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ReviewsWK2022WK 68.1 25

259 savityY—odulatedK−rotonKηransferKαeactionsZZKJournalgofgthegAmericangChemicalgSocietyWK2022WK 16.4 5

258 ηheoreticalK—odelingKofKulectrochemicalK−rotonYsoupledKulectronKηransferZZKChemicalgReviewsWK
2022WK 68.1 8

257 qnalyticalKgradientsKforKnuclearYelectronicKorbitalKmultistateKdensityKfunctionalKtheoryjKweometryK
optimizationsKandKreactionKpathsZZKJournalgofgChemicalgPhysicsWK2022WKaefWKaadaae 3.9 0

256 ηheoreticalKperspectivesKonKnonYrornYøppenheimerKeffectsKinKchemistryZZKPhilosophicalg
TransactionsgSeriesgAugMathematicalugPhysicalugandgEngineeringgSciencesWK2022WKch]WKb]b]]cgg 3 3

255 QuantumKβimulationsKofKVibrationalKβtrongKsouplingKviaK−athKyntegralsZZKJournalgofgPhysicalg
ChemistrygLettersWK2022WKchi]Ychie 6.4 2

254 tirectKtynamicsKwithK uclearYulectronicKørbitalKtensityKvunctionalKηheoryZKAccountsgofgChemicalg
ResearchWK2021WKedWKdacaYdada 24.3 7

253 ynvestigationKofKtheKpKofKtheK ucleophilicKøbRKofKtheKxairpinKαibozymeZKJournalgofgPhysicalgChemistryg
BWK2021WKabeWKaahfiYaahhc 3.4 1

252 βimulationKofKtheKshiralKβumKvrequencyKwenerationKαesponseKofKβupramolecularKβtructuresK
αequiresKVibrationalKsouplingsZKJournalgofgPhysicalgChemistrygBWK2021WKabeWKab]gbYab]ha 3.4 4

251 qrtificialK euralK etworksKasK−ropagatorsKinKQuantumKtynamicsZKJournalgofgPhysicalgChemistryg
LettersWK2021WKabWKa]fedYa]ffb 6.4 3

250 somputingK−rotonYsoupledKαedoxK−otentialsKofKvluorotyrosinesKinKaK−roteinKunvironmentZKJournalg
ofgPhysicalgChemistrygBWK2021WKabeWKabhYacf 3.4 4

249 wlutamateK—ediatesK−rotonYsoupledKulectronKηransferKretweenKηyrosinesKgc]KandKgcaKinK
αibonucleotideKαeductaseZKJournalgofgthegAmericangChemicalgSocietyWK2021WKadcWKf]edYf]ei 16.4 2

248 uxcitedKβtateKyntramolecularK−rotonKηransferKwithK uclearYulectronicKørbitalKuhrenfestKtynamicsZK
JournalgofgPhysicalgChemistrygLettersWK2021WKabWKcdigYce]b 6.4 13

247 —ulticomponentKπnitaryKsoupledKslusterKandKuquationYofY—otionKforKQuantumKsomputationZK
JournalgofgChemicalgTheorygandgComputationWK2021WKagWKcbebYcbeh 6.4 6

246 —echanisticKynsightsKaboutKulectrochemicalK−rotonYsoupledKulectronKηransferKterivedKfromKaK
VibrationalK−robeZKJournalgofgthegAmericangChemicalgSocietyWK2021WKadcWKhchaYhci] 16.4 7

245 ulectrocatalyticKøxidationKofKqlcoholKwithKsobaltKηriphosphineKsomplexesZKACSgCatalysisWK2021WKaaWKfchdYfchi13.1 3

244 ηheoreticalKtescriptionKofKtheK−rimaryK−rotonYsoupledKulectronKηransferKαeactionKinKtheK
sytochromeKsomplexZKJournalgofgthegAmericangChemicalgSocietyWK2021WKadcWKgaeYgbc 16.4 5
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243 —ultiK−suηKinKsymmetricallyKsubstitutedKbenzimidazolesZKChemicalgScienceWK2021WKabWKabffgYabfge 9.4 2

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

241 —ulticomponentKsoupledKslusterKβinglesKandKtoublesKwithKtensityKvittingjK−rotonatedKWaterK
ηetramersKwithKQuantizedK−rotonsZKJournalgofgPhysicalgChemistrygLettersWK2021WKabWKafcaYafcg 6.4 7

240 ηransitionKstatesWKreactionKpathsWKandKthermochemistryKusingKtheKnuclearYelectronicKorbitalKanalyticK
xessianZKJournalgofgChemicalgPhysicsWK2021WKaedWK]eda]h 3.9 9

239  uclearYelectronicKorbitalKmethodsjKvoundationsKandKprospectsZKJournalgofgChemicalgPhysicsWK2021WK
aeeWK]c]i]a 3.9 3

238
qnalyticalKwradientsKforK uclearYulectronicKørbitalKηimeYtependentKtensityKvunctionalKηheoryjK
uxcitedYβtateKweometryKøptimizationsKandKqdiabaticKuxcitationKunergiesZKJournalgofgChemicalg
TheorygandgComputationWK2021WKagWKeaa]Yeabb

6.4 2

237 xydrogenKuvolutionK—ediatedKbyKsobaltKtiimineYtioximeKsomplexesjKynsightsKintoKtheKαoleKofKtheK
–igandKqcid[raseKvunctionalitiesZZKChemElectroChemWK2021WKhWKbfgaYbfgi 4.3 3

236 βoftwareKforKtheKfrontiersKofKquantumKchemistryjKqnKoverviewKofKdevelopmentsKinKtheKQYshemKeK
packageZKJournalgofgChemicalgPhysicsWK2021WKaeeWK]hdh]a 3.9 115

235 −rotonYsoupledKtefectsKympactKøYxKrondKtissociationKvreeKunergiesKonK—etalKøxideKβurfacesZK
JournalgofgPhysicalgChemistrygLettersWK2021WKabWKigfaYigfg 6.4 4

234 πnravelingKηwoK−athwaysKforKulectrochemicalKqlcoholKandKqldehydeKøxidationKonK iøøxZKJournalg
ofgthegAmericangChemicalgSocietyWK2020WKadbWKbaechYbaedg 16.4 43

233 −rotonYsoupledKulectronKηransferKfromKηyrosineKinKtheKynteriorKofKaK−roteinjK—echanismsKandK
−rimaryK−rotonKqcceptorZKJournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKaaee]Yaaeei 16.4 6

232
unvironmentalKuffectsKonKwuanineYηhymineK—ispairKηautomerizationKuxploredKwithKQuantumK
—echanical[—olecularK—echanicalKvreeKunergyKβimulationsZKJournalgofgthegAmericangChemicalg
SocietyWK2020WKadbWKaaahcYaaaia

16.4 10

231 sonfrontingKαacismKinKshemistryKzournalsZKACSgAppliedgNanogMaterialsWK2020WKcWKfacaYfacc 5.6

230 sonfrontingKαacismKinKshemistryKzournalsZKACSgAppliedgPolymergMaterialsWK2020WKbWKbdifYbdih 4.3

229 sonfrontingKαacismKinKshemistryKzournalsZKOrganometallicsWK2020WKciWKbccaYbccc 3.8

228 −rotonYcoupledKelectronKtransferKacrossKbenzimidazoleKbridgesKinKbioinspiredKprotonKwiresZK
ChemicalgScienceWK2020WKaaWKchb]Ychbh 9.4 17

227 tevelopmentKofKnuclearKbasisKsetsKforKmulticomponentKquantumKchemistryKmethodsZKJournalgofg
ChemicalgPhysicsWK2020WKaebWKbddabc 3.9 23

226 πpdateKtoKøurKαeaderWKαeviewerWKandKquthorKsommunitiesâ��qprilKb]b]ZKEnergygnamp;gFuelsWK2020WK
cdWKea]gYea]h 4.1

(2020-2021)

3



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

224 —odelingKvoltammetryKcurvesKforKprotonKcoupledKelectronKtransferjKηheKimportanceKofKnuclearK
quantumKeffectsZKJournalgofgChemicalgPhysicsWK2020WKaebWKbcda]h 3.9 6

223 uxaminingKtheK—echanismKofK−hosphiteKtehydrogenaseKwithKQuantumK—echanical[—olecularK
—echanicalKvreeKunergyKβimulationsZKBiochemistryWK2020WKeiWKidcYied 3.2 1

222 ynhomogeneityKofKynterfacialKulectricKvieldsKatKVibrationalK−robesKonKulectrodeKβurfacesZKACSg
CentralgScienceWK2020WKfWKc]dYcaa 16.8 25

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

220 —ulticomponentKQuantumKshemistryjKyntegratingKulectronicKandK uclearKQuantumKuffectsKviaKtheK
 uclearYulectronicKørbitalK—ethodZKChemicalgReviewsWK2020WKab]WKdbbbYdbec 68.1 42

219 πpdateKtoKøurKαeaderWKαeviewerWKandKquthorKsommunitiesâ��qprilKb]b]ZKOrganometallicsWK2020WKciWKaffeYafff3.8

218 sonfrontingKαacismKinKshemistryKzournalsZKJournalgofgChemicalgHealthgandgSafetyWK2020WKbgWKaihYb]] 1.7

217
ηheoryKofKulectrochemicalK−rotonYsoupledKulectronKηransferKinKtiabaticKVibronicKαepresentationjK
qpplicationKtoK−rotonKtischargeKonK—etalKulectrodesKinKqlkalineKβolutionZKJournalgofgPhysicalg
ChemistrygCWK2020WKabdWKbgc]iYbgcbb

3.8 10

216  uclearYelectronicKorbitalKuhrenfestKdynamicsZKJournalgofgChemicalgPhysicsWK2020WKaecWKbbdaaa 3.9 13

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

214 βubstituentKuffectsKonK−hotochemistryKofKqnthraceneY−henolY−yridineKηriadsKαevealedKbyK
—ultireferenceKsalculationsZKJournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKdhgYdid 16.4 4

213
vormationKofKanKunusualKglutamineKtautomerKinKaKblueKlightKusingKflavinKphotocycleKcharacterizesK
theKlightYadaptedKstateZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaWK2020WKaagWKbffbfYbffcb

11.5 17

212 ηheoreticalKβtudyKofKβhallowKtistanceKtependenceKofK−rotonYsoupledKulectronKηransferKinK
øligoprolineK−eptidesZKJournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKacgieYach]d 16.4 1

211
vrequencyKandKηimeKtomainK uclearYulectronicKørbitalKuquationYofY—otionKsoupledKslusterK
—ethodsjKsombinationKrandsKandKulectronicY−rotonicKtoubleKuxcitationsZKJournalgofgPhysicalg
ChemistrygLettersWK2020WKaaWKfdceYfddb

6.4 11

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

209 ynterfacialKvieldYtrivenK−rotonYsoupledKulectronKηransferKatKwraphiteYsonjugatedKørganicKqcidsZK
JournalgofgthegAmericangChemicalgSocietyWK2020WKadbWKb]heeYb]hfd 16.4 15

208 uxcitedKβtateK—olecularKtynamicsKofK−hotoinducedK−rotonYsoupledKulectronKηransferKinK
qnthraceneY−henolY−yridineKηriadsZKJournalgofgPhysicalgChemistrygLettersWK2020WKaaWKga]iYgaae 6.4 2
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207 qdvancesKandKchallengesKforKexperimentKandKtheoryKforKmultiYelectronKmultiYprotonKtransferKatK
electrifiedKsolidYliquidKinterfacesZKPhysicalgChemistrygChemicalgPhysicsWK2020WKbbWKaid]aYaiddb 3.6 18

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

205 αoleKofKyntactKxydrogenYrondK etworksKinK—ultiprotonYsoupledKulectronKηransferZKJournalgofgtheg
AmericangChemicalgSocietyWK2020WKadbWKbahdbYbahea 16.4 12

204 αealYηimeKηimeYtependentK uclearYulectronicKørbitalKqpproachjKtynamicsKbeyondKtheK
rornYøppenheimerKqpproximationZKJournalgofgPhysicalgChemistrygLettersWK2020WKaaWKd]ebYd]eh 6.4 27

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

202 βubstrateYtoY−roductKsonversionKvacilitatesKqctiveKβiteK–oopKøpeningKinKYeastKunolasejKqK—olecularK
tynamicsKβtudyZKACSgCatalysisWK2019WKiWKhiheYhii] 13.1 5

201 βtrategiesKforKunhancingKtheKαateKsonstantKofKsYxKrondKsleavageKbyKsoncertedK−rotonYsoupledK
ulectronKηransferZKJournalgofgthegAmericangChemicalgSocietyWK2019WKadaWKaeahcYaeahi 16.4 13

200 —ulticomponentKdensityKfunctionalKtheoryjKyncludingKtheKdensityKgradientKinKtheKelectronYprotonK
correlationKfunctionalKforKhydrogenKandKdeuteriumZKJournalgofgChemicalgPhysicsWK2019WKaeaWKabda]b 3.9 19

199 ηheoreticalKanalysisKofKtheKinvertedKregionKinKphotoinducedKprotonYcoupledKelectronKtransferZK
FaradaygDiscussionsWK2019WKbafWKcfcYcgh 3.6 10

198 sonstructingK—olecularKˇ�YørbitalKqctiveKβpacesKforK—ultireferenceKsalculationsKofKsonjugatedK
βystemsZKJournalgofgChemicalgTheorygandgComputationWK2019WKaeWKafgiYafhi 6.4 20

197 rrˆ‚nstedKqcidKβcalingKαelationshipsKunableKsontrolKøverK−roductKβelectivityKfromKøKαeductionKwithK
aK—ononuclearKsobaltK−orphyrinKsatalystZKACSgCentralgScienceWK2019WKeWKa]bdYa]cd 16.8 32

196 unhancingKtheKapplicabilityKofKmulticomponentKtimeYdependentKdensityKfunctionalKtheoryZKJournalg
ofgChemicalgPhysicsWK2019WKae]WKb]aa]a 3.9 25

195 ηheoryKofK−rotonKtischargeKonK—etalKulectrodesjKulectronicallyKqdiabaticK—odelZKJournalgofgPhysicalg
ChemistrygCWK2019WKabcWKabcceYabcde 3.8 24

194 —odelingKulectronKηransferKinKtiffusiveK—ultidimensionalKulectrochemicalKβystemsZKJournalgofg
PhysicalgChemistrygCWK2019WKabcWKacc]dYaccag 3.8 4

193 —ulticomponentKequationYofYmotionKcoupledKclusterKsinglesKandKdoublesjKηheoryKandKcalculationKofK
excitationKenergiesKforKpositroniumKhydrideZKJournalgofgChemicalgPhysicsWK2019WKae]WKafaa]b 3.9 21

192 soncertedKprotonYelectronKtransferKreactionsKinKtheK—arcusKinvertedKregionZKScienceWK2019WKcfdWKdgaYdge33.3 63

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

190 —ulticomponentKcoupledKclusterKsinglesKandKdoublesKandKrruecknerKdoublesKmethodsjK−rotonK
densitiesKandKenergiesZKJournalgofgChemicalgPhysicsWK2019WKaeaWK]gda]d 3.9 17
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189 tiagonalKrornYøppenheimerKsorrectionsKwithinKtheK uclearYulectronicKørbitalKvrameworkZKJournalg
ofgPhysicalgChemistrygLettersWK2019WKa]WKdfciYdfdc 6.4 4

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

187 umergingKopportunitiesKandKfutureKdirectionsjKgeneralKdiscussionZKFaradaygDiscussionsWK2019WKbbaWKefdYeha3.6 5

186 βpectroscopicKsignaturesKofKquantumKeffectsjKgeneralKdiscussionZKFaradaygDiscussionsWK2019WKbbaWKcbbYcdi3.6 2

185 ZeroYpointKenergyKandKtunnellingjKgeneralKdiscussionZKFaradaygDiscussionsWK2019WKbbaWKdghYe]] 3.6 4

184 QuantumKeffectsKinKcomplexKsystemsjKsummarizingKremarksZKFaradaygDiscussionsWK2019WKbbaWKehbYehh 3.6 8

183 —olecularKVibrationalKvrequenciesKwithinKtheK uclearYulectronicKørbitalKvrameworkZKJournalgofg
PhysicalgChemistrygLettersWK2019WKa]WKaafgYaagb 6.4 17

182
uarlyK−hotocycleKofKβlrafidKrlueY–ightKπsingKvlavinK−hotoreceptorKπnraveledKthroughKqdiabaticK
uxcitedYβtateKQuantumK—echanical[—olecularK—echanicalKtynamicsZKJournalgofgthegAmericang
ChemicalgSocietyWK2019WKadaWKb]dg]Yb]dgi

16.4 16

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

180
−rotonKtischargeKonKaKwoldKulectrodeKfromKηriethylammoniumKinKqcetonitrilejKηheoreticalK
—odelingKofK−otentialYtependentK†ineticKysotopeKuffectsZKJournalgofgthegAmericangChemicalgSocietyWK
2019WKadaWKa]hdYa]i]

16.4 25

179 —ulticomponentKsoupledKslusterKβinglesKandKtoublesKηheoryKwithinKtheK uclearYulectronicKørbitalK
vrameworkZKJournalgofgChemicalgTheorygandgComputationWK2019WKaeWKcchYcdg 6.4 38

178
vundamentalKynsightsKintoK−rotonYsoupledKulectronKηransferKinKβoybeanK–ipoxygenaseKfromK
QuantumK—echanical[—olecularK—echanicalKvreeKunergyKβimulationsZKJournalgofgthegAmericang
ChemicalgSocietyWK2018WKad]WKc]fhYc]gf

16.4 30

177 —ulticomponentKηimeYtependentKtensityKvunctionalKηheoryjK−rotonKandKulectronKuxcitationK
unergiesZKJournalgofgPhysicalgChemistrygLettersWK2018WKiWKagfeYagg] 6.4 35

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

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

174 sontrollingKulectronsKandK−rotonsKthroughKηheoryjK—olecularKulectrocatalystsKtoK anoparticlesZK
AccountsgofgChemicalgResearchWK2018WKeaWKaigeYaihc 24.3 27

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

172 ympactKofK—utationsKonKtheKrindingK−ocketKofKβoybeanK–ipoxygenasejKymplicationsKforK
−rotonYsoupledKulectronKηransferZKJournalgofgPhysicalgChemistrygLettersWK2018WKiWKfdddYfddi 6.4 7
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171 sontrollingK−rotonYsoupledKulectronKηransferKinKrioinspiredKqrtificialK−hotosyntheticKαelaysZK
JournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKaede]Yaedf] 16.4 38

170 ηheoreticalKβtudyKofKsYxKrondKsleavageKviaKsoncertedK−rotonYsoupledKulectronKηransferKinK
vluorenylYrenzoatesZKJournalgofgthegAmericangChemicalgSocietyWK2018WKad]WKaefdaYaefde 16.4 17

169 qlternativeKformsKandKtransferabilityKofKelectronYprotonKcorrelationKfunctionalsKinK
nuclearYelectronicKorbitalKdensityKfunctionalKtheoryZKJournalgofgChemicalgPhysicsWK2018WKadiWK]ddaa] 3.9 23

168 βtabilityKconditionsKandKlocalKminimaKinKmulticomponentKxartreeYvockKandKdensityKfunctionalK
theoryZKJournalgofgChemicalgPhysicsWK2018WKadiWK]hda]e 3.9 6

167 qKconundrumKforKdensityKfunctionalKtheoryZKScienceWK2017WKceeWKbhYbi 33.3 56

166 ηuningKtheKπltrafastKtynamicsKofK−hotoinducedK−rotonYsoupledKulectronKηransferKinKunergyK
sonversionK−rocessesZKACSgEnergygLettersWK2017WKbWKeabYeai 20.1 34

165
αoleKofKactiveKsiteKconformationalKchangesKinKphotocycleKactivationKofKtheKqppqKr–πvK
photoreceptorZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK
2017WKaadWKadh]Yadhe

11.5 28

164 sKu tøαKβpectroscopyKofK–ipoxygenaseYβubstrateKsomplexesKαevealsKtheKβtructuralKrasisKforKsYxK
qctivationKbyKηunnelingZKJournalgofgthegAmericangChemicalgSocietyWK2017WKaciWKaihdYaiig 16.4 32

163
salculationKofK−ositronKrindingKunergiesKandKulectronY−ositronKqnnihilationKαatesKforKqtomicK
βystemsKwithKtheKαeducedKuxplicitlyKsorrelatedKxartreeYvockK—ethodKinKtheK uclearYulectronicK
ørbitalKvrameworkZKJournalgofgPhysicalgChemistrygAWK2017WKabaWKeaeYebb

2.8 9

162
sharacterizationKofK iveKoxyhydroxideKelectrocatalystsKbyKintegratedKelectronicKstructureK
calculationsKandKspectroelectrochemistryZKProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaWK2017WKaadWKc]e]Yc]ee

11.5 119

161 ηheKwlc f−KcofactorKplaysKmultipleKcatalyticKrolesKinKtheKglmβKribozymeZKNaturegChemicalgBiologyWK
2017WKacWKdciYdde 11.7 37

160
unhancedKαigidificationKwithinKaKtoubleK—utantKofKβoybeanK–ipoxygenaseK−rovidesKuxperimentalK
βupportKforKVibronicallyK onadiabaticK−rotonYsoupledKulectronKηransferK—odelsZKACSgCatalysisWK
2017WKgWKcefiYcegd

13.1 34

159 soncertedKøneYulectronKηwoY−rotonKηransferK−rocessesKinK—odelsKynspiredKbyKtheKηyrYxisKsoupleK
ofK−hotosystemKyyZKACSgCentralgScienceWK2017WKcWKcgbYch] 16.8 67

158 ysKtheKqccuracyKofKtensityKvunctionalKηheoryKforKqtomizationKunergiesKandKtensitiesKinKrondingK
αegionsKsorrelatedoZKJournalgofgPhysicalgChemistrygLettersWK2017WKhWKb]gfYb]ha 6.4 51

157 ynterplayKbetweenKηerminalKandKrridgingKtiironKxydridesKinK eutralKandKøxidizedKβtatesZK
OrganometallicsWK2017WKcfWKbbdeYbbec 3.8 22

156 sommunicationjKtensityKfunctionalKtheoryKembeddingKwithKtheKorthogonalityKconstrainedKbasisKsetK
expansionKprocedureZKJournalgofgChemicalgPhysicsWK2017WKadfWKbaaa]a 3.9 32

155 satalystsKbyKtesignjKηheK−owerKofKηheoryZKAccountsgofgChemicalgResearchWK2017WKe]WKefaYeff 24.3 51

154 uffectsKofKqctiveKβiteK—utationsKonKβpecificityKofK ucleobaseKrindingKinKxumanKt qK−olymeraseK˛•ZK
JournalgofgPhysicalgChemistrygBWK2017WKabaWKcffgYcfge 3.4 5
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153 tevelopmentKofKaKpracticalKmulticomponentKdensityKfunctionalKforKelectronYprotonKcorrelationKtoK
produceKaccurateKprotonKdensitiesZKJournalgofgChemicalgPhysicsWK2017WKadgWKaadaac 3.9 53

152 ηheoreticalKynsightsKintoK−rotonYsoupledKulectronKηransferKfromKaK−hotoreducedKZnøK anocrystalK
toKanKørganicKαadicalZKNanogLettersWK2017WKagWKegfbYegfg 11.5 21

151 αoleKofK−rotonKtiffusionKinKtheK onexponentialK†ineticsKofK−rotonYsoupledKulectronKηransferKfromK
−hotoreducedKZnøK anocrystalsZKACSgNanoWK2017WKaaWKa]bieYa]c]b 16.7 5

150 —ulticomponentKtensityKvunctionalKηheoryjKympactKofK uclearKQuantumKuffectsKonK−rotonK
qffinitiesKandKweometriesZKJournalgofgPhysicalgChemistrygLettersWK2017WKhWKcdhhYcdic 6.4 60

149 somputationalKynsightsKintoKviveYKversusKβixYsoordinateKyronKsenterKinKverrousKβoybeanK
–ipoxygenaseZKJournalgofgPhysicalgChemistrygLettersWK2016WKgWKcdbiYcc 6.4 3

148 QuinoneKaKeKandKbKe[bKxKαeductionK−otentialsjKydentificationKandKqnalysisKofKteviationsKfromK
βystematicKβcalingKαelationshipsZKJournalgofgthegAmericangChemicalgSocietyWK2016WKachWKaei]cYaeia] 16.4 124

147 −rotonYcoupledKelectronKtransferKreactionsjKanalyticalKrateKconstantsKandKcaseKstudyKofKkineticK
isotopeKeffectsKinKlipoxygenaseZKFaradaygDiscussionsWK2016WKaieWKagaYahi 3.6 27

146 —echanismKofKxbK−roductionKbyK—odelsKforKtheK[ ive]YxydrogenasesjKαoleKofKαeducedKxydridesZK
JournalgofgthegAmericangChemicalgSocietyWK2016WKachWKibcdYde 16.4 48

145
ulectrochemicalKulectronKηransferKandK−rotonYsoupledKulectronKηransferjKuffectsKofKtoubleK–ayerK
andKyonicKunvironmentKonKβolventKαeorganizationKunergiesZKJournalgofgChemicalgTheorygandg
ComputationWK2016WKabWKbiagYbe

6.4 24

144 —olecularKtynamicsKβtudyKofKηwisterKαibozymejKαoleKofK—gSbVTKyonsKandKtheKxydrogenYrondingK
 etworkKinKtheKqctiveKβiteZKBiochemistryWK2016WKeeWKchcdYdf 3.2 24

143 xydrogenaseKunzymesKandKηheirKβyntheticK—odelsjKηheKαoleKofK—etalKxydridesZKChemicalgReviewsWK
2016WKaafWKhficYgdi 68.1 366

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

141 uxperimentalKandKsomputationalK—echanisticKβtudiesKwuidingKtheKαationalKtesignKofK—olecularK
ulectrocatalystsKforK−roductionKandKøxidationKofKxydrogenZKInorganicgChemistryWK2016WKeeWKddeYf] 5.1 61

140
 ickelKphlorinKintermediateKformedKbyKprotonYcoupledKelectronKtransferKinKhydrogenKevolutionK
mechanismZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2016WK
aacWKdheYib

11.5 101

139
−rotonKQuantizationKandKVibrationalKαelaxationKinK onadiabaticKtynamicsKofK−hotoinducedK
−rotonYsoupledKulectronKηransferKinKaKβolvatedK−henolYqmineKsomplexZKJournalgofgPhysicalg
ChemistrygBWK2016WKab]WKbd]gYag

3.4 31

138 soSsalophenTYsatalyzedKqerobicKøxidationKofKpYxydroquinonejK—echanismKandKymplicationsKforK
qerobicKøxidationKsatalysisZKJournalgofgthegAmericangChemicalgSocietyWK2016WKachWKdahfYic 16.4 85

137 somputationalKβtudyKofKvluorinatedKtiglyoximeYyronKsomplexesjKηuningKtheKulectrocatalyticK
−athwaysKforKxydrogenKuvolutionZKInorganicgChemistryWK2016WKeeWKbicdYd] 5.1 14

136 —ulticomponentKdensityKfunctionalKtheoryKembeddingKformulationZKJournalgofgChemicalgPhysicsWK
2016WKadeWK]dda]f 3.9 18
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135 qssessingKtheK−otentialKuffectsKofKqctiveKβiteK—gKyonsKinKtheKglmβKαibozymeYsofactorKsomplexZK
JournalgofgPhysicalgChemistrygLettersWK2016WKgWKcihdYcihh 6.4 11

134 −rotonYsoupledKulectronKηransferjK—ovingKηogetherKandKshargingKvorwardZKJournalgofgthegAmericang
ChemicalgSocietyWK2015WKacgWKhhf]Yga 16.4 264

133 ynverseKthioKeffectsKinKtheKhepatitisKdeltaKvirusKribozymeKrevealKthatKtheKreactionKpathwayKisK
controlledKbyKmetalKionKchargeKdensityZKBiochemistryWK2015WKedWKbaf]Yge 3.2 40

132 tependenceKofKVibronicKsouplingKonK—olecularKweometryKandKunvironmentjKrridgingKxydrogenK
qtomKηransferKandKulectronY−rotonKηransferZKJournalgofgthegAmericangChemicalgSocietyWK2015WKacgWKacedeYee16.4 29

131 xowKlargeKareKnonadiabaticKeffectsKinKatomicKandKdiatomicKsystemsoZKJournalgofgChemicalgPhysicsWK
2015WKadcWKabdc]h 3.9 13

130 QuantumKtreatmentKofKprotonsKwithKtheKreducedKexplicitlyKcorrelatedKxartreeYvockKapproachZK
JournalgofgChemicalgPhysicsWK2015WKadbWKbada]g 3.9 32

129  uclearYelectronicKorbitalKreducedKexplicitlyKcorrelatedKxartreeYvockKapproachjKαestrictedKbasisK
setsKandKopenYshellKsystemsZKJournalgofgChemicalgPhysicsWK2015WKadbWKbada]h 3.9 21

128
αelativeKrindingKvreeKunergiesKofKqdenineKandKwuanineKtoKtamagedKandKπndamagedKt qKinK
xumanKt qK−olymerase´ ˛•jKsluesKforKvidelityKandKøverallKufficiencyZKJournalgofgthegAmericang
ChemicalgSocietyWK2015WKacgWKacbd]Yc

16.4 13

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

126
 onadiabaticKrateKconstantsKforKprotonKtransferKandKprotonYcoupledKelectronKtransferKreactionsKinK
solutionjKuffectsKofKquadraticKtermKinKtheKvibronicKcouplingKexpansionZKJournalgofgChemicalgPhysicsWK
2015WKadcWKaida]a

3.9 19

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

124
αoleKofKtheKactiveKsiteKguanineKinKtheKglmβKribozymeKselfYcleavageKmechanismjKquantumK
mechanical[molecularKmechanicalKfreeKenergyKsimulationsZKJournalgofgthegAmericangChemicalgSociety
WK2015WKacgWKghdYih

16.4 48

123 salculationKofKulectrochemicalKαeorganizationKunergiesKforKαedoxK—oleculesKatKβelfYqssembledK
—onolayerK—odifiedKulectrodesZKJournalgofgPhysicalgChemistrygLettersWK2015WKfWKaYe 6.4 11

122  onadiabaticKdynamicsKofKphotoinducedKprotonYcoupledKelectronKtransferKinKaKsolvatedK
phenolYamineKcomplexZKJournalgofgPhysicalgChemistrygBWK2015WKaaiWKbgehYfh 3.4 41

121 xydrogenKtunnelingKinKenzymesKandKbiomimeticKmodelsZKChemicalgReviewsWK2014WKaadWKcdffYid 68.1 167

120 −rotonationKofKnickelYironKhydrogenaseKmodelsKproceedsKafterKisomerizationKatKnickelZKJournalgofg
thegAmericangChemicalgSocietyWK2014WKacfWKabcheYie 16.4 25

119
αoleKofKpendantKprotonKrelaysKandKprotonYcoupledKelectronKtransferKonKtheKhydrogenKevolutionK
reactionKbyKnickelKhangmanKporphyrinsZKProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaWK2014WKaaaWKae]]aYf

11.5 119

118 −robingK onadiabaticityKinKtheK−rotonYsoupledKulectronKηransferKαeactionKsatalyzedKbyKβoybeanK
–ipoxygenaseZKJournalgofgPhysicalgChemistrygLettersWK2014WKeWKcbgdYcbgh 6.4 35

(2014-2016)
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117 QuantumKmechanical[molecularKmechanicalKfreeKenergyKsimulationsKofKtheKselfYcleavageKreactionKinK
theKhepatitisKdeltaKvirusKribozymeZKJournalgofgthegAmericangChemicalgSocietyWK2014WKacfWKadhcYif 16.4 57

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

115 −rotonYcoupledKelectronKtransferKinKmolecularKelectrocatalysisjKtheoreticalKmethodsKandKdesignK
principlesZKInorganicgChemistryWK2014WKecWKfdbgYdc 5.1 137

114 −robingKtheKelectrostaticsKofKactiveKsiteKmicroenvironmentsKalongKtheKcatalyticKcycleKforKuscherichiaK
coliKdihydrofolateKreductaseZKJournalgofgthegAmericangChemicalgSocietyWK2014WKacfWKa]cdiYf] 16.4 69

113 ulectrochemicalKβolventKαeorganizationKunergiesKinKtheKvrameworkKofKtheK−olarizableKsontinuumK
—odelZKJournalgofgChemicalgTheorygandgComputationWK2014WKa]WKb]iaYa]b 6.4 32

112 uxtremelyKelevatedKroomYtemperatureKkineticKisotopeKeffectsKquantifyKtheKcriticalKroleKofKbarrierK
widthKinKenzymaticKsYxKactivationZKJournalgofgthegAmericangChemicalgSocietyWK2014WKacfWKhaegYf] 16.4 66

111
uscherichiaKcoliKdihydrofolateKreductaseKcatalyzedKprotonKandKhydrideKtransfersjKtemporalKorderK
andKtheKrolesKofKqspbgKandKηyra]]ZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaWK2014WKaaaWKahbcaYf

11.5 44

110  onadiabaticKdynamicsKofKelectronKtransferKinKsolutionjKexplicitKandKimplicitKsolventKtreatmentsKthatK
includeKmultipleKrelaxationKtimeKscalesZKJournalgofgChemicalgPhysicsWK2014WKad]WK]cdaac 3.9 30

109 reyondKtheKrornYøppenheimerKapproximationKwithKquantumK—onteKsarloKmethodsZKPhysicalg
ReviewgAWK2014WKi]WK 2.6 26

108 ηheoreticalKqnalysisKofKsobaltKxangmanK−orphyrinsjK–igandKtearomatizationKandK—echanisticK
ymplicationsKforKxydrogenKuvolutionZKACSgCatalysisWK2014WKdWKdeafYdebf 13.1 76

107 αeducedKexplicitlyKcorrelatedKxartreeYvockKapproachKwithinKtheKnuclearYelectronicKorbitalK
frameworkjKtheoreticalKformulationZKJournalgofgChemicalgPhysicsWK2013WKaciWK]cda]b 3.9 27

106 αeducedKexplicitlyKcorrelatedKxartreeYvockKapproachKwithinKtheKnuclearYelectronicKorbitalK
frameworkjKapplicationsKtoKpositronicKmolecularKsystemsZKJournalgofgChemicalgPhysicsWK2013WKaciWK]cda]c3.9 19

105 salculationKofKvibrationalKshiftsKofKnitrileKprobesKinKtheKactiveKsiteKofKketosteroidKisomeraseKuponK
ligandKbindingZKJournalgofgthegAmericangChemicalgSocietyWK2013WKaceWKgagYbe 16.4 46

104 satalyticKefficiencyKofKenzymesjKaKtheoreticalKanalysisZKBiochemistryWK2013WKebWKb]abYb] 3.2 67

103 ηheoreticalKtesignKofK—olecularKulectrocatalystsKwithKvlexibleK−endantKqminesKforKxydrogenK
−roductionKandKøxidationZKJournalgofgPhysicalgChemistrygLettersWK2013WKdWKedbYf 6.4 29

102 pxYdependentKreductionKpotentialsKandKprotonYcoupledKelectronKtransferKmechanismsKinK
hydrogenYproducingKnickelKmolecularKelectrocatalystsZKInorganicgChemistryWK2013WKebWKcfdcYeb 5.1 44

101 uffectsKofKligandKmodificationKandKprotonationKonKmetalKoximeKhydrogenKevolutionK
electrocatalystsZKInorganicgChemistryWK2013WKebWKfiidYi 5.1 76

100  onadiabaticKdynamicsKofKphotoinducedKprotonYcoupledKelectronKtransferjKcomparisonKofKexplicitK
andKimplicitKsolventKsimulationsZKJournalgofgPhysicalgChemistrygBWK2012WKaafWKgfieYg]h 3.4 32
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99 —ulticomponentKdensityKfunctionalKtheoryKstudyKofKtheKinterplayKbetweenKelectronYelectronKandK
electronYprotonKcorrelationZKJournalgofgChemicalgPhysicsWK2012WKacfWKagdaad 3.9 30

98
ynsightsKintoKprotonYcoupledKelectronKtransferKmechanismsKofKelectrocatalyticKxbKoxidationKandK
productionZKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2012WK
a]iWKaeffcYh

11.5 66

97
ηheoreticalKqnalysisKofKtheKβequentialK−rotonYsoupledKulectronKηransferK—echanismsKforKxbK
øxidationKandK−roductionK−athwaysKsatalyzedKbyK ickelK—olecularKulectrocatalystsZKJournalgofg
PhysicalgChemistrygCWK2012WKaafWKcagaYcah]

3.8 49

96 −rotonYcoupledKelectronKtransferjKclassificationKschemeKandKguideKtoKtheoreticalKmethodsZKEnergyg
andgEnvironmentalgScienceWK2012WKeWKgfif 35.4 125

95 qnalysisKofKelectronYpositronKwavefunctionsKinKtheKnuclearYelectronicKorbitalKframeworkZKJournalgofg
ChemicalgPhysicsWK2012WKacfWKafda]e 3.9 16

94 vlexibilityWKdiversityWKandKcooperativityjKpillarsKofKenzymeKcatalysisZKBiochemistryWK2011WKe]WKa]dbbYc] 3.2 190

93 ηheoreticalKanalysisKofKprotonKrelaysKinKelectrochemicalKprotonYcoupledKelectronKtransferZKJournalg
ofgthegAmericangChemicalgSocietyWK2011WKaccWKhbhbYib 16.4 50

92 −rotonYcoupledKelectronKtransferKversusKhydrogenKatomKtransferjKgenerationKofKchargeYlocalizedK
diabaticKstatesZKJournalgofgPhysicalgChemistrygAWK2011WKaaeWKbcfgYgg 2.8 123

91
terivationKofKanKulectronY−rotonKsorrelationKvunctionalKforK—ulticomponentKtensityKvunctionalK
ηheoryKwithinKtheK uclearYulectronicKørbitalKqpproachZKJournalgofgChemicalgTheorygandgComputation
WK2011WKgWKbfhiYic

6.4 31

90 tiabatizationKβchemesKforKweneratingKshargeY–ocalizedKulectronY−rotonKVibronicKβtatesKinK
−rotonYsoupledKulectronKηransferKβystemsZKJournalgofgChemicalgTheorygandgComputationWK2011WKgWKbhcaYda6.4 34

89 qlternativeKwavefunctionKansatzKforKincludingKexplicitKelectronYprotonKcorrelationKinKtheK
nuclearYelectronicKorbitalKapproachZKJournalgofgChemicalgPhysicsWK2011WKaceWK]eda]f 3.9 19

88 ηheoreticalKanalysisKofKmechanisticKpathwaysKforKhydrogenKevolutionKcatalyzedKbyKcobaloximesZK
InorganicgChemistryWK2011WKe]WKaabebYfb 5.1 183

87 βubstituentKeffectsKonKcobaltKdiglyoximeKcatalystsKforKhydrogenKevolutionZKJournalgofgthegAmericang
ChemicalgSocietyWK2011WKaccWKai]cfYi 16.4 123

86
surrentKηheoreticalKshallengesKinK−rotonYsoupledKulectronKηransferjKulectronâ��−rotonK
 onadiabaticityWK−rotonKαelaysWKandKπltrafastKtynamicsZKJournalgofgPhysicalgChemistrygLettersWK2011WK
bWKada]Yadaf

6.4 53

85 ysotopeKuffectsKonKtheK onequilibriumKtynamicsKofKπltrafastK−hotoinducedK−rotonYsoupledK
ulectronKηransferKαeactionsKinKβolutionZKJournalgofgPhysicalgChemistrygLettersWK2011WKbWKcfYd] 6.4 35

84 WhenKelectronsKandKprotonsKgetKexcitedZKProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaWK2011WKa]hWKhecaYb 11.5 22

83
—ultidimensionalKtreatmentKofKstochasticKsolventKdynamicsKinKphotoinducedKprotonYcoupledK
electronKtransferKprocessesjKsequentialWKconcertedWKandKcomplexKbranchingKmechanismsZKJournalgofg
ChemicalgPhysicsWK2011WKaceWKaddaae

3.9 29

82 –ocalizedKxartreeKproductKtreatmentKofKmultipleKprotonsKinKtheKnuclearYelectronicKorbitalK
frameworkZKJournalgofgChemicalgPhysicsWK2010WKacbWK]hdaa] 3.9 20

(2010-2012)
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81 αoleKofKsolventKdynamicsKinKultrafastKphotoinducedKprotonYcoupledKelectronKtransferKreactionsKinK
solutionZKJournalgofgPhysicalgChemistrygBWK2010WKaadWKabcaiYcb 3.4 55

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

79
ulectrochemicalKprotonYcoupledKelectronKtransferKofKanKosmiumKaquoKcomplexjKtheoreticalKanalysisK
ofKasymmetricKtafelKplotsKandKtransferKcoefficientsZKJournalgofgthegAmericangChemicalgSocietyWK2010WK
acbWKabcdYe

16.4 26

78 ympactKofKdistalKmutationKonKhydrogenKtransferKinterfaceKandKsubstrateKconformationKinKsoybeanK
lipoxygenaseZKJournalgofgPhysicalgChemistrygBWK2010WKaadWKffecYf] 3.4 41

77  uclearYulectronicKørbitalK—ethodKwithinKtheKvragmentK—olecularKørbitalKqpproachâ� ZKJournalgofg
PhysicalgChemistrygCWK2010WKaadWKeehbYeehh 3.8 15

76 ηheoryKofKcoupledKelectronKandKprotonKtransferKreactionsZKChemicalgReviewsWK2010WKaa]WKficiYf] 68.1 565

75 sombiningKtheKnuclearYelectronicKorbitalKapproachKwithKvibronicKcouplingKtheoryjKcalculationKofKtheK
tunnelingKsplittingKforKmalonaldehydeZKJournalgofgChemicalgPhysicsWK2009WKac]WK]eda]h 3.9 24

74 −hotoinducedKhomogeneousKprotonYcoupledKelectronKtransferjKmodelKstudyKofKisotopeKeffectsKonK
reactionKdynamicsZKJournalgofgChemicalgPhysicsWK2009WKacaWKaede]b 3.9 20

73 ulectrochemicalKprotonYcoupledKelectronKtransferjKbeyondKtheKgoldenKruleZKJournalgofgChemicalg
PhysicsWK2009WKacaWK]bdaab 3.9 21

72 qnalysisKofKkineticKisotopeKeffectsKforKprotonYcoupledKelectronKtransferKreactionsZKJournalgofg
PhysicalgChemistrygAWK2009WKaacWKbaagYbf 2.8 89

71 trivingKforceKdependenceKofKratesKforKnonadiabaticKprotonKandKprotonYcoupledKelectronKtransferjK
conditionsKforKinvertedKregionKbehaviorZKJournalgofgPhysicalgChemistrygBWK2009WKaacWKadedeYh 3.4 28

70 salculationKofKtheKpositronKannihilationKrateKinK−sxKwithKtheKpositronicKextensionKofKtheKexplicitlyK
correlatedKnuclearYelectronicKorbitalKmethodZKJournalgofgPhysicalgChemistrygAWK2009WKaacWKd]]dYh 2.8 16

69 ηheoryKofKprotonYcoupledKelectronKtransferKinKenergyKconversionKprocessesZKAccountsgofgChemicalg
ResearchWK2009WKdbWKahhaYi 24.3 296

68 −ropertiesKofKtheKexactKuniversalKfunctionalKinKmulticomponentKdensityKfunctionalKtheoryZKJournalg
ofgChemicalgPhysicsWK2009WKacaWKabdaae 3.9 35

67 vreeYenergyKlandscapeKofKenzymeKcatalysisZKBiochemistryWK2008WKdgWKccagYba 3.2 218

66 −rotonYcoupledKelectronKtransferKinKsolutionWKproteinsWKandKelectrochemistryZKJournalgofgPhysicalg
ChemistrygBWK2008WKaabWKada]hYbc 3.4 298

65 —odelingKpositronsKinKmolecularKelectronicKstructureKcalculationsKwithKtheKnuclearYelectronicK
orbitalKmethodZKJournalgofgPhysicalgChemistrygAWK2008WKaabWKacdfYea 2.8 31

64 —odelKsystemYbathKxamiltonianKandKnonadiabaticKrateKconstantsKforKprotonYcoupledKelectronK
transferKatKelectrodeYsolutionKinterfacesZKJournalgofgChemicalgPhysicsWK2008WKabhWKbddgab 3.9 36
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63 ynclusionKofKexplicitKelectronYprotonKcorrelationKinKtheKnuclearYelectronicKorbitalKapproachKusingK
waussianYtypeKgeminalKfunctionsZKJournalgofgChemicalgPhysicsWK2008WKabiWK]ada]a 3.9 66

62 ηheoreticalKvormulationKofK onadiabaticKulectrochemicalK−rotonYsoupledKulectronKηransferKatK
—etalâ��βolutionKynterfacesZKJournalgofgPhysicalgChemistrygCWK2008WKaabWKabchfYabcig 3.8 57

61 tevelopmentKofKelectronYprotonKdensityKfunctionalsKforKmulticomponentKdensityKfunctionalKtheoryZK
PhysicalgReviewgLettersWK2008WKa]aWKaec]]a 7.4 79

60 ηheoreticalKβtudiesKofK−rotonYsoupledKulectronKηransferjK—odelsKandKsonceptsKαelevantKtoK
rioenergeticsZKCoordinationgChemistrygReviewsWK2008WKbebWKchdYcid 23.2 78

59 rufferYassistedKprotonYcoupledKelectronKtransferKinKaKmodelKrheniumYtyrosineKcomplexZKJournalgofg
thegAmericangChemicalgSocietyWK2007WKabiWKaaadfYeb 16.4 55

58 −rotonYcoupledKelectronKtransferKinKsoybeanKlipoxygenasejKdynamicalKbehaviorKandKtemperatureK
dependenceKofKkineticKisotopeKeffectsZKJournalgofgthegAmericangChemicalgSocietyWK2007WKabiWKahgYif 16.4 145

57 tensityKfunctionalKtheoryKtreatmentKofKelectronKcorrelationKinKtheKnuclearYelectronicKorbitalK
approachZKJournalgofgPhysicalgChemistrygAWK2007WKaaaWKdebbYf 2.8 59

56 xydrogenKtunnelingKandKproteinKmotionKinKenzymeKreactionsZKFASEBgJournalWK2007WKbaWKqaea 0.9 2

55
xydrideKtransferKcatalysedKbyKuscherichiaKcoliKandKracillusKsubtilisKdihydrofolateKreductasejKcoupledK
motionsKandKdistalKmutationsZKPhilosophicalgTransactionsgofgthegRoyalgSocietygB:gBiologicalgSciencesWK
2006WKcfaWKacfeYgc

5.8 26

54
salculationKofKvibronicKcouplingsKforKphenoxyl[phenolKandKbenzyl[tolueneKselfYexchangeKreactionsjK
implicationsKforKprotonYcoupledKelectronKtransferKmechanismsZKJournalgofgthegAmericangChemicalg
SocietyWK2006WKabhWKaffeeYfc

16.4 121

53 uxplicitKdynamicalKelectronYprotonKcorrelationKinKtheKnuclearYelectronicKorbitalKframeworkZKJournalg
ofgPhysicalgChemistrygAWK2006WKaa]WKiihcYg 2.8 86

52 αelatingKproteinKmotionKtoKcatalysisZKAnnualgReviewgofgBiochemistryWK2006WKgeWKeaiYda 29.1 510

51 xydrogenKtunnelingKandKproteinKmotionKinKenzymeKreactionsZKAccountsgofgChemicalgResearchWK2006WK
ciWKicYa]] 24.3 204

50 QuantumKandKdynamicalKeffectsKofKprotonKdonorYacceptorKvibrationalKmotionKinKnonadiabaticK
protonYcoupledKelectronKtransferKreactionsZKJournalgofgChemicalgPhysicsWK2005WKabbWKade]e 3.9 109

49 ympactKofKnuclearKquantumKeffectsKonKtheKmolecularKstructureKofKbihalidesKandKtheKhydrogenK
fluorideKdimerZKJournalgofgPhysicalgChemistrygAWK2005WKa]iWKa]da]Yg 2.8 45

48 ynvestigationKofKisotopeKeffectsKwithKtheKnuclearYelectronicKorbitalKapproachZKJournalgofgChemicalg
PhysicsWK2005WKabcWKfda]d 3.9 60

47 qlternativeKformulationKofKmanyYbodyKperturbationKtheoryKforKelectronâ��protonKcorrelationZK
ChemicalgPhysicsgLettersWK2005WKd]dWKcidYcii 2.5 58

46  uclearYelectronicKorbitalKnonorthogonalKconfigurationKinteractionKapproachZKJournalgofgChemicalg
PhysicsWK2005WKabcWKacda]h 3.9 44

(2005-2008)
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45 qnalysisKofKtheKnuclearYelectronicKorbitalKmethodKforKmodelKhydrogenKtransferKsystemsZKJournalgofg
ChemicalgPhysicsWK2005WKabcWK]adc]c 3.9 24

44 ulectronYprotonKcorrelationKforKhydrogenKtunnelingKsystemsZKPhysicalgReviewgLettersWK2004WKibWKa]c]]b 7.4 55

43 QuantumYclassicalKsimulationKmethodsKforKhydrogenKtransferKinKenzymesjKaKcaseKstudyKofK
dihydrofolateKreductaseZKCurrentgOpiniongingStructuralgBiologyWK2004WKadWKaibYb]a 8.1 63

42 qpplicationKofKtheKnuclearâ��electronicKorbitalKmethodKtoKhydrogenKtransferKsystemsjKmultipleK
centersKandKmulticonfigurationalKwavefunctionsZKChemicalgPhysicsWK2004WKc]dWKbbgYbcf 2.3 37

41 −rotonYcoupledKelectronKtransferKinKsoybeanKlipoxygenaseZKJournalgofgthegAmericangChemicalgSociety
WK2004WKabfWKegfcYge 16.4 195

40 ηheoreticalKstudiesKofKprotonYcoupledKelectronKtransferKreactionsZKBiochimicagEtgBiophysicagActagvg
BioenergeticsWK2004WKafeeWKbiYcf 4.6 60
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