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161 uowGcopperGcatalyzesGtheGelectroreductionGofGcarbonGdioxideGintoGhydrocarbonGfuelsVGEnergyiandi
EnvironmentaliScienceTG2010TG[TGY[YY 35.4 1861

160 −heGactiveGsiteGofGmethanolGsynthesisGoverGpuWZn}WnlZ}[GindustrialGcatalystsVGScienceTG2012TG[[bTGde[Uc 33.3 1650

159 qensityGfunctionalGtheoryGinGsurfaceGchemistryGandGcatalysisVGProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaTG2011TGYXdTGe[cU][ 11.5 1141

158 øcalingGpropertiesGofGadsorptionGenergiesGforGhydrogenUcontainingGmoleculesGonGtransitionUmetalG
surfacesVGPhysicaliReviewiLettersTG2007TGeeTGXYbYXa 7.4 1009

157 nGtheoreticalGevaluationGofGpossibleGtransitionGmetalGelectroUcatalystsGforG{ZGreductionVGPhysicali
ChemistryiChemicaliPhysicsTG2012TGY]TGYZ[aU]a 3.6 810

156 vdentificationGofGnonUpreciousGmetalGalloyGcatalystsGforGselectiveGhydrogenationGofGacetyleneVG
ScienceTG2008TG[ZXTGY[ZXUZ 33.3 795

155 sromGtheGøabatierGprincipleGtoGaGpredictiveGtheoryGofGtransitionUmetalGheterogeneousGcatalysisVG
JournaliofiCatalysisTG2015TG[ZdTG[bU]Z 7.3 715

154 qiscoveryGofGaG{iUtaGcatalystGforGcarbonGdioxideGreductionGtoGmethanolVGNatureiChemistryTG2014TGbTG[ZXU]17.6 689

153 øtructureGeffectsGonGtheGenergeticsGofGtheGelectrochemicalGreductionGofGp}ZGbyGcopperGsurfacesVG
SurfaceiScienceTG2011TGbXaTGY[a]UY[ae 1.8 368

152 −heGzechanismGofGp}GandGp}ZGuydrogenationGtoGzethanolGoverGpuUoasedGpatalystsVGChemCatChem
TG2015TGcTGYYXaUYYYY 5.2 336

151 βniversalGtransitionGstateGscalingGrelationsGforGPdeQhydrogenationGoverGtransitionGmetalsVGPhysicali
ChemistryiChemicaliPhysicsTG2011TGY[TGZXcbXUa 3.6 295

150 nGbenchmarkGdatabaseGforGadsorptionGbondGenergiesGtoGtransitionGmetalGsurfacesGandGcomparisonG
toGselectedGqs−GfunctionalsVGSurfaceiScienceTG2015TGb]XTG[bU]] 1.8 288

149 βnderstandingGtrendsGinGpUuGbondGactivationGinGheterogeneousGcatalysisVGNatureiMaterialsTG2017TGYbTGZZaUZZe27 276

148 rxploringGtheGlimitsfGnGlowUpressureTGlowUtemperatureGuaberâ��ooschGprocessVGChemicaliPhysicsi
LettersTG2014TGaedTGYXdUYYZ 2.5 275

147 patalysisVGnssessingGtheGreliabilityGofGcalculatedGcatalyticGammoniaGsynthesisGratesVGScienceTG2014TG
[]aTGYecUZXX 33.3 244

146 rlectrochemicalGchlorineGevolutionGatGrutileGoxideGPYYXQGsurfacesVGPhysicaliChemistryiChemicali
PhysicsTG2010TGYZTGZd[UeX 3.6 244

145 −heoreticalGvnsightGintoGtheG−rendsGthatGtuideGtheGrlectrochemicalGReductionGofGparbonGqioxideGtoG
sormicGncidVGChemSusChemTG2016TGeTG[adUb[ 8.3 225
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144 G2014TG 219

143 βniversalGorˆ‚nstedUrvansU–olanyiGRelationsGforGpâ��pTGpâ��}TGpâ��{TG{â��}TG{â��{TGandG}â��}GqissociationG
ReactionsVGCatalysisiLettersTG2011TGY]YTG[cXU[c[ 2.8 215

142 }nGtheGroleGofGsurfaceGmodificationsGofGpalladiumGcatalystsGinGtheGselectiveGhydrogenationGofG
acetyleneVGAngewandteiChemiei-iInternationaliEditionTG2008TG]cTGeZeeU[XZ 16.4 197

141 βnderstandingGactivityGtrendsGinGelectrochemicalGwaterGoxidationGtoGformGhydrogenGperoxideVG
NatureiCommunicationsTG2017TGdTGcXY 17.4 193

140 uydrogenationGofGp}ZGtoGmethanolGandGp}GonGpuWZn}WnlZ}[fGvsGthereGaGcommonGintermediateGorG
notlVGJournaliofiCatalysisTG2015TG[ZdTG][U]d 7.3 186

139 −heoreticalGnnalysisGofG−ransitionUzetalGpatalystsGforGsormicGncidGqecompositionVGACSiCatalysisTG
2014TG]TGYZZbUYZ[[ 13.1 169

138 −heoryUguidedGdesignGofGcatalyticGmaterialsGusingGscalingGrelationshipsGandGreactivityGdescriptorsVG
NatureiReviewsiMaterialsTG2019TG]TGceZUdX] 73.3 164

137 p}GhydrogenationGtoGmethanolGonGpuâ��{iGcatalystsfG−heoryGandGexperimentVGJournaliofiCatalysisTG
2012TGZe[TGaYUbX 7.3 163

136 }nGtheGeffectGofGcoverageUdependentGadsorbateâ��adsorbateGinteractionsGforGp}GmethanationGonG
transitionGmetalGsurfacesVGJournaliofiCatalysisTG2013TG[XcTGZcaUZdZ 7.3 160

135 nctivityGandGøelectivityG−rendsGinGøynthesisGtasGponversionGtoGuigherGnlcoholsVGTopicsiiniCatalysisTG
2014TGacTGY[aUY]Z 2.3 144

134 vntrinsicGøelectivityGandGøtructureGøensitivityGofGRhodiumGpatalystsGforGpPZSQG}xygenateG–roductionVG
JournaliofitheiAmericaniChemicaliSocietyTG2016TGY[dTG[cXaUY] 16.4 137

133 zonocopperGnctiveGøiteGforG–artialGzethaneG}xidationGinGpuUrxchangedGdzRGZeolitesVGACSiCatalysis
TG2016TGbTGba[YUba[b 13.1 136

132
rnergeticsGandGmechanismGofGaGroomUtemperatureGcatalyticGprocessGforGammoniaGsynthesisG
PøchrockGcycleQfGcomparisonGwithGbiologicalGnitrogenGfixationVGAngewandteiChemiei-iInternationali
EditionTG2005TG]]TGab[eU]Z

16.4 134

131 p}GandGp}ZGuydrogenationGtoGzethanolGpalculatedGβsingGtheGorrsUvdηGsunctionalVGCatalysisi
LettersTG2013TGY][TGcYUc[ 2.8 122

130
−heoreticalTGspectroscopicTGandGmechanisticGstudiesGonGtransitionUmetalGdinitrogenGcomplexesfG
implicationsGtoGreactivityGandGrelevanceGtoGtheGnitrogenaseGproblemVGJournaliofiComputationali
ChemistryTG2006TGZcTGYZcdUeY

3.5 111

129 pationUexchangedGzeolitesGforGtheGselectiveGoxidationGofGmethaneGtoGmethanolVGCatalysisiSciencei
andiTechnologyTG2018TGdTGYY]UYZ[ 5.5 110

128 −heoreticalGvnsightsGintoGtheGøelectiveG}xidationGofGzethaneGtoGzethanolGinGpopperUrxchangedG
zordeniteVGACSiCatalysisTG2016TGbTG[cbXU[cbb 13.1 110

127 }nGtheGbehaviorGofGorˆ‚nstedUrvansU–olanyiGrelationsGforGtransitionGmetalGoxidesVGJournaliofi
ChemicaliPhysicsTG2011TGY[]TGZ]]aXe 3.9 108

(2011-2014)
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126 patnppfGaGwebGapplicationGforGsurfaceGchemistryGandGheterogeneousGcatalysisVGAngewandteiChemiei-i
InternationaliEditionTG2012TGaYTGZcZU] 16.4 106

125 øcalingGrelationshipsGforGadsorptionGenergiesGofGpZGhydrocarbonsGonGtransitionGmetalGsurfacesVG
ChemicaliEngineeringiScienceTG2011TGbbTGb[YdUb[Z[ 4.4 93

124 ReactivityGqescriptorGinGøolidGncidGpatalysisfG–redictingG−urnoverGsrequenciesGforG–ropeneG
zethylationGinGZeotypesVGJournaliofiPhysicaliChemistryiLettersTG2014TGaTGYaYbUZY 6.4 85

123 rlementaryGstepsGofGsyngasGreactionsGonGzoZpPXXYQfGndsorptionGthermochemistryGandGbondG
dissociationVGJournaliofiCatalysisTG2012TGZeXTGYXdUYYc 7.3 84

122 −rackingGtheGformationTGfateGandGconsequenceGforGcatalyticGactivityGofG–tGsingleGsitesGonGpe}ZVG
NatureiCatalysisTG2020TG[TGdZ]Ud[[ 36.5 84

121 qegreeGofGrateGcontrolGapproachGtoGcomputationalGcatalystGscreeningVGJournaliofiCatalysisTG2015TG
[[XTGYecUZXc 7.3 82

120 βnravelingGtheGzechanismGofGtheGvnitiationGReactionGofGtheGzethanolGtoG}lefinsG–rocessGβsingGabG
vnitioGandGqs−GpalculationsVGACSiCatalysisTG2017TGcTGcedcUcee] 13.1 80

119 rnergeticsGandGmechanismGofGammoniaGsynthesisGthroughGtheGphattGpyclefGconditionsGforGaGcatalyticG
modeGandGcomparisonGwithGtheGøchrockGpycleVGChemistryi-iAiEuropeaniJournalTG2008TGY]TGb]]UaZ 4.8 70

118 rffectGofGooronGzodificationsGofG–alladiumGpatalystsGforGtheG–roductionGofGuydrogenGfromGsormicG
ncidVGACSiCatalysisTG2015TGaTGbaceUbadb 13.1 68

117 qescriptorUbasedGanalysisGappliedGtoGup{GsynthesisGfromG{u[GandGpu]VGAngewandteiChemiei-i
InternationaliEditionTG2011TGaXTG]bXYUa 16.4 68

116 −heG}xygenGReductionGReactionGonG{itrogenUqopedGtrapheneVGCatalysisiLettersTG2013TGY][TGadUbX 2.8 65

115 xeteneGasGaGReactionGvntermediateGinGtheGparbonylationGofGqimethylGrtherGtoGzethylGncetateGoverG
zordeniteVGAngewandteiChemiei-iInternationaliEditionTG2015TGa]TGcZbYU] 16.4 64

114 zechanisticGinsightsGintoGnitrogenGfixationGbyGnitrogenaseGenzymesVGPhysicaliChemistryiChemicali
PhysicsTG2015TGYcTGZea]YUc 3.6 62

113
pombinedGvnGøituGrqμRqWrμnsøGvnvestigationGofGtheGprystalGtrowthGofG[poPpbuYd{]Q][øbZø]]G
underGøolvothermalGponditionsfGG−woGqifferentGReactionG–athwaysGyeadingGtoGtheGøameG–roductVG
ChemistryiofiMaterialsTG2006TGYdTGYYebUYZXa

9.6 61

112 zethanolâ��nlkeneGReactionsGinGZeotypeGncidGpatalystsfGvnsightsGfromGaGqescriptorUoasedGnpproachG
andGzicrokineticGzodelingVGACSiCatalysisTG2014TG]TG]aX]U]aXe 13.1 60

111 nGsystematicGstudyGofGmetalUsupportedGboronGnitrideGmaterialsGforGtheGoxygenGreductionGreactionVG
PhysicaliChemistryiChemicaliPhysicsTG2015TGYcTGYZcZZUc 3.6 58

110 vnGsilicosearchGforGnovelGmethaneGsteamGreformingGcatalystsVGNewiJournaliofiPhysicsTG2013TGYaTGYZaXZY 2.9 55

109 qs−UoasedGzethodGforGzoreGnccurateGndsorptionGrnergiesfGnnGndaptiveGøumGofGrnergiesGfromG
R–orGandGvdηGqensityGsunctionalsVGJournaliofiPhysicaliChemistryiCTG2017TGYZYTG]e[cU]e]a 3.8 54
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108 rnergeticsGofG}xygenGndatomsTGuydroxylGøpeciesGandGηaterGqissociationGonG–tPYYYQVGJournaliofi
PhysicaliChemistryiCTG2012TGYYbTGZaccZUZaccb 3.8 54

107 uydrodeoxygenationGofG–henolGtoGoenzeneGandGpyclohexaneGonGRhPYYYQGandGRhPZYYQGøurfacesfG
vnsightsGfromGqensityGsunctionalG−heoryVGJournaliofiPhysicaliChemistryiCTG2016TGYZXTGYdaZeUYda[c 3.8 51

106 [{iPp]uY[{[QZ][Pøb[øbQZfG−heGsirstGøtructureGpontainingGvsolatedGueterocyclicG[øb[øb][â��GnnionsVG
EuropeaniJournaliofiInorganiciChemistryTG2004TGZXX]TGZaa[UZaab 2.3 51

105 uighUperformanceGoxygenGreductionGandGevolutionGcarbonGcatalysisfGsromGmechanisticGstudiesGtoG
deviceGintegrationVGNanoiResearchTG2017TGYXTGYYb[UYYcc 10 50

104
rnergetikGundGzechanismusGeinerGkatalytischenGnmmoniaksyntheseGbeiGRaumtemperaturG
PøchrockUZyklusQgGγergleichGmitGderGbiologischenGøtickstoffUsixierungVGAngewandteiChemieTG2005TG
YYcTGacd[Uacdc

3.6 50

103
ReductionGpathwayGofGendUonGterminallyGcoordinatedGdinitrogenVGγVG{U{GbondGcleavageGinGzoWηG
hydrazidiumGcomplexesGwithGdiphosphineGcoligandsVGpomparisonGwithGtriamidoamineGsystemsVG
InorganiciChemistryTG2005TG]]TG[X[YU]a

5.1 49

102 –hotothermalGpatalysisGoverG{onplasmonicG–tW−i}ZGøtudiedGbyG}perandoGurRsqUμn{røTGResonantG
μrøTGandGqRvs−øVGACSiCatalysisTG2018TGdTGYY[edUYY]Xb 13.1 49

101 øelectivityGofGøynthesisGtasGponversionGtoGpZSG}xygenatesGonGfccPYYYQG−ransitionUzetalGøurfacesVG
ACSiCatalysisTG2018TGdTG[]]cU[]a[ 13.1 48

100 γolcanoGRelationGforGtheGqeaconG–rocessGoverG−ransitionUzetalG}xidesVGChemCatChemTG2010TGZTGedUYXZ 5.2 48

99 nGuighlyGnctiveGzolybdenumG–hosphideGpatalystGforGzethanolGøynthesisGfromGp}GandGp}VG
AngewandteiChemiei-iInternationaliEditionTG2018TGacTGYaX]aUYaXaX 16.4 46

98 −hermochemistryGandGmicroUkineticGanalysisGofGmethanolGsynthesisGonGZn}GPXGXGXGYQVGJournaliofi
CatalysisTG2014TG[XeTG[ecU]Xc 7.3 46

97 –rospectsGofGueterogeneousGuydroformylationGwithGøupportedGøingleGntomGpatalystsVGJournaliofi
theiAmericaniChemicaliSocietyTG2020TGY]ZTGaXdcUaXeb 16.4 45

96 −ransitionUstateGscalingGrelationsGinGzeoliteGcatalysisfGinfluenceGofGframeworkGtopologyGandGacidUsiteG
reactivityVGCatalysisiScienceiandiTechnologyTG2015TGaTGZdY]UZdZX 5.5 44

95 zetalG}xideUøupportedG–latinumG}verlayersGasG–rotonUrxchangeGzembraneGsuelGpellGpathodesVG
ChemCatChemTG2012TG]TGZZdUZ[a 5.2 42

94 }neU–otGpooperationGofGøingleUntomGRhGandGRuGøolidGpatalystsGforGaGøelectiveG−andemG}lefinG
vsomerizationUuydrosilylationG–rocessVGAngewandteiChemiei-iInternationaliEditionTG2020TGaeTGadXbUadYa 16.4 41

93
øpectroscopicGpropertiesGandGquantumGchemistryUbasedGnormalGcoordinateGanalysisGP poU{pnQGofGaG
dinuclearGtantalumGcomplexGexhibitingGtheGnovelGsideUonGendUonGbridgingGgeometryGofG{ZfG
correlationsGtoGelectronicGstructureGandGreactivityVGJournaliofitheiAmericaniChemicaliSocietyTG2004TG
YZbTGZdXUeX

16.4 40

92 zetalUøpecificGReactivityGinGøingleUntomGpatalystsfGp}G}xidationGonG]dGandGadG−ransitionGzetalsG
ntomicallyGqispersedGonGzg}VGJournaliofitheiAmericaniChemicaliSocietyTG2020TGY]ZTGY]deXUY]eXZ 16.4 40

91 −woUqimensionalGzaterialsGasGpatalystsGforGrnergyGponversionVGCatalysisiLettersTG2016TGY]bTGYeYcUYeZY 2.8 39
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90
npplicationGofGaGnewGinformaticsGtoolGinGheterogeneousGcatalysisfGnnalysisGofGmethanolG
dehydrogenationGonGtransitionGmetalGcatalystsGforGtheGproductionGofGanhydrousGformaldehydeVG
JournaliofiCatalysisTG2012TGZeYTGY[[UY[c

7.3 39

89
yewisGadductsGofGtheGsideUonGendUonGdinitrogenUbridgedGcomplexG[{P{–{Q−a}ZPmuUuQZPmuUetaGYfetaG
ZU{ZQ]GwithGnlze[TGtaze[TGandGoPpbsaQ[fGsynthesisTGstructureTGandGspectroscopicGpropertiesVG
Chemistryi-iAiEuropeaniJournalTG2005TGYYTGbX]UYd

4.8 39

88 rxploitingGøynergiesGinGpatalysisGandGtasGøensingGusingG{obleGzetalUyoadedG}xideGpompositesVG
ChemCatChemTG2018TGYXTGdb]UddX 5.2 39

87 }nGtheGroleGofGtheGsurfaceGoxygenGspeciesGduringGnUuGPnGiGpTG{TG}QGbondGactivationfGaGdensityG
functionalGtheoryGstudyVGChemicaliCommunicationsTG2015TGaYTGZbZYU] 5.8 38

86 ReactionGmechanismGofGdimethylGetherGcarbonylationGtoGmethylGacetateGoverGmordeniteGâ��GaG
combinedGqs−WexperimentalGstudyVGCatalysisiScienceiandiTechnologyTG2017TGcTGYY]YUYYaZ 5.5 35

85 −heoreticalGvnsightsGintoGtheGrffectGofGtheGsrameworkGonGtheGvnitiationGzechanismGofGtheGz−}G
–rocessVGCatalysisiLettersTG2018TGY]dTGYZ]bUYZa[ 2.8 35

84 vnterplayGofGrlectronicGandGøtericGrffectsGtoGYieldGyowU−emperatureGp}G}xidationGatGzetalGøingleG
øitesGinGqefectUrngineeredGuxβø−UYVGAngewandteiChemiei-iInternationaliEditionTG2020TGaeTGYXaY]UYXaYd 16.4 34

83 }nGtheGnccuracyGofGqensityGsunctionalG−heoryGinGZeoliteGpatalysisVGChemCatChemTG2019TGYYTG][bdU][cb 5.2 34

82 }nGtheGRoleGofGøurfaceGzodificationsGofG–alladiumGpatalystsGinGtheGøelectiveGuydrogenationGofG
ncetyleneVGAngewandteiChemieTG2008TGYZXTGe][eUe]]Z 3.6 33

81 vmpactGofG{iGpromotionGonGtheGhydrogenationGpathwaysGofGphenanthreneGonGzoøZW˛‡UnlZ}[VG
JournaliofiCatalysisTG2017TG[aZTGYcYUYdY 7.3 30

80 vdentificationGofGtheGReactionGøequenceGofGtheGz−}GvnitiationGzechanismGβsingGnbGvnitioUoasedG
xineticsVGJournaliofitheiAmericaniChemicaliSocietyTG2019TGY]YTGaeXdUaeYa 16.4 30

79 βnlockingGsynergyGinGbimetallicGcatalystsGbyGcoreUshellGdesignVGNatureiMaterialsTG2021TGZXTGYZYbUYZZX 27 30

78 zovingGsrontiersGinG−ransitionGzetalGpatalysisfGøynthesisTGpharacterizationGandGzodelingVGAdvancedi
MaterialsTG2019TG[YTGeYdXc[dY 24 29

77 øideUonGbridgingGcoordinationGofG{ZfGspectroscopicGcharacterizationGofGtheGplanarGZrZ{ZGcoreGandG
theoreticalGinvestigationGofGitsGbutterflyGdistortionVGChemistryi-iAiEuropeaniJournalTG2003TGeTGaZXU[X 4.8 29

76 –robingGtheGnctiveGøitesGofGzoøZGoasedGuydrotreatingGpatalystsGβsingGzodulationGrxcitationG
øpectroscopyVGACSiCatalysisTG2019TGeTGZabdUZace 13.1 28

75 RenderingG–hotoreactivityGtoGperiafG−heGRoleGofGqefectsVGAngewandteiChemiei-iInternationaliEditionTG
2017TGabTGY][XYUY][Xa 16.4 28

74 −heoreticalGvnvestigationGofGtheGncidGpatalyzedGsormationGofG}xymethyleneGqimethylGrthersGfromG
−rioxaneGandGqimethoxymethaneVGACSiCatalysisTG2017TGcTG[bYaU[bZY 13.1 27

73 patnppfGnGηebGnpplicationGforGøurfaceGphemistryGandGueterogeneousGpatalysisVGAngewandtei
ChemieTG2012TGYZ]TGZcdUZdX 3.6 26
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72 −heGøtabilityGofGpopperG}xoGøpeciesGinGZeoliteGsrameworksVGEuropeaniJournaliofiInorganiciChemistry
TG2016TGZXYbTGYaY]UYaZX 2.3 25

71 rnergeticsGofGtheGηaterâ��tasUøhiftGReactionGonGtheGnctiveGøitesGofGtheGvndustriallyGβsedG
puWZn}WnlZ}[GpatalystVGCatalysisiLettersTG2014TGY]]TGYec[UYecc 2.8 23

70 βsingGmicrokineticGanalysisGtoGsearchGforGnovelGanhydrousGformaldehydeGproductionGcatalystsVG
SurfaceiScienceTG2015TGb]YTGYXaUYYY 1.8 22

69 −heoreticalGvnvestigationGofGzethaneG}xidationGonG–dPYYYQGandG}therGzetallicGøurfacesVGJournaliofi
PhysicaliChemistryiCTG2018TGYZZTGYbXZ[UYbX[Z 3.8 21

68
vnfluenceGofGuGZG}GandGuGZGøGonGtheGcompositionTGactivityTGandGstabilityGofGsulfidedGzoTGpozoTGandG
{izoGsupportedGonGzgnlGZG}G]GforGhydrodeoxygenationGofGethyleneGglycolVGAppliediCatalysisiA:i
GeneralTG2018TGaaYTGYXbUYZY

5.1 21

67 qifferentGroutesGtoGmethanolfGinelasticGneutronGscatteringGspectroscopyGofGadsorbatesGonG
supportedGcopperGcatalystsVGPhysicaliChemistryiChemicaliPhysicsTG2016TGYdTGYcZa[Ud 3.6 20

66 ndsorptionG–referenceGqeterminesGøegregationGqirectionfGnGøhortcutGtoGzoreGRealisticGøurfaceG
zodelsGofGnlloyGpatalystsVGACSiCatalysisTG2019TGeTGaXYYUaXYd 13.1 19

65
øpectroscopicGpomparisonGofGqinuclearG−iSGandG−iZSG˛…U˛•Yf˛•YGqinitrogenGpomplexesGwithG
ppRW–entafulveneGandGnmineWnmideGyigationfGzoderateGversusGøtrongGnctivationGofG{ZVGEuropeani
JournaliofiInorganiciChemistryTG2006TGZXXbTGZeYUZec

2.3 19

64 øtructuralGdynamicsGinG{iâ��seGcatalystsGduringGp}ZGmethanationGâ��GroleGofGironGoxideGclustersVG
CatalysisiScienceiandiTechnologyTG2020TGYXTGca]ZUcaa] 5.5 19

63 øcalingGRelationshipsGforGoindingGrnergiesGofG−ransitionGzetalGpomplexesVGCatalysisiLettersTG2016TG
Y]bTG[X]U[Xd 2.8 18

62 }lefinGmethylationGandGcrackingGreactionsGinGuUøøZUY[GinvestigatedGwithGabGinitioGandGqs−G
calculationsVGCatalysisiScienceiandiTechnologyTG2018TGdTG]]ZXU]]Ze 5.5 18

61 øupportedGvntermetallicG–dZnG{anoparticlesGasGoifunctionalGpatalystsGforGtheGqirectGøynthesisGofG
qimethylGrtherGfromGp}URichGøynthesisGtasVGAngewandteiChemiei-iInternationaliEditionTG2019TGadTGYabaaUYabae16.4 18

60 {u[UøpRGoverGγâ��ηW−i}ZGvnvestigatedGbyG}perandoGμUrayGnbsorptionGandGrmissionGøpectroscopyVG
JournaliofiPhysicaliChemistryiCTG2019TGYZ[TGY][[dUY][]e 3.8 17

59
pomputerUteneratedGxineticsGforGpoupledGueterogeneousWuomogeneousGøystemsfGnGpaseGøtudyGinG
patalyticGpombustionGofGzethaneGonG–latinumVGIndustrialiramp;iEngineeringiChemistryiResearchTG
2019TGadTGYcbdZUYcbeY

3.9 16

58 uowGnccuratelyGqoGnpproximateGqensityGsunctionalsG–redictG−rendsGinGncidicGZeoliteGpatalysislVG
JournaliofiPhysicaliChemistryiLettersTG2020TGYYTG][XaU][YX 6.4 16

57 rxploringGøcalingGRelationsGforGphemisorptionGrnergiesGonG−ransitionUzetalUrxchangedGZeolitesG
ZøzUZZGandGZøzUaVGChemCatChemTG2016TGdTGcbcUccZ 5.2 16

56
γibrationalGandGelectronicGstructureGofGtheGdinuclearGbisPmuUnitridoQGvanadiumPvQGcomplexG
[γP{{{I}ZQPmuU{Q]ZfGspectroscopicGpropertiesGofGtheGzZPmuU{QZGdiamondGcoreVGDaltoniTransactionsTG
2005TGYXaZUc

4.3 16

55 zodelingGtheGøizeGqependencyGofGtheGøtabilityGofGzetalG{anoparticlesVGJournaliofiPhysicaliChemistryi
CTG2019TGYZ[TGZa]b]UZa]be 3.8 15

(2019-2016)
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54 {U{GsplittingGofGaGfunctionalizedGmuUetaYfetaZGcoordinatedG{ZGligandGleadingGtoGaGmicroUnitridoG
microUimidoGcorefGmechanisticGinsightGfromGqs−VGDaltoniTransactionsTG2006TGYY[cU]X 4.3 15

53
npplicationGofGaGuniversalGforceGfieldGtoGmixedGseWzoUøWøeGcubaneGandGheterocubaneGclustersVGYVG
øubstitutionGofGsulfurGbyGseleniumGinGtheGseriesG[se]μ]PYpu[Q]]ZUgGμGiGøWøeGandGYGiGøWøeVGInorganici
ChemistryTG2004TG][TGaXX[UYX

5.1 15

52 nnharmonicGporrectionGtoGndsorptionGsreeGrnergyGfromGqs−UoasedGzqGβsingG−hermodynamicG
vntegrationVGJournaliofiChemicaliTheoryiandiComputationTG2021TGYcTGYYaaUYYbe 6.4 14

51 }nGtheGReactivityGofGtheGpuWZr}ZGøystemGforGtheGuydrogenationGofGp}ZGtoGzethanolfGnGqensityG
sunctionalG−heoryGøtudyVGJournaliofiPhysicaliChemistryiCTG2019TGYZ[TGZbeX]UZbeYY 3.8 13

50 }rbitalGinteractionsGinGsePvvQWpoPvvvQGheterobimetallocenesfGsingleGversusGdoubleGbridgeVGInorganici
ChemistryTG2006TG]aTGZa[YU]Z 5.1 13

49 oottomUβpGqesignGofGaGpopperURutheniumG{anoparticulateGpatalystGforGyowU−emperatureG
nmmoniaG}xidationVGAngewandteiChemiei-iInternationaliEditionTG2017TGabTGdcYYUdcYa 16.4 12

48 –redictingG–romoterUvnducedGoondGnctivationGonGøolidGpatalystsGβsingGrlementaryGoondG}rdersVG
JournaliofiPhysicaliChemistryiLettersTG2015TGbTG[bcXU] 6.4 12

47 nGuighlyGnctiveGzolybdenumG–hosphideGpatalystGforGzethanolGøynthesisGfromGp}GandGp}ZVG
AngewandteiChemieTG2018TGY[XTGYaZbaUYaZcX 3.6 12

46 −rendsGinGtheGuydrodeoxygenationGnctivityGandGøelectivityGofG−ransitionGzetalGøurfacesVGCatalysisi
LettersTG2014TGY]]TGYebdUYecZ 2.8 12

45 nGøystematicGøtudyGofGzethylationGfromGoenzeneGtoGuexamethylbenzeneGinGuUøøZUY[GβsingGqensityG
sunctionalG−heoryGandGnbGvnitioGpalculationsVGACSiCatalysisTG2020TGYXTGdeYbUdeZa 13.1 12

44 vnfluenceGofGncidityGonGtheGzethanolUtoUqzrGReactionGinGZeotypesfGnGsirstG–rinciplesUoasedG
zicrokineticGøtudyVGJournaliofiPhysicaliChemistryiCTG2020TGYZ]TGY]badUY]bb[ 3.8 12

43 øhapeUøelectiveGøynthesisGofGvntermetallicG–d[–bG{anocrystalsGandGrnhancedGpatalyticG–ropertiesG
inGtheGqirectGøynthesisGofGuydrogenG–eroxideVGACSiCatalysisTG2021TGYYTGZZddUZ[XY 13.1 12

42 uighG–ressureGp}GuydrogenationG}verGoimetallicG–tâ��poGpatalystsVGCatalysisiLettersTG2014TGY]]TGcccUcdZ 2.8 11

41 γolcanoGRelationsGforG}xidationGofGuydrogenGualidesGoverGRutileG}xideGøurfacesVGChemCatChemTG
2012TG]TGYdabUYdbY 5.2 11

40 qescriptorUoasedGnnalysisGnppliedGtoGup{GøynthesisGfromG{u[GandGpu]VGAngewandteiChemieTG2011TG
YZ[TG]becU]cXY 3.6 11

39
qismutationGofGaGzolybdenumPvγQGncetonitrileâ��{{uZpomplexGtoGaGzolybdenumPvγQGrthylimidoG
pomplexGSG{Zf´ GzechanisticGvmplicationsGonGtheG–rotonationGofGpoordinatedG{itrilesGatGtheG
˛†UparbonGntomVGOrganometallicsTG2005TGZ]TGa[e[Ua]Xb

3.8 11

38 −rendsGinGndsorptionGrnergiesGofGtheG}xygenatedGøpeciesGonGøingleG–latinumGntomGrmbeddedGinG
parbonG{anotubesVGCatalysisiLettersTG2017TGY]cTGZbdeUZbeb 2.8 10

37 qynamicGstructuralGchangesGofGsupportedG–dTG–dønTGandG–dvnGnanoparticlesGduringGcontinuousGflowG
highGpressureGdirectGuZ}ZGsynthesisVGCatalysisiScienceiandiTechnologyTG2020TGYXTG]cZbU]c]Z 5.5 10
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36 }neU–otGpooperationGofGøingleUntomGRhGandGRuGøolidGpatalystsGforGaGøelectiveG−andemG}lefinG
vsomerizationUuydrosilylationG–rocessVGAngewandteiChemieTG2020TGY[ZTGadaaUadb] 3.6 10

35 zethanolG–artialG}xidationGonGngPYGYGYQGfromGsirstG–rinciplesVGChemCatChemTG2016TGdTG[bZYU[bZa 5.2 10

34 −hermalGqefectGrngineeringGofG–reciousGtroupGzetalU}rganicGsrameworksfGnGpaseGøtudyGonG
RuWRhUuxβø−UYGnnaloguesVGACSiAppliediMaterialsiramp;iInterfacesTG2020TGYZTG]Xb[aU]Xb]c 9.5 10

33 øimpleGøchemeGtoG–redictG−ransitionUøtateGrnergiesGofGqehydrationGReactionsGinGZeolitesGwithG
RelevanceGtoGoiomassGponversionVGJournaliofiPhysicaliChemistryiCTG2018TGYZZTGZ[XbZUZ[Xbc 3.8 8

32 oottomUβpGqesignGofGaGpopperâ��RutheniumG{anoparticulateGpatalystGforGyowU−emperatureG
nmmoniaG}xidationVGAngewandteiChemieTG2017TGYZeTGdd[cUdd]Y 3.6 7

31 βnravellingGtheGZnUpuGvnteractionGduringGnctivationGofGaGZnUpromotedGpuWzg}GzodelGzethanolG
patalystVGChemCatChemTG2021TGY[TG]YZX 5.2 7

30 øupportedGvntermetallicG–dZnG{anoparticlesGasGoifunctionalGpatalystsGforGtheGqirectGøynthesisGofG
qimethylGrtherGfromGp}URichGøynthesisGtasVGAngewandteiChemieTG2019TGY[YTGYadXZUYadXb 3.6 6

29 −heoreticalGvnvestigationsGofGP}xidativeQGqehydrogenationGofG–ropaneGtoG–ropyleneGoverG–alladiumG
øurfacesVGJournaliofiPhysicaliChemistryiCTG2020TGYZ]TG[YcYU[Ycb 3.8 6

28 qensityGfunctionalGtheoryGcalculationsGofGdiffusionGbarriersGofGorganicGmoleculesGthroughGtheGdUringG
ofGuUøøZUY[VGChemicaliPhysicsTG2021TGa]YTGYYYX[[ 2.3 6

27 øurfaceGreactionGkineticsGofGtheGmethanolGsynthesisGandGtheGwaterGgasGshiftGreactionGonG
puWZn}WnlZ}[VGReactioniChemistryiandiEngineeringTG2021TGbTGdbdUddc 4.9 6

26 ZusammenwirkenGelektronischerGundGsterischerGrffekteGbeiGderG−ieftemperaturUp}U}xidationGanG
rinzelatomUzetallzentrenGinGdefektUmanipuliertemGuxβø−UYVGAngewandteiChemieTG2020TGY[ZTGYXbXXUYXbX]3.6 5

25 rnhancedGqirectGqimethylGrtherGøynthesisGfromGp}ZURichGøyngasGwithGpuWZn}WZr}ZGpatalystsG
–reparedGbyGpontinuousGpoU–recipitationVGCatalystsTG2020TGYXTGdYb 4 5

24 trandGphallengesGinGpomputationalGpatalysisVGFrontiersiiniCatalysisTG2021TGYTG 5

23 −rendsGinGtheGReactivityGofG–roximateGnluminumGøitesGinGuUøøZUY[VGJournaliofiPhysicaliChemistryiCTG
2021TGYZaTGYbaXdUYbaYa 3.8 5

22 nnalysisGofGsulfurUinducedGselectivityGchangesGforGanhydrousGmethanolGdehydrogenationGonG{iPYXXQG
surfacesVGSurfaceiScienceTG2013TGbY[TGadUbZ 1.8 4

21 −heoreticalGinvestigationGofGtheGsideUchainGmechanismGofGtheGz−}GprocessGoverGuUøøZUY[GusingGqs−G
andGabGinitioGcalculationsVGCatalysisiScienceiandiTechnologyTG2021TGYYTG[dZbU[d[[ 5.5 4

20 ReactivityGofGøurfaceGyewisGandGorˆ‚nstedGncidGøitesGinGZeoliteGpatalysisfGnGpomputationalGpaseG
øtudyGofGqzrGøynthesisGβsingGuUøøZUY[VGJournaliofiPhysicaliChemistryiCTG2022TGYZbTGadebUaeXa 3.8 4

19 nGpomputationalGvnvestigationGofG}zrUsynthesisGthroughGuomogeneousGncidGpatalysisVG
ChemCatChemTG2019TGYYTGYe]eUYea] 5.2 3

(2019-2020)
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18
zechanisticGdifferencesGbetweenGmethanolGandGdimethylGetherGinGzeoliteUcatalyzedGhydrocarbonG
synthesisVVGProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTG2022TG
YYeTG

11.5 3

17 øurfaceG{obleGzetalGponcentrationGonGperiaGasGaGxeyGqescriptorGforGrfficientGpatalyticGp}G
}xidationVGACSiCatalysisTZ]c[UZ]db 13.1 3

16 −rendsGinGtheGnctivationGofGyightGnlkanesGonG−ransitionUzetalGøurfacesVGJournaliofiPhysicaliChemistryi
CTG2020TGYZ]TGZcaX[UZcaYX 3.8 3

15 rffectGofGvmpuritiesGonGtheGvnitiationGofGtheGzethanolUtoU}lefinsG–rocessfGxineticGzodelingGoasedGonG
nbGvnitioGRateGponstantsVGCatalysisiLettersTG2021TGYaYTGZaeaUZbXZ 2.8 3

14 −heoreticalGøtudyGonGtheG{}xGøelectiveGpatalyticGReductionGonGøingleUpuGøitesGandGorˆ‚nstedGncidG
øitesGinGpuUøøZUY[VGJournaliofiPhysicaliChemistryiCTG2021TGYZaTGYZae]UYZbXZ 3.8 2

13 qiscoveringGtheGroleGofGsubstrateGinGaldehydeGhydrogenationVGJournaliofiCatalysisTG2021TG[eeTGYbZUYbe 7.3 2

12 rffectGofGnluminumGøitingGinGuUZøzUaGonGReactionGoarriersVGJournaliofiPhysicaliChemistryiCTG2021TG
YZaTGZX[c[UZX[ce 3.8 2

11 rnergyG−rendsGinGpatalysisG2014TGdaUeb 1

10 panGøingleGzetalGntomsG−rappedGinGqefectiveGhUo{WpuPYYYQGvmproveGrlectrocatalysisGofGtheGuZG
rvolutionGReactionlVGJournaliofiPhysicaliChemistryiCTG2020TGYZ]TGZ[beXUZ[bed 3.8 1

9 vnfluenceGofGponfinementGonGoarriersGforGnlkoxideGsormationGinGncidicGZeolitesVGChemCatChemTG
2021TGY[TGZ]aYUZ]ad 5.2 1

8 −heoreticalGvnvestigationGofGtheGøizeGrffectGonGtheG}xygenGndsorptionGrnergyGofGpoinageGzetalG
{anoparticlesVGCatalysisiLettersTG2021TGYaYTG[YbaU[Ybe 2.8 1

7 nctivityGandGøelectivityGzapsG2014TGecUYY[ 0

6 {Z}GndsorptionGandG–hotochemistryGonGperiaGøurfacesVGJournaliofiPhysicaliChemistryiCTG2022TGYZbTGZZa[UZZb[3.8 0

5
−heGbarrierGfreeGsplittingGofG}UuGbondGinGuZ}GandGpu[}uGdueGtoGtheGsynergeticGeffectsGofGsingleG
atomGPpuYWseYQGcoordinationGchangeGandGZn}PYYXQGsurfaceGoxygenGactivationVGAppliediSurfacei
ScienceTG2021TGYaYcaX

6.7 0

4 −ransitionGzetalGpatalysisfGzovingGsrontiersGinG−ransitionGzetalGpatalysisfGøynthesisTG
pharacterizationGandGzodelingGPndvVGzaterVGZbWZXYeQVGAdvancediMaterialsTG2019TG[YTGYecXYdc 24

3 patalystGøtructureG2014TGY[dUY]e

2 –oisoningGandG–romotionGofGpatalystsG2014TGYaXUYa]

1 −heG–otentialGrnergyGqiagramG2014TGbUZa
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