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213  onadiabaticKdynamicsKforKprocessesKinvolvingKmultipleKavoidedKcurveKcrossingsjKtoubleKprotonK
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ulectrocatalystsKforK−roductionKandKøxidationKofKxydrogenZKInorganicgChemistryWK2016WKeeWKddeYf] 5.1 61

199 —ulticomponentKtensityKvunctionalKηheoryjKympactKofK uclearKQuantumKuffectsKonK−rotonK
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ligandKbindingZKJournalgofgthegAmericangChemicalgSocietyWK2013WKaceWKgagYbe 16.4 46
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uscherichiaKcoliKdihydrofolateKreductaseKcatalyzedKprotonKandKhydrideKtransfersjKtemporalKorderK
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PhysicsWK2005WKabcWKacda]h 3.9 44
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rridgesZKJournalgofgthegAmericangChemicalgSocietyWK1999WKabaWKa]eihYa]f]g 16.4 40
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vrameworkZKJournalgofgChemicalgTheorygandgComputationWK2019WKaeWKcchYcdg 6.4 38

163 sontrollingK−rotonYsoupledKulectronKηransferKinKrioinspiredKqrtificialK−hotosyntheticKαelaysZK
JournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKaede]Yaedf] 16.4 38

162 ηheKwlc f−KcofactorKplaysKmultipleKcatalyticKrolesKinKtheKglmβKribozymeZKNaturegChemicalgBiologyWK
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161 qpplicationKofKtheKnuclearâ��electronicKorbitalKmethodKtoKhydrogenKtransferKsystemsjKmultipleK
centersKandKmulticonfigurationalKwavefunctionsZKChemicalgPhysicsWK2004WKc]dWKbbgYbcf 2.3 37

160 —odelKsystemYbathKxamiltonianKandKnonadiabaticKrateKconstantsKforKprotonYcoupledKelectronK
transferKatKelectrodeYsolutionKinterfacesZKJournalgofgChemicalgPhysicsWK2008WKabhWKbddgab 3.9 36

159 —ulticomponentKηimeYtependentKtensityKvunctionalKηheoryjK−rotonKandKulectronKuxcitationK
unergiesZKJournalgofgPhysicalgChemistrygLettersWK2018WKiWKagfeYagg] 6.4 35

158 −robingK onadiabaticityKinKtheK−rotonYsoupledKulectronKηransferKαeactionKsatalyzedKbyKβoybeanK
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157 ysotopeKuffectsKonKtheK onequilibriumKtynamicsKofKπltrafastK−hotoinducedK−rotonYsoupledK
ulectronKηransferKαeactionsKinKβolutionZKJournalgofgPhysicalgChemistrygLettersWK2011WKbWKcfYd] 6.4 35

156 −ropertiesKofKtheKexactKuniversalKfunctionalKinKmulticomponentKdensityKfunctionalKtheoryZKJournalg
ofgChemicalgPhysicsWK2009WKacaWKabdaae 3.9 35

155 ηuningKtheKπltrafastKtynamicsKofK−hotoinducedK−rotonYsoupledKulectronKηransferKinKunergyK
sonversionK−rocessesZKACSgEnergygLettersWK2017WKbWKeabYeai 20.1 34

154
unhancedKαigidificationKwithinKaKtoubleK—utantKofKβoybeanK–ipoxygenaseK−rovidesKuxperimentalK
βupportKforKVibronicallyK onadiabaticK−rotonYsoupledKulectronKηransferK—odelsZKACSgCatalysisWK
2017WKgWKcefiYcegd
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153 tiabatizationKβchemesKforKweneratingKshargeY–ocalizedKulectronY−rotonKVibronicKβtatesKinK
−rotonYsoupledKulectronKηransferKβystemsZKJournalgofgChemicalgTheorygandgComputationWK2011WKgWKbhcaYda6.4 34

152 αeactionK−athKxamiltonianKqnalysisKofKtynamicalKβolventKuffectsKforKaKslaisenKαearrangementKandK
aKtielsâ��qlderKαeactionZKJournalgofgPhysicalgChemistrygAWK2000WKa]dWKh]ehYh]ff 2.8 34

151 sKu tøαKβpectroscopyKofK–ipoxygenaseYβubstrateKsomplexesKαevealsKtheKβtructuralKrasisKforKsYxK
qctivationKbyKηunnelingZKJournalgofgthegAmericangChemicalgSocietyWK2017WKaciWKaihdYaiig 16.4 32

150 sommunicationjKtensityKfunctionalKtheoryKembeddingKwithKtheKorthogonalityKconstrainedKbasisKsetK
expansionKprocedureZKJournalgofgChemicalgPhysicsWK2017WKadfWKbaaa]a 3.9 32

149 rrˆ‚nstedKqcidKβcalingKαelationshipsKunableKsontrolKøverK−roductKβelectivityKfromKøKαeductionKwithK
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JournalgofgChemicalgPhysicsWK2015WKadbWKbada]g 3.9 32
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andKimplicitKsolventKsimulationsZKJournalgofgPhysicalgChemistrygBWK2012WKaafWKgfieYg]h 3.4 32

145
−rotonKQuantizationKandKVibrationalKαelaxationKinK onadiabaticKtynamicsKofK−hotoinducedK
−rotonYsoupledKulectronKηransferKinKaKβolvatedK−henolYqmineKsomplexZKJournalgofgPhysicalg
ChemistrygBWK2016WKab]WKbd]gYag

3.4 31

144 †ineticKandK—echanisticKsharacterizationKofK–owYøverpotentialWKxøYβelectiveKαeductionKofKøK
satalyzedKbyK øY–igatedKsobaltKsomplexesZKJournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKa]hi]Ya]hii16.4 31

143
terivationKofKanKulectronY−rotonKsorrelationKvunctionalKforK—ulticomponentKtensityKvunctionalK
ηheoryKwithinKtheK uclearYulectronicKørbitalKqpproachZKJournalgofgChemicalgTheorygandgComputation
WK2011WKgWKbfhiYic

6.4 31

142 —odelingKpositronsKinKmolecularKelectronicKstructureKcalculationsKwithKtheKnuclearYelectronicK
orbitalKmethodZKJournalgofgPhysicalgChemistrygAWK2008WKaabWKacdfYea 2.8 31

141
vundamentalKynsightsKintoK−rotonYsoupledKulectronKηransferKinKβoybeanK–ipoxygenaseKfromK
QuantumK—echanical[—olecularK—echanicalKvreeKunergyKβimulationsZKJournalgofgthegAmericang
ChemicalgSocietyWK2018WKad]WKc]fhYc]gf

16.4 30

140  onadiabaticKdynamicsKofKelectronKtransferKinKsolutionjKexplicitKandKimplicitKsolventKtreatmentsKthatK
includeKmultipleKrelaxationKtimeKscalesZKJournalgofgChemicalgPhysicsWK2014WKad]WK]cdaac 3.9 30

139 —ulticomponentKdensityKfunctionalKtheoryKstudyKofKtheKinterplayKbetweenKelectronYelectronKandK
electronYprotonKcorrelationZKJournalgofgChemicalgPhysicsWK2012WKacfWKagdaad 3.9 30

138 tependenceKofKVibronicKsouplingKonK—olecularKweometryKandKunvironmentjKrridgingKxydrogenK
qtomKηransferKandKulectronY−rotonKηransferZKJournalgofgthegAmericangChemicalgSocietyWK2015WKacgWKacedeYee16.4 29

137 ηheoreticalKtesignKofK—olecularKulectrocatalystsKwithKvlexibleK−endantKqminesKforKxydrogenK
−roductionKandKøxidationZKJournalgofgPhysicalgChemistrygLettersWK2013WKdWKedbYf 6.4 29

136
—ultidimensionalKtreatmentKofKstochasticKsolventKdynamicsKinKphotoinducedKprotonYcoupledK
electronKtransferKprocessesjKsequentialWKconcertedWKandKcomplexKbranchingKmechanismsZKJournalgofg
ChemicalgPhysicsWK2011WKaceWKaddaae

3.9 29

Sharon Hammes-Schiffer
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135
αoleKofKactiveKsiteKconformationalKchangesKinKphotocycleKactivationKofKtheKqppqKr–πvK
photoreceptorZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK
2017WKaadWKadh]Yadhe

11.5 28

134 trivingKforceKdependenceKofKratesKforKnonadiabaticKprotonKandKprotonYcoupledKelectronKtransferjK
conditionsKforKinvertedKregionKbehaviorZKJournalgofgPhysicalgChemistrygBWK2009WKaacWKadedeYh 3.4 28

133 −rotonYcoupledKelectronKtransferKreactionsjKanalyticalKrateKconstantsKandKcaseKstudyKofKkineticK
isotopeKeffectsKinKlipoxygenaseZKFaradaygDiscussionsWK2016WKaieWKagaYahi 3.6 27

132 sontrollingKulectronsKandK−rotonsKthroughKηheoryjK—olecularKulectrocatalystsKtoK anoparticlesZK
AccountsgofgChemicalgResearchWK2018WKeaWKaigeYaihc 24.3 27

131 αeducedKexplicitlyKcorrelatedKxartreeYvockKapproachKwithinKtheKnuclearYelectronicKorbitalK
frameworkjKtheoreticalKformulationZKJournalgofgChemicalgPhysicsWK2013WKaciWK]cda]b 3.9 27

130 αealYηimeKηimeYtependentK uclearYulectronicKørbitalKqpproachjKtynamicsKbeyondKtheK
rornYøppenheimerKqpproximationZKJournalgofgPhysicalgChemistrygLettersWK2020WKaaWKd]ebYd]eh 6.4 27

129 uxploringKtheKαoleKofKtheKηhirdKqctiveKβiteK—etalKyonKinKt qK−olymeraseK˛•KwithKQ—[——KvreeK
unergyKβimulationsZKJournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKhifeYhifi 16.4 26

128 reyondKtheKrornYøppenheimerKapproximationKwithKquantumK—onteKsarloKmethodsZKPhysicalg
ReviewgAWK2014WKi]WK 2.6 26

127
ulectrochemicalKprotonYcoupledKelectronKtransferKofKanKosmiumKaquoKcomplexjKtheoreticalKanalysisK
ofKasymmetricKtafelKplotsKandKtransferKcoefficientsZKJournalgofgthegAmericangChemicalgSocietyWK2010WK
acbWKabcdYe

16.4 26

126
xydrideKtransferKcatalysedKbyKuscherichiaKcoliKandKracillusKsubtilisKdihydrofolateKreductasejKcoupledK
motionsKandKdistalKmutationsZKPhilosophicalgTransactionsgofgthegRoyalgSocietygB:gBiologicalgSciencesWK
2006WKcfaWKacfeYgc

5.8 26

125 unhancingKtheKapplicabilityKofKmulticomponentKtimeYdependentKdensityKfunctionalKtheoryZKJournalg
ofgChemicalgPhysicsWK2019WKae]WKb]aa]a 3.9 25

124 αoleKofKβolventKtynamicsKinK−hotoinducedK−rotonYsoupledKulectronKηransferKinKaK−henolYqmineK
somplexKinKβolutionZKJournalgofgPhysicalgChemistrygLettersWK2015WKfWKceaeYb] 6.4 25

123 ynhomogeneityKofKynterfacialKulectricKvieldsKatKVibrationalK−robesKonKulectrodeKβurfacesZKACSg
CentralgScienceWK2020WKfWKc]dYcaa 16.8 25

122 −rotonationKofKnickelYironKhydrogenaseKmodelsKproceedsKafterKisomerizationKatKnickelZKJournalgofg
thegAmericangChemicalgSocietyWK2014WKacfWKabcheYie 16.4 25

121 ulectrocatalysisKinKqlkalineK—ediaKandKqlkalineK—embraneYrasedKunergyKηechnologiesZZKChemicalg
ReviewsWK2022WK 68.1 25

120
−rotonKtischargeKonKaKwoldKulectrodeKfromKηriethylammoniumKinKqcetonitrilejKηheoreticalK
—odelingKofK−otentialYtependentK†ineticKysotopeKuffectsZKJournalgofgthegAmericangChemicalgSocietyWK
2019WKadaWKa]hdYa]i]

16.4 25

119 ηheoryKofK−rotonKtischargeKonK—etalKulectrodesjKulectronicallyKqdiabaticK—odelZKJournalgofgPhysicalg
ChemistrygCWK2019WKabcWKabcceYabcde 3.8 24

118
ulectrochemicalKulectronKηransferKandK−rotonYsoupledKulectronKηransferjKuffectsKofKtoubleK–ayerK
andKyonicKunvironmentKonKβolventKαeorganizationKunergiesZKJournalgofgChemicalgTheorygandg
ComputationWK2016WKabWKbiagYbe

6.4 24

(2016-2017)

9



117 —olecularKtynamicsKβtudyKofKηwisterKαibozymejKαoleKofK—gSbVTKyonsKandKtheKxydrogenYrondingK
 etworkKinKtheKqctiveKβiteZKBiochemistryWK2016WKeeWKchcdYdf 3.2 24

116 somputationalKinvestigationKofK[veve]YhydrogenaseKmodelsjKcharacterizationKofKsinglyKandKdoublyK
protonatedKintermediatesKandKmechanisticKinsightsZKInorganicgChemistryWK2014WKecWKa]c]aYaa 5.1 24

115 sombiningKtheKnuclearYelectronicKorbitalKapproachKwithKvibronicKcouplingKtheoryjKcalculationKofKtheK
tunnelingKsplittingKforKmalonaldehydeZKJournalgofgChemicalgPhysicsWK2009WKac]WK]eda]h 3.9 24

114 qnalysisKofKtheKnuclearYelectronicKorbitalKmethodKforKmodelKhydrogenKtransferKsystemsZKJournalgofg
ChemicalgPhysicsWK2005WKabcWK]adc]c 3.9 24

113 tevelopmentKofKnuclearKbasisKsetsKforKmulticomponentKquantumKchemistryKmethodsZKJournalgofg
ChemicalgPhysicsWK2020WKaebWKbddabc 3.9 23

112 tynamicsKofK−hotoinducedK−rotonYsoupledKulectronKηransferKatK—oleculeâ��βemiconductorK
ynterfacesjKqKαeducedKtensityK—atrixKqpproachZKJournalgofgPhysicalgChemistrygCWK2010WKaadWKdhgYdif 3.8 23

111 qlternativeKformsKandKtransferabilityKofKelectronYprotonKcorrelationKfunctionalsKinK
nuclearYelectronicKorbitalKdensityKfunctionalKtheoryZKJournalgofgChemicalgPhysicsWK2018WKadiWK]ddaa] 3.9 23

110 ynterplayKbetweenKηerminalKandKrridgingKtiironKxydridesKinK eutralKandKøxidizedKβtatesZK
OrganometallicsWK2017WKcfWKbbdeYbbec 3.8 22

109 −rotonYsoupledKulectronKηransferKtrivesK–ongYαangeK−rotonKηranslocationKinKrioinspiredKβystemsZK
JournalgofgthegAmericangChemicalgSocietyWK2019WKadaWKad]egYad]fa 16.4 22

108 WhenKelectronsKandKprotonsKgetKexcitedZKProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaWK2011WKa]hWKhecaYb 11.5 22

107 —ulticomponentKequationYofYmotionKcoupledKclusterKsinglesKandKdoublesjKηheoryKandKcalculationKofK
excitationKenergiesKforKpositroniumKhydrideZKJournalgofgChemicalgPhysicsWK2019WKae]WKafaa]b 3.9 21

106  uclearYelectronicKorbitalKreducedKexplicitlyKcorrelatedKxartreeYvockKapproachjKαestrictedKbasisK
setsKandKopenYshellKsystemsZKJournalgofgChemicalgPhysicsWK2015WKadbWKbada]h 3.9 21

105 ηheoreticalKynsightsKintoK−rotonYsoupledKulectronKηransferKfromKaK−hotoreducedKZnøK anocrystalK
toKanKørganicKαadicalZKNanogLettersWK2017WKagWKegfbYegfg 11.5 21

104 ulectrochemicalKprotonYcoupledKelectronKtransferjKbeyondKtheKgoldenKruleZKJournalgofgChemicalg
PhysicsWK2009WKacaWK]bdaab 3.9 21

103 ηheoreticalKformulationKforKelectronKtransferKcoupledKtoKmultipleKprotonsjKqpplicationKtoK
amidiniumâ��carboxylateKinterfacesZKJournalgofgChemicalgPhysicsWK2001WKaaeWKbheYbif 3.9 21

102 sonstructingK—olecularKˇ�YørbitalKqctiveKβpacesKforK—ultireferenceKsalculationsKofKsonjugatedK
βystemsZKJournalgofgChemicalgTheorygandgComputationWK2019WKaeWKafgiYafhi 6.4 20

101 uffectKofK−rotonationKuponKulectronicKsouplingKinKtheK—ixedKValenceKandK—ixedK−rotonatedK
somplexWK[ iSbWcYpyrazinedithiolTb]ZKInorganicgChemistryWK2016WKeeWKadccYde 5.1 20

100 –ocalizedKxartreeKproductKtreatmentKofKmultipleKprotonsKinKtheKnuclearYelectronicKorbitalK
frameworkZKJournalgofgChemicalgPhysicsWK2010WKacbWK]hdaa] 3.9 20

Sharon Hammes-Schiffer

10



99 −hotoinducedKhomogeneousKprotonYcoupledKelectronKtransferjKmodelKstudyKofKisotopeKeffectsKonK
reactionKdynamicsZKJournalgofgChemicalgPhysicsWK2009WKacaWKaede]b 3.9 20

98 —ulticomponentKdensityKfunctionalKtheoryjKyncludingKtheKdensityKgradientKinKtheKelectronYprotonK
correlationKfunctionalKforKhydrogenKandKdeuteriumZKJournalgofgChemicalgPhysicsWK2019WKaeaWKabda]b 3.9 19

97 αeducedKexplicitlyKcorrelatedKxartreeYvockKapproachKwithinKtheKnuclearYelectronicKorbitalK
frameworkjKapplicationsKtoKpositronicKmolecularKsystemsZKJournalgofgChemicalgPhysicsWK2013WKaciWK]cda]c3.9 19

96
 onadiabaticKrateKconstantsKforKprotonKtransferKandKprotonYcoupledKelectronKtransferKreactionsKinK
solutionjKuffectsKofKquadraticKtermKinKtheKvibronicKcouplingKexpansionZKJournalgofgChemicalgPhysicsWK
2015WKadcWKaida]a

3.9 19

95 qlternativeKwavefunctionKansatzKforKincludingKexplicitKelectronYprotonKcorrelationKinKtheK
nuclearYelectronicKorbitalKapproachZKJournalgofgChemicalgPhysicsWK2011WKaceWK]eda]f 3.9 19

94 —ulticomponentKørbitalYøptimizedK−erturbationKηheoryK—ethodsjKqpproachingKsoupledKslusterK
qccuracyKatK–owerKsostZKJournalgofgPhysicalgChemistrygLettersWK2020WKaaWKaeghYaehc 6.4 18

93 qdvancesKandKchallengesKforKexperimentKandKtheoryKforKmultiYelectronKmultiYprotonKtransferKatK
electrifiedKsolidYliquidKinterfacesZKPhysicalgChemistrygChemicalgPhysicsWK2020WKbbWKaid]aYaiddb 3.6 18

92 —ulticomponentKdensityKfunctionalKtheoryKembeddingKformulationZKJournalgofgChemicalgPhysicsWK
2016WKadeWK]dda]f 3.9 18

91 †ineticsKofK−rotonKtischargeKonK—etalKulectrodesjKuffectsKofKVibrationalK onadiabaticityKandK
βolventKtynamicsZKJournalgofgPhysicalgChemistrygLettersWK2019WKa]WKecabYecag 6.4 17

90 −rotonYcoupledKelectronKtransferKacrossKbenzimidazoleKbridgesKinKbioinspiredKprotonKwiresZK
ChemicalgScienceWK2020WKaaWKchb]Ychbh 9.4 17

89 —ulticomponentKcoupledKclusterKsinglesKandKdoublesKandKrruecknerKdoublesKmethodsjK−rotonK
densitiesKandKenergiesZKJournalgofgChemicalgPhysicsWK2019WKaeaWK]gda]d 3.9 17

88
vormationKofKanKunusualKglutamineKtautomerKinKaKblueKlightKusingKflavinKphotocycleKcharacterizesK
theKlightYadaptedKstateZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaWK2020WKaagWKbffbfYbffcb

11.5 17

87 —olecularKVibrationalKvrequenciesKwithinKtheK uclearYulectronicKørbitalKvrameworkZKJournalgofg
PhysicalgChemistrygLettersWK2019WKa]WKaafgYaagb 6.4 17

86 ηheoreticalKβtudyKofKsYxKrondKsleavageKviaKsoncertedK−rotonYsoupledKulectronKηransferKinK
vluorenylYrenzoatesZKJournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKaefdaYaefde 16.4 17

85 qnalysisKofKelectronYpositronKwavefunctionsKinKtheKnuclearYelectronicKorbitalKframeworkZKJournalgofg
ChemicalgPhysicsWK2012WKacfWKafda]e 3.9 16

84 salculationKofKtheKpositronKannihilationKrateKinK−sxKwithKtheKpositronicKextensionKofKtheKexplicitlyK
correlatedKnuclearYelectronicKorbitalKmethodZKJournalgofgPhysicalgChemistrygAWK2009WKaacWKd]]dYh 2.8 16

83 tevelopmentKofKaK−otentialKβurfaceKforKβimulationKofK−rotonKandKxydrideKηransferKαeactionsKinK
βolutionjKKqpplicationKtoK qtxKxydrideKηransferZKJournalgofgPhysicalgChemistrygAWK1997WKa]aWKciggYcihi 2.8 16

82 —olecularKtynamicsKβimulationKofK−rotonYsoupledKulectronKηransferKinKβolutionZKJournalgofgPhysicalg
ChemistrygBWK2001WKa]eWKa]dceYa]dde 3.4 16

(2001-2009)
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81
uarlyK−hotocycleKofKβlrafidKrlueY–ightKπsingKvlavinK−hotoreceptorKπnraveledKthroughKqdiabaticK
uxcitedYβtateKQuantumK—echanical[—olecularK—echanicalKtynamicsZKJournalgofgthegAmericang
ChemicalgSocietyWK2019WKadaWKb]dg]Yb]dgi

16.4 16

80  uclearYulectronicKørbitalK—ethodKwithinKtheKvragmentK—olecularKørbitalKqpproachâ� ZKJournalgofg
PhysicalgChemistrygCWK2010WKaadWKeehbYeehh 3.8 15

79 uffectsKofK—odelK−roteinKunvironmentsKonKtheKtynamicsKofK−rotonKWiresZKIsraelgJournalgofgChemistry
WK1999WKciWKcigYd]g 3.4 15

78 ynterfacialKvieldYtrivenK−rotonYsoupledKulectronKηransferKatKwraphiteYsonjugatedKørganicKqcidsZK
JournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKb]heeYb]hfd 16.4 15

77 ulectronYsoupledKtoubleK−rotonKηransferKinKtheKβlrafidKr–πvK−hotoreceptorjKqK—ultireferenceK
ulectronicKβtructureKβtudyZKJournalgofgPhysicalgChemistrygBWK2019WKabcWKdciYddg 3.4 15

76 somputationalKβtudyKofKvluorinatedKtiglyoximeYyronKsomplexesjKηuningKtheKulectrocatalyticK
−athwaysKforKxydrogenKuvolutionZKInorganicgChemistryWK2016WKeeWKbicdYd] 5.1 14

75 yntegrationKofKtheoryKandKexperimentKinKtheKmodellingKofKheterogeneousKelectrocatalysisZKNatureg
EnergyW 62.3 14

74 βtrategiesKforKunhancingKtheKαateKsonstantKofKsYxKrondKsleavageKbyKsoncertedK−rotonYsoupledK
ulectronKηransferZKJournalgofgthegAmericangChemicalgSocietyWK2019WKadaWKaeahcYaeahi 16.4 13

73 xowKlargeKareKnonadiabaticKeffectsKinKatomicKandKdiatomicKsystemsoZKJournalgofgChemicalgPhysicsWK
2015WKadcWKabdc]h 3.9 13

72
αelativeKrindingKvreeKunergiesKofKqdenineKandKwuanineKtoKtamagedKandKπndamagedKt qKinK
xumanKt qK−olymerase´ ˛•jKsluesKforKvidelityKandKøverallKufficiencyZKJournalgofgthegAmericang
ChemicalgSocietyWK2015WKacgWKacbd]Yc

16.4 13

71 ηimeYdependentKselfYconsistentYfieldKdynamicsKbasedKonKaKreactionKpathKxamiltonianZKyZKηheoryZK
JournalgofgChemicalgPhysicsWK1998WKa]hWKg]heYg]ii 3.9 13

70  uclearYelectronicKorbitalKuhrenfestKdynamicsZKJournalgofgChemicalgPhysicsWK2020WKaecWKbbdaaa 3.9 13

69 uxcitedKβtateKyntramolecularK−rotonKηransferKwithK uclearYulectronicKørbitalKuhrenfestKtynamicsZK
JournalgofgPhysicalgChemistrygLettersWK2021WKabWKcdigYce]b 6.4 13

68  onequilibriumKtynamicsKofK−rotonYsoupledKulectronKηransferKinK−rotonKWiresjKsoncertedKbutK
qsynchronousK—echanismsZKACSgCentralgScienceWK2020WKfWKaeidYaf]a 16.8 12

67 αoleKofKyntactKxydrogenYrondK etworksKinK—ultiprotonYsoupledKulectronKηransferZKJournalgofgtheg
AmericangChemicalgSocietyWK2020WKadbWKbahdbYbahea 16.4 12

66 sonformationalK—otionsKandKWaterK etworksKatKtheK˛–[˛†KynterfaceKinKαibonucleotideKαeductaseZK
JournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKacgfhYacggh 16.4 11

65 salculationKofKulectrochemicalKαeorganizationKunergiesKforKαedoxK—oleculesKatKβelfYqssembledK
—onolayerK—odifiedKulectrodesZKJournalgofgPhysicalgChemistrygLettersWK2015WKfWKaYe 6.4 11

64
vrequencyKandKηimeKtomainK uclearYulectronicKørbitalKuquationYofY—otionKsoupledKslusterK
—ethodsjKsombinationKrandsKandKulectronicY−rotonicKtoubleKuxcitationsZKJournalgofgPhysicalg
ChemistrygLettersWK2020WKaaWKfdceYfddb

6.4 11

Sharon Hammes-Schiffer
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63 qssessingKtheK−otentialKuffectsKofKqctiveKβiteK—gKyonsKinKtheKglmβKαibozymeYsofactorKsomplexZK
JournalgofgPhysicalgChemistrygLettersWK2016WKgWKcihdYcihh 6.4 11

62 −ropensityKforK−rotonKαelayKandKulectrostaticKympactKofK−roteinKαeorganizationKinKβlrafidKr–πvK
−hotoreceptorZKJournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKaebdaYaebea 16.4 11

61 ηheoreticalKanalysisKofKtheKinvertedKregionKinKphotoinducedKprotonYcoupledKelectronKtransferZK
FaradaygDiscussionsWK2019WKbafWKcfcYcgh 3.6 10

60
unvironmentalKuffectsKonKwuanineYηhymineK—ispairKηautomerizationKuxploredKwithKQuantumK
—echanical[—olecularK—echanicalKvreeKunergyKβimulationsZKJournalgofgthegAmericangChemicalg
SocietyWK2020WKadbWKaaahcYaaaia

16.4 10

59
ηheoryKofKulectrochemicalK−rotonYsoupledKulectronKηransferKinKtiabaticKVibronicKαepresentationjK
qpplicationKtoK−rotonKtischargeKonK—etalKulectrodesKinKqlkalineKβolutionZKJournalgofgPhysicalg
ChemistrygCWK2020WKabdWKbgc]iYbgcbb

3.8 10

58
salculationKofK−ositronKrindingKunergiesKandKulectronY−ositronKqnnihilationKαatesKforKqtomicK
βystemsKwithKtheKαeducedKuxplicitlyKsorrelatedKxartreeYvockK—ethodKinKtheK uclearYulectronicK
ørbitalKvrameworkZKJournalgofgPhysicalgChemistrygAWK2017WKabaWKeaeYebb

2.8 9

57 somparativeK—olecularKtynamicsKβtudiesKofKxumanKt qK−olymeraseK˛•ZKJournalgofgChemicalg
InformationgandgModelingWK2015WKeeWKbfgbYha 6.1 9

56  uclearYulectronicKørbitalK—ultistateKtensityKvunctionalKηheoryZKJournalgofgPhysicalgChemistryg
LettersWK2020WKaaWKa]a]fYa]aac 6.4 9

55 ηransitionKstatesWKreactionKpathsWKandKthermochemistryKusingKtheKnuclearYelectronicKorbitalKanalyticK
xessianZKJournalgofgChemicalgPhysicsWK2021WKaedWK]eda]h 3.9 9

54 —olecularKVibrationalKvrequenciesKwithK—ultipleKQuantumK−rotonsKwithinKtheK uclearYulectronicK
ørbitalKvrameworkZKJournalgofgChemicalgTheorygandgComputationWK2019WKaeWKfhd]Yfhdi 6.4 8

53 QuantumKeffectsKinKcomplexKsystemsjKsummarizingKremarksZKFaradaygDiscussionsWK2019WKbbaWKehbYehh 3.6 8

52 ηheoreticalK—odelingKofKulectrochemicalK−rotonYsoupledKulectronKηransferZZKChemicalgReviewsWK
2022WK 68.1 8

51 tirectKtynamicsKwithK uclearYulectronicKørbitalKtensityKvunctionalKηheoryZKAccountsgofgChemicalg
ResearchWK2021WKedWKdacaYdada 24.3 7

50 —irrorYimageKantiparallelK˛†YsheetsKorganizeKwaterKmoleculesKintoKsuperstructuresKofKoppositeK
chiralityZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2020WKaagWKcbi]bYcbi]i11.5 7

49 —echanisticKynsightsKaboutKulectrochemicalK−rotonYsoupledKulectronKηransferKterivedKfromKaK
VibrationalK−robeZKJournalgofgthegAmericangChemicalgSocietyWK2021WKadcWKhchaYhci] 16.4 7

48 qrtificialK euralK etworksKasK—appingsKbetweenK−rotonK−otentialsWKWaveKvunctionsWKtensitiesWKandK
unergyK–evelsZKJournalgofgPhysicalgChemistrygLettersWK2021WKabWKbb]fYbbab 6.4 7

47 —ulticomponentKsoupledKslusterKβinglesKandKtoublesKwithKtensityKvittingjK−rotonatedKWaterK
ηetramersKwithKQuantizedK−rotonsZKJournalgofgPhysicalgChemistrygLettersWK2021WKabWKafcaYafcg 6.4 7

46 ympactKofK—utationsKonKtheKrindingK−ocketKofKβoybeanK–ipoxygenasejKymplicationsKforK
−rotonYsoupledKulectronKηransferZKJournalgofgPhysicalgChemistrygLettersWK2018WKiWKfdddYfddi 6.4 7

(2018-2016)
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45 −rotonYsoupledKulectronKηransferKfromKηyrosineKinKtheKynteriorKofKaK−roteinjK—echanismsKandK
−rimaryK−rotonKqcceptorZKJournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKaaee]Yaaeei 16.4 6

44 —odelingKvoltammetryKcurvesKforKprotonKcoupledKelectronKtransferjKηheKimportanceKofKnuclearK
quantumKeffectsZKJournalgofgChemicalgPhysicsWK2020WKaebWKbcda]h 3.9 6

43 −rotonKtransportKalongKwaterKchainsKandK qtxKhydrideKtransferKinKsolutionZKZeitschriftgFurg
ElektrotechnikgUndgElektrochemieWK1998WKa]bWKeccYedc 6

42 ηimeYdependentKselfYconsistentYfieldKdynamicsKbasedKonKaKreactionKpathKxamiltonianZKyyZK umericalK
testsZKJournalgofgChemicalgPhysicsWK1998WKa]iWKg]eaYg]fc 3.9 6

41 πnderstandingKxydrogenKqtomKandKxydrideKηransferK−rocessesKduringKulectrochemicalKqlcoholKandK
qldehydeKøxidationZKACSgCatalysisWaeaa]Yaeabd 13.1 6
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