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271 –xVxxGmodelingGofGclassGlG˛†TlactamasesGrevealsGdistinctGacylationGpathwaysGforGampicillinGandG
cefalexinUG2021SGXdSGdXcYTdXcd 1

270 nhallengesGforGvariationalGreducedTdensityTmatrixGtheoryGwithGthreeTparticleGyTrepresentabilityG
conditionsUGJournal of Chemical PhysicsSG2021SGX]]SGXb[XXW 3.9 2

269 xolecularGxagnetizabilitiesGnomputedGøiaGqiniteGqieldseGlssessingGllternativesGtoGx’YGandG
 evisitingGxagneticGpxaltationsGinGlromaticGandGlntiaromaticGSpeciesUUG2021SGXXdSG

268 nomputationalGtnvestigationGofGtheGqormationGofGSubstitutedGtsoindoleGTzxidesGthroughGtheG
’hotoToxidativeGnyclizationGofGYNTllkynylacetophenoneGzximesUG2021SGcaSGX]WYWTX]WZY

267 StereodynamicGnontrolGofGnollisionTtnducedGyonadiabaticGoynamicsGofGyzGO˛£PGwithGsSGySGandGnzeG
tntermolecularGtnteractionsGoriveGnollisionGzutcomesUG2021SGXY]SGccWZTccX] 1

266
lpproachingGtheGbasisGsetGlimitGinGraussianTorbitalTbasedGperiodicGcalculationsGwithGtransferabilityeG
’erformanceGofGpureGdensityGfunctionalsGforGsimpleGsemiconductorsUGJournal of Chemical PhysicsSG
2021SGX]]SGXa[XWY

3.9 4

265
nrossedGmeamGpxperimentsGandGnomputationalGStudiesGofG’athwaysGtoGtheG’reparationGofGSingletG
pthynylsilyleneGOsnnSisfGXlNPeGµheGSilacarbeneGnounterpartGofGµripletG’ropargyleneGOsnnnsfGXmPUG
2021SGXYSGXWbacTXWbba

2

264 oirectGoynamicsGwithGyuclearTplectronicGzrbitalGoensityGqunctionalGµheoryUG2021SG][SG[XZXT[X[X 7

263 tnteractionGpnergyGlnalysisGofGxonovalentGtnorganicGlnionsGinGmulkG−aterGøersusGlirV−aterG
tnterfaceUG2021SGYaSG 2

262 plevatingGdensityGfunctionalGtheoryGtoGchemicalGaccuracyGforGwaterGsimulationsGthroughGaG
densityTcorrectedGmanyTbodyGformalismUG2021SGXYSGaZ]d 9
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261 µheGroleGofGexcitedTstateGcharacterSGstructuralGrelaxationSGandGsymmetryGbreakingGinGenablingG
delayedGfluorescenceGactivityGinGpushTpullGchromophoresUG2021SGYZSGYaXZ]TYaX]W 2

260 mufferGconcentrationGdramaticallyGaffectsGtheGstabilityGofGSTnitrosothiolsGinGaqueousGsolutionsUG2021SG
XXcSG]dTa] 0

259 lGxountaineeringGStrategyGtoGpxcitedGStateseGsighlyGlccurateGpnergiesGandGmenchmarksGforGmicyclicG
SystemsUG2021SGXY]SGXWXb[TXWXcc 0

258 zpenxechanochemeGlG’ythonGmoduleGforGmechanochemicalGsimulationsUG2021SGXaSGXWWcbd

257 ’hotoredoxGnhemistryGwithGzrganicGnatalystseG oleGofGnomputationalGxethodsUUG2021SGaSGZZY]ZTZZYa[ 0

256 oissociationGofGsnlGinGwaterGnanoclusterseGanGenergyGdecompositionGanalysisGperspectiveUG2021SGYZSGYabZbTYab[d0

255 øibronicGnouplingGpffectGonGtheGøibrationallyG esolvedGplectronicGSpectraGandGtntersystemGnrossingG
 atesGofGaGµloqGpmittereGbT’h–loUUG2022SG 6

254 libwfaeG−avefunctionGanalysisGtoolsGforGexcitedGandGopenTshellGelectronicGstatesUG 2

253 xacro–nGXUWeGlnGelectronicGstructureGtheoryGsoftwareGforGlargeTscaleGapplicationsUUGJournal of 
Chemical PhysicsSG2022SGX]aSGW[[cWX 3.9 1

252 tnfluenceGofGyTintroductionGinGpentaceneGonGtheGelectronicGstructureGandGexcitedGelectronicGstatesUUG
2022SG 0

251 SimpleGevaluationGofGdynamicGdisorderGeffectsGonGexcitonGtransportUUGJournal of Chemical PhysicsSG
2022SGX]aSGW[[XXY 3.9

250 –uantifyingGqluctuationsGofGlverageGSolventGpnvironmentsGforGpmbeddingGnalculationsUUG2022SG 1

249 zSXWWeGlGmenchmarkGSetGofGXWWGoigitizedGéøTøisibleGSpectraGandGoerivedGpxperimentalGzscillatorG
StrengthsUUG2022SG 1

248 ’athTdependencyGofGenergyGdecompositionGanalysisGMGtheGelusiveGnatureGofGbondingUUG2022SG 4

247 lGcomputationalGstudyGofGtheGmechanismGofGchloroalkaneGdechlorinationGwithG hOtPGcomplexesUUG
2022SG 0

246 éltrasensitiveGandGmultiplexGSp SGdeterminationGofGanthropogenicGphenolsGinGoilGfuelGandG
environmentalGsamplesUG 1

245 tnterplayGmetweenGlppliedGqorceGandG adicalGlttackGinGtheGxechanochemicalGnhainGScissionGofG
’olyOacrylicGacidPUUG2022SG

244 nyclopentannulatedGoihydrotetraazapentacenesUUG2022SG 0
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243 pxcitedGstateGabsorptionGofGoylGbasesGinGtheGgasGphaseGandGinGchloroformGsolutioneGaGcomparativeG
quantumGmechanicalGstudyUUG2022SG 1

242 éltrafastGoynamicsGofGyitroTyitriteG earrangementGandGoissociationGinGyitromethaneGnationUUG2022SG 1

241 øerticalGionizationGpotentialGbenchmarkGforGunitaryGcoupledTclusterGandGalgebraicTdiagrammaticG
constructionGmethodsUUGJournal of Chemical PhysicsSG2022SGX]aSGW][XX[ 3.9 2

240
 egularizedGSecondTzrderGxˆ‚llerT’lessetGµheoryeGlGxoreGlccurateGllternativeGtoGnonventionalG
x’YGforGyoncovalentGtnteractionsGandGµransitionGxetalGµhermochemistryGforGtheGSameG
nomputationalGnostUUG2021SGXYSGXYWc[TXYWdb

6

239 tntramolecularGhydrogenGtransferGinGoylGinducedGbyGsiteTselectiveGresonantGcoreGexcitationUUG2022SG 0

238 µransitionGStructuresSG eactionG’athsSGandGvineticseGxethodsGandGlpplicationsGinGnatalysisUG2022SG

237 renerationGofGmultipleGtripletGstatesGinGanGorthogonalGbodipyGdimereGaGbreakthroughGspectroscopicG
andGtheoreticalGapproachUUG2022SG 1

236 vineticsGandGmechanisticGdetailsGofGbulkGZnzGdissolutionGusingGaGthiolTimidazoleGsystemUUG2022SGXZSGZYWcTZYX] 0

235 pnergyGwandscapeGofGStateTSpecificGplectronicGStructureGµheoryUUG2022SG 3

234 tnvestigationGofGµhermallyGlctivatedGoelayedGqluorescenceGinGoonorâ��lcceptorGzrganicGpmittersG
withGµimeT esolvedGlbsorptionGSpectroscopyUG2022SGZ[SGYXaXTYXb] 1

233 wxodelTnanoeGlG’yxzwG’luginGforGnalculatingGmondGStrengthGinGSolidsSGSurfacesSGandGxoleculesGviaG
wocalGøibrationalGxodeGlnalysisUUG2022SGXcSGXcYXTXcZb 0

232 ’robingGxolecularGnhiralityGofGrroundGandGplectronicallyGpxcitedGStatesGinGtheGéøTvisGandGXTrayG
 egimeseGlnGpzxTnnSoGStudyUUG2022SG 2

231 µheGmanyTbodyGelectronicGinteractionsGofGqeOttPTporphyrinUUGJournal of Chemical PhysicsSG2022SGX]aSGWd[XXW3.9 1

230 navityGquantumTelectrodynamicalGtimeTdependentGdensityGfunctionalGtheoryGwithinGraussianG
atomicGbasisUGttUGlnalyticGenergyGgradientUUGJournal of Chemical PhysicsSG2022SGX]aSGXY[XW[ 3.9 1

229 pxploringGtheGaccuracyGandGusefulnessGofGsemiTempiricallyGscaledGlonGschemesGbyGblendingGsecondG
andGthirdGorderGtermsUUGJournal of Chemical PhysicsSG2022SGX]aSGX[[XWX 3.9 1

228 zptimizingGtheGSolventG eorganizationGqreeGpnergyGbyGxetalGSubstitutionGforGyanocageGnatalysisUG
2022SGXYSGZbcYTZbcc 2

227 lppraisalGofGdispersionGdampingGfunctionsGforGtheGeffectiveGfragmentGpotentialGmethodUG

226 ’rojectedGnl’TpzxTnnSoGmethodGforGelectronicGresonancesUUGJournal of Chemical PhysicsSG2022SG
X]aSGWd[XWc 3.9 1
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225 énbiasingGfermionicGquantumGxonteGnarloGwithGaGquantumGcomputerUUG2022SGaWZSG[XaT[YW 10

224 nomprehensiveGmasisTSetGµestingGofGpxtendedGSymmetryTldaptedG’erturbationGµheoryGandG
lssessmentGofGxixedTmasisGnombinationsGtoG educeGnostUUG2022SG 3

223 xolecularGlugerGdecayGratesGfromGcomplexTvariableGcoupledTclusterGtheoryUUGJournal of Chemical 
PhysicsSG2022SGX]aSGXX[XXb 3.9 1

222  evisitingGtheGmondingGxodelGforGroldOtPGSpecieseGµheGtmportanceGofG’auliG epulsionG evealedGinGaG
roldOtPTnyclobutadieneGnomplexUG

221  evisitingGtheGmondingGxodelGforGroldOtPGSpecieseGµheGtmportanceGofG’auliG epulsionG evealedGinGaG
roldOtPTnyclobutadieneGnomplexUUG2022SG 3

220 ’illar[[αarene[XαthioareneeGSynthesisGandGsostTruestGmindingG’ropertiesUG

219 lGnomputationalGandGpxperimentalGøiewGofGsydrogenGmondingGinGrlycerolG−aterGnlustersUUG2022SG 1

218 lnalyticalGgradientsGforGnuclearTelectronicGorbitalGmultistateGdensityGfunctionalGtheoryeGreometryG
optimizationsGandGreactionGpathsUUGJournal of Chemical PhysicsSG2022SGX]aSGXX[XX] 3.9 0

217 µransferabilityGofGdataTdrivenSGmanyTbodyGmodelsGforGnzGsimulationsGinGtheGvaporGandGliquidG
phasesUUGJournal of Chemical PhysicsSG2022SGX]aSGXW[]WZ 3.9 3

216 xodelingGandGnharacterizationGofGpxciplexesGinG’hotoredoxGnzG eductioneGtnsightsGfromG–uantumG
nhemistryGandGqluorescenceGSpectroscopyUUG2022SG 1

215 noherentGnontrolGofGxolecularGoissociationGbyGSelectiveGpxcitationGofGyuclearG−aveG’acketsUUG2022SG
XWSGc]dWd] 2

214 tmprovingG esultsGbyGtmprovingGoensitieseGoensityTnorrectedGoensityGqunctionalGµheoryUUG2022SG 7

213  ationalGSynthesisGofG utheniumTmasedGxetalloTSupramolecularG’olymersGasGseterogeneousG
natalystsGforGnatalyticGµransferGsydrogenationGofGnarbonylGnompoundsUG2022SGXYXZcZ 0

212 oewarGbenzenoidsGinGcyclophenaceneGnanobeltsUG2022SGbdbSGXZd]ba 0

211 tnteractionsGofGyThydroxyamphetamineGwithGanGironGporphyrineGlGuniqueGintramolecularGsTbondG
probedGbyGoqµGcalculationsUUG2022SGYZXSGXXXbbd

210 lcceleratingGtheGnonvergenceGofGSelfTnonsistentGqieldGnalculationsGésingGtheGxanyTmodyG
pxpansionUG2021SG 1

209 zxidationGStateGwocalizedGzrbitalseGlGxethodGforGlssigningGzxidationGStatesGésingGzptimallyG
qragmentTwocalizedGzrbitalsGandGaGqragmentGzrbitalGwocalizationGtndexUUG2021SG 1

208 winearGnombinationGofGltomicGoipolesGtoGnalculateGtheGmondGandGxolecularGoipoleGxomentsGofG
xoleculesGandGxolecularGwiquidsUUG2021SGXYSGXYZaWTXYZad 1
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207 prratumeGIsarnessingGtheGmetaTgeneralizedGgradientGapproximationGforGtimeTdependentGdensityG
functionalGtheoryIG[uUGnhemUG’hysUGXZbSGXa[XW]GOYWXYPαUUGJournal of Chemical PhysicsSG2022SGX]aSGX]ddWY 3.9 3

206  eformulationGofGthermallyGassistedToccupationGdensityGfunctionalGtheoryGinGtheGvohnTShamG
frameworkUUGJournal of Chemical PhysicsSG2022SGX]aSGXb[XWc 3.9 0

205  elativisticGzrbitalTzptimizedGoensityGqunctionalGµheoryGforGlccurateGnoreTwevelGSpectroscopyUUG
2022SGZ[ZcTZ[[d 5

204 nomputationallyG’robingGtheGxechanismGofGtheGmlueTwightTorivenGzTsGqunctionalizationGofG
llcoholsGbyGlryldiazoacetateseG’hotobasicityGorGnarbeneGnhemistryUUG2022SG 1

203 ooGooubleTsybridGqunctionalsGmenefitGfromG egularizationGinGtheG’µYGµermjGzbservationsGfromGanG
pxtensiveGmenchmarkUUG2022SGZ[ddTZ]Wa 3

202 SemiclassicalG ealTµimeGyuclearTplectronicGzrbitalGoynamicsGforGxolecularG’olaritonseGénifiedG
µheoryGofGplectronicGandGøibrationalGStrongGnouplingsUUG2022SG 3

201 oecipheringGoistinctGzverpotentialToependentG’athwaysGforGplectrochemicalGnzG eductionG
natalyzedGbyGanGtronTµerpyridineGnomplexUUG2022SG 0

200  ationalizationGandGtuningGofGdoubletGemissionGinGorganicGradicalsUG

199 ésingGcoreTholeGreferenceGstatesGforGcalculatingGXTrayGphotoelectronGandGemissionGspectraUUG2022SG 3

198 ’rovidingGtheoreticalGinsightGintoGtheGroleGofGsymmetryGinGtheGphotoisomerizationGmechanismGofGaG
nonTsymmetricGdithienyletheneGphotoswitchUUG2022SG 0

197 ’redictingG eactionGnonditionsGfromGwimitedGoataGthroughGlctiveGµransferGwearningUG 1

196 lGmatrixGcompletionGalgorithmGforGefficientGcalculationGofGquantumGandGvariationalGeffectsGinG
chemicalGreactionsUUGJournal of Chemical PhysicsSG2022SGX]aSGXc[XXd 3.9 1

195 nomplexGpnergiesGandGµransitionToipolesGforGtheGéracilGanionGShapeTtypeG esonancesGfromG
stabilizationGcurvesGviaG’adˆ'UGJournal of Chemical PhysicsSG 3.9 0

194 StateTspecificGsolvationGforGrestrictedGactiveGspaceGspinTflipGO lSTSqPGwaveGfunctionsGbasedGonGtheG
polarizableGcontinuumGformalismUGJournal of Chemical PhysicsSG 3.9

193 nomparisonGofGapproximateGintermolecularGpotentialsGforGabGinitioGfragmentGcalculationsGonG
mediumGsizedGyTheterocyclesUUG2022SG 1

192 zrganicGphotoredoxGcatalystsGforGnzGreductioneGorivingGdiscoveryGwithGgeneticGalgorithmsUUGJournal 
of Chemical PhysicsSG2022SGX]aSGXc[XWd 3.9 3

191 ˇ�TpxpansionGofGYSZSaSbTµetraazanaphthaleneGwithGµwoGpmbeddedGseptagonseGsighlyGµwistedG
StructureGandGwoneT’airVˇ�QGtnteractionGinGtheGnrystalUUG2022SG 1

190 yuclearTplectronicGzrbitalGlpproachGtoG–uantizationGofG’rotonsGinG’eriodicGplectronicGStructureG
nalculationsUGJournal of Chemical PhysicsSG 3.9
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189
 evisitingGtheG’erformanceGofGµimeToependentGoensityGqunctionalGµheoryGforGplectronicG
pxcitationseGlssessmentGofG[ZG’opularGandG ecentlyGoevelopedGqunctionalsGfromG ungsGzneGtoG
qourUUG2022SG

4

188 lssessingGtheGtnterplayGbetweenGqunctionalTorivenGandGoensityTorivenGprrorsGinGoqµGxodelsGofG
−aterUUG2022SG 2

187 lGtwoTdirectionalGvibrationalGprobeGrevealsGdifferentGelectricGfieldGorientationsGinGsolutionGandGanG
enzymeGactiveGsiteUUG2022SG 2

186 nomputingGXT ayGlbsorptionGSpectraGfromGwinearT esponseG’articlesGatopGzptimizedGsolesUG
Journal of Chemical PhysicsSG 3.9 2

185 noreTholeGdelocalizationGforGmodelingGXTrayGspectroscopieseGlGcautionaryGtaleUGJournal of Chemical 
PhysicsSG 3.9 1

184 sighGharmonicGspectraGcomputedGusingGtimeTdependentGvohnTShamGtheoryGwithGraussianGorbitalsG
andGaGcomplexGabsorbingGpotentialUGJournal of Chemical PhysicsSG 3.9 1

183 pfficientGimplementationGofGmolecularGnnSoGgradientsGwithGnholeskyTdecomposedGelectronG
repulsionGintegralsUGJournal of Chemical PhysicsSG 3.9 0

182 lGbenchmarkGdatasetGforGsydrogenGnombustionUUG2022SGdSGYX] 0

181
pvaluationGofGxolecularG’hotophysicalGandG’hotochemicalG’ropertiesGésingGwinearG esponseG
µimeToependentGoensityGqunctionalGµheoryGwithGnlassicalGpmbeddingeGSuccessesGandGnhallengesUG
Journal of Chemical PhysicsSG

3.9 1

180 nonformationalGpnergyGmenchmarkGforGwongerGnTllkaneGnhainsUG 2

179 lssessingGtheGstabilityGofG’dTexchangedGsitesGinGzeolitesGwithGtheGaidGofGaGhighGthroughputGquantumG
chemistryGworkflowUG2022SGXZSG 2

178 zbtainingG–xVxxGbindingGfreeGenergiesGinGtheGSlx’wcGdrugsGofGabuseGchallengeeGindirectG
approachesUG 1

177 nomputationalGinvestigationGofGsubstituentGeffectsGonGtheGfluorescenceGwavelengthsGofGoxyluciferinG
analogsUG2022SG[ZXSGXX[WXc

176 xethodsGtoGnalculateGplectronicGpxcitedTStateGoynamicsGforGxoleculesGonGwargeGxetalGnlustersGwithG
xanyGStateseGpnsuringGqastGzverlapGnalculationsGandGaG obustGnhoiceGofG’haseUG 1

175 xechanisticGtnsightsGintoGpnzymeGnatalysisGfromGpxplainingGxachineTwearnedG–uantumGxechanicalG
andGxolecularGxechanicalGxinimumGpnergyG’athwaysUG 0

174
 oleGofGoielectricGScreeningGinGnalculatingGpxcitedGStatesGofGSolvatedGlzobenzeneeGlGmenchmarkG
StudyGnomparingG–uantumGpmbeddingGandG’olarizableGnontinuumGxodelGforG epresentingGtheG
SolventUG[c[dT[c]]

1

173 ’ushingGstericGlimitsGinGosmiumOtøPGtetraarylGcomplexesUG

172 ’hotochemicallyGtriggeredGcheletropicGformationGofGcyclopropenoneGOcTnZsYzPGfromGcarbonG
monoxideGandGelectronicallyGexcitedGacetyleneUG 0
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171 µowardGpfficientGoirectGoynamicsGStudiesGofGnhemicalG eactionseGlGyovelGxatrixGnompletionG
llgorithmUG 1

170 rasT’haseG’eroxylG adicalG ecombinationG eactionseGl´ nomputationalGStudyGofGqormationGandG
oecompositionGofGµetroxidesUG 1

169 lnalyticGrradientsGforGtheGwongT angeTnorrectedGXflrZGµypeGofGooublyGsybridGoensityGqunctionalseG
µheorySGtmplementationSGandGlssessmentUG2022SGXYaSGZdZbTZd[a

168 sowG eliableGlreGxodernGoensityGqunctionalGlpproximationsGtoGSimulateGøibrationalG
SpectroscopiesjUG]daZT]dac 1

167
pliminatingGtheG everseGtSnGmottleneckGofGµloqGµhroughGpxcitedGStateGpngineeringGandG
pnvironmentTµuningGµowardGStateG esonanceGweadingGtoGxonoTpxponentialGSubT´µsGoecayUGsighG
zwpoGpxternalG–uantumGpfficiencyGnonfirmsGpfficientGpxcitonGsarvestingUGYYWXbbY

0

166 rraphTwearningGruidedGxechanisticGtnsightsGintoGtmipenemGsydrolysisGinGrpSGnarbapenemasesUG 0

165 xulticomponentGzrbitalTzptimizedG’erturbationGµheoryGwithGoensityGqittingeGlnharmonicG
ZeroT’ointGpnergiesGinG’rotonatedG−aterGnlustersUG2022SGXZSG]]aZT]]bW 0

164 oetectionGandGnorrectionGofGoelocalizationGprrorsGforGplectronGandGsoleG’olaronsGésingG
oensityTnorrectedGoqµUG]Yb]T]Yc[ 0

163 SpinTdensityGcalculationGviaGtheGgraphicalGunitaryGgroupGapproachUG 1

162 yearTpxactGyuclearGrradientsGofGnompleteGlctiveGSpaceGSelfTnonsistentGqieldG−aveGqunctionsUG
Journal of Chemical PhysicsSG 3.9 0

161 xagneticGexchangeGinteractionsGinGbinuclearGandGtetranuclearGironOtttPGcomplexesGdescribedGbyG
spinTflipGoqµGandGseisenbergGeffectiveGsamiltoniansUG 3

160 SolidTstateGperformanceGofGaGmetaTrrlGscreenedGhybridGdensityGfunctionalGconstructedGfromG’auliG
kineticGenhancementGfactorGdependentGsemilocalGexchangeGholeUGJournal of Chemical PhysicsSG 3.9 1

159 tntroductionGtoGspecialGissueeGnhaosGtndicatorsSG’haseGSpaceGandGnhemicalG eactionGoynamicsUG2022SG
[ZdSGXZZZc] 0

158 plectronicGstructureGofGsubstitutedGcatecholateGcomplexesGofGhexacoordinatedGsiliconeGaGquantumG
chemicalGstudyUG2022SGbXSGXXXXTXXYY

157 noupledGnlusterGmenchmarkingGofGwargeGyoncovalentGnomplexesGinGwbGandGSXYwGasG−ellGasGtheGnaWG
oimerSGoylâ��pllipticineSGandGstøâ��tndinavirUG2022SGXYaSG[ZYaT[Z[X 4

156 tnitiatorGenhancementGofGmandrelGdegradationGforGtnqGtargetGfabricationUG2022SGXW[bZZ

155 sowG eproducibleGlreG–xVxxGSimulationsjGwessonsGfromGnomputationalGStudiesGofGtheGnovalentG
tnhibitionGofGtheGSl STnoøTYGxainG’roteaseGbyGnarmofurUG 2

154 pxchangeGnouplingGoeterminesGxetalToependentGpfficiencyGforGtronTGandGnobaltTnatalyzedG
’hotochemicalGnzYG eductionUG2022SGXYSGc[c[Tc[dZ 0
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153 yTrepresentabilityGofGtheGtargetGdensityGinGqrozenToensityGpmbeddingGµheoryGbasedGmethodseG
numericalGsignificanceGandGitsGrelationGtoGelectronicGpolarisationUGJournal of Chemical PhysicsSG 3.9 0

152 sowGroodGtsGtheGoensityTnorrectedGSnlyGqunctionalGforGyeutralGandGtonicGlqueousGSystemsSGandG
−hatGtsGSoG ightGaboutGtheGsartreeâ��qockGoensityjUG 2

151  eferenceGpnergiesGforGnyclobutadieneeGlutomerizationGandGpxcitedGStatesUG 2

150 lcceleratedGxultiphosphorylatedG’eptideGSynthesisUG 1

149 yonTiterativeGxethodGforGnonstructingGøalenceGlntibondingGxolecularGzrbitalsGandGaG
xoleculeTadaptedGxinimumGmasisUUGJournal of Chemical PhysicsSG 3.9 2

148 –uantifyingGandGreducingGspinGcontaminationGinGalgebraicGdiagrammaticGconstructionGtheoryGofG
chargedGexcitationsUGJournal of Chemical PhysicsSG 3.9

147 ’rotonTcoupledGenergyGtransferGinGmolecularGtriadsUG 0

146 tyl–SSGaGrenericGtnterfaceGforGyonadiabaticG–xVxxGoynamicseGoesignSGtmplementationSGandG
øalidationGforGr zxlnSV–TnspxGsimulationsUG2022SGXcSG[aWXT[aX[ 1

145 zbservationGofGintermolecularGnoulombicGdecayGandGshakeTupGsatellitesGinGliquidGammoniaUG2022SGdSGW[[dWX 0

144 µargetingGtheGxajorGrrooveGofGtheG’alindromicGdOrrnrnnPYGSequenceGbyGzligopeptideGoerivativesG
ofGlnthraquinoneGtntercalatorsUG 1

143 lpplicationGofGmoxGandGøoronoiGnl’sGforGxetastableGplectronicGStatesGinGxolecularGnlustersUG2022SG
XYaSG]WbWT]Wbc

142 SolventGzrganizationGandGplectrostaticsGµunedGbyGSoluteGplectronicGStructureeGlmideGversusG
yonTlmideGnarbonylsUG2022SGXYaSG]cbaT]cca

141 µradeTzffGbetweenG edoxG’otentialGandGtheGStrengthGofGplectrochemicalGnzYGnaptureGinG–uinonesUG
2022SGXYaSGX[XaZTX[XbY 0

140 nanGaGqiniteGnhainGofGsydrogenGnyanideGxoleculesGxodelGaGnrystaljUG 1

139 nhannelTspecificGcoreTvalenceGprojectorsGforGdeterminingGpartialGlugerGdecayGwidthsUG 0

138 menefitsGofG angeTSeparatedGsybridGandGooubleTsybridGqunctionalsGforGaGwargeGandGoiverseGoataG
SetGofG eactionGpnergiesGandGmarrierGseightsUG2022SGXYaSG][dYT]]W] 1

137 SolventGoependentGyuclearGxagneticG esonanceGxolecularG’arametersGmasedGonGaG’olarizationG
nonsistentGScreenedG angeGSeparatedGsybridGoensityGqunctionalGµheoryGqrameworkUG

136 znGtheGprospectsGofGopticalGcyclingGinGdiatomicGcationseGeffectsGofGtransitionGmetalsSGspinâ��orbitG
couplingsSGandGmultipleGbondsUG
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135 oesigningGboronTclusterTcenteredGzwitterionicGflTshapedGclockedG–nlGmoleculesUG 1

134 øisualizationGofGelectronGdensityGchangesGalongGchemicalGreactionGpathwaysUG

133 nhangesGinGpolarizationGdictateGnecessaryGapproximationsGforGmodelingGelectronicGdeexcitationG
intensityeGlpplicationGtoGxTrayGemissionUG2022SGXWaSG 0

132 lTvalueGrevisitedeGringGflipGenergyGofGchairGstructuresGinGhalogenatedGcyclohexanesGbyGquantumG
chemicalGmethodsUG 0

131 zptoelectronicGpropertiesGofGaGselfTassemblingGrigidlyTlinkedGmqYTcurcuminoidGbichromophoreUG
2022SGYWbSGXXWabb 0

130 µµoqµeGlGr’éGacceleratedGµuckerGtensorGoqµGcodeGforGlargeTscaleGvohnTShamGoqµGcalculationsUG
2023SGYcYSGXWc]Xa 0

129 lGcomputationalGmechanisticGstudyGofGnsGhydroxylationGwithGmononuclearGcopperâ��oxygenG
complexesUG 0

128 lccurateGcoreGexcitationGandGionizationGenergiesGfromGaGstateTspecificGcoupledTclusterGsinglesGandG
doublesGapproachUG2022SGY[SGYWbYcTYWb[X 2

127 lGselfTcrosslinkingGmonomerSG˛–TpineneGmethacrylateeGunderstandingGandGexploitingGhydrogenG
abstractionUG 1

126 µheGroleGofGtheGintermediateGtripletGstateGinGironTcatalyzedGmultiTstateGnâ��sGactivationUG2022SGY[SGYWbYXTYWbYb 1

125 µheGimpactGofGrTquadruplexGdynamicsGonGinterTtetradGelectronicGcouplingseGaGhybridGcomputationalG
studyUG2022SGY[SGYY]XZTYY]YY 0

124 uahnTµellerGdistortionGandGdissociationGofGnnl[RGbyGtransientGXTrayGspectroscopyGsimultaneouslyGatG
theGcarbonGvTGandGchlorineGwTedgeUG2022SGXZSGdZXWTdZYW 3

123 SideTchainGengineeringGforGhighGdegradationGperformanceGofGmandrelGmaterialsGinGtnqGtargetG
fabricationUG 0

122 oataTorivenGxanyTmodyG’otentialGpnergyGqunctionsGforGrenericGxoleculeseGwinearGllkanesGasGaG
’roofTofTnonceptGlpplicationUG 1

121 lbGtnitioGxolecularGoynamicsGofGµemporaryGlnionsGésingGnomplexGlbsorbingG’otentialsUG2022SGXZSGc[bbTc[cZ 1

120 SynergisticGinterplayGbetweenGphotoisomerizationGandGphotoluminescenceGinGaGlightTdrivenGrotaryG
molecularGmotorUG2022SGXZSG 0

119 StaticGplectronGnorrelationGinGlnharmonicGxolecularGøibrationseGlGsybridGµlzToqµGStudyUG 1

118 mestT’racticeGoqµG’rotocolsGforGmasicGxolecularGnomputationalGnhemistryQQUG 2
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117 mestT’racticeGoqµG’rotocolsGforGmasicGxolecularGnomputationalGnhemistryQQUG 10

116  evisitingGtheGzrbitalGpnergyToependentG egularizationGofGzrbitalTzptimizedGSecondTzrderG
xˆ‚llerâ��’lessetGµheoryUG2022SGXcSG]ZcYT]ZdY 1

115 qrozenToensityGpmbeddingGforGtncludingGpnvironmentalGpffectsGinGtheGoiracTvohnâ��ShamGµheoryeGlnG
tmplementationGmasedGonGoensityGqittingGandG’rototypingGµechniquesUG 0

114 SynthesisSGnrystalGStructureSGandG’ropertiesGofG’henylsiliconOtøPGmisTcatecholateGnomplexesUG2022SG
[cSGa[bTa]c 0

113 ˇ�TpxtendedGwigandsGinGµwoTnoordinateGnoinageGxetalGnomplexesUG2022SGX[[SGXbdXaTXbdYc 0

112 nherryT’ickingG esolventseG ecoveringGtheGøalenceGnontributionGinGXTrayGµwoT’hotonGlbsorptionG
withinGtheGnoreâ��øalenceTSeparatedGpquationTofTxotionGnoupledTnlusterG esponseGµheoryUG 1

111 nlea tXSeGlGfastGandGaccurateGfirstTprinciplesGmethodGforGsimulationGandGanalysisGofGresonantG
inelasticGxTrayGscatteringUG2022SGXWaSG 0

110
lnalyticGsighTzrderGpnergyGoerivativesGforGxetalGyanoparticleTxediatedGtnfraredGandG amanG
ScatteringGSpectraGwithinGtheGqrameworkGofG–uantumGxechanicsVxolecularGxechanicsGxodelGwithG
tnducedGnhargesGandGoipolesUG

0

109 xTnhemeGaGmodularGsoftwareGpackageGforGmolecularGsimulationGthatGspansGscientificGdomainsUG 0

108 éltrafastGpvaluationGofGµwoT’hotonGlbsorptionGwithGSimplifiedGµimeToependentGoensityGqunctionalG
µheoryUG 0

107 xagneticGcircularGdichroismGwithinGtheGllgebraicGoiagrammaticGnonstructionGschemeGofGtheG
polarisationGpropagatorGupGtoGthirdGorderUG 1

106 nontrollingGtheGfluorescenceGquantumGyieldsGofGbenzothiazoleTdifluoroboratesGbyGoptimalG
substitutionUG 0

105 SaaxcGnoncovalentGinteractionsGrevisitedeGnewGbenchmarkGandGperformanceGofGcompositeGlocalizedG
coupledTclusterGmethodsUG2022SGY[SGY]]]]TY]]bW 1

104  eactiveGquenchingGofGyzGOlY˛£RPGwithGsYzGleadsGtoGszyzeGaGtheoreticalGanalysisGofGtheGreactiveG
andGnonreactiveGelectronicGquenchingGmechanismsUG 0

103 lGspinTï‹�ipGvariantGofGtheGsecondTorderGapproximateGcoupledTclusterGsinglesGandGdoublesGmethodUG 0

102 znGtheGchoiceGofGreferenceGorbitalsGforGlinearTresponseGcalculationsGofGsolutionTphaseGvTedgeGXTrayG
absorptionGspectraUG2022SGY[SGYaXbWTYaXbd 0

101  esearchGonGtaskGschedulingGschemeGforGquantumGcomputingGcloudGplatformUG2022SG 0

100 nomputationalGStudyGonGtheGpffectGofGµhienylGˇ�ToonorGonGtheGzpticalG esponseGofGyonclassicalG
zligoT’yrazinothienothiadiazoleGmiradicaloidsUG2022SGXYaSGbcYdTbcZd 0
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99 SystematicGpvaluationGofGnounterpoiseGnorrectionGinGoensityGqunctionalGµheoryUG 3

98 lccurateG’redictionGofGøerticalGtonizationG’otentialsGandGplectronGlffinitiesGfromGSpinTnomponentG
ScaledGnnYGandGlonOYPGxodelsUG 0

97  eorganizationGpnergiesGforGtnterfacialG’rotonTnoupledGplectronGµransferGtoGaG−aterGzxidationG
natalystUG 0

96 SellaSGanGzpenTSourceGlutomationTqriendlyGxolecularGSaddleG’ointGzptimizerUG 0

95 µheGfourthTorderGalgebraicGdiagrammaticGconstructionGschemeGforGtheGpolarizationGpropagatorUG 1

94 norrectingGˇ�TdelocalisationGerrorsGinGconformationalGenergiesGusingGdensityTcorrectedGoqµSGwithG
applicationGtoGcrystalGpolymorphsUG 0

93 nomparativeGlnalysisGofGéncoupledGxodeGlpproximationsGforGxolecularGµhermochemistryGandG
vineticsUG 1

92  ecentGldvancesGtowardGpfficientGnalculationGofGsigherGyuclearGoerivativesGinG–uantumGnhemistryUG
2022SGXYaSGbbd]TbcW] 1

91 xanyGrecentGdensityGfunctionalsGareGnumericallyGillTbehavedUG 1

90 µwentyGflearsGofGluxiliaryTqieldG–uantumGxonteGnarloGinG–uantumGnhemistryeGlnGzverviewGandG
lssessmentGonGxainGrroupGnhemistryGandGmondTmreakingUG 1

89 yanoTcrystallineGprecursorGformationSGstabilitySGandGtransformationGtoGmulliteTtypeGvisibleTlightG
photocatalystsUG 2

88 lnGefficientGimplementationGofGtheGrzSµSsfl’GpressureGmodelGbyGapplyingGshellTboundingGgaussianG
XTelectronTZTcenterGintegralGscreeningUG 0

87 plectronTlffinityGµimeToependentGoensityGqunctionalGµheoryeGqormalismGandGlpplicationsGtoG
noreTpxcitedGStatesUG2022SGXZSGdaa[TdabY 1

86 sighG esolutionG’hotoelectronGSpectroscopyGofGtheGlcetylGlnionUG2022SGXYaSGbdaYTbdbW 1

85 ’redictionGofGxultipleGsydrogenGwigationGatGaGøanadiumOttPGSiteGinGaGxetalâ��zrganicGqrameworkUGXW[bXTXW[bc 2

84 oisentanglingGtheG esonantGlugerGSpectraGofGzzoneeGzverlappingGnoreTsoleGStatesGandG
noreTpxcitedGStateGoynamicsUG 1

83 noreGspectroscopyGofGoxazoleUG 0

82 qnclassesZGeGøibrationallyTresolvedGspectraGsimulatedGatGtheGedgeGofGtheGharmonicGapproximationUG 1
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81 yonadiabaticGoynamicsGofGsydrogenGµunnelingGwithGyuclearTplectronicGzrbitalGxultistateGoensityG
qunctionalGµheoryUG 2

80 SpectroscopicGsignaturesGofGstatesGinGtheGcontinuumGcharacterizedGbyGaGjointGexperimentalGandG
theoreticalGstudyGofGpyrroleUG 2

79 nonceptualGoensityGqunctionalGµheoryGforGµemporaryGlnionsGStabilizedGbyGScaledGyuclearGnhargesUG 0

78 reneralizationGofGpµSTyznøGandGlwxzTnzø’GpnergyGoecompositionGlnalysisGtoGnonnectGlnyGµwoG
plectronicGStatesGandGnomparativeGlssessmentUG 2

77 ’redictiveGstochasticGanalysisGofGmassiveGfilterTbasedGelectrochemicalGreactionGnetworksUG 0

76 oqµGcalculationsGinGsolutionGsystemseGsolvationGenergySGdispersionGenergyGandGentropyUG 0

75 xultivalentGopticalGcyclingGcenterseGtowardsGcontrolGofGpolyatomicsGwithGmultiTelectronGdegreesGofG
freedomUG2022SGY]SGX][TXbW 0

74 énveilingGtheGstructuralGfeaturesGthatGregulateGcarbapenemGdeacylationGinGv’nTYGthroughG–xVxxG
andGinterpretableGmachineGlearningUG 0

73 lGcomprehensiveGbenchmarkGinvestigationGofGquantumGchemicalGmethodsGforGcarbocationsUG 0

72 ooesGrw’µYGofferGanyGactualGbenefitGoverGconventionalGsqTx’YGinGtheGcontextGofGdoubleThybridG
densityGfunctionalsjUG2022SG 1

71  eliableGpredictionGofGassociationGOfreePGenergiesGofGsupramolecularGcomplexesGwithGheavyGmainG
groupGelementsGâ��GtheGsSXZwGbenchmarkGsetUG2022SGY[SGYccZXTYcc[Z 0

70 lnalyticalGgradientsGandGderivativeGcouplingsGforGtheGµooqµTXoGmethodUG 0

69 µrappingGtheGµransitionGStateGinGaG[YSZαTSigmatropicG earrangementGbyGlpplyingG’ressureUG2022SGbSG[]YWcT[]YX[1

68 pitherGlccurateGSingletâ��µripletGrapsGorGpxcitedTStateGStructureseGµestingGandGénderstandingGtheG
’erformanceGofGµoToqµGforGµloqGpmittersUG2022SGXcSGbbWYTbbXZ 0

67 nhargeTtransferTtoTsolventGstatesGprovideGaGsensitiveGspectroscopicGprobeGofGtheGlocalGsolventG
structureGaroundGanionsUG 0

66 oifferentiableGquantumGchemistryGwithG’ySnqGforGmoleculesGandGmaterialsGatGtheGmeanTfieldGlevelG
andGbeyondUG2022SGX]bSGYW[cWX 2

65 pfficientGnomputationGofGtheGtnteractionGpnergiesGofGøeryGwargeGyonTcovalentlyGmoundGnomplexesUG 0

64 SimulationsGofGelectricGfieldGgradientGfluctuationsGandGdynamicsGaroundGsodiumGionsGinGionicGliquidsUG
2022SGX]bSGY[[]WY 0
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63 SoftTxTrayGspectroscopyGofGcoroneneRGandGOcoroneneRsPRGcationseGµheGinfluenceGofGhydrogenationG
onGelectronicGstructureGandGphUG2022SGXWaSG 0

62 µransitionXxGTGaGdatasetGforGbuildingGgeneralizableGreactiveGmachineGlearningGpotentialsUG2022SGdSG 0

61 pxcitationGandGfragmentationGofGtheGdielectricGgasGn[qbyeGelectronsGvsUGphotonsUG 0

60 Spinâ��orbitGcouplingsGwithinGspinTconservingGandGspinTflippingGtimeTdependentGdensityGfunctionalG
theoryeGtmplementationGandGbenchmarkGcalculationsUG2022SGX]bSGYY[XXW 2

59 ipieeGlG’ythonTmasedGluxiliaryTqieldG–uantumGxonteGnarloG’rogramGwithGqlexibilityGandGpfficiencyG
onGn’ésGandGr’ésUG 0

58 ’erformanceGofGwocalizedTzrbitalGnoupledTnlusterGlpproachesGforGtheGnonformationalGpnergiesGofG
wongerGnTllkaneGnhainsUG2022SGXYaSGdZb]TdZdX 0

57 tmpactGofGnonnectivityGonGtheGplectronicGStructureGofGyTseterotriangulenesUG 0

56 muildingGonGtheGStrengthsGofGaGooubleTsybridGoensityGqunctionalGforGpxcitationGpnergiesGandG
tnvertedGSingletTµripletGpnergyGrapsUG 0

55 ’erspectiveeGSimultaneousGtreatmentGofGrelativitySGcorrelationSGandG–poUG 0

54 µheGsymmetricGquasiTclassicalGmodelGusingGonTtheTflyGtimeTdependentGdensityGfunctionalGtheoryG
withinGtheGµammâ��oancoffGapproximationUG 0

53
qasterGpxactGpxchangeGforGSolidsGviaGoccT tTveGlpplicationGtoGnombinatoriallyGzptimizedG
 angeTSeparatedGsybridGqunctionalsGforGSimpleGSolidsGwithG’seudopotentialsGyearGtheGmasisGSetG
wimitUG2022SGXcSGbZZaTbZ[d

0

52 –uantumGnhemicalG’redictionGofGtheGlciditiesGofGSulfonamideGtnhibitorsGofGnarbonicGlnhydraseUG
2022SGXYaSGdYWbTdYXb 0

51 pfficientGnalculationGofGyx GShieldingGnonstantsGésingGnompositeGxethodGlpproximationsGandG
wocallyGoenseGmasisGSetsUG 0

50
lnalyticalGoerivativeGnouplingsGwithinGtheGqrameworkGofGµimeToependentGoensityGqunctionalG
µheoryGnoupledGwithGnonductorTlikeG’olarizableGnontinuumGxodeleGqormalismSGtmplementationGandG
lpplicationsUG

0

49 µheorySGimplementationSGandGdisappointingGresultsGforGtwoTphotonGabsorptionGcrossGsectionsGwithinG
theGdoublyGelectronTattachedGequationTofTmotionGcoupledTclusterGframeworkUG 0

48 éltrafastGXTrayGSpectroscopyGofGtntersystemGnrossingGinGsexafluoroacetylacetoneeGnhromophoreG
’hotophysicsGandGSpectralGnhangesGinGtheGqaceGofGplectronT−ithdrawingGrroupsUG 1

47 µheGlugerGspectrumGofGbenzeneUG 0

46 ’rojectionTmasedGoensityGxatrixG enormalizationGrroupGinGoensityGqunctionalGµheoryGpmbeddingUGbXaTbYY 0
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45 reneratingGaccurateGdensityGmatricesGonGtheGtangentGspaceGofGaGrrassmannGmanifoldUG 0

44 tmprovingGwurasidoneGsydrochlorideâ��sGSolubilityGandGStabilityGbyGsigherTzrderGnomplexGqormationG
withGsydroxypropylT˛†TcyclodextrinUG2023SGX]SGYZY 0

43 rreenGplectrospinningGofGmiodegradableGnelluloseGlcetateGyanofibrousGxembranesGwithGµunableG
’orosityUG 0

42 lvoidingGyegligibleGShellG’airsGandG–uartetsGinGplectronicGStructureGnalculationsUG 0

41 oataTdrivenGmanyTbodyGpotentialsGfromGdensityGfunctionalGtheoryGforGaqueousGphaseGchemistryUG
2023SG[SGWXXZWX 0

40 –xVxxGxodelingGofGøibrationalG’olaritonGtnducedGpnergyGµransferGandGnhemicalGoynamicsUG2023SG
X[]SGZbbTZc[ 1

39 SecondTzrderGSelfTnonsistentGqieldGllgorithmseGqromGnlassicalGtoG–uantumGyucleiUG 0

38 xindGtheGrl’eG–uantifyingGtheGmreakdownGofGtheGwinearGøibronicGnouplingGsamiltonianUG 0

37 Spinâ��zrbitGnouplingsGofGzpenTShellGSystemsGwithG estrictedGlctiveGSpaceGnonfigurationG
tnteractionUG2023SGXYbSGXYWaTXYXc 0

36 zriginsGofGzffsetTStackingGinG’orousGqrameworksUG2023SGXYbSGYab]TYaca 0

35 xechanismsGandGpnergeticsGforGsydrogenGlbstractionGofGµhymineG’hotosensitizedGbyG
menzophenoneGfromGµheoreticalG’rincipleUG 0

34 SymmetricG’ostTµransitionGStateGmifurcationG eactionsGwithGmerryG’seudomagneticGqieldsUG2023SGX[SGbbWTbbc 0

33 mirthGofGtheGsydratedGplectronGviaGnhargeTµransferTtoTSolventGpxcitationGofGlqueousGtodideUG2023SG
X[SGcbWTcbc 0

32 xachineGlearningGbasedGimplicitGsolventGmodelGforGaqueousTsolutionGalanineGdipeptideGmolecularG
dynamicsGsimulationsUG2023SGXZSG[]a]T[]bb 1

31 plectronicGstructureGofGrhombusTshapedGnanographeneseGsystemGsizeGevolutionGfromGclosedTGtoG
openTshellGgroundGstatesUG 0

30 plectronicGstructureGtheoryGonGmodelingGshortTrangeGnoncovalentGinteractionsGbetweenGaminoG
acidsUG2023SGX]cSGWd[ZWX 0

29 pnergyGnomponentGlnalysisGforGplectronicallyGpxcitedGStatesGofGxoleculeseG−hyGtheGwowestGpxcitedG
StateGtsGyotGllwaysGtheGszxzVwéxzGµransitionUG 0

28 plectronicGtransitionGdipoleGmomentsGfromGtimeTindependentGexcitedTstateGdensityTfunctionalG
tightTbindingUG2023SGX]cSGXZ[XW[ 0
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27 lnGefficientGimplementationGofGanalyticalGnuclearGgradientsGforGlinearTresponseGtimeTdependentG
densityGfunctionalGtheoryGinGtheGplaneGwaveGbasisUG2023SG]SGWY[WWZ 0

26 nomputationalGinsightsGintoGtheGantioxidantGandGantidiabeticGmechanismsGofGcannabidioleGlnGinGvitroG
andGinGsilicoGstudyUG2023SGXaSGXW[c[Y 0

25 szlXeGaGhyperparameterGoptimisationGalgorithmGexplorerGforGneuralGnetworksUG 0

24 éltrafastG ingGnlosureG eactionGofGraseousGcisTStilbeneGfromGSXOˇ�ˇ�QPUG2023SGX[]SGZYcZTZYcc 1

23 qorceGoecompositionGlnalysiseGlGxethodGtoGoecomposeGtntermolecularGqorcesGintoG’hysicallyG
 elevantGnomponentGnontributionsUG2023SGXYbSGXbaWTXbb[ 0

22 zriginGofGxagneticGlnisotropyGinGyickeloceneGxolecularGxagnetGandG esilienceGofGttsGxagneticG
mehaviorUG2023SGXYbSGZa[bTZa]d 0

21 yewGtmplementationGofGanGpquationTofTxotionGnoupledTnlusterGoampedT esponseGqrameworkG
withGtllustrativeGlpplicationsGtoG esonantGtnelasticGXTrayGScatteringUG2023SGXYbSGXbb]TXbdZ 0

20 SlaterGtransitionGmethodsGforGcoreTlevelGelectronGbindingGenergiesUG2023SGX]cSGWd[XXX 0

19 uahnâ��µellerGeffectsGinGinitialGandGfinalGstateseGhighTresolutionGXTrayGabsorptionSGphotoelectronGandG
lugerGspectroscopyGofGalleneUG2023SGY]SGabZZTab[] 0

18 mowlTshapedGcarbonGskeletonsGunderGtensileGstresseGquantumGmechanochemistryGofGcorannuleneUG
2023SG[bSGaW]WTaW]Z 0

17 tnfluenceGofGµransitionGxetalGplectronGnonfigurationGonGtheGStructureGofGxetalâ��poµlGnomplexesUG
2023SGXYbSGYY]cTYYa[ 0

16 naughtGinGtheGacteGrealTtimeGobservationGofGtheGsolventGresponseGthatGpromotesGexcitedTstateG
protonGtransferGinGpyranineUG2023SGX[SG[W[cT[W]c 0

15 plectronicGmornâ��zppenheimerGapproximationGinGnuclearTelectronicGorbitalGdynamicsUG2023SGX]cSGXX[XXc 0

14 SolventGtnducedG’rotonG’olarizationGwithinGtheGyuclearâ��plectronicGzrbitalGqrameworkUG2023SGX[SGYddWTYdd] 0

13 SimpleSGaccurateSGadjustableTparameterTfreeGpredictionGofGyx GshiftsGforGmoleculesGinGsolutionUG
2023SGY]SGdd]YTdd]b 0

12 nomputationalGStudiesGofG ubberGzzonationGpxplainGtheGpffectivenessGofGa’’oGasGanG
lntidegradantGandGtheGxechanismGofGttsG–uinoneGqormationUG2023SG]bSG]YXaT]YZW 0

11 StructuralGSamplingGandGSolvationGxodelsGforGtheGSimulationGofGplectronicGSpectraeG’yrazineGasGaG
naseGStudyUG 0

10 øariableGlmineGSpacingGoeterminesGoepolymerizationG ateGinG’olydiketoenaminesUG2023SGX[]SGcWcYTcWcd 0
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9 lGqirstT’rinciplesGtnvestigationGofGStructureTwuminescenceGlctivityGofGoonorâ��lcceptorâ��oonorG
zrganicGµriadUG2023SGXYbSGZZZWTZZZc 0

8 pxploringGmetheâ��SalpeterGpxcitedTStateGoipoleseGµheGnhallengingGnaseGofGtncreasinglyGwongG
’ushâ��’ullGzligomersUG2023SGX[SGZbYbTZbZ[ 0

7 qragmentTmasedGnalculationsGofGpnzymaticGµhermochemistryG equireGoielectricGmoundaryG
nonditionsUGZcYaTZcZ[ 0

6 nooperativeGSupramolecularG’olymerizationGofGµriphenylamineGbisTéreaGxacrocyclesUG 0

5 lGdoubleThybridGdensityGfunctionalGbasedGonGgoodGlocalGphysicsGwithGoutstandingGperformanceGonG
theGrxµvy]]GdatabaseUG2023SGX]cSGX]XXWZ 0

4 zptimizedGattenuatedGinteractioneGpnablingGstochasticGmetheâ��SalpeterGspectraGforGlargeGsystemsUG
2023SGX]cSGX][XW[ 0

3 nomparisonGofGtheG’erformanceGofGoensityGqunctionalGxethodsGforGtheGoescriptionGofGSpinGStatesG
andGmindingGpnergiesGofG’orphyrinsUG2023SGYcSGZ[cb 0

2 reneticGdriftGandGgenomeGreductionGinGtheGplantGpathogennandidatuswiberibacterGsolanacearumG
shapesGaGnewGenzymeGinGlysineGbiosynthesisUG 0

1 ’robingGSuperatomicGzrbitalsGofGScToopedGandGéndopedGSilverGnlusterGlnionsGviaG’hotoelectronG
lngularGlnisotropyUG[WXXT[WXc 0
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