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i Paper IF Citations

226 ·aterKqhemistryKbeneathKuraphenehKqondensationKofKaKrenseK†vXv†KPhaseKunderKurapheneYYK
JournalkofkPhysicalkChemistrykCWK2022WK]_dWKbabeXbacb 3.8 0

225 rimerizationKofKdehydrogenatedKpolycyclicKaromaticKhydrocarbonsKonKgrapheneYYKJournalkofk
ChemicalkPhysicsWK2022WK]cdWK]abe[a 3.9

224 ”izeXdependentKphaseKstabilityKinKtransitionKmetalKdichalcogenideKnanoparticlesKcontrolledKbyKmetalK
substratesYKNanoscaleWK2021WK]aWK][]deX][]f[ 7.7 2

223 –heKmechanismKofK{gKconductionKinKammineKmagnesiumKborohydrideKpromotedKbyKaKneutralK
moleculeYKPhysicalkChemistrykChemicalkPhysicsWK2020WK__WKg_[bXg_[g 3.6 33

222 sfficientKulobalK”tructureK†ptimizationKwithKaK{achineXzearnedK”urrogateK{odelYKPhysicalkReviewk
LettersWK2020WK]_bWK[fd][_ 7.4 37

221 }vaKonKanataseK–i†_S][]ThKriffusionKmechanismsKandKtheKeffectKofKintermolecularKrepulsionYK
PhysicalkReviewkMaterialsWK2020WKbWK 3.2 1

220 ”tructureKpredictionKofKsurfaceKreconstructionsKbyKdeepKreinforcementKlearningYKJournalkofkPhysicsk
CondensedkMatterWK2020WKa_WKb[b[[c 1.8 6

219 uaussianKrepresentationKforKimageKrecognitionKandKreinforcementKlearningKofKatomisticKstructureYK
JournalkofkChemicalkPhysicsWK2020WK]caWK[bb][e 3.9 6

218 otomisticKstructureKlearningKalgorithmKwithKsurrogateKenergyKmodelKrelaxationYKPhysicalkReviewkBWK
2020WK][_WK 3.3 6

217 qhemicallyXresolvedKdeterminationKofKhydrogenatedKgrapheneXsubstrateKinteractionYKPhysicalk
ChemistrykChemicalkPhysicsWK2019WK_]WK]abd_X]abdd 3.6 5

216 otomisticKstructureKlearningYKJournalkofkChemicalkPhysicsWK2019WK]c]WK[cb]]] 3.9 20

215 qonstructingKconvexKenergyKlandscapesKforKatomisticKstructureKoptimizationYKPhysicalkReviewkBWK
2019WK][[WK 3.3 4

214
sffectsKofKuasXPhaseKqonditionsKandKParticleK”izeKonKtheKPropertiesKofKquS]]]TX”upportedKZny†xK
ParticlesK“evealedKbyKulobalK†ptimizationKandKobKwnitioK–hermodynamicsYKJournalkofkPhysicalk
ChemistrykCWK2019WK]_aWKa[g[aXa[g]d

3.8 5

213 “otationKandKdiffusionKofKnaphthaleneKonKPtS]]]TYKJournalkofkChemicalkPhysicsWK2018WK]bfWK]_be[a 3.9 2

212 sxcitingKvK{oleculesKforKurapheneKtunctionalizationYKACSkNanoWK2018WK]_WKc]aXc_[ 16.7 19

211 †nXtheXtlyK{achineKzearningKofKotomicKPotentialKinKrensityKtunctionalK–heoryK”tructureK
†ptimizationYKPhysicalkReviewkLettersWK2018WK]_[WK[_d][_ 7.4 72

210 sxplorationKversusKsxploitationKinKulobalKotomisticK”tructureK†ptimizationYKJournalkofkPhysicalk
ChemistrykAWK2018WK]__WK]c[bX]c[g 2.8 29
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209 }vKadsorptionKonKanataseX–i†S][]TYKJournalkofkChemicalkPhysicsWK2018WK]bfWK]_be[b 3.9 7

208 –ightXpindingKopproximationXsnhancedKulobalK†ptimizationYKJournalkofkChemicalkTheorykandk
ComputationWK2018WK]bWK_egeX_f[e 6.4 18

207 VisualizingKhydrogenXinducedKreshapingKandKedgeKactivationKinK{o”KandKqoXpromotedK{o”KcatalystK
clustersYKNaturekCommunicationsWK2018WKgWK__]] 17.4 50

206 ·aterKrissociationKandKvydroxylK†rderingKonKonataseK–i†κ{_}S[[]TXS]ˆ�bTYKPhysicalkReviewkLettersWK
2018WK]_]WK_[d[[a 7.4 24

205 onKextendedKchiralKsurfaceKcoordinationKnetworkKbasedKonKogXclustersYKJournalkofkChemicalkPhysicsWK
2018WK]bgWK]dbe][ 3.9 10

204 {achineKlearningKenhancedKglobalKoptimizationKbyKclusteringKlocalKenvironmentsKtoKenableKbundledK
atomicKenergiesYKJournalkofkChemicalkPhysicsWK2018WK]bgWK]ab][b 3.9 24

203 otomicKsnergiesKfromKaKqonvolutionalK}euralK}etworkYKJournalkofkChemicalkTheorykandkComputation
WK2018WK]bWKagaaXagb_ 6.4 45

202 }euralXnetworkXenhancedKevolutionaryKalgorithmKappliedKtoKsupportedKmetalKnanoparticlesYK
PhysicalkReviewkBWK2018WKgeWK 3.3 57

201 occeleratingKatomicKstructureKsearchKwithKclusterKregularizationYKJournalkofkChemicalkPhysicsWK2018WK
]bfWK_b]eab 3.9 15

200 ·aterXuasX”hiftKoverK{etalXtreeK}anocrystallineKqeriahKonKsxperimentalKandK–heoreticalK”tudyYK
ChemCatChemWK2017WKgWK]aeaX]aee 5.2 12

199 qombiningKsvolutionaryKolgorithmsKwithKqlusteringKtowardK“ationalKulobalK”tructureK†ptimizationK
atKtheKotomicK”caleYKJournalkofkChemicalkTheorykandkComputationWK2017WK]aWK]bfdX]bga 6.4 34

198 ”tructureKandKrynamicsKofKwndividualKriastereomericKqomplexesKonKPlatinumhK”urfaceK”tudiesK
“elatedKtoKveterogeneousKsnantioselectiveKqatalysisYKAccountskofkChemicalkResearchWK2017WKc[WK]]daX]]e[24.3 11

197 {onitoringKinterconversionKbetweenKstereochemicalKstatesKinKsingleKchiralityXtransferKcomplexesK
onKaKplatinumKsurfaceYKNaturekChemistryWK2017WKgWKca]Xcad 17.6 16

196 –heKatomicKsimulationKenvironmentXaKPythonKlibraryKforKworkingKwithKatomsYKJournalkofkPhysicsk
CondensedkMatterWK2017WK_gWK_ea[[_ 1.8 1097

195 wnfluenceKofKqv´•´•´•}KwnteractionKinKtheK”elfXossemblyKofKanK†ligoSisoquinolyneXethynylyneTK{oleculeK
withKristinctKqonformationalK”tatesYKLangmuirWK2017WKaaWK][ef_X][eg] 4 2

194 ”tructureKofKtheK”n†κ{_}S]][TXSbˆ�]TK”urfaceYKPhysicalkReviewkLettersWK2017WK]]gWK[gd][_ 7.4 16

193 ”upramolecularKqorralsKonK”urfacesK“esultingKfromKoromaticKwnteractionsKofK}onplanarK–riazolesYK
ACSkNanoWK2017WK]]WKfa[_Xfa][ 16.7 3

192 ”ubstrateXinducedKsemiconductorXtoXmetalKtransitionKinKmonolayerK·”_YKPhysicalkReviewkBWK2017WK
gdWK 3.3 26

(2017-2018)
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191 pandXgapKengineeringKbyKpiKintercalationKofKgrapheneKonKwrS]]]TYKPhysicalkReviewkBWK2016WKgaWK 3.3 22

190 ”ingleXlayerK{o”_KonKouS]]]ThKpandKgapKrenormalizationKandKsubstrateKinteractionYKPhysicalkReviewk
BWK2016WKgaWK 3.3 93

189 ”electionKofKconformationalKstatesKinKsurfaceKselfXassemblyKforKaKmoleculeKwithKeightKpossibleKpairsK
ofKsurfaceKenantiomersYKChemicalkCommunicationsWK2016WKc_WK]b[_aX]b[_d 5.8 8

188 ”ymmetryXrrivenKpandKuapKsngineeringKinKvydrogenKtunctionalizedKurapheneYKACSkNanoWK2016WK][WK][egfX][f[e16.7 40

187 —nravellingK”iteX”pecificKPhotoX“eactionsKofKsthanolKonK“utileK–i†_S]][TYKScientifickReportsWK2016WKdWK_]gg[4.9 39

186 sffectsKofKparticleKsizeKandKedgeKstructureKonKtheKelectronicKstructureWKspectroscopicKfeaturesWKandK
chemicalKpropertiesKofKouS]]]TXsupportedK{o”_KnanoparticlesYKFaradaykDiscussionsWK2016WK]ffWKa_aXba 3.6 19

185 oKcomparativeKstudyKofKdiastereomericKcomplexesKformedKbyKaKprochiralKsubstrateKandKthreeK
structurallyKanalogousKchiralKmoleculesKonKPtS]]]TYKSurfacekScienceWK2016WKdbdWK]aX]f 1.8 9

184 –heKinfluenceKofKcoroneneKsuperXhydrogenationKonKtheKcoroneneXgraphiteKinteractionYKJournalkofk
ChemicalkPhysicsWK2016WK]bcWK]ebe[f 3.9 8

183 PyridineKadsorptionKandKdiffusionKonKPtS]]]TKinvestigatedKwithKdensityKfunctionalKtheoryYKJournalkofk
ChemicalkPhysicsWK2016WK]bbWK]db]]_ 3.9 12

182 ”tructureKandKroleKofKmetalKclustersKinKaKmetalXorganicKcoordinationKnetworkKdeterminedKbyKdensityK
functionalKtheoryYKJournalkofkChemicalkPhysicsWK2016WK]bbWK[fbe[f 3.9 4

181 onKautomatedKnudgedKelasticKbandKmethodYKJournalkofkChemicalkPhysicsWK2016WK]bcWK[gb][e 3.9 50

180 “eductionKofKq†_KwithK·aterKonKPtXzoadedK“utileK–i†_S]][TK{odeledKwithKrensityKtunctionalK
–heoryYKJournalkofkPhysicalkChemistrykCWK2016WK]_[WKg]d[Xg]db 3.8 24

179 qrystallineKandKelectronicKstructureKofKsingleXlayerK–a”_YKPhysicalkReviewkBWK2016WKgbWK 3.3 52

178 wnK”ituKretectionKofKoctiveKsdgeK”itesKinK”ingleXzayerK{o”_KqatalystsYKACSkNanoWK2015WKgWKga__Xa[ 16.7 116

177 wsolatingKaK“eactionKwntermediateKinKtheKvydrogenationKofK_W_W_X–rifluoroacetophenoneKonKPtS]]]TYK
JournalkofkPhysicalkChemistrykCWK2015WK]]gWKea]gXea_d 3.8 9

176
”ingleXchiralXcatalyticXsurfaceXsiteshK”–{KandKrt–KstudyKofKstereodirectingKcomplexesKformedK
betweenKS“TX]XS]XnaphthylTethylamineKandKketopantolactoneKonKPtS]]]TYKCatalysiskSciencekandk
TechnologyWK2015WKcWKebaXeca

5.5 12

175 ”electionKofKconformationalKstatesKinKselfXassembledKsurfaceKstructuresKformedKfromKanK
oligoSnaphthyleneXethynyleneTKaXbitKbinaryKswitchYKJournalkofkChemicalkPhysicsWK2015WK]b_WK][]g__ 3.9 4

174 urowthKandKelectronicKstructureKofKepitaxialKsingleXlayerK·”_KonKouS]]]TYKPhysicalkReviewkBWK2015WK
g_WK 3.3 53
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173 wdentificationKofKtheKqatalyticK”iteKatKtheKwnterfaceKPerimeterKofKouKqlustersKonK“utileK–i†_S]][TYK
ACSkCatalysisWK2014WKbWK]d_dX]da] 13.1 61

172 {odelingK{ethylKqhlorideKPhotoK†xidationKbyK†xygenK”peciesKonK–i†_S]][TYKTopicskinkCatalysisWK
2014WKceWK]e]X]ed 2.3 6

171 “emoteKoctivationKofKqhemicalKpondsKinKveterogeneousKqatalysisYKACSkCatalysisWK2014WKbWK]]f_X]]ff 13.1 25

170 oKgeneticKalgorithmKforKfirstKprinciplesKglobalKstructureKoptimizationKofKsupportedKnanoKstructuresYK
JournalkofkChemicalkPhysicsWK2014WK]b]WK[bbe]] 3.9 122

169 oKsurfaceKcoordinationKnetworkKbasedKonKcopperKadatomKtrimersYKAngewandtekChemiek-k
InternationalkEditionWK2014WKcaWK]_gccXg 16.4 58

168 ”tructureKdeterminationKofKchemisorbedKchiralityKtransferKcomplexeshKocceleratedK”–{KanalysisKandK
exchangeXcorrelationKfunctionalKsensitivityYKSurfacekScienceWK2014WKd_gWKbfXcd 1.8 20

167 ·alkingXlikeKdiffusionKofKtwoXfootedKasymmetricKaromaticKadsorbatesKonKPtS]]]TYKSurfacekScienceWK
2014WKd_gWK]_aX]a] 1.8 17

166 sinK{etallXorganischesK}etzwerkKaufKpasisKvonKquXodatomXK–rimerenYKAngewandtekChemieWK2014WK
]_dWK]a]dgX]a]ea 3.6 11

165 ”equentialKoxygenKandKalkaliKintercalationKofKepitaxialKgrapheneKonKwrS]]]ThKenhancedKmanyXbodyK
effectsKandKformationKofKpnKXinterfacesYK2DkMaterialsWK2014WK]WK[_c[[_ 5.9 32

164 }ucleationKandKgrowthKofKPtKnanoparticlesKonKreducedKandKoxidizedKrutileK–i†â��KS]][TYKJournalkofk
ChemicalkPhysicsWK2014WK]b]WK_]be[_ 3.9 22

163 vydrogenKbondKrotationsKasKaKuniformKstructuralKtoolKforKanalyzingKproteinKarchitectureYKNaturek
CommunicationsWK2014WKcWKcf[a 17.4 14

162 —nderstandingKintercalationKstructuresKformedKunderKgrapheneKonKwrS]]]TYKPhysicalkReviewkBWK2014WK
g[WK 3.3 30

161 –hermodynamicKaspectsKofKdehydrogenationKreactionsKonKnobleKmetalKsurfacesYKJournalkofkChemicalk
PhysicsWK2014WK]b]WK]ebe[c 3.9 13

160 “oleKofKstepsKinKtheKdissociativeKadsorptionKofKwaterKonKrutileK–i†_S]][TYKPhysicalkReviewkLettersWK
2013WK]][WK]bd][] 7.4 54

159 q†KwntercalationKofKurapheneKonKwrS]]]TKinKtheK{illibarK“egimeYKJournalkofkPhysicalkChemistrykCWK
2013WK]]eWK]dbafX]dbbe 3.8 70

158 oKdensityKfunctionalKtheoryKstudyKofKatomicKstepsKonKstoichiometricKrutileK–i†_S]][TYKJournalkofk
ChemicalkPhysicsWK2013WK]agWK_abe[b 3.9 10

157 preakdownKofKtheKurapheneKqoatingKsffectKunderK”equentialKsxposureKtoK†_KandKv_”YKJournalkofk
PhysicalkChemistrykLettersWK2013WKbWKaee[Xaeeb 6.4 14

156 odsorptionKandKdehydrogenationKofKtetrahydroxybenzeneKonKquS]]]TYKChemicalkCommunicationsWK
2013WKbgWKga[fX][ 5.8 37
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155 qontrollingKhydrogenationKofKgrapheneKonKwrS]]]TYKACSkNanoWK2013WKeWKaf_aXa_ 16.7 62

154
wnteractionKbetweenKqoroneneKandKuraphiteKfromK–emperatureXProgrammedKresorptionKandK
rt–Xvd·KqalculationshKwmportanceKofKsntropicKsffectsKandKwnsightsKintoKuraphiteKwnterlayerKpindingYK
JournalkofkPhysicalkChemistrykCWK2013WK]]eWK]ac_[X]ac_g

3.8 39

153 ”tereodirectionKofKanK˛–XketoesterKatKsubXmolecularKsitesKonKchirallyKmodifiedKPtS]]]ThK
heterogeneousKasymmetricKcatalysisYKJournalkofkthekAmericankChemicalkSocietyWK2013WK]acWKggggX][[[_ 16.4 34

152 wnterfacialKoxygenKunderK–i†_KsupportedKouKclustersKrevealedKbyKaKgeneticKalgorithmKsearchYK
JournalkofkChemicalkPhysicsWK2013WK]agWK_[be[] 3.9 13

151 “educedKstepKedgesKonKrutileK–i†_S]][TKasKcompetingKdefectsKtoKoxygenKvacanciesKonKtheKterracesK
andKreactiveKsitesKforKethanolKdissociationYKPhysicalkReviewkLettersWK2012WK][gWK]ccc[] 7.4 41

150 ”ystematicKstudyKofKoudKtoKou]_KgoldKclustersKonK{g†S][[TKtKcentersKusingKdensityXfunctionalK
theoryYKPhysicalkReviewkLettersWK2012WK][fWK]_d][] 7.4 103

149 ”canningK–unnelingK{icroscopyK{easurementsKofKtheKtullKqycleKofKaKveterogeneousKosymmetricK
vydrogenationK“eactionKonKqhirallyK{odifiedKPtS]]]TYKJournalkofkPhysicalkChemistrykLettersWK2012WKaWKg_Xd6.4 10

148 sthanolKriffusionKonK“utileK–i†_S]][TK{ediatedKbyKvKodatomsYKJournalkofkPhysicalkChemistrykLetters
WK2012WKaWK_faXf 6.4 33

147 ”tudyKofKolkylthiolateK”elfXassembledK{onolayersKonKouS]]]TK—singKaK”emilocalKmetaXuuoKrensityK
tunctionalYKJournalkofkPhysicalkChemistrykCWK2012WK]]dWKeaebXeaeg 3.8 41

146 PreservationKofKtheKPtS][[TKsurfaceKreconstructionKafterKgrowthKofKaKcontinuousKlayerKofKgrapheneYK
SurfacekScienceWK2012WKd[dWKbdbXbdg 1.8 18

145 urapheneKonKmetalKsurfacesKandKitsKhydrogenKadsorptionhKoKmetaXuuoKfunctionalKstudyYKPhysicalk
ReviewkBWK2012WKfdWK 3.3 56

144 urapheneKcoatingshKprobingKtheKlimitsKofKtheKoneKatomKthickKprotectionKlayerYKACSkNanoWK2012WKdWK][_cfXdd16.7 81

143 PackingKdefectsKintoKorderedKstructureshKstrandsKonK–i†_YKPhysicalkReviewkLettersWK2012WK][fWK_ad][a 7.4 23

142 zinearKhydrogenKadsorbateKstructuresKonKgraphiteKinducedKbyKselfXassembledKmolecularK
monolayersYKCarbonWK2012WKc[WK_[c_X_[cd 10.4 12

141 odsorptionWKmobilityWKandKdimerizationKofKbenzaldehydeKonKPtS]]]TYKJournalkofkChemicalkPhysicsWK
2012WK]adWK]ebe[d 3.9 18

140
s×Ps“w{s}–ozKsVwrs}qsKt†“K–vsKt†“{o–w†}K†tKvwuvzøK”—Ps“vør“†us}o–srKP†zøqøqzwqK
o“†{o–wqKvør“†qo“p†}”K–v“†—uvKvKo–†{Korrw–w†}Ko}rK–vsw“Kqo–ozø–wqK“†zsKw}K
v_t†“{o–w†}YKAstrophysicalkJournalWK2012WKec_WKa

4.7 56

139 PyrenehKhydrogenationWKhydrogenKevolutionWKandKˇ�XbandKmodelYKJournalkofkChemicalkPhysicsWK2011WK
]abWK]dbe[a 3.9 28

138 ”tepsKonKrutileK–i†_S]][ThKoctiveKsitesKforKwaterKandKmethanolKdissociationYKPhysicalkReviewkBWK2011WK
fbWK 3.3 66
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137 rirectKobservationKofKmolecularKpreorganizationKforKchiralityKtransferKonKaKcatalystKsurfaceYKScienceWK
2011WKaabWKeedXf[ 33.3 81

136 ”tructureKandKstabilityKofKsmallKvKclustersKonKgrapheneYKPhysicalkReviewkBWK2011WKfaWK 3.3 39

135 –uningKorylâ��qv´•´•´•†KwntermolecularKwnteractionsKonKPtS]]]Tâ� YKJournalkofkPhysicalkChemistrykCWK2011WK
]]cWK]accX]ad[ 3.8 17

134 odsorptionKpropertiesKversusKoxidationKstatesKofKrutileK–i†_S]][TYKJournalkofkChemicalkPhysicsWK2011WK
]abWK]gbe[a 3.9 29

133 rirectKevidenceKforKethanolKdissociationKonKrutileK–i†_S]][TYKPhysicalkReviewkLettersWK2011WK][eWK]ad][_ 7.4 53

132 ”elfXconsistentKmetaXgeneralizedKgradientKapproximationKstudyKofKadsorptionKofKaromaticK
moleculesKonKnobleKmetalKsurfacesYKJournalkofkChemicalkPhysicsWK2011WK]acWK[fbe[b 3.9 34

131 pandgapKopeningKinKgrapheneKinducedKbyKpatternedKhydrogenKadsorptionYKNaturekMaterialsWK2010WK
gWKa]cXg 27 1229

130 snevoldsenKetKalYK“eplyhYKPhysicalkReviewkLettersWK2010WK][bWK 7.4 11

129 qommentKonKM†xygenKvacancyKoriginKofKtheKsurfaceKbandXgapKstateKofK–i†_S]][TMYKPhysicalkReviewk
LettersWK2010WK][bWK_cge[aiKauthorKreplyK_cge[b 7.4 30

128 q†KoxidationKonKfullyKoxygenKcoveredK“uS[[[]ThK“oleKofKstepKedgesYKPhysicalkReviewkBWK2010WKf]WK 3.3 20

127 rt–V—KstudyKofKdefectsKinKbulkKrutileK–i†S_TYKJournalkofkChemicalkPhysicsWK2010WK]aaWK]bbe[f 3.9 114

126 uuanineXKandKpotassiumXbasedKtwoXdimensionalKcoordinationKnetworkKselfXassembledKonKouS]]]TYK
JournalkofkthekAmericankChemicalkSocietyWK2010WK]a_WK]cg_eXg 16.4 46

125 snhancedKpondingKofK”ilverK}anoparticlesKonK†xidizedK–i†_S]][Tâ� YKJournalkofkPhysicalkChemistrykCWK
2010WK]]bWK]dgdbX]dge_ 3.8 20

124 –reatmentKofKzayeredK”tructuresK—singKaK”emilocalKmetaXuuoKrensityKtunctionalYKJournalkofk
PhysicalkChemistrykLettersWK2010WK]WKc]cXc]g 6.4 51

123 slectronicKstructureKcalculationsKwithKuPo·hKaKrealXspaceKimplementationKofKtheKprojectorK
augmentedXwaveKmethodYKJournalkofkPhysicskCondensedkMatterWK2010WK__WK_ca_[_ 1.8 1092

122 ·aterKodsorptionKonK–i†_YKTopicskinkCatalysisWK2010WKcaWKb_aXba[ 2.3 91

121 rissociativeKandKmolecularKoxygenKchemisorptionKchannelsKonKreducedKrutileK–i†_S]][ThKonK”–{K
andK–PrKstudyYKSurfacekScienceWK2010WKd[bWK]gbcX]gd[ 1.8 116

120 olkaneKdimersKinteractionhKoKsemiXlocalK{uuoKfunctionalKstudyYKChemicalkPhysicskLettersWK2010WKbg_WK]faX]fd2.5 17
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119 wmagingKofKtheKhydrogenKsubsurfaceKsiteKinKrutileK–i†_YKPhysicalkReviewkLettersWK2009WK][_WK]ad][a 7.4 81

118 ”electiveKPropeneKspoxidationKonKwmmobilizedKoudâ��][KqlustershK–heKsffectKofKvydrogenKandK·aterK
onKoctivityKandK”electivityYKAngewandtekChemieWK2009WK]_]WK]bgcX]bgg 3.6 38

117 ”electiveKpropeneKepoxidationKonKimmobilizedKauSdX][TKclustershKtheKeffectKofKhydrogenKandKwaterK
onKactivityKandKselectivityYKAngewandtekChemiek-kInternationalkEditionWK2009WKbfWK]bdeXe] 16.4 224

116 ”tructureKandKcatalyticKreactivityKofK“hKoxidesYKCatalysiskTodayWK2009WK]bcWK__eX_ac 5.3 67

115 tormationKandKdiffusionKofKwaterKdimersKonKrutileK–i†_S]][TYKPhysicalkReviewkLettersWK2009WK][_WK__d][] 7.4 80

114 sxtendedKatomicKhydrogenKdimerKconfigurationsKonKtheKgraphiteS[[[]TKsurfaceYKJournalkofkChemicalk
PhysicsWK2009WK]a]WK[fbe[d 3.9 77

113 †bservationKofKallKtheKintermediateKstepsKofKaKchemicalKreactionKonKanKoxideKsurfaceKbyKscanningK
tunnelingKmicroscopyYKACSkNanoWK2009WKaWKc]eX_d 16.7 92

112 _rXarKtransitionKforKcationicKandKanionicKgoldKclustershKaKkineticKenergyKdensityKfunctionalKstudyYK
JournalkofkthekAmericankChemicalkSocietyWK2009WK]a]WK][d[cXg 16.4 119

111 sffectKofKsubsurfaceK–iXinterstitialsKonKtheKbondingKofKsmallKgoldKclustersKonKrutileK–i†S_TS]][TYK
JournalkofkChemicalkPhysicsWK2009WK]a[WK[bbe[b 3.9 42

110 –heKroleKofKinterstitialKsitesKinKtheK–iadKdefectKstateKinKtheKbandKgapKofKtitaniaYKScienceWK2008WKa_[WK]eccXg33.3 744

109 octivationKinKprochiralKreactionKassembliesKonKPtS]]]TYKJournalkofkthekAmericankChemicalkSocietyWK
2008WK]a[WKcafdXe 16.4 46

108 ”tructureKandKreactivityKofKaKmodelKcatalystKalloyKunderKrealisticKconditionsYKJournalkofkPhysicsk
CondensedkMatterWK2008WK_[WK]fb[]f 1.8 42

107 sxtendedKoneXdimensionalKsupramolecularKassemblyKonKaKsteppedKsurfaceYKPhysicalkReviewkLettersWK
2008WK][[WK[bd][a 7.4 36

106 qovalentKinterlinkingKofKanKaldehydeKandKanKamineKonKaKouS]]]TKsurfaceKinKultrahighKvacuumYK
AngewandtekChemiek-kInternationalkEditionWK2007WKbdWKg__eXa[ 16.4 180

105 qovalentKwnterlinkingKofKanKoldehydeKandKanKomineKonKaKouS]]]TK”urfaceKinK—ltrahighKVacuumYK
AngewandtekChemieWK2007WK]]gWKgafeXgag[ 3.6 75

104 †xidationKstateKofKoxideKsupportedKnanometricKgoldYKTopicskinkCatalysisWK2007WKbbWKbgXcd 2.3 73

103 ProbingKenantioselectivityKwithKxXrayKphotoelectronKspectroscopyKandKdensityKfunctionalKtheoryYK
PhysicalkReviewkLettersWK2007WKgfWK]ad][_ 7.4 51

102 snhancedKbondingKofKgoldKnanoparticlesKonKoxidizedK–i†_S]][TYKScienceWK2007WKa]cWK]dg_Xd 33.3 432
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101 “oleKofKsurfaceKelasticKrelaxationsKinKanK†XinducedKnanopatternKonKPtS]][TXS]KxK_TYKPhysicalkReviewk
LettersWK2007WKgfWK]]cc[] 7.4 25

100 –heoreticalKstudyKofKv_†KdissociationKandKq†KoxidationKonKPt_{oS]]]TYKJournalkofkCatalysisWK2006WK
_baWK]g_X]gf 7.3 40

99 tormationKandKsplittingKofKpairedKhydroxylKgroupsKonKreducedK–i†_S]][TYKPhysicalkReviewkLettersWK
2006WKgdWK[dd][e 7.4 362

98 qhiralKrecognitionKofKorganicKmoleculesKbyKatomicKkinksKonKsurfacesYKPhysicalkReviewkLettersWK2006WK
gdWK[cd][a 7.4 109

97 rensityKfunctionalKtheoryKstudyKofKwaterKdissociationKinKaKdoubleKwaterKbilayerKwithKorKwithoutK
coadsorptionKofKq†KonKPtS]]]TYKJournalkofkChemicalkPhysicsWK2006WK]_bWK]fbe[b 3.9 20

96 {etastableKstructuresKandKrecombinationKpathwaysKforKatomicKhydrogenKonKtheKgraphiteKS[[[]TK
surfaceYKPhysicalkReviewkLettersWK2006WKgdWK]cd][b 7.4 278

95 qlusteringKofKchemisorbedKvSrTKatomsKonKtheKgraphiteKS[[[]TKsurfaceKdueKtoKpreferentialKstickingYK
PhysicalkReviewkLettersWK2006WKgeWK]fd][_ 7.4 235

94 ”tructureKandKactivityKofKoxidizedKPtS]][TKandKalphaXPt†_YKPhysicalkChemistrykChemicalkPhysicsWK2006
WKfWK]cddXeb 3.6 69

93 “oleKofKouSVTKinKsupportingKandKactivatingKouSeTKonK–i†S_TS]][TYKPhysicalkReviewkLettersWK2006WKgeWK]ad][e7.4 142

92 qhiralKswitchingKbyKspontaneousKconformationalKchangeKinKadsorbedKorganicKmoleculesYKNaturek
MaterialsWK2006WKcWK]]_Xe 27 196

91 ”pecialK”itesKatK}obleKandKzateK–ransitionK{etalKqatalystsYKTopicskinkCatalysisWK2006WKaeWKaX]d 2.3 235

90 –heK“oleKofKtheKqhiralK{odifierKonKtheKsnantioselectiveKvydrogenationKofK{ethylKPyruvateKonK
PtS]]]TYKCatalysiskLettersWK2006WK][dWK]]]X]]b 2.8 12

89 “eactivityKofKaKgasZmetalZmetalXoxideKthreeXphaseKboundaryhKq†KoxidationKatKtheK
PtS]]]Tâ��cSbˆ�_TX_q†Z˛–XPt†_KphaseKboundaryYKChemicalkPhysicskLettersWK2005WKb[gWK]Xe 2.5 48

88 †neXdimensionalKPt†_KatKPtKstepshKformationKandKreactionKwithKq†YKPhysicalkReviewkLettersWK2005WK
gcWK_cd][_ 7.4 122

87 –heKactivityKofKtheKtetrahedralKou_[KclusterhKchargingKandKimpurityKeffectsYKJournalkofkCatalysisWK
2005WK_aaWKaggXb[b 7.3 122

86 uuanineKquartetKnetworksKstabilizedKbyKcooperativeKhydrogenKbondsYKAngewandtekChemiek-k
InternationalkEditionWK2005WKbbWK__e[Xc 16.4 262

85 uuanineKQuartetK}etworksK”tabilizedKbyKqooperativeKvydrogenKpondsYKAngewandtekChemieWK2005WK
]]eWK_a][X_a]c 3.6 63

84 ”omeKrecentKtheoreticalKadvancesKinKtheKunderstandingKofKtheKcatalyticKactivityKofKouYKAppliedk
CatalysiskA:kGeneralWK2005WK_g]WK_]Xa] 5.1 222

(2005-2007)
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83 †xygenKvacanciesKonK–i†_S]K]K[TKandKtheirKinteractionKwithKv_†KandK†_hKoKcombinedK
highXresolutionK”–{KandKrt–KstudyYKSurfacekScienceWK2005WKcgfWK__dX_bc 1.8 511

82 –heKelectronicKstructureKeffectKinKheterogeneousKcatalysisYKCatalysiskLettersWK2005WK][[WK]]]X]]b 2.8 253

81 odsorbateXinducedKalloyKphaseKseparationhKaKdirectKviewKbyKhighXpressureKscanningKtunnelingK
microscopyYKPhysicalkReviewkLettersWK2005WKgcWK]_d][] 7.4 68

80 ”tructureKandKreactivityKofKsurfaceKoxidesKonKPtS]][TKduringKcatalyticKq†KoxidationYKPhysicalkReviewk
LettersWK2005WKgcWK_ccc[c 7.4 305

79 †xygenKadsorptionKatKanionicKfreeKandKsupportedKouKclustersYKJournalkofkChemicalkPhysicsWK2005WK
]_aWK]d]][b 3.9 73

78 –woXstepKreactionKonKaKstrainedWKnanoscaleKsegmentedKsurfaceYKPhysicalkReviewkLettersWK2004WKgaWK]_d][b7.4 27

77 †xidationKofKPtS]][TYKPhysicalkReviewkLettersWK2004WKgaWK]bd][b 7.4 122

76 odsorptionWKdiffusionWKandKdissociationKofKmolecularKoxygenKatKdefectedK–i†_S]][ThKaKdensityK
functionalKtheoryKstudyYKJournalkofkChemicalkPhysicsWK2004WK]_[WKgffXge 3.9 235

75 PromotingKandKpoisoningKeffectsKofK}aKandKqlKcoadsorptionKonKq†KoxidationKoverK{g†XsupportedK
ouKnanoparticlesYKJournalkofkCatalysisWK2004WK__eWK_]eX__d 7.3 52

74 q†KresorptionK“ateKrependenceKonKq†KPartialKPressureKoverKPlatinumKtuelKqellKqatalystsYKFuelk
CellsWK2004WKbWKa[gXa]g 2.9 42

73 odsorptionKofK†_KandKoxidationKofKq†KatKouKnanoparticlesKsupportedKbyK–i†_S]][TYKJournalkofk
ChemicalkPhysicsWK2004WK]_[WKedeaXf[ 3.9 271

72 –heoreticalKstudyKofKq†KoxidationKonKouKnanoparticlesKsupportedKbyK{g†S][[TYKPhysicalkReviewkBWK
2004WKdgWK 3.3 230

71 urowthKofKunidirectionalKmolecularKrowsKofKcysteineKonKouS]][TXS]KxK_TKdrivenKbyKadsorbateXinducedK
surfaceKrearrangementsYKPhysicalkReviewkLettersWK2004WKgaWK[fd][] 7.4 109

70 octiveKroleKofKoxideKsupportKduringKq†KoxidationKatKouZ{g†YKPhysicalkReviewkLettersWK2003WKg[WK_[d][_ 7.4 393

69 †xygenKdissociationKatKcloseXpackedKPtKterracesWKPtKstepsWKandKogXcoveredKPtKstepsKstudiedKwithK
densityKfunctionalKtheoryYKSurfacekScienceWK2002WKc]cWK_acX_bb 1.8 107

68 qhiralKrecognitionKinKdimerizationKofKadsorbedKcysteineKobservedKbyKscanningKtunnellingK
microscopyYKNatureWK2002WKb]cWKfg]Xa 50.4 529

67 –heoreticalKstudyKofKthiolXinducedKreconstructionsKonKtheKouS]]]TKsurfaceYKChemicalkPhysicskLettersWK
2002WKad[WK_dbX_e] 2.5 155

66 —niversalityKinKveterogeneousKqatalysisYKJournalkofkCatalysisWK2002WK_[gWK_ecX_ef 7.3 1007
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65 rensityKfunctionalKtheoryKstudyKofKenantiospecificKadsorptionKatKchiralKsurfacesYKJournalkofkthek
AmericankChemicalkSocietyWK2002WK]_bWK]befgXgb 16.4 61

64 qommentKonKMvighKpressureKadsorbateKstructuresKstudiedKbyKscanningKtunnelingKmicroscopyhKq†KonK
PtS]]]TKinKequilibriumKwithKtheKgasKphaseMYKPhysicalkReviewkLettersWK2002WKffWK_cgd[] 7.4 61

63 v_KdissociationKatKdefectedKquhKPreferenceKforKreactionKatKvacancyKandKkinkKsitesYKPhysicalkReviewkBWK
2002WKdcWK 3.3 34

62 odsorbateXoxideKinteractionsKduringKtheK}†KVKq†KreactionKonK{g†S][[TKsupportedKPdKmonolayerK
filmsYKPhysicalkReviewkLettersWK2002WKfgWK[]d][_ 7.4 41

61 oKdensityKfunctionalKtheoryKstudyKofKtheKadsorptionKofKsulfurWKmercaptoWKandKmethylthiolateKonK
ouS]]]TYKJournalkofkChemicalkPhysicsWK2002WK]]dWKefbXeg[ 3.9 241

60 onK”–{KandKrt–KstudyKofKtheKorderedKstructuresKofK}†KonKPdS]]]TYKSurfacekScienceWK2002WKbgdWK]Xg 1.8 37

59 –heKprˆ‚nstedâ��svansâ��PolanyiK“elationKandKtheKVolcanoKPlotKforKommoniaK”ynthesisKoverK–ransitionK
{etalKqatalystsYKJournalkofkCatalysisWK2001WK]geWK__gX_a] 7.3 471

58 –heK}†Vq†K“eactionKqatalyzedKbyKtlatWK”teppedWKandKsdgedKPdK”urfacesYKJournalkofkCatalysisWK2001WK
]ggWK]e]X]ed 7.3 125

57 ”urfaceKwavesKonK}iolS]][TYKPhysicalkReviewkBWK2001WKdaWK 3.3 26

56 ristinctKreactionKmechanismsKinKtheKcatalyticKoxidationKofKcarbonKmonoxideKonK“hS]][ThKscanningK
tunnelingKmicroscopyKandKdensityKfunctionalKtheoryKstudiesYKPhysicalkReviewkLettersWK2001WKfeWK]gd][b 7.4 17

55 qoverageKdependenceKofK}_KdissociationKatKanK}WK†WKorKvKprecoveredK“uS[[[]TKsurfaceKinvestigatedK
withKdensityKfunctionalKtheoryYKPhysicalkReviewkBWK2001WKdaWK 3.3 62

54 yineticsKofKfastKislandKdecayKonKogS]]]TYKPhysicalkReviewkBWK2001WKdaWK 3.3 37

53 †xygenKdissociationKatKPtKstepsYKPhysicalkReviewkLettersWK2001WKfeWK[cd][a 7.4 178

52 –heKq†ZPtS]]]TKPuzzleYKJournalkofkPhysicalkChemistrykBWK2001WK][cWKb[]fXb[_c 3.4 579

51 rynamicsKofKhighXbarrierKsurfaceKreactionshKlaserXassistedKassociativeKdesorptionKofK}_KfromK
“uS[[[]TYKPhysicalkReviewkLettersWK2000WKfbWKbg[dXg 7.4 31

50 odsorptionWKdiffusionWKandKdissociationKofK}†WK}KandK†KonKflatKandKsteppedK“uS[[[]TYKSurfacek
ScienceWK2000WKbcgWKa_aXabf 1.8 129

49 –heoreticalKsurfaceKscienceKandKcatalysisâ��calculationsKandKconceptsYKAdvanceskinkCatalysisWK2000WK
bcWKe]X]_g 2.4 1332

48 pondKoctivationKatK{onatomicK”tepshK}†KrissociationKatKqorrugatedK“uS[[[]TYKPhysicalkReviewk
LettersWK1999WKfaWKadf]Xadfb 7.4 168

(1999-2002)
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47 –heoreticalKanalysisKofKhydrogenKchemisorptionKonKPdS]]]TWK“eS[[[]TKandKPd{zZ“eS[[[]TWK
“e{zZPdS]]]TKpseudomorphicKoverlayersYKPhysicalkReviewkBWK1999WKd[WKd]bdXd]cb 3.3 183

46 }itrogenKodsorptionKandKvydrogenationKonKaK{oted”gKqomplexYKPhysicalkReviewkLettersWK1999WKf_WKb[cbXb[ce7.4 68

45 wnvertedKvibrationalKdistributionsKfromK}_KrecombinationKatK“uS[[]ThKsvidenceKforKaKmetastableK
molecularKchemisorptionKwellYKJournalkofkChemicalkPhysicsWK1999WK]][WKdgcbXdgd_ 3.9 64

44 }itrogenKodsorptionKandKrissociationKonKteS]]]TYKJournalkofkCatalysisWK1999WK]f_WKbegXbff 7.3 133

43 wmprovedKadsorptionKenergeticsKwithinKdensityXfunctionalKtheoryKusingKrevisedK
PerdewXpurkeXsrnzerhofKfunctionalsYKPhysicalkReviewkBWK1999WKcgWKeb]aXeb_] 3.3 5077

42 }itrogenKadsorptionKonKteS]]]TWKS][[TWKandKS]][TKsurfacesYKSurfacekScienceWK1999WKb__WKfX]d 1.8 88

41 oKfirstXprinciplesKpotentialKenergyKsurfaceKforKsleyâ��“idealKreactionKdynamicsKofKvKatomsKonKquS]]]TYK
JournalkofkChemicalkPhysicsWK1999WK]][WK__b[X__bg 3.9 64

40 rissociationKofK}_WK}†WKandKq†KonK–ransitionK{etalK”urfacesYKACSkSymposiumkSeriesWK1999WK_bcX_cf 0.4 6

39 sffectKofK”trainKonKtheK“eactivityKofK{etalK”urfacesYKPhysicalkReviewkLettersWK1998WKf]WK_f]gX_f__ 7.4 1680

38 resignKofKaKsurfaceKalloyKcatalystKforKsteamKreformingYKScienceWK1998WK_egWK]g]aXc 33.3 852

37 –heKdynamicsKofKvKabsorptionKinKandKadsorptionKonKquS]]]TYKSurfacekScienceWK1998WKageWKaf_Xagb 1.8 103

36 oKtheoreticalKstudyKofKadsorbateâ��adsorbateKinteractionsKonK“uS[[[]TYKSurfacekScienceWK1998WKb]bWKa]cXa_g1.8 109

35 “eactivityKofKaKsteppedKsurfaceK}†KdissociationKonKPdS_]]TYKFaradaykDiscussionsWK1998WK]][WKa_aXaaa 3.6 53

34 olkaliKPromotionKofK}_KrissociationKoverK“uS[[[]TYKPhysicalkReviewkLettersWK1998WKf[WKbaaaXbaad 7.4 158

33 odsorbateK“eorganizationKatK”tepshK}†KonKPdS_]]TYKPhysicalkReviewkLettersWK1997WKegWKbbb]Xbbbb 7.4 60

32 –heoreticalKinvestigationKofKtheKstructureKofK˛”Xol_†aYKPhysicalkReviewkBWK1997WKccWKfe_]Xfe_c 3.3 22

31 QuantumXmechanicalKcalculationKofKvKonK}iS[[]TKusingKaKmodelKpotentialKbasedKonKfirstXprinciplesK
calculationsYKPhysicalkReviewkBWK1997WKcdWK__cfX__dd 3.3 53

30 oKqomparisonKofK}_KandKq†KodsorptionKonK“uS[[]TYKZeitschriftkFurkPhysikalischekChemieWK1997WK]gfWK]]aX]__3.1 27
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29 q†KadsorptionKandKdissociationKonKPtS]]]TKandK}iS]]]TKsurfacesYKSurfacekScienceWK1997WKafdWKdeXe_ 1.8 85

28 rensityKtunctionalKqalculationsKofK}_odsorptionKandKrissociationKonKaK“uS[[[]TK”urfaceYKJournalkofk
CatalysisWK1997WK]dgWKfcXg_ 7.3 97

27 ”ulfurKbondingKinK{o”_KandKqoX{oX”KstructuresYKCatalysiskLettersWK1997WKbeWK]eeX]f_ 2.8 120

26 ”tructureKsensitivityKinKadsorptionhKq†KinteractionKwithKsteppedKandKreconstructedKPtKsurfacesYK
CatalysiskLettersWK1997WKbdWKa]Xac 2.8 382

25
”urfaceKelectronicKstructureKandKreactivityKofKtransitionKandKnobleKmetals]qommunicationK
presentedKatKtheKtirstKtrancquiKqolloquiumWKprusselsWK]gâ��_[KtebruaryK]ggdY]YKJournalkofkMoleculark
CatalysiskAWK1997WK]]cWKb_]Xb_g

1000

24 –heoryKofKodsorptionKandK”urfaceK“eactionsK1997WK_fcXac] 60

23 ”–opwzw–øK†tKor”†“psrKvør“†us}K†}K”iS][[TK—}rs“Kqvo}us”K†tK–vsK”—“toqsKP†–s}–wozYK
SurfacekReviewkandkLettersWK1996WK[aWK]__eX]_aa 1.1 3

22 ueometricKandKelectronicKfactorsKdeterminingKtheKdifferencesKinKreactivityKofKv_KonKquS][[TKandK
quS]]]TYKSurfacekScienceWK1996WKacgWKbcXca 1.8 88

21 â��srratumKtoKslectronicKfactorsKdeterminingKtheKreactivityKofKmetalKsurfacesâ��K₂”urfaceK”cienceKabaK
S]ggcTK_]]]YKSurfacekScienceWK1996WKacgWKa[d 1.8 43

20 oKcomparisonKofKquantumKandKclassicalKdynamicsKofKv_KdissociationKonKquS]]]TYKSurfacekScienceWK
1996WKadbWK_]gX_ab 1.8 36

19 q†KchemisorptionKatKmetalKsurfacesKandKoverlayersYKPhysicalkReviewkLettersWK1996WKedWK_]b]X_]bb 7.4 1135

18 resigningKsurfaceKalloysKwithKspecificKactiveKsitesYKCatalysiskLettersWK1996WKb[WK]a]X]ac 2.8 65

17 oKtheoreticalKstudyKofKqvbKdissociationKonKpureKandKgoldXalloyedK}iS]]]TKsurfacesYKJournalkofk
ChemicalkPhysicsWK1996WK][cWKccgcXcd[b 3.9 234

16 rensityKtunctionalK–heoryK”tudyKofK”elfXriffusionKonKtheKS]]]TK”urfacesKofK}iWKPdWKPtWKquWKogKandKouYK
SpringerkSerieskinkSolid-statekSciencesWK1996WK]eaX]f_ 0.4 4

15 ·hyKgoldKisKtheKnoblestKofKallKtheKmetalsYKNatureWK1995WKaedWK_afX_b[ 50.4 2251

14 rirectKpathwayKforKstickingZdesorptionKofKv_KonK”iS][[TYKPhysicalkReviewkBWK1995WKc]WK]aba_X]abb[ 3.3 82

13 zocalKqhemicalK“eactivityKofKaK{etalKolloyK”urfaceYKPhysicalkReviewkLettersWK1995WKebWKabfeXabg[ 7.4 179

12 –heKinteractionKofKhydrogenKwithKtheKS]][TKsurfaceKofK}iolYKSurfacekScienceWK1995WKaa]XaaaWKf]]Xf]e 1.8 53

(1995-1997)
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11 slectronicKfactorsKdeterminingKtheKreactivityKofKmetalKsurfacesYKSurfacekScienceWK1995WKabaWK_]]X__[ 1.8 1679

10 slectronicKstructureWKtotalKenergiesWKandK”–{KimagesKofKcleanKandKoxygenXcoveredKolS]]]TYKPhysicalk
ReviewkBWK1995WKc_WK]bgcbX]bgd_ 3.3 110

9 vighXdimensionalKquantumKdynamicsKofKadsorptionKandKdesorptionKofKv_KatKquS]]]TYKPhysicalk
ReviewkLettersWK1994WKeaWKa]_]Xa]_b 7.4 131

8 –heKcouplingKbetweenKadsorptionKdynamicsKandKtheKsurfaceKstructurehKv_KonK”iS][[TYKChemicalk
PhysicskLettersWK1994WK__gWKdbcXdbg 2.5 63

7 –heKenergeticsKandKdynamicsKofKv_KdissociationKonKolS]][TYKSurfacekScienceWK1994WKa[bWK]a]X]bb 1.8 43

6 {ultidimensionalKpotentialKenergyKsurfaceKforKv_KdissociationKoverKquS]]]TYKPhysicalkReviewkLettersWK
1994WKeaWK]b[[X]b[a 7.4 313

5 PolarizationKandKchargeKtransferKduringKtheKdissociationKofKv_KonKolS]][TYKSurfacekScienceWK1993WK
_geWKzdfXze_ 1.8 17

4 qhemisorptionKandKvibrationKofKhydrogenKonKquS]]]TYKSurfacekScienceWK1993WK_fcWK_eXa[ 1.8 39

3 “oleKofKnonlocalKexchangeKcorrelationKinKactivatedKadsorptionYKPhysicalkReviewkLettersWK1993WKe[WKage]Xageb7.4 155

2 ”tackingKfaultKenergiesKinKaluminiumYKJournalkofkPhysicskCondensedkMatterWK1992WKbWK][bcaX][bd[ 1.8 48

1 rissociationKpathKforKv_KonKolS]][TYKPhysicalkReviewkLettersWK1992WKdgWK]ge]X]geb 7.4 76
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