]W] 13.1 5

45 qnantioselectiveG“hToatalyzedGtydroborationGofG”ilylGqnolGqthersUGJournalcofcthecAmericancChemicalc
SocietySG2021SGX[ZSGXWdWYTXWdWd 16.4 5

44 •heGenhancedGextendedGphenomenologicalGkineticsGmethodGtoGdealGwithGtimescaleGdisparityG
problemGamongGdifferentGreactionGpathwaysUGJournalcofcComputationalcChemistrySG2020SG[XSGYXX]TYXYZ 3.5 4

43
poynGthatGcombinesGdivideTandTconquerGandGmixedTbasisGsetGmethodsGforGaccurateGgeometryG
optimizationsSGtotalGenergiesSGandGvibrationalGfrequenciesGofGlargeGmoleculesUGJournalcofc
ComputationalcChemistrySG2012SGZZSGX[YXTZY

3.5 4

42 towGtoGprepareGaGchiralGsrignardGreagenteGaGtheoreticalGproposalUGOrganiccLettersSG2011SGXZSGYW[aTd 6.2 4

41 pissociativeGmdsorptionGofG‘tZGonGtheG”iOXXXPTbGˆ�GbG”urfaceeGmG•heoreticalGunvestigationUGJournalcofc
PhysicalcChemistrycCSG2009SGXXZSGbc[ZTbc]W 3.8 4

40 ”‘oGclusterGmodelingGofGmetalGoxideseGwaysGofGdeterminingGtheGvaluesGofGpointGchargesGinGtheG
embeddedGclusterGmodelUGSciencecincChinacSeriescB:cChemistrySG1998SG[XSGXXZTXYX 4

39 poublyGtybridGrunctionalsGoloseGtoGohemicalGmccuracyGforGnothGriniteGandGqxtendedG”ystemseG
umplementationGandG•estGofG×øsZGandG×øsvT†”UGJacscAuSG2021SGXSG][ZT][d 4

38 “evealingG•hermodynamicsGandGwineticsGofGxipidG”elfTmssemblyGbyGyarkovG”tateGyodelGmnalysisUG
JournalcofcthecAmericancChemicalcSocietySG2020SGX[YSGYXZ[[TYXZ]Y 16.4 3

37 ”electiveGoatalyticGpehydrogenativeG†xidationGofGnioT‘olyolsGtoGxacticGmcidUGAngewandtecChemieSG
2020SGXZYSGXZdb]TXZdcY 3.6 3

36 ”tructuralG‘haseG•ransitionsGofGyolecularG”elfTmssemblyGprivenGbyGzonbondedGyetalGmdatomsUGACSc
NanoSG2020SGX[SGaZZXTaZZc 16.7 3

Xin Xu

10



35 uridiumToatalyzedG”electiveGorossToouplingGofGqthyleneGslycolGandGyethanolGtoGxacticGmcidUG
AngewandtecChemieSG2020SGXZYSGXW]WbTXW]XX 3.6 3

34 x†‘nqeGmG”pecializedGrunctionalGforGmccurateG‘redictionGofGoGohemicalG”hiftsUGJournalcofcPhysicalc
ChemistrycASG2020SGXY[SG]cY[T]cZX 2.8 3

33 z†GadsorptionGandGtransformationGonGtheGna†GsurfacesGfromGdensityGfunctionalGtheoryGcalculationsUG
TheoreticalcChemistrycAccountsSG2014SGXZZSGX 1.9 3

32 mccurateGpotentialGenergyGsurfacesGforGhydrogenGabstractionGreactionseGmGbenchmarkGstudyGonGtheG
×øsZGdoublyGhybridGdensityGfunctionalUGJournalcofcComputationalcChemistrySG2017SGZcSGYZYaTYZZ[ 3.5 3

31 †xidationGyechanismGofG”iOXXXPTbGˆ�GbGbyG·atereGmG•heoreticalG”tudyUGJournalcofcPhysicalcChemistrycCSG
2013SGXXbSGX]baZTX]bbY 3.8 3

30
pielsTmlderGadditionGofGsomeGaTGandG]TmemberGringGaromaticGcompoundsGonGtheG”iOWWXPTYˆ�lGsurfaceeG
dependenceGofGtheGbindingGenergyGonGtheGresonanceGenergyGofGtheGaromaticGcompoundsUGSciencecinc
ChinacSeriescB:cChemistrySG2001SG[[SG[bZT[bb

3

29 qxtendedGwoopmansNGtheoremGinGtheGadiabaticGconnectionGformalismeGmppliedGtoGdoublyGhybridG
densityGfunctionalsUGJournalcofcChemicalcPhysicsSG2020SGX]ZSGW[[XWd 3.9 3

28 pynamicGandGuntermediateT”pecificGxocalGooverageGoontrolsGtheG”yngasGoonversionGonG“hOXXXPG
”urfaceseGmnG†perandoG•heoreticalGmnalysisUGACScCatalysisSG2021SGXXSGZcZWTZc[X 13.1 3

27 ooverageTpependentGyicrokineticsGinGteterogeneousGoatalysisG‘oweredGbyGtheGyaximumG“ateG
mnalysisUGACScCatalysisSG2021SGXXSGdZZZTdZ[[ 13.1 3

26 mccurateGheatsGofGformationGofGpolycyclicGsaturatedGhydrocarbonsGpredictedGbyGusingGtheG×øsZGtypeG
ofGdoublyGhybridGfunctionalsUGJournalcofcComputationalcChemistrySG2019SG[WSGXXXZTXXYY 3.5 3

25 ×†T‘noeGmnGmccurateGandGqfficientGyethodGforGyolecularGorystalsUGJournalcofcChemicalcTheorycandc
ComputationSG2020SGXaSG[YbXT[Yc] 6.4 2

24 mGzewGsenerationGofGpoublyGtybridGpensityGrunctionalsGOptprsPUGSpringercBriefscincMolecularc
ScienceSG2014SGY]T[] 0.6 2

23
mGsoodG‘redictionGofGtheG†verallG“eactionG“ateGyayGzotGyeanGaGoorrectGpescriptionGofGtheG
“eactionGwineticseGmGoaseG”tudyGforGo†G†xidationGonG“u†YOXXWPG”urfacesUGJournalcofcPhysicalc
ChemistrycCSG2021SGXY]SGdXadTdXbb

3.8 2

22 ”elfTconsistentGfieldGforGfragmentedGquantumGmechanicalGmodelGofGlargeGmolecularGsystemsUG
JournalcofcComputationalcChemistrySG2016SGZbSGZYXTa 3.5 2

21 ‘erturbativeGtreatmentGofGanharmonicGvibrationalGeffectsGonGbondGdistanceseGanGextendedGxangevinG
dynamicsGmethodUGJournalcofcComputationalcChemistrySG2014SGZ]SG[abTbc 3.5 1

20 rishingTyodeG•ipTenhancedG“amanG”pectroscopyGOryT•q“”PGforG”tudyingG”ingleTyoleculeGvunctionsG
2010SG 1

19 ”tructureT“eactivityG“elationshipGforGzanoToatalystsGinGtheGtydrogenationVpehydrogenationG
oontrolledG“eactionG”ystemsUGAngewandtecChemiecscInternationalcEditionSG2021SGaWSGYaZ[YTYaZ[] 16.4 1

18 qxtendingGnudgedGelasticGbandGmethodGtoGreactionGpathwaysGinvolvingGmultipleGspinGstatesUGJournalc
ofcChemicalcPhysicsSG2020SGX]ZSGXZ[XX[ 3.9 1

(2020-2020)
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17 •heoreticalGanalysisGofGanGanionTˇ�GcomplexeGuâ��´•oaraUGChinesecJournalcofcChemicalcPhysicsSG2020SGZZSGYc]TYdW 0.9 1

16 •heoryTsuidedGpesignGofGmnodeGoatalystsGforGtydrogenousGxiquidGruelsUGJournalcofcPhysicalc
ChemistrycCSG2020SGXY[SGXb[d[TXb]WY 3.8 1

15 mGcorrelationTrelaxationTbalancedGdirectGmethodGatGtheGsecondGorderGperturbationGtheoryGforG
accurateGionizationGpotentialGpredictionsUGPhysicalcChemistrycChemicalcPhysicsSG2020SGYYSGYYZ[YTYYZ[c 3.6 1

14 tighlyGqfficientGandG”electiveGzTrormylationGofGmminesGwithGo†YGandGtYGoatalyzedGbyG‘orousG
†rganometallicG‘olymersUGAngewandtecChemieSG2021SGXZZSG[XbXT[Xbc 3.6 1

13
mccurateGpredictionGofGnuclearGmagneticGresonanceGshieldingGconstantseGmnGextensionGofGtheG
focalTpointGanalysisGmethodGforGmagneticGparameterGcalculationsGOr‘mTyPGwithGimprovedGefficiencyUG
JournalcofcChemicalcPhysicsSG2018SGX[dSGXc[XWX

3.9 1

12 om””orGstudyGofGbondingGinGzio†GandGreo†G1999SGbYSGYYX 1

11 ”tructureâ��“eactivityG“elationshipGforGzanoToatalystsGinGtheGtydrogenationVpehydrogenationG
oontrolledG“eactionG”ystemsUGAngewandtecChemieSG2021SGXZZSGYa][a 3.6 0

10 ‘erturbationGtheoryGmadeGefficientGandGeffectiveGforGpredictionsGofGionizationGpotentialGandG
electronGaffinityUGJournalcofcChemicalcPhysicsSG2021SGX][SGXb[XWX 3.9 0

9
”econdT†rderGmnalyticGperivativesGforG×øsZG•ypeGofGpoublyGtybridGpensityGrunctionalseG•heorySG
umplementationSGandGmpplicationGtoGtarmonicGandGmnharmonicG ibrationalGrrequencyGoalculationsUG
JournalcofcChemicalcTheorycandcComputationSG2021SGXbSG[caWT[cbX

6.4 0

8
unnentitelbildeG anadiumGpistributionGinGrourToomponentGyoT T•eTzbGyixedT†xideGoatalystsGfromG
rirstG‘rincipleseGtowGtoGqxploreGtheGzumerousGoonfigurationskGOmngewUGohemUG]XVYWXYPUG
AngewandtecChemieSG2012SGXY[SGXYcWWTXYcWW

3.6

7 yechanisticGunsightsGintoG”electiveG†xidationGofGxightGmlkanesGbyG•ransitionGyetalG
oompoundsVoomplexesG2012SGXXZTX[X

6 nenchmarkingGtheG‘erformanceGofGptprsGforGtheGyainGsroupGohemistryUGSpringercBriefscinc
MolecularcScienceSG2014SG[bTbb 0.6

5 mnG†verviewGofGyodernGpensityGrunctionalG•heoryUGSpringercBriefscincMolecularcScienceSG2014SGXTY[ 0.6

4 ×øsZG“esultsGforG”omeG”electedGmpplicationsUGSpringercBriefscincMolecularcScienceSG2014SGbdTXWX 0.6

3 •heGmechanismGofGhydrogenGabstractionGbyGhighGvalenceGtransitionGmetalGoxoGcompoundsUGJournalc
ofcEnergycChemistrySG2016SGY]SGXW[]TXW]W 12

2 ‘redictionGofGteatsGofGrormationGofG‘olycyclicG”aturatedGtydrocarbonsG–singGtheG×øsZGpoubleG
tybridGrunctionalsUGSpringercSeriescincMaterialscScienceSG2021SGY[]TY]] 0.9

1 mGgeneralGprincipleGenablingGtheGdesignGofGultrastableGmetalGnanocatalystsUGSciencecChinacChemistrySG
2022SGa]SGa[XTa[Y 7.9

Xin Xu
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