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m Paper IF Citations

194 übservationKofKanKallYboronKfullereneZKNaturelChemistryWK2014WKhWKidiYec 17.6 590

193 uatalyticKroleKofKgoldKinKgoldYbasedKcatalystslKaKdensityKfunctionalKtheoryKstudyKonKtheKuüKoxidationK
onKgoldZKJournalloflthelAmericanlChemicallSocietyWK2002WKcdfWKcfiibYk 16.4 466

192
yeneralKrulesKforKpredictingKwhereKaKcatalyticKreactionKshouldKoccurKonKmetalKsurfaceslKaKdensityK
functionalKtheoryKstudyKofKuYzKandKuYüKbondKbreakingamakingKonKflatWKsteppedWKandKkinkedKmetalK
surfacesZKJournalloflthelAmericanlChemicallSocietyWK2003WKcdgWKckgjYhi

16.4 452

191 {dentificationKofKgeneralKlinearKrelationshipsKbetweenKactivationKenergiesKandKenthalpyKchangesKforK
dissociationKreactionsKatKsurfacesZKJournalloflthelAmericanlChemicallSocietyWK2003WKcdgWKeibfYg 16.4 452

190 MechanismKandKαafelKlinesKofKelectroYoxidationKofKwaterKtoKoxygenKonK−uüdSccbTZKJournalloflthel
AmericanlChemicallSocietyWK2010WKcedWKcjdcfYdd 16.4 406

189 uatalyticKroleKofKmetalKoxidesKinKgoldYbasedKcatalystslKaKfirstKprinciplesKstudyKofKuüKoxidationKonK
αiüdKsupportedKsuZKPhysicallReviewlLettersWK2003WKkcWKdhhcbd 7.4 358

188
uomprehensiveKmechanismKandKstructureYsensitivityKofKethanolKoxidationKonKplatinumlKnewK
transitionYstateKsearchingKmethodKforKresolvingKtheKcomplexKreactionKnetworkZKJournalloflthel
AmericanlChemicallSocietyWK2008WKcebWKcbkkhYcbbf

16.4 338

187 üriginKandKactivityKofKoxidizedKgoldKinKwaterYgasYshiftKcatalysisZKPhysicallReviewlLettersWK2005WKkfWKckhcbd7.4 280

186 MechanismKandKactivityKofKphotocatalyticKoxygenKevolutionKonKtitaniaKanataseKinKaqueousK
surroundingsZKJournalloflthelAmericanlChemicallSocietyWK2010WKcedWKcebbjYcg 16.4 274

185 sKsystematicKstudyKofKuüKoxidationKonKmetalsKandKmetalKoxideslKdensityKfunctionalKtheoryK
calculationsZKJournalloflthelAmericanlChemicallSocietyWK2004WKcdhWKjYk 16.4 238

184 ParticleKsizeWKshapeKandKactivityKforKphotocatalysisKonKtitaniaKanataseKnanoparticlesKinKaqueousK
surroundingsZKJournalloflthelAmericanlChemicallSocietyWK2011WKceeWKcgifeYgd 16.4 237

183 αafelK†ineticsKofKwlectrocatalyticK−eactionslKxromKwxperimentKtoKxirstYPrinciplesZKACSlCatalysisWK2014
WKfWKfehfYfeih 13.1 236

182 sggregationYinducedKphosphorescentKemissionKSs{PwTKofKiridiumS{{{TKcomplexesZKChemicall
CommunicationsWK2008WKhjgYi 5.8 234

181 xormicKscidKüxidationKatKPtazdüK{nterfaceKfromKPeriodicKvxαKualculationsK{ntegratedKwithKaK
uontinuumK∕olvationKModelZKJournalloflPhysicallChemistrylCWK2009WKcceWKcigbdYcigbj 3.8 210

180 yeneralKtrendsKinKuüKdissociationKonKtransitionKmetalKsurfacesZKJournalloflChemicallPhysicsWK2001WK
ccfWKjdffYjdfi 3.9 192

179 üriginKandKactivityKofKgoldKnanoparticlesKasKaerobicKoxidationKcatalystsKinKaqueousKsolutionZKJournall
oflthelAmericanlChemicallSocietyWK2011WKceeWKkkejYfi 16.4 175

178 uüdKfixationKintoKmethanolKatKuuaZrüdKinterfaceKfromKfirstKprinciplesKkineticKMonteKuarloZKJournall
oflCatalysisWK2009WKdheWKccfYcdd 7.3 161

Zhi-Pan Liu

2



177 ∕tochasticK∕urfaceKWalkingKMethodKforK∕tructureKPredictionKandKPathwayK∕earchingZKJournallofl
ChemicallTheorylandlComputationWK2013WKkWKcjejYfg 6.4 160

176 sKdensityKfunctionalKtheoryKstudyKonKtheKactiveKcenterKofKxeYonlyKhydrogenaselKcharacterizationKandK
electronicKstructureKofKtheKredoxKstatesZKJournalloflthelAmericanlChemicallSocietyWK2002WKcdfWKgcigYjd 16.4 155

175 sK−obustK∕ulfonateYtasedKMetalâ��ürganicKxrameworkKwithKPermanentKPorosityKforKwfficientKuüdK
uaptureKandKuonversionZKChemistryloflMaterialsWK2016WKdjWKhdihYhdjc 9.6 148

174 sKnewKinsightKintoKxischerYαropschKsynthesisZKJournalloflthelAmericanlChemicallSocietyWK2002WKcdfWKccghjYk16.4 147

173 yeneralKtrendsKinKtheKbarriersKofKcatalyticKreactionsKonKtransitionKmetalKsurfacesZKJournallofl
ChemicallPhysicsWK2001WKccgWKfkiiYfkjb 3.9 133

172 snKinsightKintoKalkaliKpromotionlKaKdensityKfunctionalKtheoryKstudyKofKuüKdissociationKonK†a−hScccTZK
JournalloflthelAmericanlChemicallSocietyWK2001WKcdeWKcdgkhYhbf 16.4 125

171 {sKtheKuniformKelectronKgasKlimitKimportantKforKsmallKsgKclustersqKsssessmentKofKdifferentKdensityK
functionalsKforKsgSnTKSnK}ournalKofKuhemicalKPhysicsWK2006WKcdfWKcjfcbd 3.9 118

170 PeriodicKdensityKfunctionalKtheoryKstudyKofKpropaneKoxidativeKdehydrogenationKoverKδdügSbbcTK
surfaceZKJournalloflthelAmericanlChemicallSocietyWK2006WKcdjWKccccfYde 16.4 117

169 üriginKofKüxideKsensitivityKinKgoldYbasedKcatalystslKaKfirstKprincipleKstudyKofKuüKoxidationKoverKsuK
supportedKonKmonoclinicKandKtetragonalKZrüdZKJournalloflthelAmericanlChemicallSocietyWK2007WKcdkWKdhfdYi16.4 96

168 uarKexhaustKcatalysisKfromKfirstKprincipleslKselectiveKNüKreductionKunderKexcessKüdKconditionsKonK{rZK
JournalloflthelAmericanlChemicallSocietyWK2004WKcdhWKcbifhYgh 16.4 94

167 wlectrocatalyticKoxygenKreductionKkineticsKonKxeYcenterKofKnitrogenYdopedKgrapheneZKPhysicall
ChemistrylChemicallPhysicsWK2014WKchWKceieeYfb 3.6 92

166 −evealingKtheK∕izeKwffectKofKPlatinumKuocatalystKforKPhotocatalyticKzydrogenKwvolutionKonKαiüdK
∕upportlKsKvxαK∕tudyZKACSlCatalysisWK2018WKjWKidibYidij 13.1 90

165
MethanolKtoKülefinKuonversionKonKz∕sPüYefKZeoliteKfromKPeriodicKvensityKxunctionalKαheoryK
ualculationslKsKuompleteKuycleKofK∕ideKuhainKzydrocarbonKPoolKMechanismZKJournalloflPhysicall
ChemistrylCWK2009WKcceWKfgjfYfgkc

3.8 88

164 ∕tochasticKsurfaceKwalkingKmethodKforKcrystalKstructureKandKphaseKtransitionKpathwayKpredictionZK
PhysicallChemistrylChemicallPhysicsWK2014WKchWKcijfgYgh 3.6 84

163 MaterialKdiscoveryKbyKcombiningKstochasticKsurfaceKwalkingKglobalKoptimizationKwithKaKneuralK
networkZKChemicallScienceWK2017WKjWKhediYheei 9.4 82

162 −eactionKNetworkKofK–ayerYtoYαunnelKαransitionKofKMnüdZKJournalloflthelAmericanlChemicallSocietyWK
2016WKcejWKgeicYk 16.4 79

161 MechanismKandKactiveKsiteKofKphotocatalyticKwaterKsplittingKonKtitaniaKinKaqueousKsurroundingsZK
ChemicallScienceWK2014WKgWKddghYddhf 9.4 78

160 uombinedK∕urfaceYwnhancedK{nfraredK∕pectroscopyKandKxirstYPrinciplesK∕tudyKonKwlectroYüxidationK
ofKxormicKscidKatK∕bYModifiedKPtKwlectrodesZKJournalloflPhysicallChemistrylCWK2010WKccfWKecbdYecbi 3.8 75

(2010-2013)
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159 NatureKofK−utileKNucleiKinKsnataseYtoY−utileKPhaseKαransitionZKJournalloflthelAmericanlChemicall
SocietyWK2015WKceiWKccgedYk 16.4 74

158 αhreeYphaseKjunctionKforKmodulatingKelectronYholeKmigrationKinKanataseYrutileKphotocatalystsZK
ChemicallScienceWK2015WKhWKefjeYefkf 9.4 73

157 ₂uasiYplanarKaromaticKtehKandKtehSYTKclusterslKallYboronKanaloguesKofKcoroneneZKPhysicallChemistryl
ChemicallPhysicsWK2014WKchWKcjdjdYi 3.6 73

156 αheoreticalKmodelingKofKelectrodeaelectrolyteKinterfaceKfromKfirstYprinciplesKperiodicKcontinuumK
solvationKmethodZKCatalysislTodayWK2013WKdbdWKkjYcbf 5.3 72

155 voubleYwndedK∕urfaceKWalkingKMethodKforKPathwayKtuildingKandKαransitionK∕tateK–ocationKofK
uomplexK−eactionsZKJournalloflChemicallTheorylandlComputationWK2013WKkWKgifgYge 6.4 70

154 ∕ingleKgoldKatomsKinKheterogeneousKcatalysislKselectiveKcWeYbutadieneKhydrogenationKoverKsuaZrüdZK
AngewandtelChemiel-lInternationallEditionWK2006WKfgWKhjhgYj 16.4 70

153 ∕tepYenhancedKselectivityKofKNüKreductionKonKplatinumYgroupKmetalsZKJournalloflthelAmericanl
ChemicallSocietyWK2003WKcdgWKcfhhbYc 16.4 69

152 xirstKPrinciplesKαafelK†ineticsKforK−esolvingK†eyKParametersKinKüptimizingKüxygenKwlectrocatalyticK
−eductionKuatalystZKJournalloflPhysicallChemistrylCWK2012WKcchWKcdhkhYcdibg 3.8 68

151 uatalyticK−oleKofKMinorityK∕peciesKandKMinorityK∕itesKforKwlectrochemicalKzydrogenKwvolutionKonK
MetalslK∕urfaceKuhargingWKuoverageWKandKαafelK†ineticsZKJournalloflPhysicallChemistrylCWK2013WKcciWKihhkYihjb3.8 67

150 sctiveK∕iteK−evealedKforKWaterKüxidationKonKwlectrochemicallyK{nducedK˛·YMnülK−oleKofK
∕pinelYtoY–ayerKPhaseKαransitionZKJournalloflthelAmericanlChemicallSocietyWK2018WKcfbWKcijeYcikd 16.4 66

149 uüKüxidationKandKNüK−eductionKonKMetalK∕urfaceslKvensityKxunctionalKαheoryK{nvestigationsZK
TopicslinlCatalysisWK2004WKdjWKicYij 2.3 66

148 scceleratedKactiveKphaseKtransformationKofKNiüKpoweredKbyKPtKsingleKatomsKforKenhancedKoxygenK
evolutionKreactionZKChemicallScienceWK2018WKkWKhjbeYhjcd 9.4 65

147 uonstrainedKtroydenKMinimizationKuombinedKwithKtheKvimerKMethodKforK–ocatingKαransitionK∕tateK
ofKuomplexK−eactionsZKJournalloflChemicallTheorylandlComputationWK2010WKhWKccehYccff 6.4 64

146 MetalKborideKbetterKthanKPtlKzuPKPddtKasKaKsuperactiveKhydrogenKevolutionKreactionKcatalystZK
EnergylandlEnvironmentallScienceWK2019WKcdWKebkkYecbg 35.4 63

145 wnergyK–andscapeKofKZirconiaKPhaseKαransitionsZKJournalloflthelAmericanlChemicallSocietyWK2015WK
ceiWKjbcbYe 16.4 61

144 ∕urfaceKPhaseKviagramKandKüxygenKuouplingK†ineticsKonKxlatKandK∕teppedKPtK∕urfacesKunderK
wlectrochemicalKPotentialsZKJournalloflPhysicallChemistrylCWK2009WKcceWKkihgYkiid 3.8 61

143 WhyKisKsilverKcatalyticallyKactiveKforKNüKreductionqKsKuniqueKpathwayKviaKanKinvertedKSNüTdKdimerZK
JournalloflthelAmericanlChemicallSocietyWK2004WKcdhWKieehYfb 16.4 61

142 üriginKofKselectivityKswitchKinKxischerYαropschKsynthesisKoverK−uKandK−hKfromKfirstYprinciplesK
statisticalKmechanicsKstudiesZKJournalloflthelAmericanlChemicallSocietyWK2008WKcebWKikdkYei 16.4 60
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141 −oleKofKnanostructuredKdualYoxideKsupportsKinKenhancedKcatalyticKactivitylKtheoryKofKuüKoxidationK
overKsua{rüdaαiüdZKPhysicallReviewlLettersWK2004WKkeWKcghcbd 7.4 60

140 MechanismKofKzdKmetabolismKonKxeYonlyKhydrogenasesZKJournalloflChemicallPhysicsWK2002WKcciWKjciiYjcjb3.9 60

139 MechanismKofKuüdKhydrogenationKoverKuuaZrüdSdKcdTKinterfaceKfromKfirstYprinciplesKkineticsKMonteK
uarloKsimulationsZKSurfacelScienceWK2010WKhbfWKcjhkYcjih 1.8 57

138 {dentificationKofKtheKsctiveKuuKPhaseKinKtheKWaterâ��yasK∕hiftK−eactionKoverKuuaZrüdKfromKxirstK
PrinciplesZKJournalloflPhysicallChemistrylCWK2010WKccfWKjfdeYjfeb 3.8 56

137 uatalyticKactivityKandKselectivityKofKmethylbenzenesKinKz∕sPüYefKcatalystKforKtheK
methanolYtoYolefinsKconversionKfromKfirstKprinciplesZKJournalloflCatalysisWK2010WKdicWKejhYekc 7.3 55

136 stomicKstructureKofKboronKresolvedKusingKmachineKlearningKandKglobalKsamplingZKChemicallScienceWK
2018WKkWKjhffYjhgg 9.4 55

135 vynamicKcoordinationKofKcationsKandKcatalyticKselectivityKonKzincâ��chromiumKoxideKalloysKduringK
syngasKconversionZKNaturelCatalysisWK2019WKdWKhicYhii 36.5 52

134 ∕electivityKofKvirectKwthanolKxuelKuellKvictatedKbyKaKγniqueKPartialKüxidationKuhannelZKJournallofl
PhysicallChemistrylCWK2007WKcccWKcdcgiYcdchb 3.8 51

133 –s∕PlKxastKglobalKpotentialKenergyKsurfaceKexplorationZKWileylInterdisciplinarylReviews:l
ComputationallMolecularlScienceWK2019WKkWKecfcg 7.9 50

132 −estructuringKandKzydrogenKwvolutionKonKPtKNanoparticleZKChemicallScienceWK2015WKhWKcfjgYcfkb 9.4 50

131 xromKstomsKtoKxullerenelK∕tochasticK∕urfaceKWalkingK∕olutionKforKsutomatedK∕tructureKPredictionK
ofKuomplexKMaterialZKJournalloflChemicallTheorylandlComputationWK2013WKkWKedgdYhb 6.4 50

130 {nsightKintoKassociationKreactionsKonKmetalKsurfaceslKvensityYfunctionalKtheoryKstudiesKofK
hydrogenationKreactionsKonK−hScccTZKJournalloflChemicallPhysicsWK2003WKcckWKhdjdYhdjk 3.9 50

129 wngineeringKuarbonKNanotubeKxiberKforK−ealYαimeK₂uantificationKofKsscorbicKscidK–evelsKinKaK–iveK
−atKModelKofKslzheimerRsKviseaseZKAnalyticallChemistryWK2017WKjkWKcjecYcjei 7.8 49

128 −eactionKsamplingKandKreactivityKpredictionKusingKtheKstochasticKsurfaceKwalkingKmethodZKPhysicall
ChemistrylChemicallPhysicsWK2015WKciWKdigiYhk 3.6 49

127 uhiralKgoldKnanowiresKwithKtoerdijkYuoxeterYternalKstructureZKJournalloflthelAmericanlChemicall
SocietyWK2014WKcehWKcdifhYgd 16.4 49

126
{nK∕ituKyenerationKofKanKNYzeterocyclicKuarbeneKxunctionalizedKMetalYürganicKxrameworkKbyK
PostsyntheticK–igandKwxchangelKwfficientKandK∕electiveKzydrosilylationKofKuüZKAngewandtelChemiel-l
InternationallEditionWK2019WKgjWKdjffYdjfk

16.4 49

125 ProtonYPromotedKwlectronKαransferKinKPhotocatalysislK†eyK∕tepKforKPhotocatalyticKzydrogenK
wvolutionKonKMetalaαitaniaKuompositesZKACSlCatalysisWK2017WKiWKdiffYdigd 13.1 47

124 MechanismKforKtheKhighKreactivityKofKuüKoxidationKonKaKrutheniumâ��oxideZKJournalloflChemicall
PhysicsWK2001WKccfWKgkghYgkgi 3.9 47

(2001-2004)
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123 αheKnatureKofKactiveKsitesKforKcarbonKdioxideKelectroreductionKoverKoxideYderivedKcopperKcatalystsZK
NaturelCommunicationsWK2021WKcdWKekg 17.4 46

122 uonstrainedKtroydenKvimerKMethodKwithKtiasKPotentialKforKwxploringKPotentialKwnergyK∕urfaceKofK
MultistepK−eactionKProcessZKJournalloflChemicallTheorylandlComputationWK2012WKjWKddcgYdd 6.4 45

121 üxidativeKvehydrogenationKofKwthaneKoverKδdügSbbcTlKKsKPeriodicKvensityKxunctionalKαheoryK
∕tudyZKJournalloflPhysicallChemistrylCWK2008WKccdWKeickYeidg 3.8 43

120 üptimumKnanoparticlesKforKelectrocatalyticKoxygenKreductionlKtheKsizeWKshapeKandKnewKdesignZK
PhysicallChemistrylChemicallPhysicsWK2013WKcgWKcjgggYhc 3.6 42

119 –ayeredKniobicKacidKwithKselfYexfoliatableKnanosheetsKandKadjustableKacidityKforKcatalyticKhydrationK
ofKethyleneKoxideZKJournalloflCatalysisWK2011WKdjbWKdfiYdgf 7.3 42

118 αheoreticalKinsightKintoKtheKminorKroleKofKparingKmechanismKinKtheKmethanolYtoYolefinsKconversionK
withinKz∕sPüYefKcatalystZKMicroporouslandlMesoporouslMaterialsWK2012WKcgjWKdhfYdic 5.3 41

117 uatalyticKhydrogenationKofKbenzeneKtoKcyclohexeneKonK−uSbKbKbKcTKfromKdensityKfunctionalKtheoryK
investigationsZKCatalysislTodayWK2011WKchbWKdefYdfc 5.3 40

116 ∕mallKmoleculeYmediatedKcontrolKofKhydroxyapatiteKgrowthlKfreeKenergyKcalculationsKbenchmarkedK
toKdensityKfunctionalKtheoryZKJournalloflComputationallChemistryWK2014WKegWKibYjc 3.5 39

115 δariableYcellKdoubleYendedKsurfaceKwalkingKmethodKforKfastKtransitionKstateKlocationKofKsolidKphaseK
transitionsZKJournalloflChemicallTheorylandlComputationWK2015WKccWKfjjgYkf 6.4 39

114 MachineK–earningKforKstomicK∕imulationKandKsctivityKPredictionKinKzeterogeneousKuatalysislK
uurrentK∕tatusKandKxutureZKACSlCatalysisWK2020WKcbWKcedceYceddh 13.1 39

113 {nYsituKreconstructedK−uKatomKarrayKonK˛–YMnüdKwithKenhancedKperformanceKforKacidicKwaterK
oxidationZKNaturelCatalysisWK2021WKfWKcbcdYcbde 36.5 37

112 üxygenKwvolutionKsctivityKonKNiüüzKuatalystslKxourYuoordinatedKNiKuationKasKtheKsctiveK∕iteKandK
theKzydroperoxideKMechanismZKACSlCatalysisWK2020WKcbWKdgjcYdgkb 13.1 35

111 ∕tabilizingKuüKonKsuKwithKNüdlKelectronegativeKspeciesKasKpromotersKonKcoinageKmetalsqZKPhysicall
ReviewlLettersWK2005WKkgWKdhhcbd 7.4 35

110 yraphiteKtoKviamondlKüriginKforK†ineticsK∕electivityZKJournalloflthelAmericanlChemicallSocietyWK2017WK
cekWKdgfgYdgfj 16.4 33

109
uarbonylKbondingKonKoxophilicKmetalKcenterslKinfraredKphotodissociationKspectroscopyKofK
mononuclearKandKdinuclearKtitaniumKcarbonylKcationKcomplexesZKJournalloflPhysicallChemistrylAWK
2013WKcciWKcgcfYdc

2.8 33

108 αowardsKactiveKandKstableKoxygenKreductionKcathodeslKaKdensityKfunctionalKtheoryKsurveyKonKPtdMK
skinKalloysZKEnergylandlEnvironmentallScienceWK2011WKfWKcdhj 35.4 33

107 −ealYtimeKobservationKofKnonadiabaticKsurfaceKdynamicslKtheKfirstKpicosecondKinKtheKdissociationKofK
NüKonKiridiumZKPhysicallReviewlLettersWK2006WKkiWKcjhcbg 7.4 33

106 ylucoseKtoKgYzydroxymethylfurfurallKüriginKofK∕iteY∕electivityK−esolvedKbyKMachineK–earningKtasedK
−eactionK∕amplingZKJournalloflthelAmericanlChemicallSocietyWK2019WKcfcWKdbgdgYdbgeh 16.4 32
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105 −ecognitionKofK∕urfaceKüxygenK{ntermediatesKonKNixeKüxyhydroxideKüxygenYwvolvingKuatalystsKbyK
zomogeneousKüxidationK−eactivityZKJournalloflthelAmericanlChemicallSocietyWK2021WKcfeWKcfkeYcgbd 16.4 32

104 MustKanKNYzeterocyclicKuarbeneKteKaKαerminalK–igandqZKOrganometallicsWK2010WKdkWKdfbeYdfbg 3.8 31

103 ∕tepwiseKadditionKreactionsKinKammoniaKsynthesislKsKfirstKprinciplesKstudyZKJournalloflChemicall
PhysicsWK2001WKccgWKhbkYhcc 3.9 30

102 –argeY∕caleKstomicK∕imulationKviaKMachineK–earningKPotentialsKuonstructedKbyKylobalKPotentialK
wnergyK∕urfaceKwxplorationZKAccountsloflChemicallResearchWK2020WKgeWKdcckYdcdk 24.3 30

101 vesignKandKübservationKofKtiphaseKαiüdKurystalKwithKPerfectK}unctionZKJournalloflPhysicall
ChemistrylLettersWK2014WKgWKechdYj 6.4 29

100 {nfraredKphotodissociationKspectroscopyKofKtrigonalKbipyramidalKckYelectronKZKChemicallPhysicsl
LettersWK2012WKgfdWKeeYeh 2.5 27

99 vensityKfunctionalKstudyKofKsmallKneutralKandKchargedKsilverKclusterKhydridesZKJournalloflPhysicall
ChemistrylAWK2006WKccbWKccgeiYfd 2.8 27

98 xirstKprinciplesKαafelKkineticsKofKmethanolKoxidationKonKPtScccTZKSurfacelScienceWK2015WKhecWKfdYfi 1.8 26

97 αizKzydrideKxormedKonKsmorphousKtlackKαitanialKγnprecedentedKsctiveK∕peciesKforKPhotocatalyticK
zydrogenKwvolutionZKACSlCatalysisWK2018WKjWKkiccYkidc 13.1 26

96 zeterogeneousKcatalysisKfromKstructureKtoKactivityKviaK∕∕WYNNKmethodZKJournalloflChemicallPhysicsWK
2019WKcgcWKbgbkbc 3.9 25

95 xacileKformationKandKredoxKofKbenzoxazoleYdYthiolateYbridgedKdinuclearKPtS{{a{{{TKcomplexesZKDaltonl
TransactionsWK2012WKfcWKcdghjYih 4.3 25

94 MechanismKofKüxygenKwlectroY−eductionKonKsuYModifiedKPtlKMinimizingKüKuoverageKandKPtK∕iteK
wxposureKtowardKzighlyK∕tableKandKsctiveKuathodeZKJournalloflPhysicallChemistrylCWK2011WKccgWKcigbjYcigcg3.8 25

93 sK∕trangeKNickelS{Tâ��NickelSbTKtinuclearKuomplexKandK{tsKγnexpectedKwthyleneKüligomerizationZK
OrganometallicsWK2007WKdhWKdkgbYdkgd 3.8 25

92 αheKαemperatureKvependenceKofKtheKsdsorptionKofKNüKonKPt{dcc}lKKsK−s{−∕KandKvxαK{nvestigationZK
JournalloflPhysicallChemistrylBWK2004WKcbjWKdjkYdkh 3.4 24

91 {nsightKintoKtheK∕ynergeticKwffectKinKαernaryKyoldYtasedKuatalystslKKγltrastabilityKandKzighKsctivityK
ofKsuKonKsluminaKModifiedKαitaniaZKJournalloflPhysicallChemistrylCWK2007WKcccWKcegekYcegfh 3.8 23

90 {nfraredKphotodissociationKspectraKofKmassKselectedKhomolepticKnickelKcarbonylKclusterKcationsKinK
theKgasKphaseZKPhysicallChemistrylChemicallPhysicsWK2013WKcgWKcbddfYed 3.6 22

89 MultiscaleK∕tudyKofKzydrogenKsdsorptionWKviffusionWKandKvesorptionKonK–iYvopedKPhthalocyanineK
uovalentKürganicKxrameworksZKJournalloflPhysicallChemistrylCWK2012WKcchWKcgkbjYcgkci 3.8 22

88 wnhancedKwmissionKandKsnalyteK∕ensingKbyKuinchonineK{ridiumS{{{TKuyclometalatedKuomplexesK
tearingKtentKviphosphineKuhelatorsZKOrganometallicsWK2013WKedWKdkbjYdkci 3.8 22

(2013-2021)
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87 üxideYsupportedKsingleKgoldKcatalystKforKselectiveKhydrogenationKofKacroleinKpredictedKfromKfirstK
principlesZKJournalloflCatalysisWK2009WKdhhWKefeYegb 7.3 22

86 uonstantYuhargeK−eactionKαheoryKforKPotentialYvependentK−eactionK†ineticsKatKtheK∕olidâ��–iquidK
{nterfaceZKJournalloflPhysicallChemistrylCWK2014WKccjWKehdkYeheg 3.8 21

85 {sKαransitionKMetalKüxideKaKMustqKMoistureYsssistedKüxygenKsctivationKinKuüKüxidationKonK
yolda˛‡Ysluminaâ� ZKJournalloflPhysicallChemistrylCWK2010WKccfWKchkjkYchkkg 3.8 21

84 {nfraredKPhotodissociationK∕pectraKofKMassY∕electedKzomolepticKvinuclearKPalladiumKuarbonylK
ulusterKuationsKinKtheKyasKPhaseZKChineselJournalloflChemistryWK2012WKebWKdcecYdcei 4.9 20

83 vehydrogenationKinhibitionKonKnanoYsuaZ∕MYgKcatalystlKaKnovelKrouteKforKantiYcokingKinKmethanolK
toKpropyleneKreactionZKChemicallCommunicationsWK2012WKfjWKgijiYk 5.8 20

82 ∕tabilityKandKPhaseKαransitionKofKuobaltKüxideKPhasesKbyKMachineK–earningKylobalKPotentialKwnergyK
∕urfaceZKJournalloflPhysicallChemistrylCWK2019WKcdeWKcigekYcigfi 3.8 19

81 {nfraredKphotodissociationKspectroscopyKofKmassKselectedKhomolepticKcopperKcarbonylKclusterK
cationsKinKtheKgasKphaseZKJournalloflPhysicallChemistrylAWK2013WKcciWKijcbYi 2.8 19

80
{nK∕ituKyenerationKofKanKNYzeterocyclicKuarbeneKxunctionalizedKMetalâ��ürganicKxrameworkKbyK
PostsyntheticK–igandKwxchangelKwfficientKandK∕electiveKzydrosilylationKofKuüdZKAngewandtelChemieWK
2019WKcecWKdjibYdjig

3.6 19

79 ∕earchingKforKnewKαiüâ��KcrystalKphasesKwithKbetterKphotoactivityZKJournalloflPhysicslCondensedl
MatterWK2015WKdiWKcefdbe 1.8 18

78 ∕earchingKforKactiveKbinaryKrutileKoxideKcatalystKforKwaterKsplittingKfromKfirstKprinciplesZKPhysicall
ChemistrylChemicallPhysicsWK2012WKcfWKchhcdYi 3.6 18

77 αowardKsnticorrosionKwlectrodeslK∕iteY∕electivityKandK∕elfYsccelerationKinKtheKwlectrochemicalK
uorrosionKofKPlatinumZKJournalloflPhysicallChemistrylCWK2010WKccfWKfbgiYfbhd 3.8 18

76 ∕harpK{ncreaseKinKuatalyticK∕electivityKinKscetyleneK∕emihydrogenationKonKPdKschievedKbyKaK
MachineK–earningK∕imulationYyuidedKwxperimentZKACSlCatalysisWK2020WKcbWKkhkfYkibg 13.1 18

75 ∕ubnanoKPtKParticlesKfromKaKxirstYPrinciplesK∕tochasticK∕urfaceKWalkingKylobalK∕earchZKJournallofl
ChemicallTheorylandlComputationWK2016WKcdWKfhkjYibh 6.4 17

74 ∕tructureKandKwaterKoxidationKactivityKofKedKmetalKoxidesZKWileylInterdisciplinarylReviews:l
ComputationallMolecularlScienceWK2016WKhWKfiYhf 7.9 17

73 vecipheringKandK∕uppressingKüverYüxidizedKNitrogenKinKNickelYuatalyzedKγreaKwlectrolysisZK
AngewandtelChemiel-lInternationallEditionWK2021WKhbWKdhhghYdhhhd 16.4 17

72 PressureYinducedKsilicaKquartzKamorphizationKstudiedKbyKiterativeKstochasticKsurfaceKwalkingK
reactionKsamplingZKPhysicallChemistrylChemicallPhysicsWK2017WKckWKfidgYfiee 3.6 16

71 stomicK∕tructureKofKzeterophaseK}unctionKfromKαheoreticalKPredictionZKTopicslinlCatalysisWK2015WKgjWKhffYhgf2.3 15

70 uonfinedKplatinumKnanoparticleKinKcarbonKnanotubelKstructureKandKoxidationZKPhysicallChemistryl
ChemicallPhysicsWK2015WKciWKdbijYji 3.6 15
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69
∕tochasticKsurfaceKwalkingKreactionKsamplingKforKresolvingKheterogeneousKcatalyticKreactionK
networklKsKrevisitKtoKtheKmechanismKofKwaterYgasKshiftKreactionKonKuuZKJournalloflChemicallPhysicsWK
2017WKcfiWKcgdibh

3.9 15

68 ∕urfaceK∕tructuresKofKPdsgKuatalystKandKαheirK{nfluenceKonKscetyleneK∕emihydrogenationK−evealedK
byKMachineK–earningKandKwxperimentZKJournalloflthelAmericanlChemicallSocietyWK2021WKcfeWKhdjcYhdkd 16.4 15

67 uüdKPhotoreductionKviaK₂uantumKαunnelinglKαhinKαiüdYuoatedKyaPKwithKuoherentK{nterfaceKαoK
schieveKwlectronKαunnelingZKACSlCatalysisWK2019WKkWKghhjYghij 13.1 14

66 uüKoxidationKonKsuâ��αiüxâ��Mo{ccd}lK∕tructureKcharacterizationKandKcatalyticKactivityKstudiedKusingKabK
initioKcalculationsZKPhysicallReviewlBWK2006WKieWK 3.3 14

65 −esolvingKtheKαemperatureKandKuompositionKvependenceKofK{onKuonductivityKforKYttriaY∕tabilizedK
ZirconiaKfromKMachineK–earningK∕imulationZKJournalloflPhysicallChemistrylCWK2020WKcdfWKcgbjgYcgbke 3.8 14

64 {mprovingKtheKperformanceKofKphaseYchangeKmemoryKbyKgrainKrefinementZKJournalloflAppliedl
PhysicsWK2020WKcdjWKbigcbc 2.5 14

63 NaüzKaloneKcanKbeKaKhomogeneousKcatalystKforKselectiveKaerobicKoxidationKofKalcoholsKinKwaterZK
JournalloflCatalysisWK2017WKegeWKeiYfe 7.3 13

62 sctiveK∕iteKforKuüKsctivationKinKxeYuatalyzedKxischerYαropschK∕ynthesisKfromKMachineK–earningZK
JournalloflthelAmericanlChemicallSocietyWK2021WKcfeWKcccbkYcccdb 16.4 13

61 NüKrestructuringKofKsurfaceK{rKandKbondKformationKtoKpreadsorbedKüKonK{r{cKbKb}KatKkgK†ZKSurfacel
ScienceWK2005WKgjfWKdcfYddf 1.8 12

60 γltrafastKδibrationalKvynamicsKofKNüKandKuüKsdsorbedKonKanK{ridiumK∕urfaceZKJournalloflPhysicall
ChemistrylCWK2007WKcccWKcfckjYcfdbh 3.8 11

59 MicroporousKαitaniaKurystalsKwithKPentaYoxygenKuoordinationZKACSlAppliedlEnergylMaterialsWK2018WK
cWKddYdh 6.1 11

58 yroupYδ{{{KtransitionKmetalKborideKasKpromisingKhydrogenKevolutionKreactionKcatalystsZKPhysicall
ChemistrylChemicallPhysicsWK2018WKdbWKdiigdYdiigi 3.6 11

57 {nherentK∕impleKuubicK–atticeKteingK−esponsibleKforKγltrafastK∕olidYPhaseKuhangeKofKye∕bαeZK
JournalloflPhysicallChemistrylLettersWK2017WKjWKdghbYdghf 6.4 10

56 vualKreactionKchannelsKforKphotocatalyticKoxidationKofKphenylmethanolKonKanataseZKPhysicall
ChemistrylChemicallPhysicsWK2013WKcgWKcbjdYi 3.6 10

55 ∕ingleKyoldKstomsKinKzeterogeneousKuatalysislK∕electiveKcWeYtutadieneKzydrogenationKoverK
suaZrüdZKAngewandtelChemieWK2006WKccjWKibckYibdd 3.6 10

54 αhermodynamicKrulesKforKzeoliteKformationKfromKmachineKlearningKbasedKglobalKoptimizationZK
ChemicallScienceWK2020WKccWKcbcceYcbccj 9.4 10

53 −eactionKpredictionKviaKatomisticKsimulationlKfromKquantumKmechanicsKtoKmachineKlearningZKIScience
WK2021WKdfWKcbdbce 6.1 10

52 αwoY∕tageK∕olidYPhaseKαransitionKofKuubicK{ceKtoKzexagonalK{celK∕tructuralKüriginKandK†ineticsZK
JournalloflPhysicallChemistrylCWK2018WKcddWKdkbbkYdkbch 3.8 10

(2018-2017)
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51 snisotropicKkineticsKofKsolidKphaseKtransitionKfromKfirstKprincipleslKalphaYomegaKphaseK
transformationKofKZrZKPhysicallChemistrylChemicallPhysicsWK2016WKcjWKfgdiYef 3.6 9

50
MechanismKandKkineticsKforKmethanolKsynthesisKfromKuüdazdKoverKuuKandKuuaoxideKsurfaceslK
−ecentKinvestigationsKbyKfirstYprinciplesYbasedKsimulationZKFrontiersloflChemistrylinlChina:lSelectedl
PublicationslFromlChineselUniversitiesWK2011WKhWKchfYcid

9

49 wlectrochemicalKreactionsKatKtheKelectrodeasolutionKinterfacelKαheoryKandKapplicationsKtoKwaterK
electrolysisKandKoxygenKreductionZKSciencelChinalChemistryWK2010WKgeWKgfeYggd 7.9 9

48 }ahnYαellerKvisproportionationK{nducedKwxfoliationKofKγnitYuellK∕caleKqYMnüZKAngewandtelChemiel-l
InternationallEditionWK2020WKgkWKddhgkYddhhh 16.4 9

47 MassivelyKparallelizationKstrategyKforKmaterialKsimulationKusingKhighYdimensionalKneuralKnetworkK
potentialZKJournalloflComputationallChemistryWK2019WKfbWKcbkcYcbkh 3.5 9

46 γltrasonicKwlectrochemicalK−eactionKonKtoronYvopedKviamondKwlectrodeslK−eactionKPathwayKandK
MechanismZKChemElectroChemWK2015WKdWKehhYeie 4.3 8

45 üriginKofKtheKtypeY{{KbandKoffsetKbetweenKrutileKandKanataseKtitaniumKdioxidelKulassicalKandK
quantumYmechanicalKinteractionsKbetweenKüKionsZKPhysicallReviewlBWK2017WKkgWK 3.3 8

44 {ntrinsicKxeaturesKofKanK{dealKylassZKChineselPhysicslLettersWK2017WKefWKbdhfbd 1.8 7

43 γltrasmallKsuKclustersKsupportedKonKpristineKandKdefectedKueülK∕tructureKandKstabilityZKJournallofl
ChemicallPhysicsWK2019WKcgcWKcifibd 3.9 6

42 urystalKphaseKtransitionKofKurealKwhatKgovernsKtheKreactionKkineticsKinKmolecularKcrystalKphaseK
transitionsZKPhysicallChemistrylChemicallPhysicsWK2017WKckWKedcdgYedcec 3.6 6

41 –ocalKzybridKvivideYandYuonquerKMethodKforKtheKuomputationKofKMediumKandK–argeKMoleculesZK
JournalloflChemicallTheorylandlComputationWK2008WKfWKdbfkYgh 6.4 6

40 zydrogenKuouplingKonKPlatinumKγsingKsrtificialKNeuralKNetworkKPotentialsKandKvxαZKJournallofl
PhysicallChemistrylLettersWK2021WKcdWKcbheiYcbhfg 6.4 6

39 ZirconiaY∕upportedKZnüK∕ingleK–ayerKforK∕yngasKuonversionK−evealedKfromKMachineY–earningK
stomicK∕imulationZKJournalloflPhysicallChemistrylLettersWK2021WKcdWKeedjYeeef 6.4 6

38 wnergyK–andscapeKandKurystalYtoYurystalKαransitionKofKαernaryK∕ilicateKMgd∕iüfZKJournalloflPhysicall
ChemistrylCWK2016WKcdbWKdgccbYdgcch 3.8 6

37 ∕tabilityKandKanionKdiffusionKkineticsKofKYttriaYstabilizedKzirconiaKresolvedKfromKmachineKlearningK
globalKpotentialKenergyKsurfaceKexplorationZKJournalloflChemicallPhysicsWK2020WKcgdWKbkfibe 3.9 5

36 ylassyKnatureKandKglassYtoYcrystalKtransitionKinKtheKbinaryKmetallicKglassKuuZrZKPhysicallReviewlBWK
2017WKkgWK 3.3 5

35 wfficientKsoftestKmodeKfindingKinKtransitionKstatesKcalculationsZKJournalloflChemicallPhysicsWK2013WK
cejWKbkfccb 3.9 5

34 uoaxialKalkalineYearthKdimetalKunitsKsandwichedKbetweenKhydrosilverKcompoundslKsKvxαK∕tudyZK
ComputationallandlTheoreticallChemistryWK2007WKjbjWKcheYchh 5
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33 ∕teeringKtheKylycerolKwlectroY−eformingK∕electivityKviaKuationY{ntermediateK{nteractionsZZK
AngewandtelChemiel-lInternationallEditionWK2021WK 16.4 5

32 sKNewKαypeKofKuappingKsgentKinKNanosciencelKMetalKuationsZKSmallWK2019WKcgWKeckbbfff 11 4

31 MechanismKandKmicrostructuresKinKyadüeKpseudomartensiticKsolidKphaseKtransitionZKPhysicall
ChemistrylChemicallPhysicsWK2016WKcjWKcjgheYif 3.6 4

30 {nvestigationKonKNonYcovalentKuomplexesKofKuyclodextrinsKwithK–iVKinKyasKPhaseKbyKMassK
∕pectrometryZKChineselJournalloflChemicallPhysicsWK2013WKdhWKdjiYdkf 0.9 4

29 γltrasonicKtendingKofK∕ilverKNanowiresZKACSlNanoWK2020WKcfWKcgdjhYcgdkd 16.7 4

28 αheK−oleKofKZeoliteKxrameworkKinKZeoliteK∕tabilityKandKuatalysisKfromK−ecentKstomicK∕imulationZK
TopicslinlCatalysisWc 2.3 4

27 ZeoliteYconfinedKsubnanometricKPt∕nKmimickingKmortiseYandYtenonKjoineryKforKcatalyticKpropaneK
dehydrogenationZZKNaturelCommunicationsWK2022WKceWKdich 17.4 4

26 uharacteristicsKofK{mpactfulKuomputationalKuontributionsKtoKαheK}ournalKofKPhysicalKuhemistryKuZK
JournalloflPhysicallChemistrylCWK2020WKcdfWKcegbkYcegcb 3.8 3

25 {nvestigationKofKNonYcovalentK{nteractionsKofKcjYurownYhKwithKsminoKscidsKinKyasKPhaseKbyKMassK
∕pectrometryZKChineselJournalloflAnalyticallChemistryWK2018WKfhWKdieYdik 1.6 3

24 eYvKαunnelKαiüdKurystalKPhaseKasKaKxastKuhargingK–ithiumKtatteryKsnodeKfromK∕tochasticK∕urfaceK
WalkingYtasedKMaterialK∕creeningZKJournalloflPhysicallChemistrylCWK2019WKcdeWKckefiYckege 3.8 3

23 sctiveK∕iteKofKuatalyticKwtheneKwpoxidationlKMachineY–earningKylobalKPathwayK∕amplingK−ulesKüutK
theKMetalK∕itesZKACSlCatalysisWK2021WKccWKjeciYjedh 13.1 3

22 sctiveK∕iteKforKxeYuatalyzedKxischerYαropschK∕ynthesislK−ecentKProgressKandKxutureKuhallengesZZK
JournalloflPhysicallChemistrylLettersWK2022WKeefdYeegd 6.4 3

21 virectlyKveterminingKtheK{nterfaceK∕tructureKandKtandKüffsetKofKaK–argeY–atticeYMismatchedK
ud∕audαeKzeterostructureZKChineselPhysicslLettersWK2020WKeiWKbkhjbd 1.8 2

20 −ecentKimplementationsKinK–s∕PKeZblKylobalKneuralKnetworkKpotentialKwithKmultipleKelementsKandK
betterKlongYrangeKdescriptionZKChineselJournalloflChemicallPhysicsWK2021WKefWKgjeYgkb 0.9 2

19 αheoreticalKaspectsKonKdopedYzirconiaKforKsolidKoxideKfuelKcellslKxromKstructureKtoKconductivityZK
ChineselJournalloflChemicallPhysicsWK2021WKefWKcdgYceh 0.9 2

18 αhermodynamicsKandKuatalyticKsctivityKofK−utheniumKüxidesKyrownKonK−utheniumKMetalKfromKaK
MachineK–earningKstomicK∕imulationZKJournalloflPhysicallChemistrylCWK2021WKcdgWKcibjjYcibkh 3.8 2

17 vecipheringKandK∕uppressingKtheKüverYoxidizedKNitrogenKinKNickelYcatalyzedKγreaKwlectrolysisZK
AngewandtelChemieW 3.6 2

16 ∕tructureKandKvynamicsKofKwnergyKMaterialsKfromKMachineK–earningK∕imulationslKsKαopicalK−eviewâ� ZK
ChineselJournalloflChemistryWK2021WKekWKecff 4.9 2

(2021-2021)
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15 ∕tructureKandKuatalysisKofKNiüüzlK−ecentKsdvancesKonKstomicK∕imulationZKJournalloflPhysicall
ChemistrylCWK2021WKcdgWKdibeeYdibfg 3.8 2

14 αheKPeriodicKαableZKJournalloflPhysicallChemistrylAWK2019WKcdeWKgjeiYgjfj 2.8 1

13 αheK}PuKPeriodicKαableZKJournalloflPhysicallChemistrylCWK2019WKcdeWKcibheYcibif 3.8 1

12 αheK}PuKPeriodicKαableZKJournalloflPhysicallChemistrylLettersWK2019WKcbWKfbgcYfbhd 6.4 1

11 wxperimentalKwvidenceKofKuhiralKyoldKNanowiresKwithKtoerdijkYuoxeterYternalK∕tructureKbyK
stomicY−esolutionK{magingZKMicroscopylandlMicroanalysisWK2014WKdbWKcbhbYcbhc 0.5 1

10 veterminationKofKacidKstructuresKonKtheKsurfaceKofKsulfatedKmonoclinicKandKtetragonalKzirconiaK
throughKexperimentalKandKtheoreticalKapproachesZKCatalysislSciencelandlTechnologyWK2022WKcdWKgkhYhbg 5.5 1

9 sutomatedKsearchKforKoptimalKsurfaceKphasesKSs∕üPsTKinKgrandKcanonicalKensembleKpoweredKbyK
machineKlearningZZKJournalloflChemicallPhysicsWK2022WKcghWKbkfcbf 3.9 1

8 }ahnâ��αellerKvisproportionationK{nducedKwxfoliationKofKγnitYuellK∕caleKqYMnüdZKAngewandtelChemieWK
2020WKcedWKddjfjYddjgg 3.6 1

7 ∕tructureKandKsctivityKofKPotentialYvependentKPtSccbTK∕urfaceKPhasesK−evealedKfromK
MachineY–earningKstomicK∕imulationZKJournalloflPhysicallChemistrylCWK2021WKcdgWKcbkggYcbkhe 3.8 1

6 αheKdomeKofKgoldKnanolizedKforKcatalysisZKChemicallScienceWK2021WKcdWKghhfYghic 9.4 1

5 PhaseKjunctionYconfinedKsingleYatomKαiüdâ��Ptcâ��ueüdKforKmultiplyingKcatalyticKoxidationKefficiencyZK
CatalysislSciencelandlTechnologyWK2021WKccWKfhgbYfhgi 5.5 1

4 −esolvingKsctivationKwntropyKofKuüKüxidationKunderKtheK∕olidâ��yasKandK∕olidâ��–iquidKuonditionsK
fromKMachineK–earningK∕imulationZKACSlCatalysisWhdhgYhdig 13.1 1

3 ∕tochasticK∕urfaceKWalkingKMethodKandKspplicationsKtoK−ealKMaterialsK2019WKcYdf

2 ∕tochasticK∕urfaceKWalkingKMethodKandKspplicationsKtoK−ealKMaterialsK2020WKdjccYdjef

1 {nnenrˆ…cktitelbildlKvecipheringKandK∕uppressingKüverYüxidizedKNitrogenKinKNickelYuatalyzedKγreaK
wlectrolysisKSsngewZKuhemZKgcadbdcTZKAngewandtelChemieWK2021WKceeWKdibic 3.6
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