
Peijun Hu

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/5419445/peijunyhuypublicationsybyycitations.pdf

Version:j2024y04y27j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

218
papers

13,210
citations

64
h-index

109
g-index

224
ext. papers

15,119
ext. citations

8.5
avg, IF

6.73
L-index



m Paper IF Citations

218 tøLøxidationLonLütTbbbUkLrnLrbLznitioLuensityLwunctionalLβheoryLαtudy[LPhysicalmReviewmLettersXL
1998XLiaXLdgfaZdgfd 7.4 588

217
xeneralLrulesLforLpredictingLwhereLaLcatalyticLreactionLshouldLoccurLonLmetalLsurfaceskLaLdensityL
functionalLtheoryLstudyLofLtZyLandLtZøLbondLbreaking]makingLonLflatXLsteppedXLandLkinkedLmetalL
surfaces[LJournalmofmthemAmericanmChemicalmSocietyXL2003XLbcfXLbjfiZgh

16.4 452

216 zdentificationLofLgeneralLlinearLrelationshipsLbetweenLactivationLenergiesLandLenthalpyLchangesLforL
dissociationLreactionsLatLsurfaces[LJournalmofmthemAmericanmChemicalmSocietyXL2003XLbcfXLdhaeZf 16.4 452

215 cuL°onolayerL°oαâ��ZtarbonLznteroverlappedLαuperstructurekLvngineeringLzdealLrtomicLznterfaceLforL
LithiumLzonLαtorage[LAdvancedmMaterialsXL2015XLchXLdgihZjf 24 441

214 tatalyticLroleLofLmetalLoxidesLinLgoldZbasedLcatalystskLaLfirstLprinciplesLstudyLofLtøLoxidationLonL
βiøcLsupportedLru[LPhysicalmReviewmLettersXL2003XLjbXLcggbac 7.4 358

213 −ationalLscreeningLlowZcostLcounterLelectrodesLforLdyeZsensitizedLsolarLcells[LNaturem
CommunicationsXL2013XLeXLbfid 17.4 340

212 ühosphorusZ°octqcarbonLnanowiresLtowardLefficientLelectrochemicalLhydrogenLevolutionkL
compositionXLstructuralLandLelectronicLregulation[LEnergymandmEnvironmentalmScienceXL2017XLbaXLbcgcZbchb35.4 295

211 tatalyticLwaterLformationLonLplatinumkLaLfirstZprinciplesLstudy[LJournalmofmthemAmericanmChemicalm
SocietyXL2001XLbcdXLecdfZec 16.4 281

210 rLsystematicLstudyLofLtøLoxidationLonLmetalsLandLmetalLoxideskLdensityLfunctionalLtheoryL
calculations[LJournalmofmthemAmericanmChemicalmSocietyXL2004XLbcgXLiZj 16.4 238

209 zdentifyingLanLøcLsupplyLpathwayLinLtøLoxidationLonLru]βiøcTbbaUkLaLdensityLfunctionalLtheoryL
studyLonLtheLintrinsicLroleLofLwater[LJournalmofmthemAmericanmChemicalmSocietyXL2006XLbciXLeabhZcc 16.4 225

208 LocalLatomicLstructureLmodulationsLactivateLmetalLoxideLasLelectrocatalystLforLhydrogenLevolutionL
inLacidicLwater[LNaturemCommunicationsXL2015XLgXLiage 17.4 214

207 zridiumLsingleZatomLcatalystLonLnitrogenZdopedLcarbonLforLformicLacidLoxidationLsynthesizedLusingLaL
generalLhostZguestLstrategy[LNaturemChemistryXL2020XLbcXLhgeZhhc 17.6 207

206 °ultipleLconfigurationsLofLtheLtwoLexcessLefLelectronsLonLdefectiveLteøcTbbbUkLøriginLandL
implications[LPhysicalmReviewmBXL2009XLhjXL 3.3 202

205 xeneralLtrendsLinLtøLdissociationLonLtransitionLmetalLsurfaces[LJournalmofmChemicalmPhysicsXL2001XL
bbeXLiceeZiceh 3.9 192

204 UnderstandingLcompleteLoxidationLofLmethaneLonLspinelLoxidesLatLaLmolecularLlevel[LNaturem
CommunicationsXL2015XLgXLhhji 17.4 178

203 rctivityLandLcokeLformationLofLnickelLandLnickelLcarbideLinLdryLreformingkLrLdeactivationLschemeL
fromLdensityLfunctionalLtheory[LJournalmofmCatalysisXL2014XLdbbXLegjZeia 7.3 174

202
znfluenceLofLsurfaceLstructuresXLsubsurfaceLcarbonLandLhydrogenXLandLsurfaceLalloyingLonLtheL
activityLandLselectivityLofLacetyleneLhydrogenationLonLüdLsurfaceskLrLdensityLfunctionalLtheoryL
study[LJournalmofmCatalysisXL2013XLdafXLcgeZchg
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201 UnidirectionalLsuppressionLofLhydrogenLoxidationLonLoxidizedLplatinumLclusters[LNaturem
CommunicationsXL2013XLeXLcfaa 17.4 162

200 LowZβemperatureL°ethaneLtombustionLoverLüd]yZZα°ZfkLrctiveLüdLαitesLwithLαpecificLvlectronicL
üropertiesL°odulatedLbyLrcidicLαitesLofLyZZα°Zf[LACSmCatalysisXL2016XLgXLibchZibdj 13.1 154

199 rLquantitativeLdeterminationLofLreactionLmechanismsLfromLdensityLfunctionalLtheoryLcalculationskL
wischerâ��βropschLsynthesisLonLflatLandLsteppedLcobaltLsurfaces[LJournalmofmCatalysisXL2008XLcfeXLcifZcjf 7.3 153

198 øriginLofLextraordinarilyLhighLcatalyticLactivityLofLtodøeLandLitsLmorphologicalLchemistryLforLtøL
oxidationLatLlowLtemperature[LJournalmofmCatalysisXL2012XLcjgXLbbaZbbj 7.3 146

197 srˆ‚nstedâ��vvansâ��üolanyiL−elationLofL°ultistepL−eactionsLandLVolcanoLturveLinLyeterogeneousL
tatalysis[LJournalmofmPhysicalmChemistrymCXL2008XLbbcXLbdaiZbdbb 3.8 146

196 rLrobustLfuelLcellLoperatedLonLnearlyLdryLmethaneLatLfaaL´°tLenabledLbyLsynergisticLthermalLcatalysisL
andLelectrocatalysis[LNaturemEnergyXL2018XLdXLbaecZbafa 62.3 142

195 uensityLwunctionalLβheoryLαtudyLofLzronLandLtobaltLtarbidesLforLwischerâ��βropschLαynthesis[LJournalm
ofmPhysicalmChemistrymCXL2010XLbbeXLbaifZbajd 3.8 137

194 øriginLofLtheLzncreaseLofLrctivityLandLαelectivityLofLNickelLuopedLbyLruXLrgXLandLtuLforLrcetyleneL
yydrogenation[LACSmCatalysisXL2012XLcXLbachZbadc 13.1 134

193 xeneralLtrendsLinLtheLbarriersLofLcatalyticLreactionsLonLtransitionLmetalLsurfaces[LJournalmofm
ChemicalmPhysicsXL2001XLbbfXLejhhZejia 3.9 133

192 rLuensityLwunctionalLβheoryLαtudyLofLtheLznteractionLbetweenLtøLandLøLonLaLütLαurfacekL
tø]ütTbbbUXLø]ütTbbbUXLandLtø]ø]ütTbbbU[LJournalmofmthemAmericanmChemicalmSocietyXL1999XLbcbXLhgeeZhgfc16.4 133

191 αtableLisolatedLmetalLatomsLasLactiveLsitesLforLphotocatalyticLhydrogenLevolution[LChemistrym-mAm
EuropeanmJournalXL2014XLcaXLcbdiZee 4.8 132

190 zdentifyingLtheLkeyLobstacleLinLphotocatalyticLoxygenLevolutionLonLrutileLβiøc[LNaturemCatalysisXL
2018XLbXLcjbZcjj 36.5 131

189 znsightLintoL°icroscopicL−eactionLüathwaysLinLyeterogeneousLtatalysis[LJournalmofmthemAmericanm
ChemicalmSocietyXL2000XLbccXLjiggZjigh 16.4 131

188 αynergyLofLαingleZrtomLNiLandL−uLαitesLonLteøLforLuryL−eformingLofLty[LJournalmofmthemAmericanm
ChemicalmSocietyXL2019XLbebXLhcidZhcjd 16.4 120

187
βemperatureZtontrolledLαelectivityLofLyydrogenationLandLyydrodeoxygenationLinLtheLtonversionL
ofLsiomassL°oleculeLbyLtheL−u]mpgZtNLtatalyst[LJournalmofmthemAmericanmChemicalmSocietyXL2018XL
beaXLbbbgbZbbbge

16.4 120

186
ørderedLüorousLNitrogenZuopedLtarbonL°atrixLwithLrtomicallyLuispersedLtobaltLαitesLasLanL
vfficientLtatalystLforLuehydrogenationLandLβransferLyydrogenationLofLNZyeterocycles[L
AngewandtemChemiem-mInternationalmEditionXL2018XLfhXLbbcgcZbbcgg

16.4 119

185 °etal]oxideLinterfacialLeffectsLonLtheLselectiveLoxidationLofLprimaryLalcohols[LNaturem
CommunicationsXL2017XLiXLbeadj 17.4 115

184
rnLunderstandingLofLchemoselectiveLhydrogenationLonLcrotonaldehydeLoverLütTbbbULinLtheLfreeL
energyLlandscapekLβheLmicrokineticsLstudyLbasedLonLfirstZprinciplesLcalculations[LCatalysismTodayXL
2011XLbgfXLhbZhj
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183 znsightLintoLwhyLtheLLangmuirâ��yinshelwoodLmechanismLisLgenerallyLpreferred[LJournalmofmChemicalm
PhysicsXL2002XLbbgXLedhjZedib 3.9 106

182 øriginLofLlowLtøcLselectivityLonLplatinumLinLtheLdirectLethanolLfuelLcell[LAngewandtemChemiem-m
InternationalmEditionXL2012XLfbXLbfhcZf 16.4 105

181 rLdensityLfunctionalLtheoryLstudyLofLtøLandLatomicLoxygenLchemisorptionLonLütTbbbU[LSurfacem
ScienceXL2000XLefiXLbZbe 1.8 105

180 thainLxrowthL°echanismLinLwischerâ��βropschLαynthesiskLLrLuwβLαtudyLofLtâ��tLtouplingLoverL−uXLweXL
−hXLandL−eLαurfaces[LJournalmofmPhysicalmChemistrymCXL2008XLbbcXLgaicZgaig 3.8 101

179 UtilizationLofLtheLthreeZdimensionalLvolcanoLsurfaceLtoLunderstandLtheLchemistryLofLmultiphaseL
systemsLinLheterogeneousLcatalysis[LJournalmofmthemAmericanmChemicalmSocietyXL2008XLbdaXLbaigiZj 16.4 98

178 rL°odelLtoLUnderstandLtheLøxygenLVacancyLwormationLinLZrZuopedLteøckLvlectrostaticLznteractionL
andLαtructuralL−elaxation[LJournalmofmPhysicalmChemistrymCXL2009XLbbdXLbaccjZbacdc 3.8 97

177 αtructuralLoriginkLwaterLdeactivatesLmetalLoxidesLtoLtøLoxidationLandLpromotesLlowZtemperatureL
tøLoxidationLwithLmetals[LAngewandtemChemiem-mInternationalmEditionXL2012XLfbXLggfhZgb 16.4 96

176 øriginLofLvfficientLtatalyticLtombustionLofL°ethaneLoverLtodøeTbbaUkLrctiveLLowZtoordinationL
LatticeLøxygenLandLtooperationLofL°ultipleLrctiveLαites[LACSmCatalysisXL2016XLgXLffaiZffbj 13.1 88

175 ühysicalLoriginLofLtheLhighLreactivityLofLsubsurfaceLhydrogenLinLcatalyticLhydrogenation[LJournalmofm
ChemicalmPhysicsXL1999XLbbbXLbdedZbdef 3.9 88

174 tatalyticLhydrogenationLofLtertiaryLamidesLatLlowLtemperaturesLandLpressuresLusingLbimetallicL
üt]−eZbasedLcatalysts[LJournalmofmCatalysisXL2011XLcidXLijZjh 7.3 87

173 tyxLhydrogenationLonLtoTaaabUkLaLdensityLfunctionalLtheoryLstudy[LJournalmofmChemicalmPhysicsXL
2005XLbccXLacehbb 3.9 84

172
vvidenceLtoLchallengeLtheLuniversalityLofLtheLyoriutiZüolanyiLmechanismLforLhydrogenationLinL
heterogeneousLcatalysiskLoriginLandLtrendLofLtheLpreferenceLofLaLnonZyoriutiZüolanyiLmechanism[L
JournalmofmthemAmericanmChemicalmSocietyXL2013XLbdfXLbfceeZfa

16.4 83

171 rctiveLsitesLonLhydrogenLevolutionLphotocatalyst[LJournalmofmMaterialsmChemistrymAXL2013XLbXLbfcfi 13 81

170 αomeLUnderstandingLofLwischerâ��βropschLαynthesisLfromLuensityLwunctionalLβheoryLtalculations[L
TopicsminmCatalysisXL2010XLfdXLdcgZddh 2.3 81

169 WhyL°ustLøxygenLrtomsLseLrctivatedLfromLyollowLαitesLtoLsridgeLαitesLinLtatalyticLtøLøxidationp[L
JournalmofmthemAmericanmChemicalmSocietyXL2000XLbccXLcbdeZcbdf 16.4 80

168 rLxeneralL°echanismLforLtøLøxidationLonLtloseZüackedLβransitionL°etalLαurfaces[LJournalmofmthem
AmericanmChemicalmSocietyXL1999XLbcbXLhjdbZhjdc 16.4 80

167 rLuwβLstudyLofLtheLchainLgrowthLprobabilityLinLwischerâ��βropschLsynthesis[LJournalmofmCatalysisXL2008XL
cfhXLccbZcci 7.3 79

166 ueactivationL°echanismLofLaLru]teZrøeLtatalystLuuringLaLLowZβemperatureLWaterLxasLαhiftL
−eaction[LJournalmofmPhysicalmChemistrymCXL2007XLbbbXLbgjchZbgjdd 3.8 79
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165 rLfirstLprinciplesLstudyLofLmethanolLdecompositionLonLüdTbbbUkL°echanismsLforLøâ��yLbondLscissionL
andLtâ��øLbondLscission[LJournalmofmChemicalmPhysicsXL2001XLbbfXLhbicZhbig 3.9 74

164 °aximizingLtheLlocalizedLrelaxationkLtheLoriginLofLtheLoutstandingLoxygenLstorageLcapacityLofL
kappaZtecZrcøi[LAngewandtemChemiem-mInternationalmEditionXL2009XLeiXLicijZjc 16.4 73

163 znsightsLintoLtheLmechanismLofLnitrobenzeneLreductionLtoLanilineLoverLütLcatalystLandLtheL
significanceLofLtheLadsorptionLofLphenylLgroupLonLkinetics[LChemicalmEngineeringmJournalXL2016XLcjdXLddhZdee14.7 72

162 øxygenLvacancyLformationLinLteøcLandLteTbZxUZrTxUøcLsolidLsolutionskLelectronLlocalizationXL
electrostaticLpotentialLandLstructuralLrelaxation[LPhysicalmChemistrymChemicalmPhysicsXL2012XLbeXLbgfcbZdf3.6 71

161 UnderstandingLtatalyticL−eactionsLoverLZeoliteskLrLuensityLwunctionalLβheoryLαtudyLofLαelectiveL
tatalyticL−eductionLofLNøxLbyLNydLoverLtuZαrüøZde[LACSmCatalysisXL2016XLgXLhiicZhijb 13.1 68

160 °ethaneLtransformationLtoLcarbonLandLhydrogenLonLüdTbaaUkLüathwaysLandLenergeticsLfromL
densityLfunctionalLtheoryLcalculations[LJournalmofmChemicalmPhysicsXL2002XLbbgXLdcc 3.9 68

159 UnderstandingLtheLøptimalLrdsorptionLvnergiesLforLtatalystLαcreeningLinLyeterogeneousLtatalysis[L
ACSmCatalysisXL2014XLeXLbicZbig 13.1 67

158 rLwirstZürinciplesLαtudyLofLøxygenatesLonLtoLαurfacesLinLwischerâ��βropschLαynthesis[LJournalmofm
PhysicalmChemistrymCXL2008XLbbcXLjegeZjehd 3.8 67

157
[bXcXe]βriazolo[bXfZa]pyridineLasLsuildingLslocksLforLUniversalLyostL°aterialsLforLyighZüerformanceL
−edXLxreenXLslueLandLWhiteLühosphorescentLørganicLLightZvmittingLuevices[LACSmAppliedmMaterialsm
tamp;mInterfacesXL2018XLbaXLfhbeZfhcc

9.5 65

156 yighlyLelectrocatalyticLactivityLofL−uøâ��LnanocrystalsLforLtriiodideLreductionLinLdyeZsensitizedLsolarL
cells[LSmallXL2014XLbaXLeieZjcXLeid 11 65

155 weedbackL–ineticsLinL°echanochemistrykLβheLzmportanceLofLtohesiveLαtates[LAngewandtemChemiem-m
InternationalmEditionXL2017XLfgXLbfcfcZbfcfg 16.4 64

154 rLdensityLfunctionalLtheoryLstudyLofLcarbonLmonoxideLoxidationLonLtheLtudütTbbbULalloyLsurfacekL
tomparisonLwithLtheLreactionsLonLütTbbbULandLtuTbbbU[LJournalmofmChemicalmPhysicsXL2001XLbbfXLfchcZfchh3.9 64

153 rLdensityLfunctionalLtheoryLstudyLofLtheL˛–ZolefinLselectivityLinLwischerâ��βropschLsynthesis[LJournalmofm
CatalysisXL2008XLcffXLcaZci 7.3 63

152
−oleLofLWaterLandLrdsorbedLyydroxylsLonLvthanolLvlectrochemistryLonLüdkLNewL°echanismXLrctiveL
tentersXLandLvnergeticsLforLuirectLvthanolLwuelLtellL−unningLinLrlkalineL°edium[LJournalmofmPhysicalm
ChemistrymCXL2014XLbbiXLfhgcZfhhc

3.8 62

151 üerspectivekLühotocatalyticLreductionLofLtøLtoLsolarLfuelsLoverLsemiconductors[LJournalmofmChemicalm
PhysicsXL2017XLbehXLadajab 3.9 60

150 rnLvnergyLuescriptorLβoL₂uantifyL°ethaneLαelectivityLinLwischerâ��βropschLαynthesiskLrLuensityL
wunctionalLβheoryLαtudy[LJournalmofmPhysicalmChemistrymCXL2009XLbbdXLiifiZiigd 3.8 60

149 −ecentLrdvancesLinLUnderstandingLtøLøxidationLonLxoldLNanoparticlesLUsingLuensityLwunctionalL
βheory[LCatalysismLettersXL2007XLbbjXLcbZci 2.8 60

148 °echanismLofLycLmetabolismLonLweZonlyLhydrogenases[LJournalmofmChemicalmPhysicsXL2002XLbbhXLibhhZibia3.9 60
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147 °olecularZLevelLznsightLintoLαelectiveLtatalyticL−eductionLofLNøxLwithLNydLtoLNcLoverLaLyighlyL
vfficientLsifunctionalLVaZ°nøxLtatalystLatLLowLβemperature[LACSmCatalysisXL2018XLiXLejdhZejej 13.1 59

146 yydroprocessingLofLwasteLcookingLoilLoverLaLdispersedLnanoLcatalystkL–ineticsLstudyLandL
temperatureLeffect[LAppliedmCatalysismB:mEnvironmentalXL2014XLbfaZbfbXLcdiZcei 21.8 57

145 UltralowZtemperatureLtøLoxidationLonLanLzncødZtodøeLcatalystkLaLstrategyLtoLtuneLtøLadsorptionL
strengthLandLoxygenLactivationLsimultaneously[LChemicalmCommunicationsXL2014XLfaXLgidfZi 5.8 56

144 αoftenedLtâ��yLmodesLofLadsorbedLmethylLandLtheirLimplicationsLforLdehydrogenationkLrnLabLinitioL
study[LJournalmofmChemicalmPhysicsXL2001XLbbeXLcfcdZcfcg 3.9 56

143 °echanisticLαtudyLofLbXdZsutadieneLwormationLinLrcetyleneLyydrogenationLoverLtheLüdZsasedL
tatalystsLUsingLuensityLwunctionalLtalculations[LJournalmofmPhysicalmChemistrymCXL2014XLbbiXLbfgaZbfgh 3.8 54

142 zdentifyingLtheL−oleLofLühotogeneratedLyolesLinLühotocatalyticL°ethanolLuissociationLonL−utileL
βiøcTbbaU[LACSmCatalysisXL2017XLhXLcdheZcdia 13.1 52

141 βheoryLofLtheLkineticsLofLchemicalLpotentialsLinLheterogeneousLcatalysis[LAngewandtemChemiem-m
InternationalmEditionXL2011XLfaXLhgfaZe 16.4 52

140 rLdensityLfunctionalLtheoryLstudyLofLstepwiseLadditionLreactionsLinLammoniaLsynthesisLonL−uTaaabU[L
SurfacemScienceXL2002XLejgXLccbZcda 1.8 52

139
₂uantitativeLueterminationLofLtâ��tLtouplingL°echanismsLandLuetailedLrnalysesLonLtheLrctivityLandL
αelectivityLforLwischerâ��βropschLαynthesisLonLtoTaaabUkL°icrokineticL°odelingLwithLtoverageL
vffects[LACSmCatalysisXL2019XLjXLfjfhZfjhd

13.1 51

138 rLdensityLfunctionalLtheoryLstudyLofLhydrogenLdissociationLandLdiffusionLatLtheLperimeterLsitesLofL
ru]βiøc[LPhysicalmChemistrymChemicalmPhysicsXL2012XLbeXLdhebZf 3.6 51

137 zdentificationLofLrctiveLrreaLasLrctiveLtenterLforLtøLøxidationLoverLαingleLruLrtomLtatalyst[LACSm
CatalysisXL2020XLbaXLgajeZgbab 13.1 50

136 znsightLintoLassociationLreactionsLonLmetalLsurfaceskLuensityZfunctionalLtheoryLstudiesLofL
hydrogenationLreactionsLonL−hTbbbU[LJournalmofmChemicalmPhysicsXL2003XLbbjXLgcicZgcij 3.9 50

135
αelectiveLyydrogenationLofL˛–X˛†ZUnsaturatedLrldehydesLandL–etonesLusingLNovelL°anganeseLøxideL
andLülatinumLαupportedLonL°anganeseLøxideLøctahedralL°olecularLαievesLasLtatalysts[L
ChemCatChemXL2013XLfXLfagZfbc

5.2 49

134 uensityLwunctionalLβheoryLαtudiesLofLvthanolLuecompositionLonL−hTcbbU[LJournalmofmPhysicalm
ChemistrymCXL2011XLbbfXLccecjZccedh 3.8 49

133 NøLøxidationLonLülatinumLxroupL°etalsLøxideskLwirstLürinciplesLtalculationsLtombinedLwithL
°icrokineticLrnalysis[LJournalmofmPhysicalmChemistrymCXL2009XLbbdXLbihegZbihfc 3.8 49

132 rLdensityLfunctionalLtheoryLstudyLofLtycLandLyLadsorptionLonLNiTbbbU[LJournalmofmChemicalmPhysicsXL
2000XLbbcXLgaagZgabe 3.9 49

131 vxchangeLbetweenLsubZsurfaceLandLsurfaceLoxygenLvacanciesLonLteøcTbbbUkLaLnewLsurfaceL
diffusionLmechanism[LChemicalmCommunicationsXL2011XLehXLgbafZh 5.8 48

130 rcroleinLhydrogenationLonLütTcbbULandLruTcbbULsurfaceskLaLdensityLfunctionalLtheoryLstudy[LPhysicalm
ChemistrymChemicalmPhysicsXL2011XLbdXLcbbegZfc 3.6 46
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129 rLfirstLprinciplesLstudyLofLtydLdehydrogenationLonLNiTbbbU[LJournalmofmChemicalmPhysicsXL2000XLbbcXLibcaZibcf3.9 46

128
zdentifyingLtheLdistinctLfeaturesLofLgeometricLstructuresLforLholeLtrappingLtoLgenerateLradicalsLonL
rutileLβiøâ��TbbaULinLphotooxidationLusingLdensityLfunctionalLtheoryLcalculationsLwithLhybridL
functional[LPhysicalmChemistrymChemicalmPhysicsXL2015XLbhXLbfejZff

3.6 45

127
znsightLintoLtheLNydZrssistedLαelectiveLtatalyticL−eductionLofLNøLonL˛†Z°nøcTbbaUkL−eactionL
°echanismXLrctivityLuescriptorXLandLvvolutionLfromLaLüristineLαtateLtoLaLαteadyLαtate[LACSmCatalysisXL
2018XLiXLjcgjZjchj

13.1 45

126 yydrogenationLofLαLtoLycαLonLütTbbbUkLrLfirstZprinciplesLstudy[LJournalmofmChemicalmPhysicsXL2001XL
bbfXLifhaZifhe 3.9 45

125 αelectiveLyydrogenationLofLrcetyleneLoverLüdâ��soronLtatalystskLrLuensityLwunctionalLβheoryLαtudy[L
JournalmofmPhysicalmChemistrymCXL2014XLbbiXLdggeZdghb 3.8 41

124 zmportanceLofLsurfaceLcarbideLformationLonLtheLactivityLandLselectivityLofLüdLsurfacesLinLtheL
selectiveLhydrogenationLofLacetylene[LSurfacemScienceXL2016XLgegXLefZej 1.8 40

123 vthanolLαteamL−eformingLonL−hLtatalystskLβheoreticalLandLvxperimentalLUnderstanding[LACSm
CatalysisXL2014XLeXLeeiZefg 13.1 38

122 −evealingLtheLVolcanoZαhapedLrctivityLβrendLofLβriiodideL−eductionL−eactionkLrLuwβLαtudyLtoupledL
withL°icrokineticLrnalysis[LACSmCatalysisXL2016XLgXLhddZheb 13.1 37

121 UnderstandingLtheLuualLrctiveLαitesLofLtheLweø]ütTbbbULznterfaceLandL−eactionL–ineticskLuensityL
wunctionalLβheoryLαtudyLonL°ethanolLøxidationLtoLwormaldehyde[LACSmCatalysisXL2017XLhXLecibZecja 13.1 36

120 üossibilityLofLdesigningLcatalystsLbeyondLtheLtraditionalLvolcanoLcurvekLaLtheoreticalLframeworkLforL
multiZphaseLsurfaces[LChemicalmScienceXL2015XLgXLfhadZfhbb 9.4 36

119 tatalystLscreeningkL−efinementLofLtheLoriginLofLtheLvolcanoLcurveLandLitsLimplicationLinL
heterogeneousLcatalysis[LChinesemJournalmofmCatalysisXL2015XLdgXLbfjgZbgaf 11.3 36

118 −eversibilityLzterationL°ethodLforLUnderstandingL−eactionLNetworksLandLforLαolvingL°icrokineticsL
inLyeterogeneousLtatalysis[LACSmCatalysisXL2016XLgXLhahiZhaih 13.1 36

117 −eactionL°echanismsLofLtrotonaldehydeLyydrogenationLonLütTbbbUkLuensityLwunctionalLβheoryLandL
°icrokineticL°odeling[LJournalmofmPhysicalmChemistrymCXL2011XLbbfXLbjibjZbjich 3.8 35

116 αelectiveLhydrogenationLofLacetyleneLoverLtuTcbbUXLrgTcbbULandLruTcbbUkLyoriutiâ��üolanyiL
mechanismLvs[LnonZyoriutiâ��üolanyiLmechanism[LCatalysismSciencemandmTechnologyXL2017XLhXLbfaiZbfbe 5.5 34

115 tZyLbondLactivationLoverLmetalLoxideskLaLnewLinsightLintoLtheLdissociationLkineticsLfromLdensityL
functionalLtheory[LJournalmofmChemicalmPhysicsXL2008XLbciXLafbbab 3.9 34

114 vlucidatingLtheLmechanismLandLactiveLsiteLofLtheLcyclohexanolLdehydrogenationLonLcopperZbasedL
catalystskLrLdensityLfunctionalLtheoryLstudy[LSurfacemScienceXL2015XLgeaXLbibZbij 1.8 32

113
vnhancingL°etalZαupportLznteractionsLbyL°olybdenumLtarbidekLrnLvfficientLαtrategyLtowardLtheL
themoselectiveLyydrogenationLofL˛–X˛†ZUnsaturatedLrldehydes[LChemistrym-mAmEuropeanmJournalXL
2016XLccXLfgjiZhae

4.8 31

112 αtructureLandLtatalyticLrctivityLofLxoldLinLLowZβemperatureLtøLøxidation[LJournalmofmPhysicalm
ChemistrymCXL2009XLbbdXLgbceZgbdb 3.8 31

(2009-2000)
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111 rLdensityLfunctionalLtheoryLstudyLofLtheLreactionLofLtWøXLtWNXLandLtWyLonLcloseLpackedLmetalL
surfaces[LJournalmofmChemicalmPhysicsXL2001XLbbeXLfhjcZfhjf 3.9 31

110 weedbackL–ineticsLinL°echanochemistrykLβheLzmportanceLofLtohesiveLαtates[LAngewandtemChemieXL
2017XLbcjXLbfefeZbfefi 3.6 30

109 βheoreticalLinsightLintoLtheLselectivitiesLofLcopperZcatalyzingLheterogeneousLreductionLofLcarbonL
dioxide[LSciencemChinamChemistryXL2015XLfiXLffdZfge 7.9 30

108 αtepwiseLadditionLreactionsLinLammoniaLsynthesiskLrLfirstLprinciplesLstudy[LJournalmofmChemicalm
PhysicsXL2001XLbbfXLgajZgbb 3.9 30

107 βheLpossibilityLofLsingleLtâ��yLbondLactivationLinLtyeLonLaL°oødZsupportedLütLcatalystkLrLdensityL
functionalLtheoryLstudy[LJournalmofmChemicalmPhysicsXL2002XLbbgXLecibZecif 3.9 28

106 βurningLindiumLoxideLintoLaLsuperiorLelectrocatalystkLdeterministicLheteroatoms[LScientificmReportsXL
2013XLdXLdbaj 4.9 27

105 znsightsLintoLuifferentLüroductsLofLNitrosobenzeneLandLNitrobenzeneLyydrogenationLonLüdTbbbUL
underL−ealisticL−eactionLtonditions[LJournalmofmPhysicalmChemistrymCXL2018XLbccXLcaddhZcadfa 3.8 25

104 rLdensityLfunctionalLtheoryLstudyLofLtøLoxidationLonL−uTaaabULatLlowLcoverage[LJournalmofmChemicalm
PhysicsXL2000XLbbcXLbafgeZbafha 3.9 25

103 °ethaneLactivationLoverLaLboronLnitrideLcatalystLdrivenLbyLinLsituLformedLmolecularLwater[LCatalysism
SciencemandmTechnologyXL2018XLiXLcafbZcaff 5.5 24

102 zdentifyingLtheLtrendLofLreactivityLforLspcLmaterialskLanLelectronLdelocalizationLmodelLfromLfirstL
principlesLcalculations[LPhysicalmChemistrymChemicalmPhysicsXL2013XLbfXLjejiZfac 3.6 24

101 wirstZürinciplesLueterminationLofLtøLrdsorptionLandLuesorptionLonLütTbbbULinLtheLwreeLvnergyL
Landscape[LJournalmofmPhysicalmChemistrymCXL2018XLbccXLcbehiZcbeid 3.8 24

100
βheoryLandLapplicationsLofLsurfaceLmicroZkineticsLinLtheLrationalLdesignLofLcatalystsLusingLdensityL
functionalLtheoryLcalculations[LWileymInterdisciplinarymReviews:mComputationalmMolecularmScienceXL
2017XLhXLebdcb

7.9 24

99
yydrogenLαpilloverZsridgedLVolmer]βafelLürocessesLvnablingLrmpereZLevelLturrentLuensityL
rlkalineLyydrogenLvvolutionL−eactionLunderLLowLøverpotential[[LJournalmofmthemAmericanmChemicalm
SocietyXL2022XL

16.4 24

98 uispersedLNickelLsoostsLtatalysisLbyLtopperLinLtøcLyydrogenation[LACSmCatalysisXL2020XLbaXLjcgbZjcha 13.1 23

97
ørderedLüorousLNitrogenZuopedLtarbonL°atrixLwithLrtomicallyLuispersedLtobaltLαitesLasLanL
vfficientLtatalystLforLuehydrogenationLandLβransferLyydrogenationLofLNZyeterocycles[L
AngewandtemChemieXL2018XLbdaXLbbedcZbbedg

3.6 23

96 rmorphousLαurfaceLüdøXLandLztsLrctivityLtowardL°ethaneLtombustion[LACSmCatalysisXL2019XLjXLbadbhZbadcd13.1 22

95 βheoreticalLαtudyLofLyeteroatomLuopingLinLβuningLtheLtatalyticLrctivityLofLxrapheneLforLβriiodideL
−eduction[LACSmCatalysisXL2016XLgXLgiaeZgibd 13.1 22

94 rmorphousLtatalysiskL°achineLLearningLurivenLyighZβhroughputLαcreeningLofLαuperiorLrctiveLαiteL
forLyydrogenLvvolutionL−eaction[LJournalmofmPhysicalmChemistrymCXL2020XLbceXLbaeidZbaeje 3.8 21
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93 znsightLintoL−oomZβemperatureLtatalyticLøxidationLofLNitricLoxideLbyLtrcødkLrLuwβLαtudy[LACSm
CatalysisXL2018XLiXLfebfZfece 13.1 21

92 αignificantLenhancementLofLtheLselectivityLofLpropyleneLepoxidationLforLpropyleneLoxidekLaL
molecularLoxygenLmechanism[LPhysicalmChemistrymChemicalmPhysicsXL2017XLbjXLcfbcjZcfbdj 3.6 21

91
yighLenergyLresolutionLfluorescenceLdetectionLXrNvαLâ��LanLinLsituLmethodLtoLstudyLtheLinteractionL
ofLadsorbedLmoleculesLwithLmetalLcatalystsLinLtheLliquidLphase[LCatalysismSciencemandmTechnologyXL
2013XLdXLbejh

5.5 21

90 rLdensityLfunctionalLtheoryLstudyLonLtheLwaterLformationLatLhighLcoveragesLandLtheLwaterLeffectLinL
theLwischerâ��βropschLsynthesis[LMolecularmPhysicsXL2004XLbacXLjjdZbaaa 1.7 21

89 trβ–zNrαkLrLlargeZscaleLcatalyticLmicrokineticLanalysisLsoftwareLforLmechanismLautoZanalysisLandL
catalystLscreening[LJournalmofmComputationalmChemistryXL2021XLecXLdhjZdjb 3.5 21

88 rctivityLβrendLforLLowZtoncentrationLNøLøxidationLatL−oomLβemperatureLonL−utileZβypeL°etalL
øxides[LACSmCatalysisXL2018XLiXLbaigeZbaiha 13.1 21

87 rnLunderstandingLandLimplicationsLofLtheLcoverageLofLsurfaceLfreeLsitesLinLheterogeneousLcatalysis[L
JournalmofmChemicalmPhysicsXL2009XLbdaXLccehab 3.9 20

86 znterconversionLofLhydratedLprotonsLatLtheLinterfaceLbetweenLliquidLwaterLandLplatinum[LPhysicalm
ChemistrymChemicalmPhysicsXL2019XLcbXLfjdcZfjea 3.6 20

85 rLfirstZprinciplesLmicrokineticLstudyLonLtheLhydrogenationLofLcarbonLdioxideLoverLtuTcbbULinLtheL
presenceLofLwater[LSciencemChinamChemistryXL2019XLgcXLbgigZbgjh 7.9 19

84 znsightLintoLtheLsolventLeffectkLaLdensityLfunctionalLtheoryLstudyLofLcisplatinLhydrolysis[LJournalmofm
ChemicalmPhysicsXL2006XLbcfXLajbbab 3.9 19

83 ørganicâ��znorganicZyybridZuerivedL°olybdenumLtarbideLNanoladderskLzmpactsLofLαurfaceL
øxidationLforLyydrogenLvvolutionL−eaction[LChemNanoMatXL2018XLeXLbjeZcac 3.5 19

82 vxaminationLofLtheLkeyLissuesLinLmicrokineticskLtøLoxidationLonL−hTbLbLbU[LJournalmofmCatalysisXL2019XL
dhjXLfcZfj 7.3 18

81 βheoreticalLinsightLintoLmethanolLsteamLreformingLonLindiumLoxideLwithLdifferentLcoordinationL
environments[LSciencemChinamChemistryXL2018XLgbXLddgZded 7.9 18

80 teriaLfoamLwithLatomicallyLthinLsingleZcrystalLwalls[LAngewandtemChemiem-mInternationalmEditionXL2012
XLfbXLdgbbZf 16.4 18

79 ₂uantitativeLαtudiesLofLtheL–eyLrspectsLinLαelectiveLrcetyleneLyydrogenationLonLüdTbbbULbyL
°icrokineticL°odelingLwithLtoverageLvffectsLandL°olecularLuynamics[LACSmCatalysisXL2021XLbbXLeajeZebag13.1 18

78 UnexpectedLtâ��tLsondLtleavageL°echanismLinLvthyleneLtombustionLatLLowLβemperaturekLøriginL
andLzmplications[LACSmCatalysisXL2016XLgXLfdjdZfdji 13.1 18

77 βheoreticalLinsightsLintoLhowLtheLfirstLtZtLbondLformsLinLtheLmethanolZtoZolefinLprocessLcatalysedL
byLyαrüøZde[LPhysicalmChemistrymChemicalmPhysicsXL2016XLbiXLbeejfZfac 3.6 18

76 wirstZürinciplesLznsightLintoLtheLuegradationL°echanismLofLtydNydübzdLüerovskitekLLightZznducedL
uefectLwormationLandLWaterLuissociation[LJournalmofmPhysicalmChemistrymCXL2018XLbccXLchdeaZchdej 3.8 18

(2018-2018)

9



75 znsightsLintoLtheLselectiveLcatalyticLreductionLofLNøLbyLNydLoverL°ndøeTbbaUkLaLuwβLstudyLcoupledL
withLmicrokineticLanalysis[LSciencemChinamChemistryXL2018XLgbXLefhZegh 7.9 18

74 βowardsLrationalLcatalystLdesignkLaLgeneralLoptimizationLframework[LPhilosophicalmTransactionsm
SeriesmA,mMathematical,mPhysical,mandmEngineeringmSciencesXL2016XLdheXL 3 17

73 znsightLintoLtøLrctivationLoverLtuTbaaULunderLvlectrochemicalLtonditions[LElectrochimicamActaXL
2016XLbjaXLeegZefe 6.7 17

72 ørangeLZincLxermanateLwithL°etallicLxeZxeLsondsLasLaLthromophoreZLikeLtenterLforL
VisibleZLightZurivenLWaterLαplitting[LAngewandtemChemiem-mInternationalmEditionXL2015XLfeXLbbeghZhb 16.4 17

71 βheoreticalLinvestigationLofLNydZαt−LprocessesLoverLzeoliteskLrLreview[LInternationalmJournalmofm
QuantummChemistryXL2015XLbbfXLgbiZgda 2.1 17

70 rLuwβLstudyLofLtheLtransitionLmetalLpromotionLeffectLonLethyleneLchemisorptionLonLtoTaLaLaLbU[L
SurfacemScienceXL2009XLgadXLchfcZchfi 1.8 17

69 znsightLintoLtheLαuperiorLtatalyticLrctivityLofL°nøcLforLLowZtontentLNøLøxidationLatL−oomL
βemperature[LJournalmofmPhysicalmChemistrymCXL2018XLbccXLcfdgfZcfdhd 3.8 17

68 ₂uantitativeLαtudiesLofLtheLtoverageLvffectsLonL°icrokineticLαimulationsLforLNøLøxidationLonL
ütTbbbU[LJournalmofmPhysicalmChemistrymCXL2019XLbcdXLchfjeZchgac 3.8 16

67 rLαimpleL°ethodLβoLLocateLtheLøptimalLrdsorptionLvnergyLforLtheLsestLtatalystsLuirectly[LACSm
CatalysisXL2019XLjXLcgddZcgdi 13.1 16

66 βheLmechanismLandLligandLeffectsLofLsingleLatomLrhodiumLsupportedLonLZα°ZfLforLtheLselectiveL
oxidationLofLmethaneLtoLmethanol[LPhysicalmChemistrymChemicalmPhysicsXL2020XLccXLbbgigZbbgje 3.6 15

65
wormulatingLtheLbondingLcontributionLequationLinLheterogeneousLcatalysiskLaLquantitativeL
descriptionLbetweenLtheLsurfaceLstructureLandLadsorptionLenergy[LPhysicalmChemistrymChemicalm
PhysicsXL2017XLbjXLfagdZfagj

3.6 14

64 rLuwβLstudyLofLdirectLfurfuralLconversionLtoLcZmethylfuranLonLtheL−u]toøLsurface[LPhysicalm
ChemistrymChemicalmPhysicsXL2019XLcbXLbfjhZbgaf 3.6 14

63 UniqueLβrappedLuimerLαtateLofLtheLühotogeneratedLyoleLinLyybridLørthorhombicLtyNyübzL
üerovskitekLzdentificationXLøriginXLandLzmplications[LNanomLettersXL2017XLbhXLhhceZhhda 11.5 14

62
znsightLintoLchemoselectivityLofLnitroareneLhydrogenationkLrLuwβZudLstudyLofLnitroareneL
adsorptionLonLmetalLsurfacesLunderLtheLrealisticLreactionLconditions[LAppliedmSurfacemScienceXL2017XL
djcXLefgZehb

6.7 14

61 znsightLintoLroomZtemperatureLcatalyticLoxidationLofLNøLbyLtrøcTbbaUkLrLuwβLstudy[LChinesem
ChemicalmLettersXL2019XLdaXLgbiZgcd 8.1 14

60 üerspectiveLonLcomputationalLreactionLpredictionLusingLmachineLlearningLmethodsLinL
heterogeneousLcatalysis[LPhysicalmChemistrymChemicalmPhysicsXL2021XLcdXLbbbffZbbbhj 3.6 14

59 βheLvffectLofLycLandLtheLüresenceLofLhotZøTadsULuuringLtheLuecompositionLofLNcøLonLülatinum[L
CatalysismLettersXL2004XLjeXLbadZbai 2.8 13

58 yighZLoadingLαingleZrtomicZαiteLαilverLtatalystsLwithLanLrgbâ��tcNbLαtructureLαhowingLαuperiorL
üerformanceLforLvpoxidationLofLαtyrene[LACSmCatalysisXL2021XLbbXLejegZejfe 13.1 13

Peijun Hu

10



57 uwβLstudyLofLfurfuralLconversionLonLaL−e]ütLbimetallicLsurfacekLsynergeticLeffectLonLtheLpromotionL
ofLhydrodeoxygenation[LPhysicalmChemistrymChemicalmPhysicsXL2019XLcbXLidieZidjd 3.6 12

56 αomeLrttemptsLinLtheL−ationalLuesignLofLyeterogeneousLtatalystsLUsingLuensityLwunctionalLβheoryL
talculations[LTopicsminmCatalysisXL2015XLfiXLgddZged 2.3 12

55 zmprovedLüredictionLforLtheL°ethaneLrctivationL°echanismLonL−utileL°etalLøxidesLbyLaL°achineL
LearningL°odelLwithLxeometricalLuescriptors[LJournalmofmPhysicalmChemistrymCXL2019XLbcdXLciiacZciiba 3.8 12

54 znsightsLintoLtheLαtaggeredLNatureLofLyydrogenationL−eactivityLoverLtheLedLβransitionL°etals[L
JournalmofmPhysicalmChemistrymCXL2009XLbbdXLfcccZfcch 3.8 12

53 rLrationalLcatalystLdesignLofLtøLoxidationLusingLtheLbondingLcontributionLequation[LChemicalm
CommunicationsXL2017XLfdXLibagZibaj 5.8 11

52
vnhancedLznterfacialLycLrctivationLforLNitrostyreneLtatalyticLyydrogenationLoverL−utileL
βitaniaZαupportedLxoldLbyLtoadsorptionkLrLwirstZürinciplesL°icrokineticLαimulationLαtudy[LACSm
CatalysisXL2019XLjXLbbciiZbbdab

13.1 11

51 βheLdissociationLofLmolecularlyLadsorbedLtøLandLtNLoverLtheLedLtransitionLmetalskLrLuniversalL
relationshipLbetweenLtheLreactionLbarriersLandLtheLreactionLenthalpies[LSurfacemScienceXL2007XLgabXLdebZdef1.8 11

50 zdentifyingLtheLgeneralLtrendLofLactivityLofLnonZstoichiometricLmetalLoxideLphasesLforLtøLoxidationL
onLüdTbbbU[LSciencemChinamChemistryXL2019XLgcXLhieZhij 7.9 10

49 °ultiLsitesLvsLsingleLsiteLforLcatalyticLcombustionLofLmethaneLoverLtodøeTbbaUkLrLfirstZprinciplesL
kineticL°onteLtarloLstudy[LChinesemJournalmofmCatalysisXL2020XLebXLbdgjZbdhh 11.3 10

48
uensityLwunctionalLβheoryLαtudyLonLtheLtleavageL°echanismLofLtheLtarbonylLsondLinLrmidesLonL
wlatLandLαteppedL−uLαurfaceskLyydrogenZznducedLorLuirectLtâ��øLsondLsreakingp[LJournalmofmPhysicalm
ChemistrymCXL2012XLbbgXLbihbdZbihcb

3.8 10

47 rchievingLrationalLdesignLofLalloyLcatalystsLusingLaLdescriptorLbasedLonLaLquantitativeL
structureZenergyLequation[LChemicalmCommunicationsXL2020XLfgXLdcbeZdcbh 5.8 9

46 uwβWULαtudyLonLtatalysisLbyLtodøekLznfluenceLofLULValueLandLaLαurfaceâ��sulkLsiZULαtrategy[LJournalm
ofmPhysicalmChemistrymCXL2018XLbccXLbjfjdZbjgac 3.8 9

45
rnLapproachLtoLcalculateLtheLfreeLenergyLchangesLofLsurfaceLreactionsLusingLfreeLenergyL
decompositionLonLbruteZforceLmolecularLdynamicsLtrajectories[LPhysicalmChemistrymChemicalmPhysicsXL
2020XLccXLcbdeaZcbdej

3.6 9

44 ₂uantitativeLznsightsLintoLtheL−eactionL°echanismLforLtheLuirectLαynthesisLofLycøcLoverLβransitionL
°etalskLtoverageZuependentL°icrokineticL°odeling[LACSmCatalysisXL2021XLbbXLbcacZbccb 13.1 9

43 rLfastLspeciesLredistributionLapproachLtoLaccelerateLtheLkineticL°onteLtarloLsimulationLforL
heterogeneousLcatalysis[LPhysicalmChemistrymChemicalmPhysicsXL2020XLccXLhdeiZhdge 3.6 8

42 zdentificationLofLtheLactiveLsitesLandLmechanismLforLpartialLmethaneLoxidationLtoLmethanolLoverL
copperZexchangedLtyrLzeolites[LSciencemChinamChemistryXL2020XLgdXLifaZifj 7.9 8

41 øriginLofLLowLtøcLαelectivityLonLülatinumLinLtheLuirectLvthanolLwuelLtell[LAngewandtemChemieXL2012
XLbceXLbgaeZbgah 3.6 7

40 UnderstandingLsupportedLnobleLmetalLcatalystsLusingLfirstZprinciplesLcalculations[LJournalmofm
ChemicalmPhysicsXL2019XLbfbXLbiajac 3.9 7

(2019-2019)
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39 ααzrkLrLsensitivityZsupervisedLinterlockLalgorithmLforLhighZperformanceLmicrokineticLsolving[L
JournalmofmChemicalmPhysicsXL2021XLbfeXLacebai 3.9 7

38 znterfaceZtunedLselectiveLreductiveLcouplingLofLnitroarenesLtoLaromaticLazoLandLazoxykLaL
firstZprinciplesZbasedLmicrokineticsLstudy[LPhysicalmChemistrymChemicalmPhysicsXL2019XLcbXLbcfffZbcfgf 3.6 6

37 yydrogenLtouplingLonLülatinumLUsingLrrtificialLNeuralLNetworkLüotentialsLandLuwβ[LJournalmofm
PhysicalmChemistrymLettersXL2021XLbcXLbagdhZbagef 6.4 6

36 rnLeffectiveLstructuralLdescriptorLtoLquantifyLtheLreactivityLofLlatticeLoxygenLinLteøL
subnanoZclusters[LPhysicalmChemistrymChemicalmPhysicsXL2020XLccXLbhcbZbhcg 3.6 6

35 üotentialL−oleLofL°ethanogensLinL°icrobialL−eductiveLuechlorinationLofLørganicLthlorinatedL
üollutants[LEnvironmentalmSciencemtamp;mTechnologyXL2021XLffXLfjbhZfjci 10.3 6

34 znvestigatingLtheLinnateLselectivityLissuesLofLmethaneLtoLmethanolkLconsiderationLofLanLaqueousL
environment[LChemicalmScienceXL2021XLbcXLeeedZeeej 9.4 6

33 vvidenceLofLtheLøZüdZøLandLüdZøLstructureLunitsLasLoxideLseedsLandLtheirLoriginLonLüdTcbbUkL
revealingLtheLmechanismLofLsurfaceLoxideLformation[LPhysicalmChemistrymChemicalmPhysicsXL2019XLcbXLgejjZgfaf3.6 5

32 rcceleratingL°etadynamicsZsasedLwreeZvnergyLtalculationsLwithLrdaptiveL°achineLLearningL
üotentials[LJournalmofmChemicalmTheorymandmComputationXL2021XLbhXLeegfZeehg 6.4 5

31 satterieskLcuL°onolayerL°oαcâ��tarbonLznteroverlappedLαuperstructurekLvngineeringLzdealLrtomicL
znterfaceLforLLithiumLzonLαtorageLTrdv[L°ater[Lce]cabfU[LAdvancedmMaterialsXL2015XLchXLdficZdfic 24 4

30 −esolvingLtheLzntricateL°echanismLandLαelectivityLofLαyngasLtonversionLonL−educedLZntrcøxkLrL
₂uantitativeLαtudyLfromLuwβLandL°icrokineticLαimulations[LACSmCatalysisXbcjhhZbcjii 13.1 4

29 rLgeneralLdopingLrulekLrationalLdesignLofLzrZdopedLcatalystsLforLtheLoxygenLevolutionLreaction[L
ChemicalmCommunicationsXL2020XLfgXLbfcabZbfcae 5.8 4

28
UnravelingLtheLühotogeneratedLvlectronLLocalizationLonLtheLuefectZwreeLtyNyübzTaabULαurfaceskL
UnderstandingLandLzmplicationsLfromLaLwirstZürinciplesLαtudy[LJournalmofmPhysicalmChemistrymLettersXL
2020XLbbXLiaebZiaeh

6.4 4

27 znfluenceLofLsurfaceLdefectsLonLactivityLandLselectivitykLaLquantitativeLstudyLofLstructureLsensitivityL
ofLüdLcatalystsLforLacetyleneLhydrogenation[LCatalysismSciencemandmTechnologyX 5.5 4

26 soostingLühotocatalyticLWaterLøxidationLøverLsifunctionalL−hLZ−hLαites[LAngewandtemChemiem-m
InternationalmEditionXL2021XLgaXLcchgbZcchgi 16.4 4

25 UnderstandingLtheLuynamicLüotentialLuistributionLatLtheLvlectrodeLznterfaceLbyLαtochasticLtollisionL
vlectrochemistry[LJournalmofmthemAmericanmChemicalmSocietyXL2021XLbedXLbceciZbcedc 16.4 4

24 xoldLαegregationLzmprovesLvlectrocatalyticLrctivityLofLzcosahedronLruqütLNanoclusterkLznsightsL
fromL°achineLLearningâ� [LChinesemJournalmofmChemistryX 4.9 4

23 βowardsLtheLobjectZorientedLdesignLofLactiveLhydrogenLevolutionLcatalystsLonLsingleZatomLalloys[L
ChemicalmScienceXL2021XLbcXLbagdeZbagec 9.4 4

22 αolarLtellskLyighlyLvlectrocatalyticLrctivityLofL−uøcLNanocrystalsLforLβriiodideL−eductionLinL
uyeZαensitizedLαolarLtellsLTαmallLd]cabeU[LSmallXL2014XLbaXLeidZeid 11 3
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21 tøcL−eformingLofLvthanolkLuensityLwunctionalLβheoryLtalculationsXL°icrokineticL°odelingXLandL
vxperimentalLαtudies[LACSmCatalysisXL2020XLbaXLjgceZjgdd 13.1 3

20
°olecularLrdsorptionL–ineticskLNonlinearLvntropyâ��vnthalpyLLossL₂uantifiedLbyLtonstrainedLrz°uL
andLznsightsLintoLtheLrdsorptionZαiteLueterminationLonL°etalLøxides[LJournalmofmPhysicalmChemistrym
CXL2021XLbcfXLbajheZbajic

3.8 3

19 −ationalLcatalystLdesignLforLtøLoxidationkLaLgradientZbasedLoptimizationLstrategy[LCatalysismSciencem
andmTechnologyXL2021XLbbXLcgaeZcgbf 5.5 3

18
sreakingLthroughLtheLüeakLyeightLLimitLofLtheLVolcanoZαhapedLrctivityLturveLforL°etalLtatalystskL
−oleLofLuistinctLαurfaceLαtructuresLonLβransitionL°etalLøxides[LJournalmofmPhysicalmChemistrymCXL2022
XLbcgXLbidZbjb

3.8 2

17 xeneralLtrendsLinLyoriutiZüolanyiLmechanismLvsLnonZyoriutiZüolanyiLmechanismLforLwaterLformationL
onLtransitionLmetalLsurfaces[LChinesemJournalmofmCatalysisXL2020XLebXLcjeZdab 11.3 2

16
αcreeningLperformanceLofLmethaneLactivationLoverLatomicallyLdispersedLmetalLcatalystsLonL
defectiveLboronLnitrideLmonolayerskLrLdensityLfunctionalLtheoryLstudy[LChinesemChemicalmLettersXL
2021XLdcXLbjhcZbjhg

8.1 2

15 vlectrochemicalLtøcLreductionkLwater]catalystLinterfaceLversusLpolymer]catalystLinterface[LJournalm
ofmMaterialsmChemistrymAXL2021XLjXLbheheZbheia 13 2

14 teriaLwoamLwithLrtomicallyLβhinLαingleZtrystalLWalls[LAngewandtemChemieXL2012XLbceXLdghbZdghf 3.6 1

13 znvestigationLofLinhibitionLphenomenonLonLtuLTaLaLbULsurfaceLbyLcomputerLsimulation[LMaterialsm
ResearchmInnovationsXL2013XLbhXLdjcZdjf 1.9 1

12 uiscoveryLofLaLNewLαolventLtoZtatalyzedL°echanismLinLyeterogeneousLtatalysiskLrLwirstZürinciplesL
αtudyLwithL°olecularLuynamicsLonLrcetaldehydeLyydrogenationLonLsirnessite[[LJacsmAuXL2022XLcXLdciZdde 1

11 øriginLofLWaterZznducedLueactivationLofL°nøcZsasedLtatalystLforL−oomZβemperatureLNøL
øxidationkLrLwirstZürinciplesL°icrokineticLαtudy[LACSmCatalysisXL2021XLbbXLgidfZgief 13.1 1

10 tomputationalLαimulationLofLβrappedLthargeLtarriersLinLβiøcLandLβheirLzmpactsLonLühotocatalyticL
WaterLαplitting[LACSmSymposiummSeriesXL2019XLghZbaa 0.4 1

9 UniversalLαkeletonLweatureLofLtheLβhreeZuimensionalLVolcanoLαurfaceLandLtheLβhermodynamicL−uleL
inLLocatingLtheLtatalystLinLyeterogeneousLtatalysis[LACSmCatalysisXL2022XLbcXLcehZcfi 13.1 1

8 rLαimpleLandLLigandZwreeLαynthesisLofLLightLandLuurableL°etalZβiøLcLüolymerLwilmsLwithLvnhancedL
ühotocatalyticLüroperties[LAdvancedmMaterialsmInterfacesXcbabceb 4.6 0

7 −esolvingLtheLβwoZβrackLαcalingLβrendLforLrdsorbatesLonL−utileZβypeL°etalLøxideskLNewL
uescriptorsLforLrdsorptionLvnergies[LJournalmofmPhysicalmChemistrymCXL2021XLbcfXLcdbgcZcdbgi 3.8 0

6 soostingLühotocatalyticLWaterLøxidationLøverLsifunctionalL−haZ−hdWLαites[LAngewandtemChemieXL
2021XLbddXLccjed 3.6 0

5 toordinationLNumberZuependentLtompleteLøxidationLofL°ethaneLonLNiøLtatalysts[LACSmCatalysisXL
2021XLbbXLjidhZjiej 13.1 0

4
−obustLstabilityLanalysisLforLdelayedLtohenZxrossbergZtypeLbidirectionalLassociativeLmemoryLneuralL
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