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j Paper IF Citations

160 αredictingJsffectsJofJσiteWrirectedJ–utagenesisJonJsnzymeJyineticsJbyJβ–Y––JandJβ–J
qalculationshJoJqaseJofJulutamateJqarboxypeptidaseJwwXXJJournalmofmPhysicalmChemistrymBVJ2022VJ 3.4 1

159
wnterpretingJtheJ−perandoJXWrayJobsorptionJ·earWsdgeJσtructureJofJσupportedJquJandJquαdJ
qlustersJinJqonditionsJofJ−xidativeJrehydrogenationJofJαropanehJrynamicJqhangesJinJqompositionJ
andJσizeXJJournalmofmPhysicalmChemistrymCVJ2022VJ[]dVJ[ge]W[gf[

3.8 1

158 −xidationJrynamicsJofJσupportedJqatalyticJquJqlustershJqouplingJtoJtluxionalityXJACSmCatalysisVJ
2022VJ[]VJf[fWf]e 13.1 2

157 TheoreticalJαerspectiveJonJσpectroscopyJofJtluxionalJ·anocatalystsXXJJournalmofmPhysicalmChemistrym
LettersVJ2022VJ[aVJba][Wbaab 6.4 0

156 slectrocatalyticJ–ethaneJtunctionalizationJwithJdJsarlyJTransitionJ–etalsJUnderJombientJ
qonditionsXJAngewandtemChemiem-mInternationalmEditionVJ2021VJdZVJ]ddaZW]ddaf 16.4 0

155 slectrocatalyticJ–ethaneJtunctionalizationJwithJdZJsarlyJTransitionJ–etalsJUnderJombientJ
qonditionsXJAngewandtemChemieVJ2021VJ[aaVJ]dfab 3.6

154 TributeJtoJolexanderJwXJpoldyrevXJJournalmofmPhysicalmChemistrymAVJ2021VJ[]cVJg]d[Wg]da 2.8

153 tranckWqondonJTuningJofJ−pticalJqyclingJqentersJbyJ−rganicJtunctionalizationXJPhysicalmReviewm
LettersVJ2021VJ[]dVJ[]aZZ] 7.4 10

152 WhenJtluxionalityJpeatsJσizeJσelectionhJoccelerationJofJ−stwaldJηipeningJofJσubW·anoJqlustersXJ
AngewandtemChemieVJ2021VJ[aaVJ[]ZfZW[]Zfg 3.6

151 −pticalJqyclingJtunctionalizationJofJorenesXJJournalmofmPhysicalmChemistrymLettersVJ2021VJ[]VJagfgWaggc 6.4 5

150 UnderstandingJtheJvardnessJofJropedJWpbX]XJJournalmofmPhysicalmChemistrymCVJ2021VJ[]cVJgbfdWgbgd 3.8 3

149 WhenJtluxionalityJpeatsJσizeJσelectionhJoccelerationJofJ−stwaldJηipeningJofJσubW·anoJqlustersXJ
AngewandtemChemiem-mInternationalmEditionVJ2021VJdZVJ[[geaW[[gf] 16.4 7

148 zocalJslectricJtieldsJasJaJ·aturalJσwitchJofJvemeWwronJαroteinJηeactivityXJACSmCatalysisVJ2021VJ[[VJdcabWdcbd13.1 18

147 VisualizingJtheJrynamicJ–etalationJσtateJofJ·ewJrelhiJ–etalloW˛†WlactamaseW[JinJpacteriaJUsingJaJ
ηeversibleJtluorescentJαrobeXJJournalmofmthemAmericanmChemicalmSocietyVJ2021VJ[baVJfa[bWfa]a 16.4 7

146 ηegularizationJofJleastJsquaresJproblemsJinJqvoη––JparameterJoptimizationJbyJtruncatedJ
singularJvalueJdecompositionsXJJournalmofmChemicalmPhysicsVJ2021VJ[cbVJ[fb[Z[ 3.9 0

145 TitrWr–rWoJηapidVJqoarseWurainedJβuasiWollWotomJqonstantJpvJ–olecularJrynamicsJtrameworkXJ
JournalmofmChemicalmTheorymandmComputationVJ2021VJ[eVJbcafWbcbg 6.4 1

144 σuggestingJηeviewersJtoJwmproveJYourJ–anuscriptXJJournalmofmPhysicalmChemistrymCVJ2021VJ[]cVJ[bbgaW[bbgb3.8 1
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143 σurfaceJchemicalJtrappingJofJopticalJcyclingJcentersXJPhysicalmChemistrymChemicalmPhysicsVJ2021VJ]aVJ][[W][f3.6 1

142 ulobalJoctivityJσearchJUncoversJηeactionJwnducedJqoncomitantJqatalystJηestructuringJforJolkaneJ
rissociationJonJ–odelJαtJqatalystsXJACSmCatalysisVJ2021VJ[[VJ[feeW[ffc 13.1 10

141 veterogeneousJwntramolecularJslectricJtieldJasJaJrescriptorJofJrielsWolderJηeactivityXJJournalmofm
PhysicalmChemistrymAVJ2021VJ[]cVJ[]fgW[]gf 2.8 4

140 TheJortJofJηeviewingJ–anuscriptsXJJournalmofmPhysicalmChemistrymCVJ2021VJ[]cVJ[dadgW[daeZ 3.8

139 qontrastingJsffectsJofJwnhibitorsJziJandJpeJonJqatalyticJqycleJofJulycogenJσynthaseJyinaseWa˛†XJ
JournalmofmPhysicalmChemistrymBVJ2021VJ[]cVJgbfZWgbfg 3.4

138 ηevisingJ–anuscriptshJTryingJtoJ–akeJsveryoneJvappyXJJournalmofmPhysicalmChemistrymCVJ2021VJ[]cVJ[fZfeW[fZff3.8 1

137 –achineJzearningJtoJαredictJrielsWolderJηeactionJparriersJfromJtheJηeactantJσtateJslectronJ
rensityXJJournalmofmChemicalmTheorymandmComputationVJ2021VJ[eVJd]ZaWd][a 6.4 5

136 odvancesJinJoptimizingJenzymeJelectrostaticJpreorganizationXJCurrentmOpinionminmStructuralmBiologyVJ
2021VJe]VJ[Wf 8.1 8

135 slectrostaticJregulationJofJblueJcopperJsitesXJChemicalmScienceVJ2021VJ[]VJ[[bZdW[[b[a 9.4 3

134 slectronJrensityJueometryJandJtheJβuantumJTheoryJofJotomsJinJ–oleculesXXJJournalmofmPhysicalm
ChemistrymAVJ2021VJ[]cVJ[Zd]]W[Zda[ 2.8 1

133 ToxicJandJαhysiologicalJ–etalJUptakeJandJηeleaseJbyJvumanJσerumJTransferrinXJBiophysicalmJournalVJ
2020VJ[[fVJ]gegW]gff 2.9 7

132 σtoichiometryWcontrollableJopticalJdefectsJinJquxwn]â��xσyJquantumJdotsJforJenergyJharvestingXJ
JournalmofmMaterialsmChemistrymAVJ2020VJfVJ[]ccdW[]cdc 13 6

131 WhyJporonJ·itrideJisJsuchJaJσelectiveJqatalystJforJtheJ−xidativeJrehydrogenationJofJαropaneXJ
AngewandtemChemiem-mInternationalmEditionVJ2020VJcgVJ[dc]eW[dcac 16.4 37

130 qokingWηesistantJσubW·anoJrehydrogenationJqatalystshJαtnσnxYσi−]JRnJkJbVJeSXJACSmCatalysisVJ2020VJ
[ZVJbcbaWbccf 13.1 24

129 rynamicalJpondingJrrivingJ–ixedJValencyJinJaJ–etalJporideXJAngewandtemChemiem-mInternationalm
EditionVJ2020VJcgVJ[ZggdW[[ZZ] 16.4 3

128 ηeagentWTriggeredJwsomerizationJofJtluxionalJqlusterJqatalystJviaJrynamicJqouplingXJJournalmofm
PhysicalmChemistrymLettersVJ2020VJ[[VJaZfgWaZgb 6.4 16

127 RαhotoSslectrocatalyticJq−]JηeductionJatJtheJrefectiveJonataseJTi−]JR[Z[SJσurfaceXJACSmCatalysisVJ
2020VJ[ZVJbZbfWbZcf 13.1 24

126 WhyJporonJ·itrideJisJsuchJaJσelectiveJqatalystJforJtheJ−xidativeJrehydrogenationJofJαropaneXJ
AngewandtemChemieVJ2020VJ[a]VJ[ddeZW[ddef 3.6 3

(2020-2021)
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125 qharacteristicsJofJwmpactfulJqomputationalJqontributionsJtoJTheJxournalJofJαhysicalJqhemistryJqXJ
JournalmofmPhysicalmChemistrymCVJ2020VJ[]bVJ[acZgW[ac[Z 3.8 3

124 wnfluenceJofJTerminalJqarboxylJuroupsJonJtheJσtructureJandJηeactivityJofJtunctionalizedJ
mWqarboranethiolateJσelfWossembledJ–onolayersXJChemistrymofmMaterialsVJ2020VJa]VJdfZZWdfZg 9.6 3

123 σnWmodificationJofJαtYaluminaJmodelJcatalystshJσuppressionJofJcarbonJdepositionJandJenhancedJ
thermalJstabilityXJJournalmofmChemicalmPhysicsVJ2020VJ[c]VJZ]beZ] 3.9 20

122 snsemblesJofJ–etastableJσtatesJuovernJveterogeneousJqatalysisJonJrynamicJwnterfacesXJAccountsm
ofmChemicalmResearchVJ2020VJcaVJbbeWbcf 24.3 72

121 TheJqaseJforJsnzymaticJqompetitiveJ–etalJoffinityJ–ethodsXJACSmCatalysisVJ2020VJ[ZVJ]]gfW]aZe 13.1 5

120 q−JvydrogenationJtoJtormateJandJtormicJocidJbyJpimetallicJαalladiumWqopperJvydrideJqlustersXJ
JournalmofmthemAmericanmChemicalmSocietyVJ2020VJ[b]VJegaZWegad 16.4 34

119 wnterpretingJtheJ−perandoJXo·sσJofJσurfaceWσupportedJσubnanometerJqlustershJWhenJ
tluxionalityVJ−xidationJσtateVJandJσizeJsffectJtightXJJournalmofmPhysicalmChemistrymCVJ2020VJ[]bVJ[ZZceW[ZZdd3.8 16

118 −xidativeJrehydrogenationJofJqyclohexaneJbyJquJvsJαdJqlustershJσelectivityJqontrolJbyJσpecificJ
qlusterJrynamicsXJChemCatChemVJ2020VJ[]VJ[aZeW[a[c 5.2 14

117 TowardsJaJσingleJqhemicalJ–odelJforJUnderstandingJzanthanideJvexaboridesXJAngewandtemChemieVJ
2020VJ[a]VJ]]feaW]]fef 3.6 1

116 TowardsJaJσingleJqhemicalJ–odelJforJUnderstandingJzanthanideJvexaboridesXJAngewandtemChemiem-m
InternationalmEditionVJ2020VJcgVJ]]dfbW]]dfg 16.4

115 vydrogenJsvolutionJonJηestructuredJpWηichJWphJ–etastableJσurfaceJσtatesJandJwsolatedJoctiveJ
σitesXJACSmCatalysisVJ2020VJ[ZVJ[afdeW[afee 13.1 10

114 αromotingJtheJqleavageJofJqâ��−JpondsJatJtheJwnterfaceJbetweenJaJ–etalJ−xideJqlusterJandJaJ
qoRZZZ[SJσupportXJACSmCatalysisVJ2020VJ[ZVJ[be]]W[bea[ 13.1 2

113 rirectJzookJatJtheJslectricJtieldJinJyetosteroidJwsomeraseJandJwtsJVariantsXJACSmCatalysisVJ2020VJ[ZVJgg[cWgg]b13.1 14

112 ombientJmethaneJfunctionalizationJinitiatedJbyJelectrochemicalJoxidationJofJaJvanadiumJRVSWoxoJ
dimerXJNaturemCommunicationsVJ2020VJ[[VJadfd 17.4 20

111 qanJtluxionalityJofJσubnanometerJqlusterJqatalystsJσolelyJqauseJ·onWorrheniusJpehaviorJinJ
qatalysismXJJournalmofmPhysicalmChemistrymCVJ2020VJ[]bVJ[gccdW[gcd] 3.8 4

110 olloyingJwithJσnJσuppressesJσinteringJofJσizeWσelectedJσubnanoJαtJqlustersJonJσi−]JwithJandJ
withoutJodsorbatesXJChemistrymofmMaterialsVJ2020VJa]VJfcgcWfdZc 9.6 13

109 tjordWsdgeJurapheneJ·anoribbonsJwithJσiteWσpecificJ·itrogenJσubstitutionXJJournalmofmthemAmericanm
ChemicalmSocietyVJ2020VJ[b]VJ[fZgaW[f[Z] 16.4 11

108 ulobalJ−ptimizationJofJodsorbateJqoveredJσupportedJqlusterJqatalystshJTheJqaseJofJαtev[ZqvaJonJ
˛–Wol]−aXJChemCatChemVJ2020VJ[]VJed]WeeZ 5.2 6
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107 rynamicalJpondingJrrivingJ–ixedJValencyJinJaJ–etalJporideXJAngewandtemChemieVJ2020VJ[a]VJ[[ZfgW[[Zgc3.6 2

106 σtructuralJηearrangementsJofJσubnanometerJquJ−xideJqlustersJuovernJqatalyticJ−xidationXJACSm
CatalysisVJ2020VJ[ZVJcaZgWca[e 13.1 24

105 wnstallationJofJinternalJelectricJfieldsJbyJnonWredoxJactiveJcationsJinJtransitionJmetalJcomplexesXJ
ChemicalmScienceVJ2019VJ[ZVJ[Z[acW[Z[b] 9.4 29

104 rodecaboraneWpasedJropantsJresignedJtoJσhieldJonionJslectrostaticsJzeadJtoJwncreasedJqarrierJ
–obilityJinJaJropedJqonjugatedJαolymerXJAdvancedmMaterialsVJ2019VJa[VJe[fZcdbe 24 60

103 αhotooxidativeJuenerationJofJrodecaborateWpasedJWeaklyJqoordinatingJonionsXJInorganicm
ChemistryVJ2019VJcfVJ[Zc[dW[Zc]d 5.1 4

102 αreparationJofJσizeWJandJqompositionWqontrolledJαtnσnxYσi−]JRnJkJbVJeVJ]bSJpimetallicJ–odelJ
qatalystsJwithJotomicJzayerJrepositionXJJournalmofmPhysicalmChemistrymCVJ2019VJ[]aVJ[d[gbW[d]Zg 3.8 14

101 σurfaceWsupportedJclusterJcatalysishJsnsemblesJofJmetastableJstatesJrunJtheJshowXJWileym
InterdisciplinarymReviews:mComputationalmMolecularmScienceVJ2019VJgVJe[b]Z 7.9 22

100 uermaniumJasJkeyJdopantJtoJboostJtheJcatalyticJperformanceJofJsmallJplatinumJclustersJforJalkaneJ
dehydrogenationXJJournalmofmCatalysisVJ2019VJaebVJgaW[ZZ 7.3 22

99 UncoveredJrynamicJqouplingJηesolvesJtheJombiguousJ–echanismJofJαhenylalanineJvydroxylaseJ
−xygenJpindingXJJournalmofmPhysicalmChemistrymBVJ2019VJ[]aVJbcabWbcag 3.4 7

98 qhargeJrensityJinJsnzymeJoctiveJσiteJasJaJrescriptorJofJslectrostaticJαreorganizationXJJournalmofm
ChemicalmInformationmandmModelingVJ2019VJcgVJ]adeW]aea 6.1 15

97 ηesonantJandJσelectiveJsxcitationJofJαhotocatalyticallyJoctiveJrefectJσitesJinJTi−XJACSmAppliedm
Materialsmtamp;mInterfacesVJ2019VJ[[VJ[Zac[W[Zacc 9.5 1

96 resigningJclustersJforJheterogeneousJcatalysisXJPhysicsmTodayVJ2019VJe]VJafWba 0.9 8

95 σtrainJtoJalterJtheJcovalencyJandJsuperconductivityJinJtransitionJmetalJdiboridesXJJournalmofm
MaterialsmChemistrymCVJ2019VJeVJ[ZeZZW[ZeZe 7.1 6

94 veterogeneityJinJzocalJqhemicalJpondingJsxplainsJσpectralJproadeningJinJβuantumJrotsJwithJquJ
wmpuritiesXJJournalmofmPhysicalmChemistrymCVJ2019VJ[]aVJceZcWce[a 3.8 8

93 αhotoinducedJqarrierJuenerationJandJristributionJinJσolutionWrepositedJTitanylJαhthalocyanineJ
–onolayersXJChemistrymofmMaterialsVJ2019VJa[VJ[Z[ZgW[Z[[d 9.6 7

92 αtJclusterJonJaluminaJunderJaJpressureJofJhydrogenhJσupportWdependentJreconstructionJfromJ
firstWprinciplesJglobalJoptimizationXJJournalmofmChemicalmPhysicsVJ2019VJ[c[VJ[gbeZa 3.9 20

91 rynamicJαhaseJriagramJofJqatalyticJσurfaceJofJvexagonalJporonJ·itrideJunderJqonditionsJofJ
−xidativeJrehydrogenationJofJαropaneXJJournalmofmPhysicalmChemistrymLettersVJ2019VJ[ZVJ]ZW]c 6.4 38

90 rynamicsJofJσubnanometerJαtJqlustersJqanJpreakJtheJσcalingJηelationshipsJinJqatalysisXJJournalmofm
PhysicalmChemistrymLettersVJ2019VJ[ZVJbdZWbde 6.4 45
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89 –echanismJofJq−]JαhotocatalyticJηeductionJtoJ–ethaneJandJ–ethanolJonJrefectedJonataseJTi−]J
R[Z[ShJoJrensityJtunctionalJTheoryJσtudyXJJournalmofmPhysicalmChemistrymCVJ2019VJ[]aVJacZcWac[[ 3.8 36

88
UnderstandingJvowJpondingJqontrolsJσtrengthJonisotropyJinJvardJ–aterialsJbyJqomparingJtheJ
vighWαressureJpehaviorJofJ−rthorhombicJandJTetragonalJTungstenJ–onoborideXJJournalmofmPhysicalm
ChemistrymCVJ2018VJ[]]VJcdbeWcdcd

3.8 10

87 qomputationalJresignJofJqlustersJforJqatalysisXJAnnualmReviewmofmPhysicalmChemistryVJ2018VJdgVJaeeWbZZ 15.7 50

86 ocidWpaseJqontrolJofJValencyJwithinJqarboranedithiolJσelfWossembledJ–onolayershJ–oleculesJroJ
theJqanWqanXJACSmNanoVJ2018VJ[]VJ]][[W]]][ 16.7 15

85 riboraneJwnteractionsJwithJαteYoluminahJαreparationJofJσizeWqontrolledJporatedJαtJ–odelJ
qatalystsXJJournalmofmPhysicalmChemistrymCVJ2018VJ[]]VJ[da[W[dbb 3.8 13

84 zocalJtluxionalityJofJσurfaceWrepositedJqlusterJqatalystshJTheJqaseJofJαtJonJol−XJJournalmofmPhysicalm
ChemistrymLettersVJ2018VJgVJ[dgdW[eZ] 6.4 50

83 ·anoalloyingJ–g−WrepositedJαtJqlustersJwithJσiJToJqontrolJtheJσelectivityJofJolkaneJ
rehydrogenationXJACSmCatalysisVJ2018VJfVJfabdWfacd 13.1 20

82 ueometryJqhangeJinJaJσeriesJofJZirconiumJqompoundsJduringJzactideJηingW−peningJ
αolymerizationXJOrganometallicsVJ2018VJaeVJbZbZWbZbe 3.8 14

81 –ulticenterJpondingJsffectsJinJ−xygenJVacancyJinJtheJpulkJandJonJtheJσurfaceJofJ–g−XJJournalmofm
PhysicalmChemistrymCVJ2018VJ[]]VJ[[gaaW[[gae 3.8 10

80 tluxionalityJofJqatalyticJqlustershJWhenJwtJ–attersJandJvowJtoJoddressJwtXJACSmCatalysisVJ2017VJeVJ[gZcW[g[[13.1 106

79 αredictionJofJTwoWrimensionalJαhaseJofJporonJwithJonisotropicJslectricJqonductivityXJJournalmofm
PhysicalmChemistrymLettersVJ2017VJfVJ[]]bW[]]f 6.4 32

78 σmpJqlusterJonionhJqovalencyJwnvolvingJfJ−rbitalsXJJournalmofmPhysicalmChemistrymAVJ2017VJ[][VJ[fbgW[fcb2.8 36

77 βuantifiedJelectrostaticJpreorganizationJinJenzymesJusingJtheJgeometryJofJtheJelectronJchargeJ
densityXJChemicalmScienceVJ2017VJfVJcZ[ZWcZ[f 9.4 31

76 sthyleneJrehydrogenationJonJαtbVeVfJqlustersJonJol]−ahJσtrongJqlusterJσizeJrependenceJzinkedJtoJ
αreferredJqatalystJ–orphologiesXJACSmCatalysisVJ2017VJeVJaa]]Waaac 13.1 95

75 rivideWandWqonquerJqhemicalJpondingJ–odelsJforJ–aterialshJoJToolJforJ–aterialsJresignJatJtheJ
slectronicJzevelXJChemistrymofmMaterialsVJ2017VJ]gVJfcccWfcdc 9.6 4

74 poronJσwitchJforJσelectivityJofJqatalyticJrehydrogenationJonJσizeWσelectedJαtJqlustersJonJol−XJ
JournalmofmthemAmericanmChemicalmSocietyVJ2017VJ[agVJ[[cdfW[[cec 16.4 77

73 –ysteryJofJThreeJporideshJrifferentialJ–etalâ��poronJpondingJuoverningJσuperhardJσtructuresXJ
ChemistrymofmMaterialsVJ2017VJ]gVJgfg]Wgfgd 9.6 37

72 αhotoelectronJspectroscopicJandJcomputationalJstudyJofJtheJαt–gvaVcRWSJclusterJanionsXJPhysicalm
ChemistrymChemicalmPhysicsVJ2016VJ[fVJ[gabcWg 3.6 6
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71
snsembleWoverageJηepresentationJofJαtJqlustersJinJqonditionsJofJqatalysisJoccessedJthroughJuαUJ
occeleratedJreepJ·euralJ·etworkJtittingJulobalJ−ptimizationXJJournalmofmChemicalmTheorymandm
ComputationVJ2016VJ[]VJd][aWd]]d

6.4 81

70 bthJwnternationalJqonferenceJonJqhemicalJpondingXJJournalmofmPhysicalmChemistrymAVJ2016VJ[]ZVJgacaWgacd2.8 1

69 αredictiveJmethodsJforJcomputationalJmetalloenzymeJredesignJWJaJtestJcaseJwithJcarboxypeptidaseJ
oXJPhysicalmChemistrymChemicalmPhysicsVJ2016VJ[fVJa[ebbWa[ecd 3.6 11

68 ˇ�WoromaticityJinJpolyhydrideJcomplexesJofJηuVJwrVJ−sVJandJαtXJPhysicalmChemistrymChemicalmPhysicsVJ
2016VJ[fVJ[[dbbWc] 3.6 4

67 VisibleWzightWwnducedJ−lefinJoctivationJUsingJarJoromaticJporonWηichJqlusterJαhotooxidantsXJ
JournalmofmthemAmericanmChemicalmSocietyVJ2016VJ[afVJdgc]Wc 16.4 75

66 vistoneJreacetylaseJfhJqharacterizationJofJαhysiologicalJrivalentJ–etalJqatalysisXJJournalmofm
PhysicalmChemistrymBVJ2016VJ[]ZVJcffbWgc 3.4 16

65 −xygenJVacanciesJofJonataseR[Z[ShJsxtremeJσensitivityJtoJtheJrensityJtunctionalJTheoryJ–ethodXJ
JournalmofmChemicalmTheorymandmComputationVJ2016VJ[]VJ]ffgWgc 6.4 29

64 –etallicJandJ–agneticJ]rJ–aterialsJqontainingJαlanarJTetracoordinatedJqJandJ·XJJournalmofmPhysicalm
ChemistrymCVJ2016VJ[]ZVJ][dfcW][dgZ 3.8 10

63 UseJofJβ–Yr–rJasJaJ–ultiscaleJopproachJtoJ–odelingJ–etalloenzymesXJMethodsminmEnzymologyVJ
2016VJceeVJa[gWag 1.7 1

62 αtâ��ZnJqlustersJonJσtoichiometricJ–g−R[ZZSJandJTi−]R[[ZShJrramaticallyJrifferentJσinteringJ
pehaviorXJJournalmofmPhysicalmChemistrymCVJ2015VJ[[gVJdZbeWdZcc 3.8 15

61 ottqyhJodaptiveJtorceWtieldWossistedJabJwnitioJqoalescenceJyickJ–ethodJforJulobalJ–inimumJ
σearchXJJournalmofmChemicalmTheorymandmComputationVJ2015VJ[[VJ]afcWga 6.4 31

60 −riginJofJextraordinaryJstabilityJofJsquareWplanarJcarbonJatomsJinJsurfaceJcarbidesJofJcobaltJandJ
nickelXJAngewandtemChemiem-mInternationalmEditionVJ2015VJcbVJca[]Wd 16.4 55

59 qomputationalJtreatmentJofJmetalloproteinsXJJournalmofmPhysicalmChemistrymBVJ2015VJ[[gVJcgbcWcd 3.4 14

58 ortificialJαhotosynthesisJonJTi−]WαassivatedJwnαJ·anopillarsXJNanomLettersVJ2015VJ[cVJd[eeWf[ 11.5 67

57
qonservativeJtryptophanJmutantsJofJtheJproteinJtyrosineJphosphataseJYopvJexhibitJimpairedJ
WαrWloopJfunctionJandJcrystallizeJwithJdivanadateJestersJinJtheirJactiveJsitesXJBiochemistryVJ2015VJ
cbVJdbgZWcZZ

3.2 10

56 olloyingJαtJσubWnanoWclustersJwithJporonhJσinteringJαreventativeJandJqokeJontagonistmXJACSm
CatalysisVJ2015VJcVJce[gWce]e 13.1 35

55 –icroscopicJσtudyJofJotomicJzayerJrepositionJofJTi−]JonJuaosJandJwtsJαhotocatalyticJopplicationXJ
ChemistrymofmMaterialsVJ2015VJ]eVJegeeWegf[ 9.6 25

54 αhotoelectronJspectroscopicJandJtheoreticalJstudyJofJtheJ[vαdR˛•R]SWv]S]RWSJclusterJanionXJJournalmofm
ChemicalmPhysicsVJ2015VJ[baVJZgbaZe 3.9 20

(2015-2016)
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53 −riginJofJsxtraordinaryJσtabilityJofJσquareWαlanarJqarbonJotomsJinJσurfaceJqarbidesJofJqobaltJandJ
·ickelXJAngewandtemChemieVJ2015VJ[]eVJcbZ]WcbZd 3.6 4

52 ossessingJtheJpondingJαropertiesJofJwndividualJ–olecularJ−rbitalsXJJournalmofmPhysicalmChemistrymAVJ
2015VJ[[gVJ[]fd]We 2.8 11

51 TheJmechanismJofJtheJαdWcatalyzedJformationJofJcoumarinshJaJtheoreticalJstudyXJPhysicalmChemistrym
ChemicalmPhysicsVJ2015VJ[eVJ[abeWca 3.6 8

50 ηutileWrepositedJαtâ��αdJclustershJoJvypothesisJηegardingJtheJσtabilityJatJcZYcZJηatioXJACSmCatalysisVJ
2014VJbVJaceZWacfZ 13.1 27

49 αtZnvcRWSVJoJˇ�WoromaticJqlusterXJJournalmofmPhysicalmChemistrymLettersVJ2014VJcVJ[cgdWdZ[ 6.4 48

48 αureJandJZnWdopedJαtJclustersJgoJflatJandJuprightJonJ–g−R[ZZSXJPhysicalmChemistrymChemicalmPhysics
VJ2014VJ[dVJ]dbadWb] 3.6 13

47 –ysteriesJofJmetalsJinJmetalloenzymesXJAccountsmofmChemicalmResearchVJ2014VJbeVJa[[ZWe 24.3 87

46 qo]UJacireductoneJdioxygenasehJte]UJmechanismVJ·i]UJmechanismVJorJsomethingJelsemXJChemicalm
PhysicsmLettersVJ2014VJdZbVJeeWf] 2.5 10

45 σubW·anoJqlustershJTheJzastJtrontierJofJwnorganicJqhemistryXJAdvancesminmChemicalmPhysicsVJ2014VJeaW[ZZ 1

44 TheJαtolRWSJandJαtol]RWSJanionshJtheoreticalJandJphotoelectronJspectroscopicJcharacterizationXJ
JournalmofmChemicalmPhysicsVJ2014VJ[bZVJ[dba[d 3.9 8

43 quVZnWsuperoxideJdismutaseJwithoutJZnJisJfoldedJbutJcatalyticallyJinactiveXJJournalmofmMolecularm
BiologyVJ2014VJb]dVJb[[]Wb[]b 6.5 35

42 TheJsameJinJtheJbulkJbutJdifferentJasJclustershJXaYaJRXJkJpVJolVJuaiJYJkJαVJosSXJChemicalmPhysicsm
LettersVJ2013VJcffVJaeWb] 2.5 5

41 –etalWdependentJactivityJofJteJandJ·iJacireductoneJdioxygenaseshJhowJtwoJelectronsJrerouteJtheJ
catalyticJpathwayXJJournalmofmMolecularmBiologyVJ2013VJb]cVJaZZeW[f 6.5 30

40 TheJηoleJofJtheJtlexibleJzbaWσcbJαroteinJzoopJinJtheJqcroJ–etalloW˛†WlactamaseJinJpindingJ
σtructurallyJrissimilarJ˛†WzactamJontibioticsXJJournalmofmChemicalmTheorymandmComputationVJ2013VJgVJeaZWe 6.4 20

39 TheJuoldenJqrownhJoJσingleJouJotomJthatJpoostsJtheJq−J−xidationJqatalyzedJbyJaJαalladiumJ
qlusterJonJTitaniaJσurfacesXJJournalmofmPhysicalmChemistrymLettersVJ2013VJbVJ]]cZW]]cc 6.4 40

38 TugJofJwarJbetweenJo−WhybridizationJandJaromaticityJinJdictatingJstructuresJofJziWdopedJalkaliJ
clustersXJChemicalmPhysicsmLettersVJ2012VJcaaVJ[Wc 2.5 14

37 p[aUJhJaJphotodrivenJmolecularJWankelJengineXJAngewandtemChemiem-mInternationalmEditionVJ2012VJ
c[VJfc[]Wc 16.4 64

36 vybridJdynamicsJsimulationJengineJforJmetalloproteinsXJBiophysicalmJournalVJ2012VJ[ZaVJedeWed 2.9 22
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35 σelectedJopbR]WYWSJRoJkJqVJσiVJueiJpJkJolVJuaVJwnSJionshJaJbattleJbetweenJcovalencyJandJaromaticityVJandJ
predictionJofJsquareJplanarJσiJinJσiwnbR]WYWSXJPhysicalmChemistrymChemicalmPhysicsVJ2012VJ[bVJ[bf[cW][ 3.6 29

34 roubleJˇ�WoromaticityJinJaJσurfaceWrepositedJqlusterhJαdbJonJTi−]JR[[ZSXJJournalmofmPhysicalm
ChemistrymLettersVJ2012VJaVJec[Wb 6.4 20

33 –olecularJbasisJforJnanoscopicJmembraneJcurvatureJgenerationJfromJquantumJmechanicalJmodelsJ
andJsyntheticJtransporterJsequencesXJJournalmofmthemAmericanmChemicalmSocietyVJ2012VJ[abVJ[g]ZeW[d 16.4 58

32 WhyJureaseJisJaJdiWnickelJenzymeJwhereasJtheJqcroJ˛†WlactamaseJisJaJdiWzincJenzymeXJJournalmofm
PhysicalmChemistrymBVJ2012VJ[[dVJ[ZdbgWcd 3.4 25

31 p[aUhJoJαhotodrivenJ–olecularJWankelJsngineXJAngewandtemChemieVJ2012VJ[]bVJfdbZWfdba 3.6 8

30 vowJmetalJsubstitutionJaffectsJtheJenzymaticJactivityJofJcatecholWoWmethyltransferaseXJPLoSmONEVJ
2012VJeVJebe[e] 3.7 21

29 −nJtheJmechanismJandJrateJofJspontaneousJdecompositionJofJaminoJacidsXJJournalmofmPhysicalm
ChemistrymBVJ2011VJ[[cVJ[ad]bWa] 3.4 19

28 σtructureVJstabilityVJandJmobilityJofJsmallJαdJclustersJonJtheJstoichiometricJandJdefectiveJTi−]JR[[ZSJ
surfacesXJJournalmofmChemicalmPhysicsVJ2011VJ[acVJ[ebeZ] 3.9 30

27 qomputationalJdesignJandJcharacterisationJofJartificialJenzymesJforJyempJeliminationXJMolecularm
SimulationVJ2011VJaeVJcceWce[ 2 3

26 zithiumJclusterJanionshJphotoelectronJspectroscopyJandJabJinitioJcalculationsXJJournalmofmChemicalm
PhysicsVJ2011VJ[abVJZbba]] 3.9 34

25 αersistentJqovalencyJandJαlanarityJinJtheJpnoldâ��n]â��JandJzipnoldâ��nâ��JRnJkJZâ��dSJqlusterJwonsXJJournalm
ofmPhysicalmChemistrymLettersVJ2011VJ]VJ]ZbdW]Zc[ 6.4 31

24 ηigidJsubstructureJsearchXJBioinformaticsVJ2011VJ]eVJ[a]eWg 7.2 24

23 v´•Rv]−SnJclustershJmicrosolvationJofJtheJhydrogenJatomJviaJmolecularJabJinitioJgradientJembeddedJ
geneticJalgorithmJRusuoSXJJournalmofmPhysicalmChemistrymAVJ2010VJ[[bVJ[]cg[Wg 2.8 57

22 αhotochemistryJofJr·oJfragmentsJviaJsemiclassicalJnonadiabaticJdynamicsXJJournalmofmPhysicalm
ChemistrymBVJ2010VJ[[bVJ[][[dW]f 3.4 51

21 αromiscuousJr·oJalkyladenineJglycosylaseJdramaticallyJfavorsJaJboundJlesionJoverJundamagedJ
adenineXJBiophysicalmChemistryVJ2010VJ[c]VJ[[fW]e 3.5 8

20 VibrationalJpredissociationJspectraJofJtheJVJnkaâ��[ZVJ[]JclustershJsvenâ��oddJalternationJinJtheJcoreJ
ionXJInternationalmJournalmofmMassmSpectrometryVJ2009VJ]faVJgbWgg 1.9 10

19 −riginJofJtheJactivityJdropJwithJtheJscZrJvariantJofJcatalyticJantibodyJabsbJforJyempJeliminationXJ
JournalmofmPhysicalmChemistrymBVJ2009VJ[[aVJbgeWcZb 3.4 22

18 qatalyticJmechanismJandJperformanceJofJcomputationallyJdesignedJenzymesJforJyempJeliminationXJ
JournalmofmthemAmericanmChemicalmSocietyVJ2008VJ[aZVJ[cgZeW[c 16.4 80

(2008-2012)

9



17 WhyJureaJeliminatesJammoniaJratherJthanJhydrolyzesJinJaqueousJsolutionXJJournalmofmPhysicalm
ChemistrymBVJ2007VJ[[[VJe]ZWaZ 3.4 75

16 −nJtheJstructureJandJchemicalJbondingJofJσidR]WSJandJσidR]WSJinJ·aσidRWSJuponJ·aUJcoordinationXJ
JournalmofmChemicalmPhysicsVJ2006VJ[]bVJ[]baZc 3.9 28

15 ollWboronJaromaticJclustersJasJpotentialJnewJinorganicJligandsJandJbuildingJblocksJinJchemistryXJ
CoordinationmChemistrymReviewsVJ2006VJ]cZVJ]f[[W]fdd 23.2 509

14 TheoreticalJstudyJofJhydrogenationJofJtheJdoublyJaromaticJpeWJclusterXJJournalmofmMolecularm
ModelingVJ2006VJ[]VJcdgWed 2 46

13 quaqbWhJaJnewJsandwichJmoleculeJwithJtwoJrevolvingJq]R]WSJunitsXJJournalmofmPhysicalmChemistrymAVJ
2005VJ[ZgVJcd]WeZ 2.8 27

12
σearchJforJtheJzinRZYU[YW[SJRnJkJcWeSJzowestWsnergyJσtructuresJUsingJtheJabJwnitioJuradientJ
smbeddedJueneticJolgorithmJRusuoSXJslucidationJofJtheJqhemicalJpondingJinJtheJzithiumJqlustersXJ
JournalmofmChemicalmTheorymandmComputationVJ2005VJ[VJcddWfZ

6.4 181

11 αhotoelectronJspectroscopyJandJabJinitioJstudyJofJtheJdoublyJantiaromaticJpRdSJR]WSJdianionJinJtheJ
zipRdSJRWSJclusterXJJournalmofmChemicalmPhysicsVJ2005VJ[]]VJcba[a 3.9 92

10 orachnoVJnidoVJandJclosoJaromaticJisomersJofJtheJzidpdvdJmoleculeXJInorganicmChemistryVJ2004VJbaVJacffWg]5.1 24

9 –olecularJwheelJpfR]WSJasJaJnewJinorganicJligandXJphotoelectronJspectroscopyJandJabJinitioJ
characterizationJofJzipfRWSXJInorganicmChemistryVJ2004VJbaVJacc]Wb 5.1 135

8 σtructureJofJtheJ·aRxSqlRxU[SJRWSJRxk[WbSJclustersJviaJabJinitioJgeneticJalgorithmJandJphotoelectronJ
spectroscopyXJJournalmofmChemicalmPhysicsVJ2004VJ[][VJceZgW[g 3.9 247

7 veptaWJandJ−ctacoordinateJporonJinJ–olecularJWheelsJofJsightWJandJ·ineWotomJporonJqlustershJ
−bservationJandJqonfirmationXJAngewandtemChemieVJ2003VJ[[cVJd[fdWd[gZ 3.6 65

6 σtructureJandJpondingJinJpdWJandJpdhJJαlanarityJandJontiaromaticityXJJournalmofmPhysicalmChemistrymAVJ
2003VJ[ZeVJ[acgW[adg 2.8 175

5 αhotoelectronJσpectroscopyJandJabJwnitioJσtudyJofJpaWJandJpbWJonionsJandJTheirJ·eutralsXJJournalm
ofmPhysicalmChemistrymAVJ2003VJ[ZeVJga[gWga]f 2.8 169

4 ˇ�WoromaticityJandJˇ�WontiaromaticityJinJolkaliJ–etalJandJolkalineJsarthJ–etalJσmallJqlustersXJJournalm
ofmPhysicalmChemistrymAVJ2003VJ[ZeVJccbWcdZ 2.8 178

3 tlatteningJtheJbRdShRdSR]WSJoctahedronJobJinitioJpredictionJofJaJnewJfamilyJofJplanarJallWboronJ
aromaticJmoleculesXJJournalmofmthemAmericanmChemicalmSocietyVJ2003VJ[]cVJ[ZefdWe 16.4 56

2 vydrogenJTrioxideJonionhJJoJαossibleJotmosphericJwntermediateJandJαathJtoJ−xygenWηichJ
–oleculesXJJournalmofmPhysicalmChemistrymAVJ2003VJ[ZeVJ[]ZaW[]Zd 2.8 9

1 slectronicJstructureJandJchemicalJbondingJofJpcâ��JandJpcJbyJphotoelectronJspectroscopyJandJabJ
initioJcalculationsXJJournalmofmChemicalmPhysicsVJ2002VJ[[eVJeg[eWeg]b 3.9 193
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