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225 LocalHreactivityHofHthinH–dHoverlayersHonHquHsingleHcrystalsVHJournaleofeElectroanalyticaleChemistryTH
2003THedhTHabaUacZ 4.1 125

224 LocalHreactivityHofHmetalHoverlayersjHtensityHfunctionalHtheoryHcalculationsHofH–dHonHquVHPhysicale
RevieweBTH2003THfgTH 3.3 123

223
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potentialUenergyHsurfaceVHPhysicaleRevieweBTH2006THgcTH 3.3 103
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PhysicseLettersTH2005THdZiTHaegUafb 2.5 100
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–tPaaaQVHACSeCatalysisTH2016THfTHeegeUeehf 13.1 97

217 tensityHfunctionalHtheoryHstudyHofHtheHpartialHoxidationHofHmethanolHonHcopperHsurfacesVHJournaleofe
CatalysisTH2005THbcaTHdbZUdbi 7.3 97
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PhysicaleJournaleBTH1993THicTHiaUaZa 1.2 94

215 LocalHdensityHofHstatesHeffectsHatHtheHmetalUmoleculeHinterfacesHinHaHmolecularHdeviceVHNaturee
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214 tensityHfunctionalHtheoryHstudyHofHtheHelectrochemicalHinterfaceHbetweenHaH–tHelectrodeHandHanH
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combinedHexperimentalHandHtheoreticalHinvestigationVHACSeNanoTH2013THgTHgggcUhd 16.7 84

(2013-2003)

3



207 äheoreticalHSurfaceHScienceH2009TH 84
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PhysicaleRevieweBTH2010THhaTH 3.3 69
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LettersTH2008THaZaTHZifaZd 7.4 68
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halogensHonHsuPaaaQVHPhysicaleRevieweLettersTH2013THaaZTHaefhZd 7.4 67

190 ynfluenceHofHwaterHonHelementaryHreactionHstepsHinHelectrocatalysisVHFaradayeDiscussionsTH2008THadZTH
bccUddkHdiscussionHbigUcag 3.6 67

Axel Gross

4



189 qbHynitioH’olecularHtynamicsHStudyHofHtheHtesorptionHofHtbHfromHSiPaZZQVHPhysicaleRevieweLettersTH
1997THgiTHgZaUgZd 7.4 65

188 äheoreticalHSurfaceHScienceVHAdvancedeTextseinePhysicsTH2003TH 63

187 ärendsHinHtheHchemicalHreactivityHofHsurfacesHstudiedHbyHabHinitioHquantumUdynamicsHcalculationsVH
PhysicaleRevieweBTH1999THeiTHacbigUaccZZ 3.3 63
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183 qdsorptionHatH“anostructuredHSurfacesHfromHvirstH–rinciplesVHJournaleofeComputationaleande
TheoreticaleNanoscienceTH2008THeTHhidUibb 0.3 59
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175 ynteractionHofHaHSelfUqssembledHyonicHLiquidHLayerHwithHwraphitePZZZaQjHqHsombinedHuxperimentalH
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inelasticHdiffractionVHChemicalePhysicseLettersTH1996THbfcTHefgUegc 2.5 41
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2013THaeTHadigUeZh 3.6 39
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161 ₂aterHstructuresHonHaH–tPaaaQHelectrodeHfromHabHinitioHmolecularHdynamicHsimulationsHforHaHvarietyH
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160 VibrationalHandHrotationalHpopulationHdistributionHofHtbHassociativelyHdesorbingHfromH–dPaZZQVH
PhysicaleRevieweBTH2001THfcTH 3.3 38

159 qbHinitioHcalculationHofHtheHpotentialHenergyHsurfaceHforHtheHdissociationHofHxbHonHtheHsulfurUcoveredH
–dPaZZQHsurfaceVHPhysicaleRevieweBTH1998THegTHaeegbUaeehd 3.3 38
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156 Structureâ��reactivityHrelationshipHforHbimetallicHelectrodesjH–tHoverlayersHandH–tquHsurfaceHalloysHonH
quPaaaQVHJournaleofeElectroanalyticaleChemistryTH2007THfZgTHdgUec 4.1 36

155 xierarchicallyHselfUassembledHhostUguestHnetworkHatHtheHsolidUliquidHinterfaceHforHsingleUmoleculeH
manipulationVHAngewandteeChemieeueInternationaleEditionTH2008THdgTHchbaUe 16.4 36

154 qbHynitioHrasedHäightUrindingHxamiltonianHforHtheHtissociationHofH’oleculesHatHSurfacesVHPhysicale
RevieweLettersTH1999THhbTHabZiUabab 7.4 35
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153 StructuralHandHelectronicHpropertiesHofHoligoUHandHpolythiophenesHmodifiedHbyHsubstituentsVH
BeilsteineJournaleofeNanotechnologyTH2012THcTHiZiUai 3 34

152 yntermolecularHvsHmoleculeUsubstrateHinteractionsjHqHcombinedHSä’HandHtheoreticalHstudyHofH
supramolecularHphasesHonHgrapheneWRuPZZZaQVHBeilsteineJournaleofeNanotechnologyTH2011THbTHcfeUgc 3 34

151 ynsightsHintoHtheHelectrochemicalHprocessesHofHrechargeableHmagnesiumâ��sulfurHbatteriesHwithHaHnewH
cathodeHdesignVHJournaleofeMaterialseChemistryeATH2019THgTHbediZUbeeZb 13 33

150 soverageHeffectsHinHtheHadsorptionHofHxbHonH–dPaZZQHstudiedHbyHabHinitioHmolecularHdynamicsH
simulationsVHJournaleofeChemicalePhysicsTH2011THaceTHagdgZg 3.9 32

149 tynamicsHofHhydrogenHdissociationHatHtheHsulfurUcoveredH–dPaZZQHsurfaceVHPhysicaleRevieweBTH2000TH
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147 |ineticH’onteHsarloHsimulationsHofHtheHinteractionHofHoxygenHwithH–tPaaaQVHJournaleofeChemicale
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SurfaceeScienceTH2006THfZZTHcbehUcbfe 1.8 30

145 wrossHandHSchefflerHReplyVHPhysicaleRevieweLettersTH1996THggTHdZe 7.4 30

144 ymprovedHtväHqdsorptionHunergiesHwithHSemiempiricalHtispersionHsorrectionsVHJournaleofeChemicale
TheoryeandeComputationTH2019THaeTHcbeZUcbei 6.4 29

143 qbHinitioHbasedHtightUbindingHmolecularHdynamicsHsimulationHofHtheHstickingHandHscatteringHofH
”b–tPaaaQVHJournaleofeChemicalePhysicsTH2006THabdTHagdgac 3.9 29

142 VibrationalHexcitationHofH“”HinH“”WqgHscatteringHrevisitedVHSurfaceeScienceTH1993THbhiTHcceUcci 1.8 29

141 risPterpyridineQUbasedHsurfaceHtemplateHstructuresHonHgraphitejHaHforceHfieldHandHtväHstudyVH
PhysicaleChemistryeChemicalePhysicsTH2009THaaTHhhfgUgh 3.6 28

140 xydrogenHonHmetalHsurfacesjHvoreverHyoungVHSurfaceeScienceTH2012THfZfTHfiZUfia 1.8 27

139 SulfateTHrisulfateTHandHxydrogenHsoUadsorptionHonH–tPaaaQHandHquPaaaQHinHanHulectrochemicalH
unvironmentVHFrontierseineChemistryTH2020THhTHfcd 5 27

138 ulectrodeWulectrolyteHynterfaceHinHtheHLiâ��”bHratteryjHynsightHfromH’olecularHtynamicsHStudyVH
JournaleofePhysicaleChemistryeCTH2017THabaTHaddfcUaddfi 3.8 26

137 shemicalHynteractionsHatH’etalW’oleculeHynterfacesHinH’olecularHzunctionsâ��qH–athwayHäowardsH
’olecularHRecognitionVHAdvancedeMaterialsTH2009THbaTHcbZUcbd 24 26

136 qHmolecularHdoubleHdeckerjHextendingHtheHlimitsHofHcurrentHmetalUmoleculeHhybridHstructuresVH
AngewandteeChemieeueInternationaleEditionTH2010THdiTHcdaUe 16.4 26
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135 –olymorphismHofH₂aterHinHäwoHtimensionsVHJournaleofePhysicaleChemistryeCTH2016THabZTHacfdiUacfee 3.8 25

134 tesignHofH“ickelUrasedHsationUtisorderedHRockUSaltH”xidesjHäheHuffectHofHäransitionH’etalHP’HmHVTH
äiTHδrQHSubstitutionHinHLi“i’”HrinaryHSystemsVHACSeAppliedeMaterialsemamp;eInterfacesTH2018THaZTHbaiegUbaifd9.5 25

133 qdsorptionHdynamicsHofHxbHonH–dPaZZQHfromHfirstHprinciplesVHPhysicaleChemistryeChemicalePhysicsTH
2009THaaTHehadUbb 3.6 25

132 —uantumHeffectsHinHtheHdissociativeHadsorptionHofHhydrogenVHJournaleofeChemicalePhysicsTH1999THaaZTHhfifUhgZb3.9 25

131 SurfaceHtemperatureHeffectsHinHdissociativeHadsorptionjHtbWsuPaaaQVHSurfaceeScienceTH1994THcadTHLhdcULhdh1.8 25

130 tensityHfluctuationsHasHdoorUopenerHforHdiffusionHonHcrowdedHsurfacesVHScienceTH2019THcfcTHgaeUgah 33.3 25

129 StabilityTHcompositionHandHpropertiesHofHLibveSi”dHsurfacesHstudiedHbyHtväVHJournaleofeSolideStatee
ElectrochemistryTH2014THahTHadZaUadac 2.6 24

128 s”HandHhydrogenHadsorptionHonH–dPbHaHZQVHSurfaceeScienceTH2004THegZTHbbgUbcf 1.8 24

127 qbHinitioHmolecularHdynamicsHsimulationsHofHtheH”bW–tPaHaHaQHinteractionVHCatalysiseTodayTH2016THbfZTHfZUfe5.3 23

126 SurfaceHconfigurationHandHwettabilityHofHnickelPoxyQhydroxidesjHaHfirstUprinciplesHinvestigationVH
PhysicaleChemistryeChemicalePhysicsTH2017THaiTHbbfeiUbbffi 3.6 23

125 SolvatedHprotonsHinHdensityHfunctionalHtheoryâ��qHfewHexamplesVHElectrochimicaeActaTH2013THaZeTHbdhUbec 6.7 23

124 ’olecularHdynamicsHstudyHofHxbHdissociationHonHxUcoveredH–dPaZZQVHPhysicaleRevieweBTH2010THhaTH 3.3 23

123 qdsorptionHofHs”HonH“iWsuPaaZQHbimetallicHsurfacesVHPhysicaleRevieweBTH2009THhZTH 3.3 23

122 unergeticsHdrivingHtheHshortUrangeHorderHinHsux–daUxWRuPZZZaQHmonolayerHsurfaceHalloysVHPhysicale
ChemistryeChemicalePhysicsTH2007THiTHeabgUcb 3.6 22

121 LocalHreactivityHofHultrathinHplatinumHoverlayersHandHsurfaceHalloysHonHaHgoldHsurfaceVHSurfacee
ScienceTH2007THfZaTHcgZbUcgZf 1.8 21

120 SimulationHofHlaserUinducedHdesorptionHofH“”HfromH“i”PaZZQVHChemicalePhysicseLettersTH2003THcgfTHdbdUdca2.5 21

119 “umericallyHstableHsolutionHofHcoupledHchannelHequationsjHäheHwaveHfunctionVHEuropeanePhysicale
JournaleBTH1995THigTHcaaUcag 1.2 21

118 ynvestigationHonHtheHformationHofH’gHmetalHanodeWelectrolyteHinterfacesHinH’gWSHbatteriesHwithH
electrolyteHadditivesVHJournaleofeMaterialseChemistryeATH2020THhTHbbiihUbcZaZ 13 21
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117 ’ethanolH”xidationHonH–tPaaaQHfromHvirstU–rinciplesHinHxeterogeneousHandHulectrocatalysisVH
ElectrocatalysisTH2017THhTHeggUehf 2.7 20

116 yntroducingHxighlyHRedoxUqctiveHqtomicHsentersHintoHynsertionUäypeHulectrodesHforHLithiumUyonH
ratteriesVHAdvancedeEnergyeMaterialsTH2020THaZTHbZZZghc 21.8 20

115 xighUdimensionalHquantumHdynamicalHstudyHofHtheHdissociationHofHxbHonH–daaZVHJournaleofeChemicale
PhysicsTH2004THabZTHecciUdf 3.9 20

114 uxchangeHprocessesHinHtheHcontactHformationHofH–bHelectrodesVHElectrochimicaeActaTH2014THadZTHeZeUeaZ 6.7 19

113 qHhighlyHorderedTHaromaticHbidentateHselfUassembledHmonolayerHonHquPaaaQjHaHcombinedH
experimentalHandHtheoreticalHstudyVHPhysicaleChemistryeChemicalePhysicsTH2010THabTHfddeUed 3.6 19
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tyeUSensitizedHSolarHsellsoVHACSeAppliedeEnergyeMaterialsTH2019THbTHfcdaUfcdg 6.1 18

111 qbHinitioHmolecularHdynamicsHstudyHofHxbHadsorptionHonHsulfurUHandHchlorineUcoveredH–dPaZZQVH
SurfaceeScienceTH2013THfZhTHbdiUbed 1.8 18

110 –artialHoxidationHofHmethanolHonHsuPaaZQjHunergeticsHandHkineticsVHComputationaleandeTheoreticale
ChemistryTH2006THggaTHaagUabb 18

109 wrandUcanonicalHapproachesHtoHunderstandHstructuresHandHprocessesHatHelectrochemicalHinterfacesH
fromHanHatomisticHperspectiveVHCurrenteOpinioneineElectrochemistryTH2021THbgTHaZZfhd 7.2 18

108 LoweringHenergyHbarriersHinHsurfaceHreactionsHthroughHconcertedHreactionHmechanismsVH
ChemPhysChemTH2012THacTHcdfgUga 3.2 17

107 äheoreticalHstudyHofHtheH”â��HinteractionHwithHaHtetrahedralHqlâ��HclusterVHJournaleofePhysicaleChemistryeA
TH2010THaadTHaagdfUeZ 2.8 17

106 SemiclassicalHtreatmentHofHchargeHtransferHinHmoleculeUsurfaceHscatteringVHJournaleofeChemicale
PhysicsTH2001THaadTHfcifUfdZc 3.9 17

105 qdiabaticHversusHnonUadiabaticHeffectsHinHtheHvibrationalHexcitationHinH“”WqgHscatteringVHChemicale
PhysicsTH1993THaggTHdigUeZh 2.3 17

104 virstUprinciplesHstudyHofHtheHstructureHofHwaterHlayersHonHflatHandHsteppedH–bHelectrodesVHBeilsteine
JournaleofeNanotechnologyTH2016THgTHeccUdc 3 17

103 äheHroleHofHsurfaceHdefectsHinHlargeHorganicHmoleculeHadsorptionjHsubstrateHconfigurationHeffectsVH
PhysicaleChemistryeChemicalePhysicsTH2012THadTHaZgbfUca 3.6 16

102
tesignHandHäuningHofHtheHulectrochemicalH–ropertiesHofHVanadiumUrasedHsationUtisorderedH
RockUSaltH”xideH–ositiveHulectrodeH’aterialHforHLithiumUyonHratteriesVHACSeAppliedeMaterialsemamp;e
InterfacesTH2019THaaTHcihdhUciheh

9.5 15

101 vromHsingleHmoleculesHtoHwaterHnetworksjHtynamicsHofHwaterHadsorptionHonH–tPaaaQVHJournaleofe
ChemicalePhysicsTH2016THadeTHZidgZc 3.9 15

100
RealUspaceHmethodHforHtotalUenergyHcalculationsHinHsemiconductorsjHustimationxHofHstackingHfaultH
energiesVHTheePhilosophicaleMagazine:ePhysicseofeCondensedeMattereBteStatisticaleMechanicste
ElectronicteOpticaleandeMagneticePropertiesTH1991THfdTHdacUdbd

14
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99
StructureHvormationHandHähermalHStabilityHofH’onoUHandH’ultilayersHofHuthyleneHsarbonateHonH
suPaaaQjHqH’odelHStudyHofHtheHulectrode|ulectrolyteHynterfaceVHJournaleofePhysicaleChemistryeCTH2016
THabZTHafgiaUafhZc

3.8 14

98 SemiconductorUmetalHtransitionHinducedHbyHnanoscaleHstabilizationVHPhysicaleChemistryeChemicale
PhysicsTH2015THagTHeefiUgc 3.6 13

97
StructureHformationHandHsurfaceHchemistryHofHionicHliquidsHonHmodelHelectrodeHsurfacesU’odelH
studiesHforHtheHelectrodeHelectrolyteHinterfaceHinHLiUionHbatteriesVHJournaleofeChemicalePhysicsTH2018TH
adhTHaichba

3.9 13

96 SimulationHofHbondingHeffectsHinHxRäu’HimagesHofHlightHelementHmaterialsVHBeilsteineJournaleofe
NanotechnologyTH2011THbTHcidUdZd 3 13

95 RotationalHquantumHdynamicsHinHaHnonUactivatedHadsorptionHsystemVHPhysicaleChemistryeChemicale
PhysicsTH2002THdTHdabfUdacb 3.6 13

94 äheHtynamicH“atureHofHs”HqdlayersHonH–tPaaaQHulectrodesVHAngewandteeChemieeueInternationale
EditionTH2020THeiTHfahbUfahf 16.4 13

93 qHsystematicHtväHstudyHofHsubstrateHreconstructionHeffectsHdueHtoHthiolateHandHselenolateH
adsorptionVHSurfaceeScienceTH2015THfdZTHahUbd 1.8 12

92 äheoryHofHSolidWulectrolyteHynterfacesH2020THdgaUeae 12

91 qdsorptionHofHsupramolecularHbuildingHblocksHonHgraphitejHaHforceHfieldHandHdensityHfunctionalH
theoryHstudyVHChemPhysChemTH2011THabTHbbdbUe 3.2 12

90 qdsorptionâ��tesorptionHofHxbWSijHqHeUtHtynamicalH’odelVHPhysicaeStatuseSolidieATH1997THaeiTHgeUiZ 12

89 uinHhierarchischHselbstorganisiertesH₂irtUwastU“etzwerkHanHderHvestUflˆ…ssigUwrenzflˆ⁄cheHfˆ…rHdieH
’anipulationHeinzelnerH’olekˆ…leVHAngewandteeChemieTH2008THabZTHchhaUchhe 3.6 12

88 ”bHqdsorptionHtynamicsHatH’etalHSurfacesjH“onUadiabaticHuffectsTHtissociationHandHtissipationVH
SpringereSerieseineSurfaceeSciencesTH2013THchiUdai 0.4 12

87
uffectHofHulectronU₂ithdrawingWUtonatingHwroupsHonHtheHSensitizingHqctionHofHtheH“ovelH”rganicH
tyeHâ��cUPeUPdUPtiphenylaminoQstyrylQthiophenUbUylQUbUcyanoacrylicHqcidâ��HforH“UäypeHtyeUSensitizedH
SolarHsellsjHqHäheoreticalHStudyVHJournaleofePhysicaleChemistryeCTH2020THabdTHhebfUhedZ

3.8 11

86 qlkaliHmetalHinsertionHintoHhardHcarbonHâ��HtheHfullHpictureVHJournaleofeMaterialseChemistryeATH2020THhTHadbZeUadbac13 11

85 –olarHsurfaceHenergiesHofHionoUcovalentHmaterialsjHimplicationsHofHaHchargeUtransferHmodelHtestedH
onHLibveSi”dHsurfacesVHChemPhysChemTH2014THaeTHbZehUfi 3.2 11

84 ’olecularUScaleHymagingHofH₂aterH“earHshargedHSurfacesVHChemElectroChemTH2014THaTHdcaUdce 4.3 11

83 ynfluenceHofHtheHsolventHonHtheHstabilityHofHbisPterpyridineQHstructuresHonHgraphiteVHBeilsteineJournale
ofeNanotechnologyTH2013THdTHbfiUgg 3 11

82 äheoreticalHinvestigationHofHtheHinteractionHofHsxPdQHwithHqlPbQHandHqlPcQHneutralHandHchargedH
clustersVHJournaleofeChemicalePhysicsTH2010THacbTHaedgZa 3.9 11
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81 RotationalHandHvibrationalHpopulationHofHtbHdesorbingHfromHsulfurUcoveredH–dPaZZQVHPhysicaleReviewe
BTH2002THffTH 3.3 11

80 qbHynitioHSimulationsHofH₂aterW’etalHynterfacesVVHChemicaleReviewsTH2022TH 68.1 11

79 yonicHqdsorbateHStructuresHonH’etalHulectrodesHsalculatedHfromHvirstU–rinciplesVHIndustrialemamp;e
EngineeringeChemistryeResearchTH2016THeeTHaaaZgUaaaac 3.9 11

78
–romisingHsensitizersHforHdyeHsensitizedHsolarHcellsjHqHcomparisonHofHRuPyyQHwithHotherHearthOsHscarceH
andHabundantHmetalHpolypyridineHcomplexesVHInternationaleJournaleofeQuantumeChemistryTH2019TH
aaiTHebeifc

2.1 10

77 vundamentalHshallengesHforH’odelingHulectrochemicalHunergyHStorageHSystemsHatHtheHqtomicH
ScaleVHTopicseineCurrenteChemistryTH2018THcgfTHag 7.2 10

76 qdsorptionHofHültrathinHuthyleneHsarbonateHvilmsHonH–ristineHandHLithiatedHwraphiteHandHäheirH
ynteractionHwithHLiVHLangmuirTH2018THcdTHhdeaUhdfc 4 10

75 weometricHandHelectronicHstructureHofH–dWdUaminothiophenolWquPaaaQHmetalUmoleculeUmetalH
contactsjHaHperiodicHtväHstudyVHPhysicaleChemistryeChemicalePhysicsTH2010THabTHddbcUcZ 3.6 10

74 ₂aterHadsorptionHonHbimetallicH–tRuW–tPaaaQHsurfaceHalloysVHProceedingseofetheeRoyaleSocietyeA:e
MathematicaltePhysicaleandeEngineeringeSciencesTH2016THdgbTHbZafZfah 2.4 10

73 ynfluenceHofHelectricHfieldsHonHmetalHselfUdiffusionHbarriersHandHitsHconsequencesHonHdendriteHgrowthH
inHbatteriesVHJournaleofeChemicalePhysicsTH2019THaeaTHbcdgZg 3.9 10

72 qnHqlternativeHshargeUStorageH’echanismHforHxighU–erformanceHSodiumUyonHandH–otassiumUyonH
qnodesVHACSeEnergyeLettersTH2021THfTHiaeUibd 20.1 10

71 ”nHstabilityHandHkineticsHofHLiUrichHtransitionHmetalHoxidesHandHoxyfluoridesVHJournaleofeMaterialse
ChemistryeATH2020THhTHgiefUgifg 13 9

70 ynteractionHofHs”HwithH–txqgaUxW–tPaaaQHsurfaceHalloysjH’oreHthanHdilutionHbyHqgHatomsVHSurfacee
ScienceTH2016THfeZTHbcgUbed 1.8 9

69 uxperimentalHandHsomputationalHStudyHonHtheHynteractionHofHanHyonicHLiquidH’onolayerHwithH
LithiumHonH–ristineHandHLithiatedHwraphiteVHJournaleofePhysicaleChemistryeCTH2018THabbTHahifhUahiha 3.8 9

68 rottomUupHformationHofHrobustHgoldHcarbideVHScientificeReportsTH2015THeTHhhia 4.9 9

67 ”xidationHofHanHorganicHadlayerjHaHbirdOsHeyeHviewVHJournaleofetheeAmericaneChemicaleSocietyTH2012TH
acdTHhhagUbb 16.4 9

66 dTdoUtithiodipyridineHonHquPaaaQjHqHsombinedHSä’THSäSTHandHtväHStudyVHJournaleofePhysicale
ChemistryeCTH2013THaagTHbZZfZUbZZfg 3.8 9

65 —uantumHdynamicsHofHtheHdissociationHofHxbHonHRhPaaaQVHEuropeanePhysicaleJournaleBTH2005THdeTHdbeUdcb 1.2 9

64 SemiclassicalHtreatmentHofHreactionsHatHsurfacesHwithHelectronicHtransitionsVHFaradayeDiscussionsTH
2000THiiUaZhkHdiscussionHafaUhi 3.6 9
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63 ynfluenceHofHStepHandHyslandHudgesHonHLocalHqdsorptionH–ropertiesjHxydrogenHqdsorptionHonH–tH
’onolayerHyslandH’odifiedHRuPZZZaQHulectrodesVHElectrocatalysisTH2017THhTHecZUeci 2.7 8

62 StabilizationHofHtheH˛‡USnHphaseHinHtinHnanoparticlesHandHnanowiresVHAppliedePhysicseLettersTH2015TH
aZgTHabcaZa 3.4 8

61 ReducedH–dHdensityHofHstatesHinH–dWSq’WquHjunctionsjHtheHroleHofHadsorbedHhydrogenHatomsVH
PhysicaleChemistryeChemicalePhysicsTH2012THadTHbcecUfa 3.6 8

60 VibrationalHexcitationHinHtheHscatteringHfromHanHalmostHrigidHsurfacejH“”WdiamondPaaZQVHSurfacee
ScienceTH1994THcZbTHdZcUdZi 1.8 8

59 tiffusionHonHaHsrowdedHSurfacejHk’sHSimulationsVHJournaleofePhysicaleChemistryeCTH2020THabdTHaebafUaebbd3.8 7

58 qbHinitioHinvestigationHofHtheHlaserHinducedHdesorptionHofHiodineHfromH|yPaZZQVHAppliedePhysicseA:e
MaterialseScienceeandeProcessingTH2007THhhTHegiUehf 2.6 7

57 ’ultiplicityHofHatomicHreconfigurationsHinHanHelectrochemicalH–bHsingleUatomHtransistorVHPhysicale
RevieweBTH2017THieTH 3.3 6

56 ynfluenceHofHLocalHynhomogeneitiesHandHtheHulectrochemicalHunvironmentHonHtheH”xygenHReductionH
ReactionHonH–tUrasedHulectrodesjHqHtväHStudyVHJournaleofePhysicaleChemistryeCTH2020THabdTHbgfZdUbgfac 3.8 6

55 StrainHtependenceHofH’etalHqnodeHSurfaceH–ropertiesVHChemSusChemTH2020THacTHcadgUcaec 8.3 6

54 SpiralHadsorbateHstructuresHonHmonoatomicHnanowireHelectrodesVHChemPhysChemTH2008THiTHacgaUd 3.2 6

53 qbHinitioH’olecularHtynamicsHSimulationsHofHReactionsHatHSurfacesVHPhysicaeStatuseSolidieoBp:eBasice
ResearchTH2000THbagTHchiUdZd 1.3 6

52 –haseHfieldHparametersHforHbatteryHcompoundsHfromHfirstUprinciplesHcalculationsVHPhysicaleReviewe
MaterialsTH2019THcTH 3.2 6

51 ynHSearchHofHtheHqctiveHSitesHforHtheHSelectiveHsatalyticHReductionHonHäungstenUtopedHVanadiaH
’onolayerHsatalystsHSupportedHbyHäi”bVHACSeCatalysisTH2021THaaTHgdaaUgdba 13.1 6

50 VacancyHassistedHdiffusionHonHsingleUatomHsurfaceHalloysVHChemPhysChemTH2021THbbTHbiUci 3.2 6

49 ’odelHStudiesHonHtheHvormationHofHtheHSolidHulectrolyteHynterphasejHReactionHofHLiHwithHültrathinH
qdsorbedHyonicULiquidHvilmsHandHsoH”HPaaaQHähinHvilmsVHChemPhysChemTH2021THbbTHddaUded 3.2 6

48 ReactionHenergeticsHofHhydrogenHonHSiPaZZQHsurfacejHqHperiodicHmanyUelectronHtheoryHstudyVHJournale
ofeChemicalePhysicsTH2018THadiTHbddaZe 3.9 6

47 ulectronicHmetalUsupportHinteractionsHandHtheirHpromotionalHeffectHonHs”bHmethanationHonH
RuWδr”bHcatalystsVHJournaleofeCatalysisTH2021THdZZTHdZgUdbZ 7.3 6

46 sationH”vercrowdingHuffectHonHtheH”xygenHuvolutionHReactionVHJacseAuTH2021THaTHagebUagfe 6
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45 vqyRHdataHenablingHnewHhorizonsHforHmaterialsHresearchVVHNatureTH2022THfZdTHfceUfdb 50.4 6

44 ynteractionHbetweenHLiTHültrathinHqdsorbedHyonicHLiquidHvilmsTHandHso”PaaaQHähinHvilmsjHqH’odelH
StudyHofHtheHSolid|ulectrolyteHynterphaseHvormationVHChemistryeofeMaterialsTH2019THcaTHeecgUeedi 9.6 5

43 äemperatureHeffectsHinHtheHvibrationalHspectraHofHselfUassembledHmonolayersVHPhysicaleReviewe
LettersTH2013THaaaTHZhfaZb 7.4 5

42 SeptipyridinesHasHconformationallyHcontrolledHsubstitutesHforHinaccessibleHbisPterpyridineQUderivedH
oligopyridinesHinHtwoUdimensionalHselfUassemblyVHBeilsteineJournaleofeNanotechnologyTH2011THbTHdZeUae 3 5

41 —uantumHelectronHtransportHthroughHultrathinHSiHfilmsjHeffectsHofHinterfaceHpassivationHonH
vermiUlevelHpinningVHPhysicaleRevieweLettersTH2008THaZaTHaffhZa 7.4 5

40 tynamicsHofHmoleculeUsurfaceHinteractionsHfromHfirstHprinciplesVHChemicalePhysicseofeSolideSurfacesTH
2003THaaTHaUbf 5

39 ympactHofHsathodicHulectricHtoubleHLayerHsompositionHonHtheH–erformanceHofHqproticHLiU”bH
ratteriesVHJournaleofetheeElectrochemicaleSocietyTH2021THafhTHZcZebZ 3.9 5

38
–redictingHqccurateH–hononHSpectrajHqnHymprovedHtescriptionHofHLatticeHtynamicsHinH
ähermoelectricHslathratesHrasedHonHtheHSsq“H’etaUwwqHvunctionalVHChemistryeofeMaterialsTH2019TH
caTHbegaUbegf

9.6 4

37 ScreeningHofHshargeHsarrierH’igrationHinHtheH’gScbSedHSpinelHStructureVHFrontierseineEnergye
ResearchTH2020THhTH 3.8 4

36 qbHynitioHäransportHsalculationsHforHSingleUqtomHsopperHzunctionsHinHtheH–resenceHofHxydrogenH
shlorideVHJournaleofePhysicaleChemistryeCTH2014THaahTHbhbebUbhbeg 3.8 4

35 äheoreticalHStudyHofHtheH”bHSHqldHPäetrahedralQHSystemHinHytsHSingletHStateHandHsomparisonsHwithHytsH
äripletHStateVHJournaleofePhysicaleChemistryeCTH2012THaafTHafdcZUafdce 3.8 4

34 ynfluenceHofHwaterHonHtheHpropertiesHofHanHquW’pyW–dHmetalWmoleculeWmetalHjunctionVHBeilsteine
JournaleofeNanotechnologyTH2011THbTHchdUic 3 4

33 syanophenylHvsVHpyridineHsubstituentjHimpactHonHtheHadlayerHstructureHandHformationHonHx”–wHandH
quPaaaQVHPhysicaleChemistryeChemicalePhysicsTH2016THahTHfffhUge 3.6 3

32 shallengesHinHbimetallicHmultilayerHstructureHformationjH–tHgrowthHonHsuHmonolayersHonHRuPZZZaQVH
PhysicaleChemistryeChemicalePhysicsTH2017THaiTHbdaZZUbdaad 3.6 3

31 tynamicsHofHReactionsHatHSurfacesH2011THciUgZ 3

30 ’onodisperseHmicroislandHformationHonH“iWRuPZZZaQHmonolayersVHPhysicaleRevieweLettersTH2008TH
aZaTHbZfaZa 7.4 3

29 —uantumHäheoryHofHReactiveHScatteringHandHqdsorptionHatHSurfacesH2005THagacUagcc 3

28 äheHStructureHofHtheHulectricHtoubleHLayerjHqtomisticHvsVHsontinuumHqpproachesVHCurrenteOpinioneine
ElectrochemistryTH2022THaZZiec 7.2 2
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27 ”nHtheHfirstHstepHinHzincHdepositionHâ��HqHcaseHofHnonlinearHcouplingHwithHtheHsolventVHElectrochemistrye
CommunicationsTH2021THabbTHaZfhgf 5.1 2

26 ’echanismHofH’agnesiumHäransportHinHSpinelHshalcogenidesVHAdvancedeEnergyeandeSustainabilitye
ResearchTbaZZaac 1.6 2

25 ReversibleHvsHStandardHxydrogenHulectrodeHScaleHinHynterfacialHulectrochemistryHfromHaH
äheoreticianâ��sHqtomisticH–ointHofHViewVHJournaleofePhysicaleChemistryeCT 3.8 2

24 ulementaryHReactionHStepsHinHulectrocatalysisjHäheoryH’eetsHuxperimentVHElectrocatalysisTH2017THhTHdiiUeZZ2.7 1

23 ulectronicHfactorsHdeterminingHtheHmethaneHbondHbreakingHprocessHonHsmallHaluminumHclustersVH
InternationaleJournaleofeQuantumeChemistryTH2019THaaiTHebfZZc 2.1 1

22 ulementaryH’oleculeâ��SurfaceHScatteringH–rocessesHRelevantHtoHxeterogeneousHsatalysisjHynsightsH
fromH—uantumHtynamicsHsalculationsVHPhysicaleChemistryeineActionTH2014THcaUeh 1

21 —uantumHdelocalizationHandHcorrelationHeffectsHinHoneUdimensionalHchainsHofHadsorbedHhydrogenH
atomsVHPhysicaleRevieweBTH2010THhbTH 3.3 1

20 sompositionHandHulectronicHStructureHofH’nc”dHandHsoc”dHsathodesHinHδincâ��qirHratteriesjHqHtväH
StudyVHJournaleofePhysicaleChemistryeCTH2022THabfTHbefaUbegb 3.8 1

19 tescriptorHandHScalingHRelationsHforHyonH’obilityHinHsrystallineHSolidsVVHJacseAuTH2022THbTHdfcUdga 1

18
ynteractionHofH’gHwithHtheHionicHliquidHaUbutylUaUmethylpyrrolidiniumH
bisPtrifluoromethylsulfonylQimideâ��qnHexperimentalHandHcomputationalHmodelHstudyHofHtheH
electrodeâ��electrolyteHinterfaceHinHpostUlithiumHbatteriesVHJournaleofeVacuumeScienceeandeTechnologye
A:eVacuumteSurfaceseandeFilmsTH2022THdZTHZbcbZd

2.9 1

17 StructureHofH–tRuWRuPZHZHZHaQHandHqg–dW–dPaHaHaQHsurfaceHalloysjHqHkineticH’onteHsarloHstudyVH
ChemicalePhysicsTH2022THeeeTHaaadbh 2.3 1

16 vundamentalHshallengesHforH’odelingHulectrochemicalHunergyHStorageHSystemsHatHtheHqtomicH
ScaleVHTopicseineCurrenteChemistryeCollectionsTH2018THaUbb 1.8 1

15 ’olecularHtynamicsHofHtheHulectrochemicalHynterfaceHandHtheHtoubleHLayerH2021THbZaUbbZ 1

14 teprotonationHandHsationHqdsorptionHonHtheH“i””xW₂aterHynterfacejHqHwrandUsanonicalH
virstU–rinciplesHynvestigationVHElectrochimicaeActaTH2021THacibec 6.7 1

13
LithiumUyonHratteriesjHyntroducingHxighlyHRedoxUqctiveHqtomicHsentersHintoHynsertionUäypeH
ulectrodesHforHLithiumUyonHratteriesHPqdvVHunergyH’aterVHbeWbZbZQVHAdvancedeEnergyeMaterialsTH2020
THaZTHbZgZaab

21.8 0

12
äheHroleHofHanchoringHgroupsHinHrutheniumPyyQUbipyridineHsensitizedHpUtypeHsemiconductorHsolarH
cellsâ��aHquantumHchemicalHapproachVHJournaleofePhysicseB:eAtomicteMoleculareandeOpticalePhysicsTH
2020THecTHbcdZZa

1.3 0

11 souplingHofHphotoactiveHtransitionHmetalHcomplexesHtoHaHfunctionalHpolymerHmatrixRVHChemistryeueAe
EuropeaneJournalTH2021THbgTHagaZdUagaad 4.8 0

10 virstU–rinciplesHStudyHofHtheHSurfacesHandHuquilibriumHShapeHofHtischargeH–roductsHinHLiUqirH
ratteriesVHACSeAppliedeMaterialsemamp;eInterfacesTH2021THacTHbdihdUbdiid 9.5 0
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9 ’echanismHofH’agnesiumHäransportHinHSpinelHshalcogenidesVHAdvancedeEnergyeandeSustainabilitye
ResearchTH2021THbTHbagZZcb 1.6 0

8 StructureHofHulectrodeUulectrolyteHynterfacesTH’odelingHofHtoubleHLayerHandHulectrodeH–otentialH
2018THaUcd

7 somputationalH’odelingHofHulectrocatalyticHReactionsH2018THdeeUdfe

6 SurfaceHalloyingHinHtheHSnW“iPaaaQHsystemHstudiedHbyHsynchrotronHradiationHphotoelectronHvalenceH
bandHspectroscopyHandHabUinitioHdensityHofHstatesHcalculationsVHThineSolideFilmsTH2008THeafTHbifbUbife 2.2

5 –hysikalischeHshemieHbZZaVHNachrichteneAuseDereChemieTH2002THeZTHccfUcde 0.1

4 StructureHofHulectrodeUulectrolyteHynterfacesTH’odelingHofHtoubleHLayerHandHulectrodeH–otentialH
2020THadciUadgb

3
RestructuringHofHLeadHulectrodesHuponHqdsorptionHofH“”câ��HqnionsHStudiedHfromHvirstU–rinciplesH
andHytsHRelevanceHforHtheH”perationHofHLeadH—uantumHSwitchesVHJournaleofePhysicaleChemistryeCTH
2021THabeTHagifbUagigZ

3.8
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