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n Paper IF Citations

259 ndvancesGinGmethodsGandGalgorithmsGinGaGmodernGquantumGchemistryGprogramGpackageUGPhysicali
ChemistryiChemicaliPhysicsSG2006SGeSGZXdYTfX 3.6 2371

258 ndvancesGinGmolecularGquantumGchemistryGcontainedGinGtheGQTphemGaGprogramGpackageUGMoleculari
PhysicsSG2015SGXXZSGXeaTYXb 1.7 2068

257 rquationTofTmotionGcoupledTclusterGmethodsGforGopenTshellGandGelectronicallyGexcitedGspeciesgGtheG
uitchhikerNsGguideGtoGsockGspaceUGAnnualiReviewiofiPhysicaliChemistrySG2008SGbfSGaZZTcY 15.7 709

256 QTphemGYUWgGaGhighTperformanceGabGinitioGelectronicGstructureGprogramGpackageUGJournaliofi
ComputationaliChemistrySG2000SGYXSGXbZYTXbae 3.5 588

255 πheGspinâ��flipGapproachGwithinGtimeTdependentGdensityGfunctionalGtheorygGπheoryGandGapplicationsG
toGdiradicalsUGJournaliofiChemicaliPhysicsSG2003SGXXeSGaeWdTaeXe 3.9 489

254 ΣizeTconsistentGwaveGfunctionsGforGbondTbreakinggGtheGequationTofTmotionGspinTflipGmodelUGChemicali
PhysicsiLettersSG2001SGZZeSGZdbTZea 2.5 393

253 ΣingletTtripletGgapsGinGdiradicalsGbyGtheGspinTflipGapproachgGnGbenchmarkGstudyUGJournaliofiChemicali
PhysicsSG2002SGXXdSGacfaTadWe 3.9 294

252 rquationTofTmotionGspinTflipGcoupledTclusterGmodelGwithGsingleGandGdoubleGsubstitutionsgGπheoryG
andGapplicationGtoGcyclobutadieneUGJournaliofiChemicaliPhysicsSG2004SGXYWSGXdbTeb 3.9 269

251 QTphemgGanGengineGforGinnovationUGWileyiInterdisciplinaryiReviews:iComputationaliMoleculariScienceSG
2013SGZSGZXdTZYc 7.9 257

250 ΣpinTflipGequationTofTmotionGcoupledTclusterGelectronicGstructureGmethodGforGaGdescriptionGofG
excitedGstatesSGbondGbreakingSGdiradicalsSGandGtriradicalsUGAccountsiofiChemicaliResearchSG2006SGZfSGeZTfX 24.3 249

249 ΣpinTflipGconfigurationGinteractiongGanGelectronicGstructureGmodelGthatGisGbothGvariationalGandG
sizeTconsistentUGChemicaliPhysicsiLettersSG2001SGZbWSGbYYTbZW 2.5 236

248 rnergiesGandGanalyticGgradientsGforGaGcoupledTclusterGdoublesGmodelGusingGvariationalGoruecknerG
orbitalsgGnpplicationGtoGsymmetryGbreakingGinG—aRUGJournaliofiChemicaliPhysicsSG1998SGXWfSGaXdXTaXeX 3.9 216

247 ΣizeTconsistentGwaveGfunctionsGforGnondynamicalGcorrelationGenergygGπheGvalenceGactiveGspaceG
optimizedGorbitalGcoupledTclusterGdoublesGmodelUGJournaliofiChemicaliPhysicsSG1998SGXWfSGXWccfTXWcde 3.9 211

246
qysonGorbitalsGforGionizationGfromGtheGgroundGandGelectronicallyGexcitedGstatesGwithinG
equationTofTmotionGcoupledTclusterGformalismgGtheorySGimplementationSGandGexamplesUGJournaliofi
ChemicaliPhysicsSG2007SGXYdSGYZaXWc

3.9 206

245 ΣingletGsissionGinGaGpovalentlyGyinkedGpofacialGnlkynyltetraceneGqimerUGJournaliofitheiAmericani
ChemicaliSocietySG2016SGXZeSGcXdTYd 16.4 204

244
 erturbativeGcorrectionsGtoGtheGequationTofTmotionGspinâ��flipGselfTconsistentGfieldGmodelgG
npplicationGtoGbondTbreakingGandGequilibriumGpropertiesGofGdiradicalsUGJournaliofiChemicaliPhysicsSG
2002SGXXcSGZXfaTZYWZ

3.9 180

243 teneralGformulationGofGspinTflipGtimeTdependentGdensityGfunctionalGtheoryGusingGnonTcollinearG
kernelsgGtheorySGimplementationSGandGbenchmarksUGJournaliofiChemicaliPhysicsSG2012SGXZcSGYWaXWZ 3.9 163
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242 sissionGofGrntangledGΣpinsgGnnGrlectronicGΣtructureG erspectiveUGJournaliofiPhysicaliChemistryi
LettersSG2013SGaSGZeabTZebY 6.4 162

241  hotoinducedGphemistryGinGsluorescentG roteinsgGpurseGorGolessinglUGChemicaliReviewsSG2017SGXXdSGdbeTdfb68.1 154

240
ΣecondTorderGperturbationGcorrectionsGtoGsinglesGandGdoublesGcoupledTclusterGmethodsgGteneralG
theoryGandGapplicationGtoGtheGvalenceGoptimizedGdoublesGmodelUGJournaliofiChemicaliPhysicsSG2000SG
XXZSGZbaeTZbcW

3.9 151

239 prossGsectionsGandGphotoelectronGangularGdistributionsGinGphotodetachmentGfromGnegativeGionsG
usingGequationTofTmotionGcoupledTclusterGqysonGorbitalsUGJournaliofiChemicaliPhysicsSG2009SGXZXSGXYaXXa3.9 150

238 semtosecondGmultidimensionalGimagingGofGaGmolecularGdissociationUGScienceSG2006SGZXXSGYXfTYY 33.3 150

237 nGspinTcompleteGversionGofGtheGspinTflipGapproachGtoGbondGbreakinggGWhatGisGtheGimpactGofGobtainingG
spinGeigenfunctionslUGJournaliofiChemicaliPhysicsSG2003SGXXeSGfWeaTfWfa 3.9 133

236
ΣhapeGofGzultireferenceSGrquationTofTzotionGpoupledTplusterSGandGqensityGsunctionalGπheoryG
 otentialGrnergyGΣurfacesGatGaGponicalGvntersectionUGJournaliofiChemicaliTheoryiandiComputationSG
2014SGXWSGZWdaTea

6.4 132

235
nGnoniterativeGperturbativeGtriplesGcorrectionGforGtheGspinTflippingGandGspinTconservingG
equationTofTmotionGcoupledTclusterGmethodsGwithGsingleGandGdoubleGsubstitutionsUGJournaliofi
ChemicaliPhysicsSG2008SGXYfSGXfaXWb

3.9 126

234 rxcitedGstatesGtheoryGforGoptimizedGorbitalsGandGvalenceGoptimizedGorbitalsGcoupledTclusterGdoublesG
modelsUGJournaliofiChemicaliPhysicsSG2000SGXXZSGcbWfTcbYd 3.9 122

233 ΣoftwareGforGtheGfrontiersGofGquantumGchemistrygGnnGoverviewGofGdevelopmentsGinGtheGQTphemGbG
packageUGJournaliofiChemicaliPhysicsSG2021SGXbbSGWeaeWX 3.9 115

232 QuantumGchemistryGbehindGbioimaginggGinsightsGfromGabGinitioGstudiesGofGfluorescentGproteinsGandG
theirGchromophoresUGAccountsiofiChemicaliResearchSG2012SGabSGYcbTdb 24.3 114

231 palculationsGpredictGaGstableGmolecularGcrystalGofG–eUGNatureiChemistrySG2014SGcSGbYTc 17.6 107

230
QuantumGphemicalGoenchmarkGΣtudiesGofGtheGrlectronicG ropertiesGofGtheGtreenGsluorescentG
 roteinGphromophoreUGXUGrlectronicallyGrxcitedGandGvonizedGΣtatesGofGtheGnnionicGphromophoreGinG
theGtasG haseUGJournaliofiChemicaliTheoryiandiComputationSG2009SGbSGXefbTfWc

6.4 104

229 nGΣimpleGxineticGzodelGforGΣingletGsissiongGnGRoleGofGrlectronicGandGrntropicGpontributionsGtoG
zacroscopicGRatesUGJournaliofiPhysicaliChemistryiCSG2014SGXXeSGbXeeTbXfb 3.8 103

228 ΣpinTconservingGandGspinTflippingGequationTofTmotionGcoupledTclusterGmethodGwithGtripleG
excitationsUGJournaliofiChemicaliPhysicsSG2005SGXYZSGWeaXWd 3.9 102

227 —nGtheGelectronicallyGexcitedGstatesGofGuracilUGJournaliofiPhysicaliChemistryiASG2008SGXXYSGffeZTfY 2.8 101

226 rxtendingGQuantumGphemistryGofGooundGΣtatesGtoGrlectronicGResonancesUGAnnualiReviewiofiPhysicali
ChemistrySG2017SGceSGbYbTbbZ 15.7 97

225  hotoelectronGwaveGfunctionGinGphotoionizationgGplaneGwaveGorGpoulombGwavelUGJournaliofiPhysicali
ChemistryiLettersSG2015SGcSGabZYTaW 6.4 97
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224 oenchmarkingGrxcitedTΣtateGpalculationsGUsingGrxcitonG ropertiesUGJournaliofiChemicaliTheoryiandi
ComputationSG2018SGXaSGdXWTdYb 6.4 97

223
 otentialGrnergyGyandscapeGofGtheGrlectronicGΣtatesGofGtheGts GphromophoreGinGqifferentG
 rotonationGsormsgGrlectronicGπransitionGrnergiesGandGponicalGvntersectionsUGJournaliofiChemicali
TheoryiandiComputationSG2010SGcSGYZddTed

6.4 95

222
teneralGimplementationGofGtheGresolutionTofTtheTidentityGandGpholeskyGrepresentationsGofGelectronG
repulsionGintegralsGwithinGcoupledTclusterGandGequationTofTmotionGmethodsgGtheoryGandG
benchmarksUGJournaliofiChemicaliPhysicsSG2013SGXZfSGXZaXWb

3.9 94

221
–oncovalentGinteractionsGinGextendedGsystemsGdescribedGbyGtheGeffectiveGfragmentGpotentialG
methodgGtheoryGandGapplicationGtoGnucleobaseGoligomersUGJournaliofiPhysicaliChemistryiASG2010SG
XXaSGXYdZfTba

2.8 91

220 yinkerTqependentGΣingletGsissionGinGπetraceneGqimersUGJournaliofitheiAmericaniChemicaliSocietySG
2018SGXaWSGXWXdfTXWXfW 16.4 90

219 vnteractingGRydbergGandGvalenceGstatesGinGradicalsGandGmoleculesgGexperimentalGandGtheoreticalG
studiesUGInternationaliReviewsiiniPhysicaliChemistrySG2009SGYeSGYcdTZWe 7 89

218 –ewGimplementationGofGhighTlevelGcorrelatedGmethodsGusingGaGgeneralGblockGtensorGlibraryGforG
highTperformanceGelectronicGstructureGcalculationsUGJournaliofiComputationaliChemistrySG2013SGZaSGYYfZTYZWf3.5 88

217 –ewGandGrfficientGrquationTofTzotionGpoupledTplusterGsrameworkGforGporeTrxcitedGandG
poreTvonizedGΣtatesUGJournaliofiChemicaliTheoryiandiComputationSG2019SGXbSGZXXdTZXZZ 6.4 86

216 srozenGnaturalGorbitalsGforGionizedGstatesGwithinGequationTofTmotionGcoupledTclusterGformalismUG
JournaliofiChemicaliPhysicsSG2010SGXZYSGWXaXWf 3.9 85

215 pomplexGabsorbingGpotentialsGwithinGr—zTppGfamilyGofGmethodsgGtheorySGimplementationSGandG
benchmarksUGJournaliofiChemicaliPhysicsSG2014SGXaXSGWYaXWY 3.9 84

214
sirstTprincipleGprotocolGforGcalculatingGionizationGenergiesGandGredoxGpotentialsGofGsolvatedG
moleculesGandGionsgGtheoryGandGapplicationGtoGaqueousGphenolGandGphenolateUGJournaliofiPhysicali
ChemistryiBSG2012SGXXcSGdYcfTeW

3.4 84

213 rffectGofGsolvationGonGtheGverticalGionizationGenergyGofGthyminegGfromGmicrohydrationGtoGbulkUG
JournaliofiPhysicaliChemistryiASG2011SGXXbSGcWYeTZe 2.8 84

212
πheGeffectGofGpiTstackingSGuTbondingSGandGelectrostaticGinteractionsGonGtheGionizationGenergiesGofG
nucleicGacidGbasesgGadenineTadenineSGthymineTthymineGandGadenineTthymineGdimersUGPhysicali
ChemistryiChemicaliPhysicsSG2010SGXYSGYYfYTZWd

3.6 83

211
rlectronicGstructureGofGtheGtrimethylenemethaneGdiradicalGinGitsGgroundGandGelectronicallyGexcitedG
statesgGoondingSGequilibriumGgeometriesSGandGvibrationalGfrequenciesUGJournaliofiChemicaliPhysicsSG
2003SGXXeSGcedaTceeZ

3.9 83

210 nGsreshGyookGatGResonancesGandGpomplexGnbsorbingG otentialsgGqensityGzatrixToasedGnpproachUG
JournaliofiPhysicaliChemistryiLettersSG2014SGbSGZXWTb 6.4 82

209 rffectGofGproteinGenvironmentGonGelectronicallyGexcitedGandGionizedGstatesGofGtheGgreenGfluorescentG
proteinGchromophoreUGJournaliofiPhysicaliChemistryiBSG2011SGXXbSGeYfcTZWZ 3.4 82

208 rlectronicGstructureGandGspectroscopyGofGnucleicGacidGbasesgGionizationGenergiesSGionizationTinducedG
structuralGchangesSGandGphotoelectronGspectraUGJournaliofiPhysicaliChemistryiASG2010SGXXaSGXYZWbTXd 2.8 82

207 qoubleGspinTflipGapproachGwithinGequationTofTmotionGcoupledGclusterGandGconfigurationGinteractionG
formalismsgGπheorySGimplementationSGandGexamplesUGJournaliofiChemicaliPhysicsSG2009SGXZWSGWaaXWZ 3.9 82
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206 —nGcouplingsGandGexcimersgGlessonsGfromGstudiesGofGsingletGfissionGinGcovalentlyGlinkedGtetraceneG
dimersUGPhysicaliChemistryiChemicaliPhysicsSG2016SGXeSGddbXTcX 3.6 81

205
oenchmarkGfullGconfigurationGinteractionGandGequationTofTmotionGcoupledTclusterGmodelGwithG
singleGandGdoubleGsubstitutionsGforGionizedGsystemsGresultsGforGprototypicalGchargeGtransferG
systemsgGnoncovalentGionizedGdimersUGJournaliofiChemicaliPhysicsSG2007SGXYdSGXcaXXW

3.9 81

204 ΣpinTcontaminationGofGcoupledTclusterGwaveGfunctionsUGJournaliofiChemicaliPhysicsSG2000SGXXZSGcWbYTcWcY3.9 80

203 phargeGlocalizationGandGwahnTπellerGdistortionsGinGtheGbenzeneGdimerGcationUGJournaliofiChemicali
PhysicsSG2008SGXYfSGWdaXWa 3.9 79

202 πriradicalsUGJournaliofiPhysicaliChemistryiASG2005SGXWfSGXWcZeTab 2.8 79

201 rlectronicGstructureGofGtheGwaterGdimerGcationUGJournaliofiPhysicaliChemistryiASG2008SGXXYSGcXbfTdW 2.8 77

200
nGstudyGofGinterstellarGaldehydesGandGenolsGasGtracersGofGaGcosmicGrayTdrivenGnonequilibriumG
synthesisGofGcomplexGorganicGmoleculesUGProceedingsiofitheiNationaliAcademyiofiSciencesiofithei
UnitediStatesiofiAmericaSG2016SGXXZSGddYdTZY

11.5 77

199
zappingGtheGrxcitedGΣtateG otentialGrnergyGΣurfaceGofGaGRetinalGphromophoreGzodelGwithG
zultireferenceGandGrquationTofTzotionGpoupledTplusterGzethodsUGJournaliofiChemicaliTheoryiandi
ComputationSG2013SGfSGaafbTbWc

6.4 76

198 nnalyticGgradientsGforGtheGspinTconservingGandGspinTflippingGequationTofTmotionGcoupledTclusterG
modelsGwithGsingleGandGdoubleGsubstitutionsUGJournaliofiChemicaliPhysicsSG2005SGXYYSGYYaXWc 3.9 76

197  roductsGofGtheGbenzeneGRG—OZ PGreactionUGJournaliofiPhysicaliChemistryiASG2010SGXXaSGZZbbTdW 2.8 75

196 —bservationGofGtheGfastestGchemicalGprocessesGinGtheGradiolysisGofGwaterUGScienceSG2020SGZcdSGXdfTXeY 33.3 74

195
WhatGweGcanGlearnGfromGtheGnormsGofGoneTparticleGdensityGmatricesSGandGwhatGweGcanNtgGsomeG
resultsGforGinterstateGpropertiesGinGmodelGsingletGfissionGsystemsUGJournaliofiPhysicaliChemistryiASG
2014SGXXeSGXXfaZTbb

2.8 73

194 qissectingGtheGrffectGofGzorphologyGonGtheGRatesGofGΣingletGsissiongGvnsightsGfromGπheoryUGJournali
ofiPhysicaliChemistryiCSG2014SGXXeSGXfcWeTXfcXd 3.8 72

193 ΣpinTorbitGcouplingsGwithinGtheGequationTofTmotionGcoupledTclusterGframeworkgGπheorySG
implementationSGandGbenchmarkGcalculationsUGJournaliofiChemicaliPhysicsSG2015SGXaZSGWcaXWY 3.9 68

192 rxtensionGofGtheGrffectiveGsragmentG otentialGzethodGtoGzacromoleculesUGJournaliofiPhysicali
ChemistryiBSG2016SGXYWSGcbcYTda 3.4 65

191 oondingG atternsGinGoenzeneGπriradicalsGfromGΣtructuralSGΣpectroscopicSGandGπhermochemicalG
 erspectivesUGJournaliofiPhysicaliChemistryiASG2004SGXWeSGcbeXTcbee 2.8 65

190 –onTpondonGrffectsGinGtheG—neTGandGπwoT hotonGnbsorptionGΣpectraGofGtheGtreenGsluorescentG
 roteinUGJournaliofiPhysicaliChemistryiLettersSG2011SGYSGaeeTafY 6.4 63

189 vonizationGofGdimethyluracilGdimersGleadsGtoGfacileGprotonGtransferGinGtheGabsenceGofGhydrogenG
bondsUGNatureiChemistrySG2012SGaSGZYZTf 17.6 62
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188
ponicalGvntersectionGandG otentialGrnergyGΣurfaceGseaturesGofGaGzodelGRetinalGphromophoregG
pomparisonGofGr—zTppGandGzultireferenceGzethodsUGJournaliofiChemicaliTheoryiandiComputationSG
2013SGfSGYeaTfY

6.4 62

187 ΣpinTflipGmethodsGinGquantumGchemistryUGPhysicaliChemistryiChemicaliPhysicsSG2020SGYYSGaZYcTaZaY 3.6 61

186 ΣpectroscopicGsignaturesGofGprotonGtransferGdynamicsGinGtheGwaterGdimerGcationUGJournaliofi
ChemicaliPhysicsSG2010SGXZYSGXfaZXX 3.9 59

185 vonizationGofGcytosineGmonomerGandGdimerGstudiedGbyGVUVGphotoionizationGandGelectronicGstructureG
calculationsUGPhysicaliChemistryiChemicaliPhysicsSG2010SGXYSGYecWTdY 3.6 58

184  hotodissociationGdynamicsGofGuplGinGsolidGnrgGpageGexitSGnonadiabaticGtransitionsSGandG
recombinationUGJournaliofiChemicaliPhysicsSG1997SGXWcSGcbdaTcbed 3.9 56

183 rlectronicGstructureGofGtheGbenzeneGdimerGcationUGJournaliofiChemicaliPhysicsSG2007SGXYdSGWaaZXd 3.9 56

182 sirstTprinciplesGcharacterizationGofGtheGenergyGlandscapeGandGopticalGspectraGofGgreenGfluorescentG
proteinGalongGtheGnTkvTkoGprotonGtransferGrouteUGJournaliofitheiAmericaniChemicaliSocietySG2013SGXZbSGXXbaXTf16.4 55

181
pomplexTscaledGequationTofTmotionGcoupledTclusterGmethodGwithGsingleGandGdoubleGsubstitutionsG
forGautoionizingGexcitedGstatesgGtheorySGimplementationSGandGexamplesUGJournaliofiChemicaliPhysicsSG
2013SGXZeSGXYaXWc

3.9 55

180 RoamingG athwayGyeadingGtoGUnexpectedGWaterGRGVinylG roductsGinGpYua—uGqissociationUGJournali
ofiPhysicaliChemistryiLettersSG2010SGXSGZWbeTZWcb 6.4 54

179 bTqehydroTXSZTquinodimethanegGaGhydrocarbonGwithGanGopenTshellGdoubletGgroundGstateUG
AngewandteiChemieixiInternationaliEditionSG2004SGaZSGdaYTb 16.4 54

178 rlectronicGstructureGofGtheGXSZSbTtridehydrobenzeneGtriradicalGinGitsGgroundGandGexcitedGstatesUG
JournaliofiChemicaliPhysicsSG2003SGXXeSGfcXaTfcYY 3.9 53

177 phromophoreGphotoreductionGinGredGfluorescentGproteinsGisGresponsibleGforGbleachingGandG
phototoxicityUGJournaliofiPhysicaliChemistryiBSG2014SGXXeSGabYdTZa 3.4 50

176  erspectivegGpomputationalGchemistryGsoftwareGandGitsGadvancementGasGillustratedGthroughGthreeG
grandGchallengeGcasesGforGmolecularGscienceUGJournaliofiChemicaliPhysicsSG2018SGXafSGXeWfWX 3.9 49

175
πwoTphotonGabsorptionGcrossGsectionsGwithinGequationTofTmotionGcoupledTclusterGformalismGusingG
resolutionTofTtheTidentityGandGpholeskyGdecompositionGrepresentationsgGπheorySGimplementationSG
andGbenchmarksUGJournaliofiChemicaliPhysicsSG2015SGXaYSGWcaXXe

3.9 48

174 zultihemeGpytochromeGzediatedGRedoxGponductionGthroughGΣhewanellaGoneidensisGzRTXGpellsUG
JournaliofitheiAmericaniChemicaliSocietySG2018SGXaWSGXWWebTXWWef 16.4 48

173  hotodissociationGofGvp–GinGsolidGandGinGliquidGnrgGqynamicsGofGtheGcageGeffectGandGofGexcitedTstateG
isomerizationUGJournaliofiChemicaliPhysicsSG1994SGXWWSGaYaYTaYbY 3.9 48

172
 erturbativeGtriplesGcorrectionGforGtheGequationTofTmotionGcoupledTclusterGwaveGfunctionsGwithG
singleGandGdoubleGsubstitutionsGforGionizedGstatesgGπheorySGimplementationSGandGexamplesUGJournali
ofiChemicaliPhysicsSG2009SGXZXSGXXaXXY

3.9 47

171 –onadiabaticGdynamicsGandGelectronicGenergyGrelaxationGofGplOY PGatomsGinGsolidGnrUGJournaliofi
ChemicaliPhysicsSG1996SGXWbSGacYcTacZb 3.9 47
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170 rlectronicGstructureGofGtheGtwoGisomersGofGtheGanionicGformGofGpTcoumaricGacidGchromophoreUG
JournaliofiChemicaliPhysicsSG2011SGXZaSGWZaZXW 3.9 46

169 UsingGtheGchargeTstabilizationGtechniqueGinGtheGdoubleGionizationGpotentialGequationTofTmotionG
calculationsGwithGdianionGreferencesUGJournaliofiChemicaliPhysicsSG2011SGXZbSGWeaXWf 3.9 46

168 nGpombinedGrxperimentalGandGπheoreticalGΣtudyGonGtheGsormationGofGvnterstellarG ropyleneG—xideG
OpuZpupuY—Pâ��nGphiralGzoleculeUGAstrophysicaliJournalSG2018SGecWSGXWe 4.7 45

167 pharacterizingGmetastableGstatesGbeyondGenergiesGandGlifetimesgGqysonGorbitalsGandGtransitionG
dipoleGmomentsUGJournaliofiChemicaliPhysicsSG2016SGXaaSGWbaXXZ 3.9 45

166 vntraTGandGvntermolecularGΣingletGsissionGinGpovalentlyGyinkedGqimersUGJournaliofiPhysicaliChemistryi
CSG2016SGXYWSGXfWdWTXfWdd 3.8 45

165 πurningG—nGandG—ffG hotoinducedGrlectronGπransferGinGsluorescentG roteinsGbyGˇ�TΣtackingSGualideG
oindingSGandGπyrXabGzutationsUGJournaliofitheiAmericaniChemicaliSocietySG2016SGXZeSGaeWdTXd 16.4 44

164 rffectiveGfragmentGpotentialGmethodGinGQTpurzgGaGguideGforGusersGandGdevelopersUGJournaliofi
ComputationaliChemistrySG2013SGZaSGXWcWTdW 3.5 44

163 ΣameGbutGqifferentgGqipoleTΣtabilizedGΣhapeGResonancesGinGpusOTPGandGngsOUPUGJournaliofiPhysicali
ChemistryiLettersSG2015SGcSGYdecTfZ 6.4 43

162 πheGeffectGofGpiTstackingGandGuTbondingGonGionizationGenergiesGofGaGnucleobasegGuracilGdimerGcationUG
PhysicaliChemistryiChemicaliPhysicsSG2009SGXXSGXZWZTXX 3.6 43

161
QuantumGphemicalGoenchmarkGΣtudiesGofGtheGrlectronicG ropertiesGofGtheGtreenGsluorescentG
 roteinGphromophoregGYUGpisTπransGvsomerizationGinGWaterUGJournaliofiChemicaliTheoryiandi
ComputationSG2009SGbSGXfWdTXa

6.4 42

160 ponicalGandGglancingGwahnTπellerGintersectionsGinGtheGcyclicGtrinitrogenGcationUGJournaliofiChemicali
PhysicsSG2006SGXYaSGYYaZWf 3.9 41

159 ΣingletGsissionGinG erylenediimideGqimersUGJournaliofiPhysicaliChemistryiCSG2018SGXYYSGYbdbZTYbdcZ 3.8 41

158 QuantifyingGchargeGresonanceGandGmultiexcitonGcharacterGinGcoupledGchromophoresGbyGchargeGandG
spinGcumulantGanalysisUGJournaliofiChemicaliPhysicsSG2015SGXaYSGYYaXWa 3.9 40

157 rlectronicGstatesGofGtheGbenzeneGdimergGaGsimpleGcaseGofGcomplexityUGJournaliofiPhysicaliChemistryiASG
2012SGXXcSGcbZTcY 2.8 40

156 πheGeffectGofGsubstituentsGonGelectronicGstatesNGorderingGinGmetaTxylyleneGdiradicalsgGqualitativeG
insightsGfromGquantitativeGstudiesUGJournaliofiChemicaliPhysicsSG2005SGXYZSGXWaZWa 3.9 40

155 sromGorbitalsGtoGobservablesGandGbackUGJournaliofiChemicaliPhysicsSG2020SGXbZSGWeWfWX 3.9 40

154 nGVUVG hotoionizationGandGnbGvnitioGqeterminationGofGtheGvonizationGrnergyGofGaGtasT haseGΣugarG
OqeoxyribosePUGJournaliofiPhysicaliChemistryiLettersSG2012SGZSGfdTXWX 6.4 38

153 πheGeffectGofGmicrohydrationGonGionizationGenergiesGofGthymineUGFaradayiDiscussionsSG2011SGXbWSG
ZXZTZWhGdiscussionGZfXTaXe 3.6 38

(2011-2011)
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152
pomplexGnbsorbingG otentialGrquationTofTzotionGpoupledTplusterGzethodGYieldsGΣmoothGandG
vnternallyGponsistentG otentialGrnergyGΣurfacesGandGyifetimesGforGzolecularGResonancesUGJournaliofi
PhysicaliChemistryiLettersSG2014SGbSGZWdeTeb

6.4 37

151
ΣingletTtripletGenergyGgapsGandGtheGdegreeGofGdiradicalGcharacterGinGbinuclearGcopperGmolecularG
magnetsGcharacterizedGbyGspinTflipGdensityGfunctionalGtheoryUGPhysicaliChemistryiChemicaliPhysicsSG
2018SGYWSGXZXYdTXZXaa

3.6 36

150 vnsightGintoGtheGcommonGmechanismGofGtheGchromophoreGformationGinGtheGredGfluorescentGproteinsgG
theGelusiveGblueGintermediateGrevealedUGJournaliofitheiAmericaniChemicaliSocietySG2012SGXZaSGYeWdTXa 16.4 36

149
QuantumGphemistryGpalculationsG rovideGΣupportGtoGtheGzechanismGofGtheGyightTvnducedGΣtructuralG
phangesGinGtheGslavinToindingG hotoreceptorG roteinsUGJournaliofiChemicaliTheoryiandiComputationSG
2010SGcSGYYfZTZWY

6.4 36

148 πheGRoleGofGexcitedTstateGtopologyGinGthreeTbodyGdissociationGofGsymTtriazineUGScienceSG2008SGZYXSGeYcTZW33.3 36

147  hotodissociationGofGuplGadsorbedGonGtheGsurfaceGofGanGnrXYGclustergG–onadiabaticGmolecularG
dynamicsGsimulationsUGJournaliofiChemicaliPhysicsSG1999SGXXWSGXXWadTXXWbZ 3.9 36

146 πheGQuantumGphemistryGofG—penTΣhellGΣpeciesUGReviewsiiniComputationaliChemistrySG2017SGXbXTYYa 35

145
sourGoasesGΣcoreGaGRungGnbGvnitioGpalculationsGQuantifyGaGpooperativeGrffectGofGuToondingGandG
ˇ�TΣtackingGonGtheGvonizationGrnergyGofGndenineGinGtheGnnππGπetramerUGJournaliofiPhysicaliChemistryi
LettersSG2012SGZSGYdYcTZY

6.4 35

144  hotodissociationSGelectronicGrelaxationGandGrecombinationGofGuplGinGnrnOuplPGclustersG
–onTadiabaticGmolecularGdynamicsGsimulationsUGFaradayiDiscussionsSG1997SGXWeSGYaZTYba 3.6 35

143 –ewGalgorithmsGforGiterativeGmatrixTfreeGeigensolversGinGquantumGchemistryUGJournaliofi
ComputationaliChemistrySG2015SGZcSGYdZTea 3.5 34

142 qegreeGofGinitialGholeGlocalizationVdelocalizationGinGionizedGwaterGclustersUGJournaliofiPhysicali
ChemistryiASG2009SGXXZSGaaYZTf 2.8 34

141
teneralGframeworkGforGcalculatingGspinTorbitGcouplingsGusingGspinlessGoneTparticleGdensityGmatricesgG
πheoryGandGapplicationGtoGtheGequationTofTmotionGcoupledTclusterGwaveGfunctionsUGJournaliofi
ChemicaliPhysicsSG2019SGXbXSGWZaXWc

3.9 33

140  rotonGtransferGinGnucleobasesGisGmediatedGbyGwaterUGJournaliofiPhysicaliChemistryiASG2013SGXXdSGcdefTfd2.8 32

139  hotodissociationGdynamicsGofGformaldehydeGinitiatedGatGtheGπXVΣWGminimumGenergyGcrossingG
configurationsUGJournaliofiPhysicaliChemistryiASG2008SGXXYSGXZYcdTdW 2.8 32

138 poupledTclusterGbasedGapproachGforGcoreTlevelGstatesGinGcondensedGphasegGπheoryGandGapplicationG
toGdifferentGprotonatedGformsGofGaqueousGglycineUGJournaliofiChemicaliPhysicsSG2017SGXadSGWXaXWd 3.9 31

137 zolecularGzodelingGplarifiesGtheGzechanismGofGphromophoreGzaturationGinGtheGtreenGsluorescentG
 roteinUGJournaliofitheiAmericaniChemicaliSocietySG2017SGXZfSGXWYZfTXWYaf 16.4 31

136 —nGtheGphotodetachmentGfromGtheGgreenGfluorescentGproteinGchromophoreUGJournaliofiPhysicali
ChemistryiASG2013SGXXdSGXXeXbTYY 2.8 31

135 πheGeffectGofGoxidationGonGtheGelectronicGstructureGofGtheGgreenGfluorescentGproteinGchromophoreUG
JournaliofiChemicaliPhysicsSG2010SGXZYSGXXbXWa 3.9 31
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134 πheGXSYSZTtridehydrobenzeneGtriradicalgGYoGorGnotGYolGπheGanswerGisGYnHUGJournaliofiPhysicali
ChemistryiASG2007SGXXXSGbWdXTeW 2.8 31

133 nGnewGelectronicGstructureGmethodGforGdoubletGstatesgGconfigurationGinteractionGinGtheGspaceGofG
ionizedGXhGandGYhXpGdeterminantsUGJournaliofiChemicaliPhysicsSG2009SGXZWSGXYaXXZ 3.9 30

132
πheGtheoreticalGpredictionGofGinfraredGspectraGofGtransTGandGcisThydroxycarbeneGcalculatedGusingGfullG
dimensionalGabGinitioGpotentialGenergyGandGdipoleGmomentGsurfacesUGJournaliofiChemicaliPhysicsSG
2008SGXYeSGYWaZXW

3.9 30

131  erformanceGofGtheGspinTflipGandGmultireferenceGmethodsGforGbondGbreakingGinGhydrocarbonsgGaG
benchmarkGstudyUGJournaliofiPhysicaliChemistryiASG2007SGXXXSGXZYcaTdX 2.8 30

130 pharacterizingGoondingG atternsGinGqiradicalsGandGπriradicalsGbyGqensityToasedGWaveGsunctionG
nnalysisgGnGUniformGnpproachUGJournaliofiChemicaliTheoryiandiComputationSG2018SGXaSGcZeTcae 6.4 29

129 yigandGinfluenceGonGtheGelectronicGspectraGofGmonocationicGcopperTbipyridineGcomplexesUGPhysicali
ChemistryiChemicaliPhysicsSG2015SGXdSGZXfZeTac 3.6 29

128 πheGphotoelectronGspectrumGofGelusiveGcyclicT–ZGandGcharacterizationGofGtheGpotentialGenergyG
surfaceGandGvibrationalGstatesGofGtheGionUGJournaliofiChemicaliPhysicsSG2006SGXYbSGWeaZWc 3.9 29

127 ΣpectroscopySGpolarizationGandGnonadiabaticGdynamicsGofGelectronicallyGexcitedGoaOnrPnGclustersgG
πheoryGandGexperimentUGJournaliofiChemicaliPhysicsSG1996SGXWaSGZcbXTZccZ 3.9 29

126
uowGtoGstayGoutGofGtroubleGinGRvXΣGcalculationsGwithinGequationTofTmotionGcoupledTclusterGdampedG
responseGtheorylGΣafeGhitchhikingGinGtheGexcitationGmanifoldGbyGmeansGofGcoreTvalenceGseparationUG
PhysicaliChemistryiChemicaliPhysicsSG2020SGYYSGYcYfTYcaX

3.6 29

125 rffectGofGmicrohydrationGonGtheGelectronicGstructureGofGtheGchromophoresGofGtheGphotoactiveG
yellowGandGgreenGfluorescentGproteinsUGJournaliofiChemicaliPhysicsSG2011SGXZbSGXfaZWa 3.9 28

124 QuantifyingGlocalGexcitonSGchargeGresonanceSGandGmultiexcitonGcharacterGinGcorrelatedGwaveG
functionsGofGmultichromophoricGsystemsUGJournaliofiChemicaliPhysicsSG2016SGXaaSGWXaXWY 3.9 28

123 rlectronicGstructureGandGspectroscopyGofGoxyallylgGaGtheoreticalGstudyUGJournaliofiPhysicaliChemistryi
ASG2010SGXXaSGcfZbTaZ 2.8 27

122  hotodissociationGdynamicsGofGtheG–—GdimerUGvUGπheoreticalGoverviewGofGtheGultravioletGsingletG
excitedGstatesUGJournaliofiChemicaliPhysicsSG2006SGXYbSGWeaZWX 3.9 27

121
qysonGorbitalsGwithinGtheGfcTpVΣTr—zTppΣqGframeworkgGtheoryGandGapplicationGtoGXTrayG
photoelectronGspectroscopyGofGgroundGandGexcitedGstatesUGPhysicaliChemistryiChemicaliPhysicsSG
2020SGYYSGYcfZTYdWZ

3.6 27

120
palculationsGofGnonTadiabaticGcouplingsGwithinGequationTofTmotionGcoupledTclusterGframeworkgG
πheorySGimplementationSGandGvalidationGagainstGmultiTreferenceGmethodsUGJournaliofiChemicali
PhysicsSG2018SGXaeSGWaaXWZ

3.9 26

119
rxploringGstructuralGandGopticalGpropertiesGofGfluorescentGproteinsGbyGsqueezinggGmodelingG
highTpressureGeffectsGonGtheGmΣtrawberryGandGmpherryGredGfluorescentGproteinsUGJournaliofiPhysicali
ChemistryiBSG2012SGXXcSGXYaYcTaW

3.4 26

118 nbGinitioGcalculationGofGtheGphotoelectronGspectraGofGtheGhydroxycarbeneGdiradicalsUGJournaliofi
PhysicaliChemistryiASG2009SGXXZSGdeWYTf 2.8 26

117 pomputationalGphallengesGinGzodelingGofGRepresentativeGoioimagingG roteinsgGts TyikeG roteinsSG
slavoproteinsSGandG hytochromesUGJournaliofiPhysicaliChemistryiBSG2019SGXYZSGcXZZTcXaf 3.4 25

(2019-2007)
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116  yridiniumGnnaloguesGofGtreenGsluorescentG roteinGphromophoregGsluorogenicGqyesGwithGyargeG
ΣolventTqependentGΣtokesGΣhiftUGJournaliofiPhysicaliChemistryiLettersSG2018SGfSGXfbeTXfcZ 6.4 25

115
VisualizingGtheGpontributionsGofGVirtualGΣtatesGtoGπwoT hotonGnbsorptionGprossGΣectionsGbyG–aturalG
πransitionG—rbitalsGofGResponseGπransitionGqensityGzatricesUGJournaliofiPhysicaliChemistryiLettersSG
2017SGeSGZYbcTZYcb

6.4 25

114 πripleTqeckerGzotifGforGRedTΣhiftedGsluorescentG roteinGzutantsUGJournaliofiPhysicaliChemistryi
LettersSG2013SGaSGXdaZTd 6.4 25

113 rlectronicGstructureGofGcarbonGtrioxideGandGvibronicGinteractionsGinvolvingGwahnTπellerGstatesUG
JournaliofiPhysicaliChemistryiASG2007SGXXXSGeYdXTc 2.8 25

112 qoubleG recisionGvsG–otG–eededGforGzanyToodyGpalculationsgGrmergentGponventionalGWisdomUG
JournaliofiChemicaliTheoryiandiComputationSG2018SGXaSGaWeeTaWfc 6.4 25

111 —nGtheG–atureGofGanGrxtendedGΣtokesGΣhiftGinGtheGm lumGsluorescentG roteinUGJournaliofiPhysicali
ChemistryiBSG2015SGXXfSGXZWbYTcY 3.4 24

110 —vertoneTinducedGdissociationGandGisomerizationGdynamicsGofGtheGhydroxymethylGradicalGOpuY—uG
andGpqY—uPUGvUGnGtheoreticalGstudyUGJournaliofiChemicaliPhysicsSG2012SGXZcSGWeaZWa 3.9 24

109 πimeTresolvedGnearTedgeGXTrayGabsorptionGfineGstructureGofGpyrazineGfromGelectronicGstructureGandG
nuclearGwaveGpacketGdynamicsGsimulationsUGJournaliofiChemicaliPhysicsSG2019SGXbXSGXYaXXa 3.9 23

108 nGyightTvnducedGReactionGwithG—xygenGyeadsGtoGphromophoreGqecompositionGandGvrreversibleG
 hotobleachingGinGts TπypeG roteinsUGJournaliofiPhysicaliChemistryiBSG2015SGXXfSGbaaaTbY 3.4 23

107 QuantitativeGrlTΣayedGRulesGforGzanyToodyGWaveGsunctionsGfromGΣpinlessGπransitionGqensityG
zatricesUGJournaliofiPhysicaliChemistryiLettersSG2019SGXWSGaebdTaecY 6.4 23

106 rquationTofTzotionGpoupledTplusterGπheoryGtoGzodelGyTrdgeGXTrayGnbsorptionGandG hotoelectronG
ΣpectraUGJournaliofiPhysicaliChemistryiLettersSG2020SGXXSGeZXaTeZYX 6.4 23

105 RewritingGtheGΣtoryGofGrxcimerGsormationGinGyiquidGoenzeneUGJournaliofiPhysicaliChemistryiASG2017SG
XYXSGXfcYTXfdb 2.8 22

104
πowardGzolecularTyevelGpharacterizationGofG hotoinducedGqecarboxylationGofGtheGtreenG
sluorescentG roteingGnccessibilityGofGtheGphargeTπransferGΣtatesUGJournaliofiChemicaliTheoryiandi
ComputationSG2012SGeSGXfXYTYW

6.4 22

103 WhatGqrivesGtheGRedoxG ropertiesGofGzodelGtreenGsluorescenceG roteinGphromophoreslUGJournaliofi
PhysicaliChemistryiLettersSG2011SGYSGYbfZTYbfd 6.4 22

102 ΣmallGdopedGZueGclustersgGnGsystematicGquantumGchemistryGapproachGtoGfermionicGnuclearGwaveG
functionsGandGenergiesUGJournaliofiChemicaliPhysicsSG2001SGXXbSGXWYXa 3.9 22

101 —nGtheGbasisGsetGselectionGforGcalculationsGofGcoreTlevelGstatesgGdifferentGstrategiesGtoGbalanceGcostG
andGaccuracyUGMoleculariPhysicsSG2020SGXXeSGeXdcfedY 1.7 21

100 rffectGofGaGheteroatomGonGbondingGpatternsGandGtriradicalGstabilizationGenergiesGofG
YSaScTtridehydropyridineGversusGXSZSbTtridehydrobenzeneUGJournaliofiPhysicaliChemistryiASG2009SGXXZSGYbfXTf2.8 21

99 ΣtructureSGvibrationalGfrequenciesSGionizationGenergiesSGandGphotoelectronGspectrumGofGtheG
paraTbenzyneGradicalGanionUGTheoreticaliChemistryiAccountsSG2008SGXYWSGabTbe 1.9 21

Anna I Krylov

10



98 πheGezΣpectraGsuitegGnnGeasyTtoTuseGtoolkitGforGspectroscopyGmodelingUGWileyiInterdisciplinaryi
Reviews:iComputationaliMoleculariScienceSeXbac 7.9 21

97
ΣtaticGpolarizabilitiesGforGexcitedGstatesGwithinGtheGspinTconservingGandGspinTflippingG
equationTofTmotionGcoupledTclusterGsinglesGandGdoublesGformalismgGπheorySGimplementationSGandG
benchmarksUGJournaliofiChemicaliPhysicsSG2016SGXabSGYWaXXc

3.9 21

96 πowardsGaGrationalGdesignGofGlaserTcoolableGmoleculesgGinsightsGfromGequationTofTmotionG
coupledTclusterGcalculationsUGPhysicaliChemistryiChemicaliPhysicsSG2019SGYXSGXfaadTXfabd 3.6 20

95 qeTperturbativeGcorrectionsGforGchargeTstabilizedGdoubleGionizationGpotentialGequationTofTmotionG
coupledTclusterGmethodUGJournaliofiChemicaliPhysicsSG2012SGXZcSGYaaXWf 3.9 20

94 vonizationTvnducedGΣtructuralGphangesGinGUracilGqimersGandGπheirGΣpectroscopicGΣignaturesUGJournali
ofiChemicaliTheoryiandiComputationSG2010SGcSGdWbTXd 6.4 19

93 qirectGlocationGofGtheGminimumGpointGonGintersectionGseamsGofGpotentialGenergyGsurfacesGwithG
equationTofTmotionGcoupledTclusterGmethodsUGMoleculariPhysicsSG2007SGXWbSGYbXbTYbYb 1.7 19

92 oeyondGvinylgGelectronicGstructureGofGunsaturatedGpropenTXTylSGpropenTYTylSGXTbutenTYTylSGandG
transTYTbutenTYTylGhydrocarbonGradicalsUGJournaliofiPhysicaliChemistryiASG2006SGXXWSGYdacTbe 2.8 19

91 vnterplayGofG—penTΣhellGΣpinTpouplingGandGwahnTπellerGqistortionGinGoenzeneGRadicalGpationG robedG
byGXTrayGΣpectroscopyUGJournaliofiPhysicaliChemistryiASG2020SGXYaSGfbZYTfbaX 2.8 19

90 ResonantGvnelasticGXTRayGΣcatteringGRevealsGuiddenGyocalGπransitionsGofGtheGnqueousG—uGRadicalUG
PhysicaliReviewiLettersSG2020SGXYaSGYZcWWX 7.4 18

89 ooundGandGcontinuumTembeddedGstatesGofGcyanopolyyneGanionsUGPhysicaliChemistryiChemicali
PhysicsSG2018SGYWSGaeWbTaeXd 3.6 18

88
πowardGunderstandingGtheGredoxGpropertiesGofGmodelGchromophoresGfromGtheGgreenGfluorescentG
proteinGfamilygGanGinterplayGbetweenGconjugationSGresonanceGstabilizationSGandGsolventGeffectsUG
JournaliofiPhysicaliChemistryiBSG2012SGXXcSGXYZfeTaWb

3.4 18

87 ponicalGforGstepwiseSGglancingGforGconcertedgGtheGroleGofGtheGexcitedTstateGtopologyGinGtheG
threeTbodyGdissociationGofGsymTtriazineUGJournaliofiPhysicaliChemistryiASG2008SGXXYSGXYZabTba 2.8 18

86 ΣpectroscopyGofGtheGcyanoGradicalGinGanGaqueousGenvironmentUGJournaliofiPhysicaliChemistryiASG2006SG
XXWSGaebaTcb 2.8 18

85 ΣpinTsorbiddenGphannelsGinGReactionsGofGUnsaturatedGuydrocarbonsGwithG—O PUGJournaliofiPhysicali
ChemistryiASG2019SGXYZSGaeYTafX 2.8 18

84
rffectGofGtheGdiradicalGcharacterGonGstaticGpolarizabilitiesGandGtwoTphotonGabsorptionGcrossGsectionsgG
nGcloserGlookGwithGspinTflipGequationTofTmotionGcoupledTclusterGsinglesGandGdoublesGmethodUG
JournaliofiChemicaliPhysicsSG2017SGXacSGYYaXWZ

3.9 17

83 qistinctGrlectronGponductanceGRegimesGinGoacterialGqecahemeGpytochromesUGAngewandteiChemieixi
InternationaliEditionSG2018SGbdSGceWbTceWf 16.4 17

82
vmplementationGofGanalyticGgradientsGforGppΣqGandGr—zTppΣqGusingGpholeskyGdecompositionGofG
theGelectronTrepulsionGintegralsGandGtheirGderivativesgGπheoryGandGbenchmarksUGJournaliofiChemicali
PhysicsSG2019SGXbXSGWXaXXW

3.9 17

81 ZoomingGintoGpiTstackedGmanifoldsGofGnucleobasesgGionizedGstatesGofGdimethylatedGuracilGdimersUG
JournaliofiPhysicaliChemistryiASG2010SGXXaSGYWWXTf 2.8 17

(2010-)
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80 rlectronicGstructureGofGhalogenTsubstitutedGmethylGradicalsgGrxcitedGstatesGofGpuYplGandGpuYsUG
JournaliofiChemicaliPhysicsSG2001SGXXbSGdaebTdafa 3.9 17

79 πableTπopGXTrayGΣpectroscopyGofGoenzeneGRadicalGpationUGJournaliofiPhysicaliChemistryiASG2020SGXYaSGfbYaTfbZX2.8 17

78 πwoTphotonGabsorptionGspectroscopyGofGtransTstilbeneSGcisTstilbeneSGandGphenanthrenegGπheoryGandG
experimentUGJournaliofiChemicaliPhysicsSG2017SGXacSGXaaZWb 3.9 16

77 πwoTphotonGabsorptionGspectroscopyGofGstilbeneGandGphenanthrenegGrxcitedTstateGanalysisGandG
comparisonGwithGethyleneGandGtolueneUGJournaliofiChemicaliPhysicsSG2017SGXacSGXdaXWY 3.9 16

76  robingGrlectronicGWaveGsunctionsGofGΣodiumTqopedGplustersgGqysonG—rbitalsSGnnisotropyG
 arametersSGandGvonizationGprossTΣectionsUGJournaliofiPhysicaliChemistryiASG2016SGXYWSGfeaXTfebc 2.8 16

75 RealGandGvmaginaryGrxcitonsgGzakingGΣenseGofGResonanceGWaveGsunctionsGbyGUsingGReducedGΣtateG
andGπransitionGqensityGzatricesUGJournaliofiPhysicaliChemistryiLettersSG2018SGfSGaXWXTaXWe 6.4 16

74 ReactivityGandGstructureGofGtheGbTdehydroTmTxylyleneGanionUGJournaliofiOrganiciChemistrySG2004SGcfSGbdZbTaX4.2 16

73
rxtensionGofGfrozenGnaturalGorbitalGapproximationGtoGopenTshellGreferencesgGπheorySG
implementationSGandGapplicationGtoGsingleTmoleculeGmagnetsUGJournaliofiChemicaliPhysicsSG2020SG
XbYSGWZaXWb

3.9 15

72 VacuumGultravioletGphotoionizationGcrossGsectionGofGtheGhydroxylGradicalUGJournaliofiChemicali
PhysicsSG2018SGXaeSGXeaZWY 3.9 15

71 vntroductiongGπheoreticalGzodelingGofGrxcitedGΣtateG rocessesUGChemicaliReviewsSG2018SGXXeSGcfYbTcfYc 68.1 15

70 πowardGorganicGphotohydridesgGexcitedTstateGbehaviorGofGXWTmethylTfTphenylTfSXWTdihydroacridineUG
JournaliofiPhysicaliChemistryiBSG2013SGXXdSGXbYfWTc 3.4 15

69  robingGtheGrlectronicGΣtructureGofGoulkGWaterGatGtheGzolecularGyengthGΣcaleGwithGnngleTResolvedG
 hotoelectronGΣpectroscopyUGJournaliofiPhysicaliChemistryiLettersSG2020SGXXSGbXcYTbXdW 6.4 14

68  hotoelectronGΣpectroscopyGΣtudyGofGQuinonimidesUGJournaliofitheiAmericaniChemicaliSocietySG2017
SGXZfSGXXXZeTXXXae 16.4 14

67 rfficientGstrategiesGforGaccurateGcalculationsGofGelectronicGexcitationGandGionizationGenergiesgGtheoryG
andGapplicationGtoGtheGdehydroTmTxylyleneGanionUGJournaliofiPhysicaliChemistryiASG2006SGXXWSGYfXTe 2.8 14

66 Rydbergâ��valenceGinteractionsGinGpuYplTkpuYRplGphotodissociationgGqependenceGofGabsorptionG
probabilityGonGgroundGstateGvibrationalGexcitationUGJournaliofiChemicaliPhysicsSG2003SGXXeSGfYZZTfYaW 3.9 14

65 rlectronicGΣtructureGofGualogenTΣubstitutedGzethylGRadicalsg´ GrquilibriumGteometriesGandG
VibrationalGΣpectraGofGpuYplGandGpuYsUGJournaliofiPhysicaliChemistryiASG2002SGXWcSGbXcfTbXdc 2.8 14

64
πheGeffectGofGpolarizableGenvironmentGonGtwoTphotonGabsorptionGcrossGsectionsGcharacterizedGbyG
theGequationTofTmotionGcoupledTclusterGsinglesGandGdoublesGmethodGcombinedGwithGtheGeffectiveG
fragmentGpotentialGapproachUGJournaliofiChemicaliPhysicsSG2018SGXafSGXcaXWf

3.9 14

63 πwoGpyclingGpentersGinG—neGzoleculegGpommunicationGbyGπhroughToondGvnteractionsGandG
rntanglementGofGtheGUnpairedGrlectronsUGJournaliofiPhysicaliChemistryiLettersSG2020SGXXSGXYfdTXZWa 6.4 13
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62
 hotoTisomerizationGupshiftsGtheGpxaGofGtheG hotoactiveGYellowG roteinGchromophoreGtoG
contributeGtoGphotocycleGpropagationUGJournaliofiPhotochemistryiandiPhotobiologyiA:iChemistrySG
2013SGYdWSGaZTbY

4.7 13

61 zultiphotonGionizationGandGdissociationGofGdiazirinegGaGtheoreticalGandGexperimentalGstudyUGJournali
ofiPhysicaliChemistryiASG2009SGXXZSGdaXYTYX 2.8 13

60 rffectGofGhyperconjugationGonGionizationGenergiesGofGhydroxyalkylGradicalsUGJournaliofiPhysicali
ChemistryiASG2008SGXXYSGffcbTf 2.8 13

59 palculationGofGspinTorbitGcouplingsGusingGRnΣpvGspinlessGoneTparticleGdensityGmatricesgGπheoryGandG
applicationsUGJournaliofiChemicaliPhysicsSG2020SGXbZSGYXaXWd 3.9 12

58 rlectronicGΣpectraGofGπrisOYSYNTbipyridinePTzOvvPGpomplexGvonsGinGVacuoGOzGjGseGandG—sPUGInorganici
ChemistrySG2017SGbcSGdWYfTdWZd 5.1 12

57 r—zTppGguideGtoGsockTspaceGtravelgGtheGpGeditionUGFaradayiDiscussionsSG2019SGYXdSGbXaTbZY 3.6 11

56 nGsimpleGmolecularGorbitalGpictureGofGRvXΣGdistilledGfromGmanyTbodyGdampedGresponseGtheoryUG
JournaliofiChemicaliPhysicsSG2020SGXbYSGYaaXXe 3.9 11

55 rlectronicGstructureGofGtheGtwoGdehydroTmetaTxylyleneGtriradicalsGandGtheirGderivativesUGChemicali
PhysicsiLettersSG2006SGaYbSGXfcTYWW 2.5 11

54 πowardGUltracoldG—rganicGphemistrygG rospectsGofGyaserGpoolingGyargeG—rganicGzoleculesUGJournali
ofiPhysicaliChemistryiLettersSG2020SGXXSGccdWTccdc 6.4 11

53 XTrayGtransientGabsorptionGrevealsGtheGnGOnˇ�QPGstateGofGpyrazineGinGelectronicGrelaxationUGNaturei
CommunicationsSG2021SGXYSGbWWZ 17.4 11

52 zodelingG hotoelectronGΣpectraGofGpu—SGpu—SGandGpu—GnnionsGwithGrquationTofTzotionG
poupledTplusterGzethodsgGnnGndventureGinGsockGΣpaceUGJournaliofiPhysicaliChemistryiASG2018SGXYYSGZcbZTZcca2.8 10

51 oreakingGtheGpurseGofGtheG–onTqynamicalGporrelationG roblemgGπheGΣpinTslipGzethodUGACSi
SymposiumiSeriesSG2007SGefTXWY 0.4 10

50 vnGsearchGofGmolecularGionsGforGopticalGcyclinggGaGdifficultGroadUGPhysicaliChemistryiChemicaliPhysicsSG
2020SGYYSGXdWdbTXdWfW 3.6 10

49 nnGabGvnitioGrxplorationGofGtheGoergmanGpyclizationUGJournaliofiPhysicaliChemistryiASG2018SGXYYSGaYWTaZW 2.8 10

48 πheoreticalGandGexperimentalGinvestigationsGofGtheGelectronicGRydbergGstatesGofGdiazomethanegG
assignmentsGandGstateGinteractionsUGJournaliofiPhysicaliChemistryiASG2007SGXXXSGabbdTcc 2.8 9

47 rlectronicGstructureGofGtheGˇ�TbondedGnlâ��pYuaGcomplexgGpharacterizationGofGtheGgroundGandG
lowTlyingGexcitedGstatesUGJournaliofiChemicaliPhysicsSG2003SGXXeSGXWfXYTXWfXe 3.9 9

46 rquationTofTmotionGcoupledTclusterGmethodGwithGdoubleGelectronTattachingGoperatorsgGπheorySG
implementationSGandGbenchmarksUGJournaliofiChemicaliPhysicsSG2021SGXbaSGXXaXXb 3.9 9

45 pommunicationgGπheGpoleGstructureGofGtheGdynamicalGpolarizabilityGtensorGinGequationTofTmotionG
coupledTclusterGtheoryUGJournaliofiChemicaliPhysicsSG2018SGXafSGXaXXWX 3.9 9

(2018-2013)
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44 nGteneralGΣparseGπensorGsrameworkGforGrlectronicGΣtructureGπheoryUGJournaliofiChemicaliTheoryi
andiComputationSG2017SGXZSGXXWeTXXXc 6.4 8

43 WhatGvsGtheG riceGofG—penTΣourceGΣoftwarelUGJournaliofiPhysicaliChemistryiLettersSG2015SGcSGYdbXTa 6.4 8

42 srontiersGinGzultiscaleGzodelingGofG hotoreceptorG roteinsUGPhotochemistryiandiPhotobiologySG2021
SGfdSGYaZTYcf 3.6 8

41
rffectiveGuamiltoniansGderivedGfromGequationTofTmotionGcoupledTclusterGwaveGfunctionsgGπheoryG
andGapplicationGtoGtheGuubbardGandGueisenbergGuamiltoniansUGJournaliofiChemicaliPhysicsSG2020SG
XbYSGWfaXWe

3.9 7

40 πheGeffectsGofGresonanceGdelocalizationGandGtheGextentGofGˇ�GsystemGonGionizationGenergiesGofGmodelG
fluorescentGproteinsGchromophoresUGInternationaliJournaliofiQuantumiChemistrySG2015SGXXbSGXYbeTXYca 2.1 7

39 rlectronicallyGexcitedGandGionizedGstatesGofGtheGpuYpuY—uGradicalgGaGtheoreticalGstudyUGJournaliofi
ChemicaliPhysicsSG2010SGXZYSGXXaZWe 3.9 7

38 zodelingGofGtheGglycineGtripeptideGcyclizationGinGtheGΣercbtlyVπyrcctlyGmutantGofGgreenG
fluorescentGproteinUGMendeleeviCommunicationsSG2019SGYfSGXedTXef 1.9 6

37 vmprovingGtheGqesignGofGtheGπripleTqeckerGzotifGinGRedGsluorescentG roteinsUGJournaliofiPhysicali
ChemistryiBSG2017SGXYXSGXWcWYTXWcWf 3.4 6

36 pherryTpickingGresolventsgGnGgeneralGstrategyGforGconvergentGcoupledTclusterGdampedGresponseG
calculationsGofGcoreTlevelGspectraUGJournaliofiChemicaliPhysicsSG2020SGXbZSGXaXXWa 3.9 6

35 nnGassessmentGofGdifferentGelectronicGstructureGapproachesGforGmodelingGtimeTresolvedGxTrayG
absorptionGspectroscopyUGStructuraliDynamicsSG2021SGeSGWYaXWX 3.2 6

34 rlectronicGΣtructureGandGRydbergTporeGvnteractionsGinGuydroxycarbeneGandGzethylhydroxycarbeneUG
JournaliofiPhysicaliChemistryiASG2018SGXYYSGcXdcTcXeY 2.8 6

33 prossTscaleGefficientGtensorGcontractionsGforGcoupledGclusterGcomputationsGthroughGmultipleG
programmingGmodelGbackendsUGJournaliofiParalleliandiDistributediComputingSG2017SGXWcSGfYTXWb 4.4 5

32 vnfluenceGofGtheGsirstGphromophoreTsormingGResidueGonG hotobleachingGandG—xidativeG
 hotoconversionGofGrts GandGrYs UGInternationaliJournaliofiMoleculariSciencesSG2019SGYWSG 6.3 5

31 pomputationalGzodelingGRevealsGtheGzechanismGofGsluorescentGΣtateGRecoveryGinGtheGReversiblyG
 hotoswitchableG roteinGqreiklangUGJournaliofiPhysicaliChemistryiBSG2019SGXYZSGefWXTefWf 3.4 5

30 phannelGbranchingGratiosGinGpup–GphotodetachmentgGRotationalGstructureGandGvibrationalGenergyG
redistributionGinGautodetachmentUGJournaliofiChemicaliPhysicsSG2017SGXadSGYZaZWf 3.9 5

29 nnalysisGandGtuningGofGlibtensorGframeworkGonGmulticoreGarchitecturesG2014SG 5

28 ReducedTcostGsparsityTexploitingGalgorithmGforGsolvingGcoupledTclusterGequationsUGJournaliofi
ComputationaliChemistrySG2016SGZdSGXWbfTcd 3.5 5

27 vnterplayGbetweenGyocallyGrxcitedGandGphargeGπransferGΣtatesGtovernsGtheG hotoswitchingG
zechanismGinGtheGsluorescentG roteinGqreiklangUGJournaliofiPhysicaliChemistryiBSG2021SGXYbSGdbdTddW 3.4 5
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26
seshbachTsanoGapproachGforGcalculationGofGnugerGdecayGratesGusingGequationTofTmotionG
coupledTclusterGwaveGfunctionsUGvUGπheoryGandGimplementationUGJournaliofiChemicaliPhysicsSG2021SG
XbaSGWeaXYa

3.9 5

25
seshbachTsanoGapproachGforGcalculationGofGnugerGdecayGratesGusingGequationTofTmotionG
coupledTclusterGwaveGfunctionsUGvvUG–umericalGexamplesGandGbenchmarksUGJournaliofiChemicali
PhysicsSG2021SGXbaSGWeaXYb

3.9 5

24 πoGoeGorG–otGπoGoeGaGzolecularGvongGπheGRoleGofGtheGΣolventGinG hotoionizationGofGnrginineUGJournali
ofiPhysicaliChemistryiLettersSG2019SGXWSGXecWTXecb 6.4 4

23 yongTRangeG–T–GoondingGbyGRydbergGrlectronsUGJournaliofiPhysicaliChemistryiLettersSG2020SGXXSGYYeaTYYfW6.4 4

22 πheGquestGtoGuncoverGtheGnatureGofGbenzonitrileGanionUGPhysicaliChemistryiChemicaliPhysicsSG2020SG
YYSGbWWYTbWXW 3.6 4

21 vsGΣolidGpopperG—xalateGaGΣpinGphainGorGaGzixtureGofGrntangledGΣpinG airslUGJournaliofiPhysicali
ChemistryiCSG2021SGXYbSGdbWYTdbXW 3.8 4

20 rquationTofTzotionGpoupledTplusterG rotocolGforGpalculatingGzagneticG ropertiesgGπheoryGandG
npplicationsGtoGΣingleTzoleculeGzagnetsUGJournaliofiChemicaliTheoryiandiComputationSG2021SGXdSGaYYbTaYaX6.4 4

19 πheGelusiveGdynamicsGofGaqueousGpermanganateGphotochemistryUGPhysicaliChemistryiChemicali
PhysicsSG2020SGYYSGXWWaZTXWWbb 3.6 4

18 ponversionGofGueOYGΣPGtoGueOGa˛£GPGinGyiquidGueliumUGJournaliofiPhysicaliChemistryiLettersSG2018SGfSGcWXdTcWYZ6.4 4

17 VibronicGstructureGandGionGcoreGinteractionsGinGRydbergGstatesGofGdiazomethanegGanGexperimentalG
andGtheoreticalGinvestigationUGJournaliofiPhysicaliChemistryiASG2007SGXXXSGXZZadTbd 2.8 3

16 πheG erilGofG oliticizingGΣcienceUGJournaliofiPhysicaliChemistryiLettersSG2021SGXYSGbZdXTbZdc 6.4 3

15  hotoelectronGphotofragmentGcoincidenceGspectroscopyGofGaromaticGcarboxylatesgGbenzoateGandG
pTcoumarateUGPhysicaliChemistryiChemicaliPhysicsSG2021SGYZSGXeaXaTXeaYa 3.6 3

14 zeasurementGofGheavyGionGenergyGatGtheGtestGfacilityGofGelectronicGcomponentsUGInstrumentsiandi
ExperimentaliTechniquesSG2014SGbdSGXXTXc 0.5 2

13 RoleGofGtheGrlectronTqipoleGvnteractionGinG hotodetachmentGnngularGqistributionsUGJournaliofi
PhysicaliChemistryiLettersSG2021SGXYSGXWWecTXWWfY 6.4 2

12 qistinctGrlectronGponductanceGRegimesGinGoacterialGqecahemeGpytochromesUGAngewandteiChemieSG
2018SGXZWSGcfYXTcfYb 3.6 2

11 QTphemGYUWgGaGhighTperformanceGabGinitioGelectronicGstructureGprogramGpackageG2000SGYXSGXbZY 2

10 nutocorrelationGofGelectronicGwaveTfunctionsgGaGnewGapproachGforGdescribingGtheGevolutionGofG
electronicGstructureGinGtheGcourseGofGdynamicsUGMoleculariPhysicsSG2018SGXXcSGYbXYTYbYZ 1.7 1

9 RoyalGΣocietyGofGphemistryG rovidesGtuidelinesGforGpensorshipGtoGitsGrditorsUGChemistryiInternational
SG2022SGaaSGZYTZa 1.6 1
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8 πheGorbitalGpictureGofGtheGfirstGdipoleGhyperpolarizabilityGfromGmanyTbodyGresponseGtheoryUGJournali
ofiChemicaliPhysicsSG2021SGXbaSGXeaXWf 3.9 1

7 ΣcientistsGmustGresistGcancelGcultureUGNachrichteniAusiDeriChemieSG2022SGdWSGXYTXa 0.1 0

6 πributeGtoGuannaGReislerUGJournaliofiPhysicaliChemistryiASG2019SGXYZSGcZeXTcZeZ 2.8

5 πripletGrxcitonsGinGΣmallGueliumGplustersUGJournaliofiPhysicaliChemistryiASG2019SGXYZSGcXXZTcXYY 2.8

4 rxoticGsystemsgGgeneralGdiscussionUGFaradayiDiscussionsSG2019SGYXdSGcWXTcYY 3.6

3 porrectionGtoGWhatGqrivesGtheGRedoxG ropertiesGofGzodelGtreenGsluorescenceG roteinG
phromophoreslUGJournaliofiPhysicaliChemistryiLettersSG2011SGYSGYcfbTYcfb 6.4

2 ΣpectroscopyGandGfragmentationGofGundercoordinatedGbromoiridatesUGJournaliofiPhysicaliChemistryi
ASG2011SGXXbSGXZaeYTe 2.8

1  refaceGtoGtheGRobertGoennyGterberGsestschriftUGJournaliofiPhysicaliChemistryiASG2009SGXXZSGdXcXTdXcY 2.8

Anna I Krylov

16


