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147 trtificialZintelligenceZdrivenLdiscoveryLofLcatalystLgenesLwithLapplicationLtoLvγLactivationLonL
semiconductorLoxidesaaLNatureoCommunicationsXL2022XLdfXLgdl 17.4 13

146 vatalyticLReductionLofLvarbonLwioxideLonLtheLTccdUXLTcddUXLandLTdddULSurfacesLofLTivLandLZrvmLtL
vomputationalLStudyaaLJournaloofoPhysicaloChemistryoCXL2022XLdeiXLhdfkZhdhc 3.8 1

145 IdentifyingLtheLttomicL−ayerLStackingLofLαovLαXeneLbyLδrobeLαoleculeLtdsorptionaaLJournaloofo
PhysicaloChemistryoCXL2021XLdehXLeikckZeikdf 3.8 2

144 tcetyleneZαediatedLxlectronLTransportLinLβanostructuredLzrapheneLandL–exagonalLuoronLβitrideaL
JournaloofoPhysicaloChemistryoLettersXL2021XLdeXLddeecZddeej 6.4 0

143 TheLTievγeLαXeneLasLaLnucleobaseLewLsensormLtLfirstZprinciplesLstudyaLAppliedoSurfaceoScienceXL
2021XLhggXLdgklgi 6.7 5

142 vonceptsXLmodelsXLandLmethodsLinLcomputationalLheterogeneousLcatalysisLillustratedLthroughLvγeL
conversionaLWileyoInterdisciplinaryoReviews:oComputationaloMolecularoScienceXL2021XLddXLedhfc 7.9 11

141 InsightsLonLalkylideneLformationLonLαoevmLtLpotentialLoverlapLbetweenLdirectLdeoxygenationLandL
olefinLmetathesisaLJournaloofoCatalysisXL2021XLflfXLfkdZfkl 7.3 1

140 xxfoliationLxnergyLasLaLwescriptorLofLαXenesLSynthesizabilityLandLSurfaceLvhemicalLtctivityaL
NanomaterialsXL2021XLddXL 5.4 8

139 αoLsingleLatomsLinLtheLvuTdddULsurfaceLasLimprovedLcatalyticLactiveLcentersLforLdeoxygenationL
reactionsaLCatalysisoScienceoandoTechnologyXL2021XLddXLglilZgljk 5.5 1

138 SizeLandLStoichiometryLxffectsLonLtheLReactivityLofLαovyLβanoparticlesLtowardLxthyleneaLJournaloofo
PhysicaloChemistryoCXL2021XLdehXLiekjZielj 3.8 1

137 SupportedLαolybdenumLvarbideLβanoparticlesLasLanLxxcellentLvatalystLforLvγeL–ydrogenationaL
ACSoCatalysisXL2021XLddXLlijlZlikj 13.1 2

136 varbonLvaptureLandLUsageLbyLαXenesaLACSoCatalysisXL2021XLddXLddegkZddehh 13.1 8

135 tdsorptionLandLtctivationLofLvγLonLβitrideLαXenesmLvompositionXLTemperatureXLandLδressureL
effectsaLChemPhysChemXL2021XLeeXLeghiZegif 3.2 3

134 UnravellingLαorphologicalLandLTopologicalLxnergyLvontributionsLofLαetalLβanoparticlesaaL
NanomaterialsXL2021XLdeXL 5.4 37

133 vriticalL–ydrogenLvoverageLxffectLonLtheL–ydrogenationLofLxthyleneLvatalyzedLbyL˛·ZαovTccdUmLtnL
tbLInitioLThermodynamicLandL₂ineticLStudyaLACSoCatalysisXL2020XLdcXLiedfZieee 13.1 12

132 UltraZhighLselectivityLbiogasLupgradingLthroughLporousLαXenesaLJournaloofoMaterialsoChemistryoAXL
2020XLkXLdeeliZdefcc 13 14

131 uoostingLtheLactivityLofLtransitionLmetalLcarbidesLtowardsLmethaneLactivationLbyLnanostructuringaL
PhysicaloChemistryoChemicaloPhysicsXL2020XLeeXLjddcZjddk 3.6 8
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130 δredictingLtheLxffectLofLwopantsLonLvγeLtdsorptionLinLTransitionLαetalLvarbidesmLvaseLStudyLonL
TivLTccdUaLJournaloofoPhysicaloChemistryoCXL2020XLdegXLdhlilZdhlji 3.8 5

129 xxplainingLvusδtLuimetallicLβanoparticlesLtctivityLuasedLonLβγLtdsorptionaLChemistryo-oAo
EuropeanoJournalXL2020XLeiXLddgjkZddgld 4.8 2

128 TowardsLunderstandingLtheLroleLofLcarbonLatomsLonLtransitionLmetalLsurfacesmLImplicationsLforL
catalysisaLAppliedoSurfaceoScienceXL2020XLhdfXLdghjih 6.7 6

127 vriticalLeffectLofLcarbonLvacanciesLonLtheLreverseLwaterLgasLshiftLreactionLoverLvanadiumLcarbideL
catalystsaLAppliedoCatalysisoB:oEnvironmentalXL2020XLeijXLddkjdl 21.8 30

126 yacileL–eterogeneouslyLvatalyzedLβitrogenLyixationLbyLαXenesaLACSoCatalysisXL2020XLdcXLhcglZhchi 13.1 31

125 αXenesLatomicLlayerLstackingLphaseLtransitionsLandLtheirLchemicalLactivityLconsequencesaLPhysicalo
ReviewoMaterialsXL2020XLgXL 3.2 14

124 SupportedLαolybdenumLvarbideLβanoparticlesLasL–otL–ydrogenLReservoirsLforLvatalyticL
tpplicationsaLJournaloofoPhysicaloChemistryoLettersXL2020XLddXLkgfjZkggd 6.4 3

123 IrreversibleLstructuralLdynamicsLonLtheLsurfaceLofLbimetallicLδtβiLalloyLcatalystLunderLalternatingL
oxidizingLandLreducingLenvironmentsaLAppliedoCatalysisoB:oEnvironmentalXL2020XLeigXLddkgji 21.8 19

122 yirstZδrinciplesLvalculationsLonLtheLtdsorptionLuehaviorLofLtminoLtcidsLonLaLTitaniumLvarbideL
αXeneaaLACSoAppliedoBiooMaterialsXL2020XLfXLhldfZhled 4.1 17

121 uulkLTinUstabilityLasLaLpossibleLsourceLofLsurfaceLreconstructionaLPhysicaloChemistryoChemicaloPhysicsXL
2020XLeeXLdleglZdlehf 3.6 4

120 zeneralizedLgradientLapproximationLadjustedLtoLtransitionLmetalsLpropertiesmL₂eyLrolesLofL
exchangeLandLlocalLspinLdensityaLJournaloofoComputationaloChemistryXL2020XLgdXLehlkZeicf 3.5 7

119 xlucidatingLtheLStructureLofLxthanolZδroducingLtctiveLSitesLatLγxideZwerivedLvuLxlectrocatalystsaL
ACSoCatalysisXL2020XLdcXLdcgkkZdcglg 13.1 17

118 TheLnanoLgoldLrushmLzraphynesLasLatomicLsievesLforLcoinageLandLδtZgroupLtransitionLmetalsaLAppliedo
SurfaceoScienceXL2020XLgllXLdgflej 6.7 3

117 αXenesLasLpromisingLcatalystsLforLwaterLdissociationaLAppliedoCatalysisoB:oEnvironmentalXL2020XLeicXLddkdld21.8 49

116 αechanismsLofLcarbonLdioxideLreductionLonLstrontiumLtitanateLperovskitesaLJournaloofoMaterialso
ChemistryoAXL2020XLkXLlfleZlflk 13 12

115 γpticalLδropertiesLandLvhemicalLγrderingLofLtgâ��δtLβanoalloysmLtLvomputationalLStudyaLJournaloofo
PhysicaloChemistryoCXL2019XLdefXLehgkeZehgld 3.8 6

114 SurfaceLtctivityLofLxarlyLTransitionZαetalLγxycarbidesmLvγeLtdsorptionLvaseLStudyaLJournaloofo
PhysicaloChemistryoCXL2019XLdefXLfiigZfijd 3.8 6

113 tpproachingLtheLQuantitativeLwescriptionLofLxnantioselectiveLtdsorptionLbyLtheLwensityLyunctionalL
TheoryLαeansaLJournaloofoPhysicaloChemistryoCXL2019XLdefXLddjdgZddjee 3.8 4
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112
RoomLTemperatureLαethaneLvaptureLandLtctivationLbyLβiLvlustersLSupportedLonLTivTccdUmLxffectsL
ofLαetalZvarbideLInteractionsLonLtheLvleavageLofLtheLvZ–LuondaLJournaloofotheoAmericanoChemicalo
SocietyXL2019XLdgdXLhfcfZhfdf

16.4 33

111 woubleZwellLpotentialLenergyLsurfaceLinLtheLinteractionLbetweenLhZuβLandLβiTdddUaLPhysicalo
ChemistryoChemicaloPhysicsXL2019XLedXLdckkkZdcklg 3.6 3

110 vorrectingLylawsLinLtheLtssignmentLofLβitrogenLvhemicalLxnvironmentsLinLβZwopedLzrapheneaL
JournaloofoPhysicaloChemistryoCXL2019XLdefXLddfdlZddfej 3.8 21

109 ImplicitLsolventLeffectsLinLtheLdeterminationLofLurˆ‚nstedZxvansZδolanyiLrelationshipsLforL
heterogeneouslyLcatalyzedLreactionsaLPhysicaloChemistryoChemicaloPhysicsXL2019XLedXLdjikjZdjilh 3.6 3

108 zrazynesmLvarbonZuasedLTwoZwimensionalLvompositesLwithLtnisotropicLδropertiesaLJournaloofo
PhysicaloChemistryoCXL2019XLdefXLejdgcZejdgl 3.8 8

107 tssessingLtheLusefulnessLofLtransitionLmetalLcarbidesLforLhydrogenationLreactionsaLChemicalo
CommunicationsXL2019XLhhXLdejljZdekcc 5.8 16

106 ThicknessLbiasedLcaptureLofLvγLonLcarbideLαXenesaLPhysicaloChemistryoChemicaloPhysicsXL2019XLedXLefdfiZefdge3.6 31

105 SubsurfaceLvarbonmLtLzeneralLyeatureLofLβobleLαetalsaLAngewandteoChemieo-oInternationaloEditionXL
2019XLhkXLdjggZdjgk 16.4 20

104 SubsurfaceLvarbonmLtLzeneralLyeatureLofLβobleLαetalsaLAngewandteoChemieXL2019XLdfdXLdjhkZdjie 3.6 5

103 vombiningLTheoryLandLxxperimentLforLαultitechniqueLvharacterizationLofLtctivatedLvγeLonL
TransitionLαetalLvarbideLTccdULSurfacesaLJournaloofoPhysicaloChemistryoCXL2019XLdefXLjhijZjhji 3.8 14

102 vγeLabatementLusingLtwoZdimensionalLαXeneLcarbidesaLJournaloofoMaterialsoChemistryoAXL2018XLiXLffkdZffkh13 93

101 uiogasLUpgradingLbyLTransitionLαetalLvarbidesaLACSoAppliedoEnergyoMaterialsXL2018XLdXLgfZgj 6.1 15

100 tssessingLzWLtpproachesLforLδredictingLvoreL−evelLuindingLxnergiesaLJournaloofoChemicaloTheoryo
andoComputationXL2018XLdgXLkjjZkkf 6.4 37

99 γnLtheL–LinteractionsLwithLtransitionLmetalLadatomsLsupportedLonLgraphenemLaLsystematicLdensityL
functionalLstudyaLPhysicaloChemistryoChemicaloPhysicsXL2018XLecXLfkdlZfkfc 3.6 14

98 γnLtheLpredictionLofLcoreLlevelLbindingLenergiesLinLmoleculesXLsurfacesLandLsolidsaLPhysicalo
ChemistryoChemicaloPhysicsXL2018XLecXLkgcfZkgdc 3.6 35

97 αatilditeLvontactLwithLαediamLyirstZδrinciplesLStudyLofLtguiSLSurfacesLandLβanoparticleL
αorphologyaLJournaloofoPhysicaloChemistryoBXL2018XLdeeXLhedZhei 3.4 7

96 UnderstandingLWLwopingLinLWurtziteLZnγaLJournaloofoPhysicaloChemistryoCXL2018XLdeeXLdlckeZdlckl 3.8 3

95 RobustnessLofLsurfaceLactivityLelectronicLstructureZbasedLdescriptorsLofLtransitionLmetalsaLPhysicalo
ChemistryoChemicaloPhysicsXL2018XLecXLechgkZechhg 3.6 8
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94 TuningLtransitionLmetalLcarbideLactivityLbyLsurfaceLmetalLalloyingmLaLcaseLstudyLonLvγLcaptureLandL
activationaLPhysicaloChemistryoChemicaloPhysicsXL2018XLecXLeedjlZeedki 3.6 8

93
øacobSsL−adderLasLSketchedLbyLxschermLtssessingLtheLδerformanceLofLuroadlyLUsedLwensityL
yunctionalsLonLTransitionLαetalLSurfaceLδropertiesaLJournaloofoChemicaloTheoryoandoComputationXL
2018XLdgXLflhZgcf

6.4 44

92 wiversityLofLtdsorbedL–ydrogenLonLtheLTivTccdULSurfaceLatL–ighLvoveragesaLJournaloofoPhysicalo
ChemistryoCXL2018XLdeeXLekcdfZekcec 3.8 12

91 SimulatingLheterogeneousLcatalysisLonLmetallicLnanoparticlesmLyromLunderZcoordinatedLsitesLtoL
extendedLfacetsaLFrontiersoofoNanoscienceXL2018XLdcdZdek 0.7 1

90 TwoZdimensionalLnitridesLasLhighlyLefficientLpotentialLcandidatesLforLvγLcaptureLandLactivationaL
PhysicaloChemistryoChemicaloPhysicsXL2018XLecXLdjddjZdjdeg 3.6 33

89 varbonLdissolutionLandLsegregationLinLplatinumaLCatalysisoScienceoandoTechnologyXL2017XLjXLkcjZkdi 5.5 10

88 tddingLδiecesLtoLtheLvγbδtTdddULδuzzlemLTheLRoleLofLwispersionaLJournaloofoPhysicaloChemistryoCXL
2017XLdedXLfljcZfljj 3.8 31

87
xlectronicLstructureLofLstoichiometricLandLreducedLZnγLfromLperiodicLrelativisticLallLelectronLhybridL
densityLfunctionalLcalculationsLusingLnumericLatomZcenteredLorbitalsaLJournaloofoComputationalo
ChemistryXL2017XLfkXLhefZhel

3.5 13

86 SystematicLstudyLofLtheLeffectLofL–SxLfunctionalLinternalLparametersLonLtheLelectronicLstructureL
andLbandLgapLofLaLrepresentativeLsetLofLmetalLoxidesaLJournaloofoComputationaloChemistryXL2017XLfkXLjkdZjkl3.5 47

85 SelectivityLforLvγeLoverLv–gLonLaLfunctionalizedLperiodicLmesoporousLphenyleneZsilicaLexplainedLbyL
transitionLstateLtheoryaLChemicaloPhysicsoLettersXL2017XLijdXLdidZdig 2.5 12

84 yunctionalizationLofL˛‡ZgraphyneLbyLtransitionLmetalLadatomsaLCarbonXL2017XLdecXLifZjc 10.4 55

83 xffectiveLandL–ighlyLSelectiveLvγLzenerationLfromLvγeLUsingLaLδolycrystallineL˛–ZαoevLvatalystaL
ACSoCatalysisXL2017XLjXLgfefZgffh 13.1 68

82
–ighlyLactiveLtub˛·ZαovLandLtub˛†ZαoevLcatalystsLforLtheLlowZtemperatureLwaterLgasLshiftLreactionmL
effectsLofLtheLcarbideLmetalbcarbonLratioLonLtheLcatalystLperformanceaLCatalysisoScienceoando
TechnologyXL2017XLjXLhffeZhfge

5.5 26

81 vohesionLandLcoordinationLeffectsLonLtransitionLmetalLsurfaceLenergiesaLSurfaceoScienceXL2017XLiigXLghZgl1.8 15

80 ZnγLpowdersLasLmultiZfacetLsingleLcrystalsaLPhysicaloChemistryoChemicaloPhysicsXL2017XLdlXLdcieeZdciek 3.6 10

79 δredictingLcoreLlevelLbindingLenergiesLshiftsmLSuitabilityLofLtheLprojectorLaugmentedLwaveLapproachL
asLimplementedLinLVtSδaLJournaloofoComputationaloChemistryXL2017XLfkXLhdkZhee 3.5 34

78 uandgapLengineeringLbyLcationicLdisordermLcaseLstudyLonLtguiSaLPhysicaloChemistryoChemicaloPhysicsXL
2017XLdlXLejlgcZejlgg 3.6 16

77 xxistenceLofLmultiZradicalLandLclosedZshellLsemiconductingLstatesLinLpostZgrapheneLorganicLwiracL
materialsaLNatureoCommunicationsXL2017XLkXLdlhj 17.4 38

(2017-2018)
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76 SizeLdependentLstructuralLandLpolymorphicLtransitionsLinLZnγmLfromLnanoclusterLtoLbulkaLNanoscaleXL
2017XLlXLdccijZdccjg 7.7 42

75 SubstrateZmediatedLsingleZatomLisolationmLdispersionLofLβiLandL−aLonL˛‡ZgraphyneaLTheoreticalo
ChemistryoAccountsXL2017XLdfiXLd 1.9 9

74 tdsorptionLandLdissociationLofLmolecularLhydrogenLonLorthorhombicL˛†ZαoevLandLcubicL˛·ZαovL
TccdULsurfacesaLSurfaceoScienceXL2017XLihiXLegZfe 1.8 34

73 TheLcontactLofLgrapheneLwithLβiTdddULsurfacemLdescriptionLbyLmodernLdispersiveLforcesLapproachesaL
TheoreticaloChemistryoAccountsXL2016XLdfhXLd 1.9 14

72
–ighlyLtctiveLtub˛·ZαovLandLvub˛·ZαovLvatalystsLforLtheLvonversionLofLvγemLTheLαetalbvLRatioLasLaL
₂eyLyactorLwefiningLtctivityXLSelectivityXLandLStabilityaLJournaloofotheoAmericanoChemicaloSocietyXL
2016XLdfkXLkeilZjk

16.4 92

71 TransitionLmetalLcarbidesLasLnovelLmaterialsLforLvγeLcaptureXLstorageXLandLactivationaLEnergyoando
EnvironmentaloScienceXL2016XLlXLdgdZdgg 35.4 115

70 δerformanceLofLαinnesotaLfunctionalsLonLpredictingLcoreZlevelLbindingLenergiesLofLmoleculesL
containingLmainZgroupLelementsaLTheoreticaloChemistryoAccountsXL2016XLdfhXLd 1.9 16

69 TheLconversionLofLvγeLtoLmethanolLonLorthorhombicL˛†ZαoevLandLvub˛†ZαoevLcatalystsmLmechanismL
forLadmetalLinducedLchangeLinLtheLselectivityLandLactivityaLCatalysisoScienceoandoTechnologyXL2016XLiXLijiiZijjj5.5 74

68
δerformanceLofLtheLTδSSLyunctionalLonLδredictingLvoreL−evelLuindingLxnergiesLofLαainLzroupL
xlementsLvontainingLαoleculesmLtLzoodLvhoiceLforLαoleculesLtdsorbedLonLαetalLSurfacesaLJournalo
ofoChemicaloTheoryoandoComputationXL2016XLdeXLfegZfd

6.4 32

67 γnLtheLhydrogenLadsorptionLandLdissociationLonLvuLsurfacesLandLnanorowsaLSurfaceoScienceXL2016XL
igiXLeedZeel 1.8 25

66 αatilditeLversusLschapbachitemLyirstZprinciplesLinvestigationLofLtheLoriginLofLphotoactivityLinLtguiSeaL
PhysicaloReviewoBXL2016XLlgXL 3.3 29

65 xffectLofLtheLxxchangeZvorrelationLδotentialLonLtheLTransferabilityLofLurˆ‚nstedZxvansZδolanyiL
RelationshipsLinL–eterogeneousLvatalysisaLJournaloofoChemicaloTheoryoandoComputationXL2016XLdeXLededZi6.4 15

64 αorphologyLeffectsLinLphotoactiveLZnγLnanostructuresmLphotooxidativeLactivityLofLpolarLsurfacesaL
JournaloofoMaterialsoChemistryoAXL2015XLfXLkjkeZkjle 13 31

63 xlectronicZstructureZbasedLmaterialLdescriptorsmLTinUdependenceLonLselfZinteractionLandL
–artreeZyockLexchangeaLChemicaloCommunicationsXL2015XLhdXLhiceZh 5.8 17

62 StructureLandLelectronicLpropertiesLofLvuLnanoclustersLsupportedLonLαoevTccdULandLαovTccdUL
surfacesaLJournaloofoChemicaloPhysicsXL2015XLdgfXLddgjcg 3.9 22

61 TransitionLmetalLadatomsLonLgraphenemLtLsystematicLdensityLfunctionalLstudyaLCarbonXL2015XLlhXLhehZhfg10.4 103

60 yundamentalsLofLαethanolLSynthesisLonLαetalLvarbideLuasedLvatalystsmLtctivationLofLvγeLandL–eaL
TopicsoinoCatalysisXL2015XLhkXLdhlZdjf 2.3 50

59 αethaneLcaptureLatLroomLtemperaturemLadsorptionLonLcubicL˛·ZαovLandLorthorhombicL˛†ZαoevL
molybdenumLcarbideLTccdULsurfacesaLRSCoAdvancesXL2015XLhXLffjfjZffjgi 3.7 14
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58 UnderstandingLtheLreactivityLofLmetallicLnanoparticlesmLbeyondLtheLextendedLsurfaceLmodelLforL
catalysisaLChemicaloSocietyoReviewsXL2014XLgfXLgleeZfl 58.5 132

57 –ydroxylLIdentificationLonLZnγLbyLInfraredLSpectroscopiesmLTheoryLandLxxperimentsaLJournaloofo
PhysicaloChemistryoCXL2014XLddkXLdgleZdhch 3.8 33

56 –ydrogenLstorageLonLmetalLoxideLmodelLclustersLusingLdensityZfunctionalLmethodsLandLreliableLvanL
derLWaalsLcorrectionsaLPhysicaloChemistryoChemicaloPhysicsXL2014XLdiXLhfkeZle 3.6 21

55 VacancyLpatterningLandLpatterningLvacanciesmLcontrolledLselfZassemblyLofLfullerenesLonLmetalL
surfacesaLNanoscaleXL2014XLiXLdckhcZk 7.7 5

54 TheLbendingLmachinemLvγeLactivationLandLhydrogenationLonL˛·ZαovTccdULandL˛†ZαoevTccdULsurfacesaL
PhysicaloChemistryoChemicaloPhysicsXL2014XLdiXLdgldeZed 3.6 131

53 IonicL−iquidLvhiralLResolutionmLαethylLeZtmmoniumLvhlorideLδropanoateLonLtlTkhgUSLSurfaceaL
JournaloofoPhysicaloChemistryoCXL2014XLddkXLdhikZdhjh 3.8 2

52 uulkLδropertiesLofLTransitionLαetalsmLtLvhallengeLforLtheLwesignLofLUniversalLwensityLyunctionalsaL
JournaloofoChemicaloTheoryoandoComputationXL2014XLdcXLfkfeZl 6.4 187

51 tLwyZvdWLstudyLofLtheLv–gLadsorptionLonLdifferentLβiLsurfacesaLSurfaceoScienceXL2014XLiehXLigZik 1.8 21

50 WhenLreconstructionLcomesLaroundmLβiXLvuXLandLtuLadatomsLonL˛·ZαovTccdUaLSurfaceoScienceXL2014XL
iegXLfeZfi 1.8 5

49 vhargeLδolarizationLatLaLtuâ��TivLInterfaceLandLtheLzenerationLofL–ighlyLtctiveLandLSelectiveL
vatalystsLforLtheL−owZTemperatureLWaterâ��zasLShiftLReactionaLAngewandteoChemieXL2014XLdeiXLddgheZddghi3.6 8

48
vhargeLpolarizationLatLaLtuZTivLinterfaceLandLtheLgenerationLofLhighlyLactiveLandLselectiveLcatalystsL
forLtheLlowZtemperatureLwaterZgasLshiftLreactionaLAngewandteoChemieo-oInternationaloEditionXL2014XL
hfXLddejcZg

16.4 54

47 TheoreticalLassessmentLofLgrapheneZmetalLcontactsaLJournaloofoChemicaloPhysicsXL2013XLdfkXLeggjcd 3.9 53

46 ttomicLandLelectronicLstructureLofLmolybdenumLcarbideLphasesmLbulkLandLlowLαillerZindexLsurfacesaL
PhysicaloChemistryoChemicaloPhysicsXL2013XLdhXLdeidjZeh 3.6 151

45 TuningLtheLsurfaceLchemistryLofLδdLbyLatomicLvLandL–mLaLmicroscopicLpictureaLChemistryo-oAoEuropeano
JournalXL2013XLdlXLdffhZgh 4.8 26

44 urˆ‚nstedâ��xvansâ��δolanyiLRelationshipLforLTransitionLαetalLvarbideLandLTransitionLαetalLγxideL
SurfacesaLJournaloofoPhysicaloChemistryoCXL2013XLddjXLgdikZgdjd 3.8 56

43 xstablishingLtheLtccuracyLofLuroadlyLUsedLwensityLyunctionalsLinLwescribingLuulkLδropertiesLofL
TransitionLαetalsaLJournaloofoChemicaloTheoryoandoComputationXL2013XLlXLdifdZgc 6.4 153

42 αicroscopicLoriginLofLnZtypeLbehaviorLinLSiZdopedLtlβaLPhysicaloReviewoBXL2013XLkkXL 3.3 15

41 InfluenceLofLtheLsurfaceLdipoleLlayerLandLδauliLrepulsionLonLbandLenergiesLandLdopingLinLgrapheneL
adsorbedLonLmetalLsurfacesaLPhysicaloReviewoBXL2012XLkiXL 3.3 33

(2012-2014)
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40 zrowthLandLelectronicLstructureLofLnitrogenZdopedLgrapheneLonLβiTdddUaLPhysicaloReviewoBXL2012XL
kiXL 3.3 73

39 uondingLαechanismsLofLzrapheneLonLαetalLSurfacesaLJournaloofoPhysicaloChemistryoCXL2012XLddiXLjficZjfii3.8 121

38 yormationLofLoneZdimensionalLelectronicLstatesLalongLtheLstepLedgesLofLveγâ��TdddUaLACSoNanoXL2012
XLiXLddeiZff 16.7 55

37 tbsoluteLSurfaceLStepLxnergiesmLtccurateLTheoreticalLαethodsLtppliedLtoLveriaLβanoislandsaL
JournaloofoPhysicaloChemistryoLettersXL2012XLfXLdlhiZdlid 6.4 35

36 vompetitionLforLgraphenemLgraphynesLwithLdirectionZdependentLwiracLconesaLPhysicaloReviewo
LettersXL2012XLdckXLckikcg 7.4 809

35 γnLtheLinteractionLofLpolycyclicLaromaticLcompoundsLwithLgrapheneaLCarbonXL2012XLhcXLegkeZegle 10.4 61

34 ₂ineticsLofLtheLsulfurLoxidationLonLpalladiummLaLcombinedLinLsituLxZrayLphotoelectronLspectroscopyL
andLdensityZfunctionalLstudyaLJournaloofoChemicaloPhysicsXL2012XLdfiXLclgjce 3.9 18

33 βanoscaleLthermalLstabilizationLviaLpermutationalLpremeltingaLPhysicaloReviewoBXL2012XLkhXL 3.3 11

32 zrapheneLonLβiTdddUmLvoexistenceLofLwifferentLSurfaceLStructuresaLJournaloofoPhysicaloChemistryo
LettersXL2011XLeXLjhlZjig 6.4 139

31 tdsorptionLandLreactionLofLSγeLonLcleanLandLoxygenLprecoveredLδdTdccUZZaLcombinedL–RZXδSLandL
wyLstudyaLPhysicaloChemistryoChemicaloPhysicsXL2011XLdfXLdieejZfh 3.6 17

30 SγeLtdsorptionLonLδtTdddULandLγxygenLδrecoveredLδtTdddUmLtLvombinedLInfraredLReflectionL
tbsorptionLSpectroscopyLandLwensityLyunctionalLStudyaLJournaloofoPhysicaloChemistryoCXL2011XLddhXLgjlZgld3.8 53

29 uandgapLengineeringLofLgrapheneLbyLphysisorbedLadsorbatesaLAdvancedoMaterialsXL2011XLefXLeifkZgf 24 75

28 TemplateZtssistedLyormationLofLyullerenesLfromLShortZvhainL–ydrocarbonsLbyLSupportedLδlatinumL
βanoparticlesaLAngewandteoChemieXL2011XLdefXLgjcjZgjdc 3.6

27 TemplateZassistedLformationLofLfullerenesLfromLshortZchainLhydrocarbonsLbyLsupportedLplatinumL
nanoparticlesaLAngewandteoChemieo-oInternationaloEditionXL2011XLhcXLgiddZg 16.4 9

26 βovelLtuâ��TivLcatalystsLforLvγLoxidationLandLdesulfurizationLprocessesaLCatalysisoTodayXL2011XLdiiXLeZl 5.3 35
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