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353 zibSqhIzibraryIforIScalingIqorrectionIMethodsIinIrensityItunctionalI×heoryXXIJournaleofeChemicale
TheoryeandeComputationVI2022VI 6.4 2

352 qombiningIlocalizedIorbitalIscalingIcorrectionIandIpetheWSalpeterIequationIforIaccurateIexcitationI
energiesXXIJournaleofeChemicalePhysicsVI2022VI[cdVI[cb[Z[ 3.9 1

351 —eformulationIofIthermallyIassistedWoccupationIdensityIfunctionalItheoryIinItheIyohnWShamI
frameworkXXIJournaleofeChemicalePhysicsVI2022VI[cdVI[eb[Zf 3.9 0
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×heoreticalIstudiesIonItripletWstateIdrivenIdissociationIofIformaldehydeIbyIquasiWclassicalImolecularI
dynamicsIsimulationIonImachineWlearningIpotentialIenergyIsurfaceXIJournaleofeChemicalePhysicsVI
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3.9 2
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theoryXIJournaleofeChemicalePhysicsVI2021VI[cbVIZcbaZ] 3.9 3
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tunctionalI×heoryXIJournaleofePhysicaleChemistryeLettersVI2021VI[]VIe]adWe]bb 6.4 4
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snergyIqalculationXIJournaleofePhysicaleChemistryeLettersVI2021VI[]VId]ZaWd][Z 6.4 6
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MoaoXIJournaleofetheeAmericaneChemicaleSocietyVI2021VI[baVI[afacW[afbb 16.4 3
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ChemistryeueAeEuropeaneJournalVI2020VI]dVIcdZeWcd[Z 4.8 9
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tilmsIbeyondI”tXIACSeNanoVI2020VI[bVI[eZeW[e[b 16.7 49
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SelfWqonsistentIqalculationIofItheIzocalizedI“rbitalIScalingIqorrectionIforIqorrectIslectronI
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6.4 8
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337 oreneISubstitutionIresignIforIqontrolledIqonformationalIqhangesIofIribenzocyclooctaW[VcWdienesXI
JournaleofetheeAmericaneChemicaleSocietyVI2020VI[b]VI[ddc[W[dddZ 16.4 7

336 wntroductoryIlecturehIwhenItheIdensityIofItheInoninteractingIreferenceIsystemIisInotItheIdensityIofI
theIphysicalIsystemIinIdensityIfunctionalItheoryXIFaradayeDiscussionsVI2020VI]]bVIgW]d 3.6 3

335 sxcitedWStateI”otentialIsnergyISurfacesVIqonicalIwntersectionsVIandIonalyticalIuradientsIfromI
uroundWStateIrensityItunctionalI×heoryXIJournaleofePhysicaleChemistryeLettersVI2019VI[ZVI]cafW]cbc 6.4 18

334 qhargeItransferIexcitationIenergiesIfromIgroundIstateIdensityIfunctionalItheoryIcalculationsXI
JournaleofeChemicalePhysicsVI2019VI[cZVI[bb[Zg 3.9 7

333 sxcitationIsnergiesIfromItheISingleW”articleIureenQsItunctionIwithItheIuWIopproximationXIJournale
ofePhysicaleChemistryeAVI2019VI[]aVIa[ggWa]Zb 2.8 6

332 [VaWripolarIcycloadditionIofInitronesItoIoxaRazaSbicyclicIalkenesXIOrganiceChemistryeFrontiersVI2019VI
dVIaadZWaadb 5.2 15

331 SolvationItreeIsnergyIqalculationsIwithI–uantumIMechanicsYMolecularIMechanicsIandIMachineI
zearningIModelsXIJournaleofePhysicaleChemistryeBVI2019VI[]aVIgZ[WgZf 3.4 15

330 ×owardIpuildingI”roteinItorceItieldsIbyI—esidueWpasedISystematicIMolecularItragmentationIandI
NeuralINetworkXIJournaleofeChemicaleTheoryeandeComputationVI2019VI[cVI[bZgW[b[e 6.4 12

329 opproximatingI–uasiparticleIandIsxcitationIsnergiesIfromIuroundIStateIueneralizedIyohnWShamI
qalculationsXIJournaleofePhysicaleChemistryeAVI2019VI[]aVIdddWdea 2.8 23

328 —enormalizedISinglesIureenQsItunctionIforI–uasiW”articleIqalculationsIbeyondItheIuIWI
opproximationXIJournaleofePhysicaleChemistryeLettersVI2019VI[ZVIbbeWbc] 6.4 11

327 MolecularIrynamicsISimulationsIwithI–uantumIMechanicsYMolecularIMechanicsIandIodaptiveI
NeuralINetworksXIJournaleofeChemicaleTheoryeandeComputationVI2018VI[bVI[bb]W[bcc 6.4 66

326 ”lasmonWsnhancedIqatalysishIristinguishingI×hermalIandINonthermalIsffectsXINanoeLettersVI2018VI
[fVI[e[bW[e]a 11.5 165

325 zocalizedIorbitalIscalingIcorrectionIforIsystematicIeliminationIofIdelocalizationIerrorIinIdensityI
functionalIapproximationsXINationaleScienceeReviewVI2018VIcVI]ZaW][c 10.8 71

324 occurateIdensityIfunctionalIpredictionIofImolecularIelectronIaffinityIwithItheIscalingIcorrectedI
yohnâ��ShamIfrontierIorbitalIenergiesXIMolecularePhysicsVI2018VI[[dVIg]eWgab 1.7 7

323 occurateI–uantumIMechanicalYMolecularIMechanicalIqalculationsIofI—eductionI”otentialsIinIozurinI
−ariantsXIJournaleofeChemicaleTheoryeandeComputationVI2018VI[bVIbgbfWbgce 6.4 11

322 ”hotocatalyticIactivityIandItheIradiativeIlifetimesIofIexcitonsIviaIanIabIinitioIapproachXIJournaleofe
MaterialseChemistryeAVI2018VIdVI[cZ]eW[cZa] 13 9

321 ”erspectivehIqhemicalIwnformationIsncodedIinIslectronIrensityXIWulieHuaxueeXuebaoweActaePhysicoeue
ChimicaeSinicaVI2018VIabVIcdeWcfZ 3.8 2

320 SpinWstateIenergeticsIofIironRwwSIporphyrinIfromItheIparticleWparticleIrandomIphaseIapproximationXI
EuropeanePhysicaleJournaleBVI2018VIg[VI[ 1.2 3
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319 —oleIofIqonformationalItluctuationsIofI”roteinItowardIMethylationIinIrNoIbyI
qytosineWcWmethyltransferaseXIJournaleofeChemicaleTheoryeandeComputationVI2018VI[bVIddegWddfg 6.4 3

318 tieldIslectronIsmissionIwmagesItarIowayIfromIaISemiWwnfinitelyIzongIsmitterhIoIMultiscaleI
SimulationXIJournaleofePhysicaleChemistryeCVI2018VI[]]VI]eecbW]eedZ 3.8 1

317 rescribingIstrongIcorrelationIwithIfractionalWspinIcorrectionIinIdensityIfunctionalItheoryXI
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2018VI[[cVIgdefWgdfa 11.5 41

316
occurateI×reatmentIofIqhargeW×ransferIsxcitationsIandI×hermallyIoctivatedIrelayedItluorescenceI
ösingItheI”articleW”articleI—andomI”haseIopproximationXIJournaleofeChemicaleTheoryeande
ComputationVI2018VI[bVIa[gdWa]Zb

6.4 9

315 torceItieldIforIWaterIpasedIonINeuralINetworkXIJournaleofePhysicaleChemistryeLettersVI2018VIgVIa]a]Wa]bZ6.4 30

314 SingleVIroubleIslectronicIsxcitationsIandIsxcitonIsffectiveIqonjugationIzengthsIinIˇ�WqonjugatedI
SystemsXIJournaleofePhysicaleChemistryeLettersVI2018VIgVIbZ]gWbZad 6.4 5

313 ”roductIselectivityIinIplasmonicIphotocatalysisIforIcarbonIdioxideIhydrogenationXINaturee
CommunicationsVI2017VIfVI[bcb] 17.4 247

312 ×hreeI”yrimidineIrecarboxylationsIinItheIobsenceIofIaIqatalystXIBiochemistryVI2017VIcdVI[bgfW[cZa 3.2 1

311 “nItheIpiecewiseIconvexIorIconcaveInatureIofIgroundIstateIenergyIasIaIfunctionIofIfractionalI
numberIofIelectronsIforIapproximateIdensityIfunctionalsXIJournaleofeChemicalePhysicsVI2017VI[bdVIZeb[Ze3.9 10

310 önderstandingIbandIgapsIofIsolidsIinIgeneralizedIyohnWShamItheoryXIProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2017VI[[bVI]fZ[W]fZd 11.5 280

309 slectronIrensityVIyohnâ��ShamItrontierI“rbitalsVIandItukuiItunctionsI2017VIaZaWaZd 1

308 qompetingI”athwaysIandIMultipleItoldingINucleiIinIaIzargeIMultidomainI”roteinVIzuciferaseXI
BiophysicaleJournalVI2017VI[[]VI[f]gW[fbZ 2.9 8

307 “nIextendingIyohnWShamIdensityIfunctionalsItoIsystemsIwithIfractionalInumberIofIelectronsXI
JournaleofeChemicalePhysicsVI2017VI[bdVI][b[Zg 3.9 5

306 qhargeItransferIexcitationsIfromIparticleWparticleIrandomIphaseIapproximationW“pportunitiesIandI
challengesIarisingIfromItwoWelectronIdeficientIsystemsXIJournaleofeChemicalePhysicsVI2017VI[bdVI[]b[Zb 3.9 6

305 octivatingIMoSIforIpvWöniversalIvydrogenIsvolutionIqatalysisXIJournaleofetheeAmericaneChemicale
SocietyVI2017VI[agVI[d[gbW[d]ZZ 16.4 118

304 sxcitationIenergiesIfromIparticleWparticleIrandomIphaseIapproximationIwithIaccurateIoptimizedI
effectiveIpotentialsXIJournaleofeChemicalePhysicsVI2017VI[beVI[ab[Zc 3.9 4

303 MultireferenceIrensityItunctionalI×heoryIwithIueneralizedIouxiliaryISystemsIforIuroundIandI
sxcitedIStatesXIJournaleofePhysicaleChemistryeLettersVI2017VIfVIbbegWbbfc 6.4 14

302 ueneralizedI“ptimizedIsffectiveI”otentialIforI“rbitalItunctionalsIandISelfWqonsistentIqalculationI
ofI—andomI”haseIopproximationsXIJournaleofePhysicaleChemistryeLettersVI2017VIfVIbebdWbec[ 6.4 16
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×imeWrependentIqoupledI”erturbedIvartreeWtockIandIrensityWtunctionalW×heoryIopproachIforI
qalculatingItrequencyWrependentIRvyperS”olarizabilitiesIwithINonorthogonalIzocalizedIMolecularI
“rbitalsXIJournaleofeChemicaleTheoryeandeComputationVI2017VI[aVIb[Z[Wb[[]

6.4

300 wnternalIforceIcorrectionsIwithImachineIlearningIforIquantumImechanicsYmolecularImechanicsI
simulationsXIJournaleofeChemicalePhysicsVI2017VI[beVI[d[ea] 3.9 22

299 occurateI–uasiparticleISpectraIfromItheI×WMatrixISelfWsnergyIandItheI”articleW”articleI—andomI
”haseIopproximationXIJournaleofePhysicaleChemistryeLettersVI2017VIfVIa]]aWa]]e 6.4 9

298 MultiscaleI–uantumIMechanicsYMolecularIMechanicsISimulationsIwithINeuralINetworksXIJournaleofe
ChemicaleTheoryeandeComputationVI2016VI[]VIbgabWbgbd 6.4 71

297 NatureIofIgroundIandIelectronicIexcitedIstatesIofIhigherIacenesXIProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2016VI[[aVIscZgfW[Ze 11.5 113

296 qonicalIwntersectionsIfromI”articleW”articleI—andomI”haseIandI×ammWrancoffIopproximationsXI
JournaleofePhysicaleChemistryeLettersVI2016VIeVI]bZeW[[ 6.4 17

295 riverseI“ptimalIMolecularIzibrariesIforI“rganicIzightWsmittingIriodesXIJournaleofeChemicaleTheorye
andeComputationVI2016VI[]VI[gb]Wc] 6.4 14

294 occurateIatomicIquantumIdefectsIfromIparticleâ��particleIrandomIphaseIapproximationXIMoleculare
PhysicsVI2016VI[[bVI[[fgW[[gf 1.7 4
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SingleWmoleculeItorceISpectroscopyI—evealsItheIqalciumIrependenceIofItheIolternativeI
qonformationsIinItheINativeIStateIofIaI˛†˛‡WqrystallinI”roteinXIJournaleofeBiologicaleChemistryVI2016VI
]g[VI[f]daWec

5.4 8

292 ollI×heIqatalyticIoctiveISitesIofIMoSIforIvydrogenIsvolutionXIJournaleofetheeAmericaneChemicale
SocietyVI2016VI[afVI[dda]W[ddaf 16.4 495

291 reterminingIpolarizableIforceIfieldsIwithIelectrostaticIpotentialsIfromIquantumImechanicalIlinearI
responseItheoryXIJournaleofeChemicalePhysicsVI2016VI[bbVI]]b[Ze 3.9 7

290 occurateIandIefficientIcalculationIofIexcitationIenergiesIwithItheIactiveWspaceIparticleWparticleI
randomIphaseIapproximationXIJournaleofeChemicalePhysicsVI2016VI[bcVI[bb[Zc 3.9 8

289
–uantumIMechanicsYMolecularIMechanicsIMethodIqombinedIwithIvybridIollWotomIandI
qoarseWurainedIModelhI×heoryIandIopplicationIonI—edoxI”otentialIqalculationsXIJournaleofeChemicale
TheoryeandeComputationVI2016VI[]VI]Z[eW]e

6.4 15

288 StrategyItoIdiscoverIdiverseIoptimalImoleculesIinItheIsmallImoleculeIuniverseXIJournaleofeChemicale
InformationeandeModelingVI2015VIccVIc]gWae 6.1 47

287 SingletWtripletIenergyIgapsIforIdiradicalsIfromIparticleWparticleIrandomIphaseIapproximationXI
JournaleofePhysicaleChemistryeAVI2015VI[[gVIbg]aWa] 2.8 27

286 ScalingIcorrectionIapproachesIforIreducingIdelocalizationIerrorIinIdensityIfunctionalI
approximationsXIScienceeChinaeChemistryVI2015VIcfVI[f]cW[fbb 7.9 10

285 onalyticIgradientsVIgeometryIoptimizationIandIexcitedIstateIpotentialIenergyIsurfacesIfromItheI
particleWparticleIrandomIphaseIapproximationXIPhysicaleChemistryeChemicalePhysicsVI2015VI[eVI[Z]cWaf 3.6 19

284 uentlestIascentIdynamicsIforIcalculatingIfirstIexcitedIstateIandIexploringIenergyIlandscapeIofI
yohnWShamIdensityIfunctionalsXIJournaleofeChemicalePhysicsVI2015VI[baVI]]b[[Z 3.9 5
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283 “rbitalIrelaxationIeffectsIonIyohnWShamIfrontierIorbitalIenergiesIinIdensityIfunctionalItheoryXI
JournaleofeChemicalePhysicsVI2015VI[b]VI[cb[[a 3.9 14

282 zocalIscalingIcorrectionIforIreducingIdelocalizationIerrorIinIdensityIfunctionalIapproximationsXI
PhysicaleRevieweLettersVI2015VI[[bVIZcaZZ[ 7.4 59

281
qoupledW”erturbedISqtIopproachIforIqalculatingIStaticI”olarizabilitiesIandIvyperpolarizabilitiesI
withINonorthogonalIzocalizedIMolecularI“rbitalsXIJournaleofeChemicaleTheoryeandeComputationVI
2015VI[[VIg]aWa[

6.4 1

280 rirectIobservationIofImultimerIstabilizationIinItheImechanicalIunfoldingIpathwayIofIaIproteinI
undergoingIoligomerizationXIACSeNanoVI2015VIgVI[[fgWge 16.7 13

279 zinearWresponseItimeWdependentIdensityWfunctionalItheoryIwithIpairingIfieldsXIJournaleofeChemicale
PhysicsVI2014VI[bZVI[foc]] 3.9 25

278 qharacterizationIofIaIphotoswitchingIchelatorIwithIlightWmodulatedIgeometricVIelectronicVIandI
metalWbindingIpropertiesXIInorganiceChemistryVI2014VIcaVI[ageWbZc 5.1 21

277 zayerWdependentIelectrocatalysisIofIMoS]IforIhydrogenIevolutionXINanoeLettersVI2014VI[bVIccaWf 11.5 580

276 ShiftingIslectronicIStructureIbyIwnherentI×ensionIinIMolecularIpottlebrushesIwithI”olythiopheneI
packbonesXXIACSeMacroeLettersVI2014VIaVIeafWeb] 6.6 14

275 —evisitingIv“INucleationIaroundIouIandIvghI×heI”eculiarIL”seudoWSoftLIqharacterIofItheIuoldI
qationXIJournaleofeChemicaleTheoryeandeComputationVI2014VI[ZVI[gZZW[gZg 6.4 6

274 ”refacehISpecialItopicIonIadvancesIinIdensityIfunctionalItheoryXIJournaleofeChemicalePhysicsVI2014VI
[bZVI[fo[Z[ 3.9 3

273 ×estingIexchangeâ��correlationIfunctionalsIatIfractionalIelectronInumbersXITheoreticaleChemistrye
AccountsVI2014VI[aaVI[ 1.9 2

272 tractionalIchargeIbehaviorIandIbandIgapIpredictionsIwithItheIβγuaItypeIofIdoublyIhybridIdensityI
functionalsXIJournaleofePhysicaleChemistryeAVI2014VI[[fVIg]Z[W[[ 2.8 43

271 oItributeItoIuuosenIγanXITheoreticaleChemistryeAccountsVI2014VI[aaVI[ 1.9

270 —estrictedIsecondIrandomIphaseIapproximationsIandI×ammWrancoffIapproximationsIforIelectronicI
excitationIenergyIcalculationsXIJournaleofeChemicalePhysicsVI2014VI[b[VI][b[Z] 3.9 4

269 sxchangeWcorrelationIenergyIfromIpairingImatrixIfluctuationIandItheIparticleWparticleIrandomI
phaseIapproximationXIJournaleofeChemicalePhysicsVI2014VI[bZVI[foc[[ 3.9 31

268 sxcitationIenergiesIfromIparticleWparticleIrandomIphaseIapproximationhIravidsonIalgorithmIandI
benchmarkIstudiesXIJournaleofeChemicalePhysicsVI2014VI[b[VI[]b[Zb 3.9 33

267 ×ensorIhypercontractedIpp—”ohIreducingItheIcostIofItheIparticleWparticleIrandomIphaseI
approximationIfromI“RrRdSSItoI“RrRbSSXIJournaleofeChemicalePhysicsVI2014VI[b[VIZ]b[[g 3.9 15

266 qhaperonesIrescueIluciferaseIfoldingIbyIseparatingIitsIdomainsXIJournaleofeBiologicaleChemistryVI
2014VI]fgVI]fdZeW[f 5.4 20
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265 StochasticIvoyagesIintoIunchartedIchemicalIspaceIproduceIaIrepresentativeIlibraryIofIallIpossibleI
drugWlikeIcompoundsXIJournaleofetheeAmericaneChemicaleSocietyVI2013VI[acVIe]gdWaZa 16.4 166

264 sffectiveIpreconditioningIforIabIinitioIgroundIstateIenergyIminimizationIwithInonWorthogonalI
localizedImolecularIorbitalsXIPhysicaleChemistryeChemicalePhysicsVI2013VI[cVI[cc[fW]e 3.6 12

263 qoncertedIprotonItransferImechanismIofIqlostridiumIthermocellumIriboseWcWphosphateIisomeraseXI
JournaleofePhysicaleChemistryeBVI2013VI[[eVIgacbWd[ 3.4 8

262 sxchangeWcorrelationIenergyIfromIpairingImatrixIfluctuationIandItheIparticleWparticleI
randomWphaseIapproximationXIPhysicaleRevieweAVI2013VIffVI 2.6 68

261 oInonempiricalIscalingIcorrectionIapproachIforIdensityIfunctionalImethodsIinvolvingIsubstantialI
amountIofIvartreeWtockIexchangeXIJournaleofeChemicalePhysicsVI2013VI[afVI[eb[Zc 3.9 19

260 ×heItensorIhypercontractedIparametricIreducedIdensityImatrixIalgorithmhIcoupledWclusterIaccuracyI
withI“RrRbSSIscalingXIJournaleofeChemicalePhysicsVI2013VI[agVIZcb[[Z 3.9 17

259 WaveIfunctionImethodsIforIfractionalIelectronsXIJournaleofeChemicalePhysicsVI2013VI[agVIZeb[Ze 3.9 17

258 squivalenceIofIparticleWparticleIrandomIphaseIapproximationIcorrelationIenergyIandI
ladderWcoupledWclusterIdoublesXIJournaleofeChemicalePhysicsVI2013VI[agVI[Zb[[] 3.9 44

257 sxtensionIofImanyWbodyItheoryIandIapproximateIdensityIfunctionalsItoIfractionalIchargesIandI
fractionalIspinsXIJournaleofeChemicalePhysicsVI2013VI[agVI[Zb[[b 3.9 26

256 NoncovalentIwnteractionIonalysisIinItluctuatingIsnvironmentsXIJournaleofeChemicaleTheoryeande
ComputationVI2013VIgVI]]]dW]]ab 6.4 102

255 ”ushingItheIboundariesIofIintrinsicallyIstableIradicalshIinverseIdesignIusingItheIthiadiazinylIradicalI
asIaItemplateXIJournaleofeOrganiceChemistryVI2013VIefVIa[c[Wf 4.2 15

254 tukuiIfunctionIandIresponseIfunctionIforInonlocalIandIfractionalIsystemsXIJournaleofeChemicale
PhysicsVI2013VI[afVI[fb[Zf 3.9 16

253 rynamicalIsecondWorderIpetheWSalpeterIequationIkernelhIaImethodIforIelectronicIexcitationIbeyondI
theIadiabaticIapproximationXIJournaleofeChemicalePhysicsVI2013VI[agVI[cb[Zg 3.9 20

252 occurateIqomputationIofItheINonWwnteractingIyineticIsnergyIfromIslectronIrensitiesXIRecente
AdvanceseineComputationalVI2013VI[aW]g

251 roubleVI—ydbergIandIchargeItransferIexcitationsIfromIpairingImatrixIfluctuationIandI
particleWparticleIrandomIphaseIapproximationXIJournaleofeChemicalePhysicsVI2013VI[agVI]]b[Zc 3.9 43

250 ”seudobondIparametersIforI–MYMMIstudiesIinvolvingInucleosidesVInucleotidesVIandItheirIanalogsXI
JournaleofeChemicalePhysicsVI2013VI[afVIZbc[Z] 3.9 5

249 qontributionsIofI”auliIrepulsionsItoItheIenergeticsIandIphysicalIpropertiesIcomputedIinI–MYMMI
methodsXIJournaleofeComputationaleChemistryVI2013VIabVI]afZWf 3.5 7

248 penchmarkItestsIandIspinIadaptationIforItheIparticleWparticleIrandomIphaseIapproximationXIJournale
ofeChemicalePhysicsVI2013VI[agVI[eb[[Z 3.9 33
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247 SulfurWdopedIzincIoxideIRλn“SINanostarshISynthesisIandIsimulationIofIgrowthImechanismXINanoe
ResearchVI2012VIcVI]ZW]d 10 35

246
tragmentWbasedI–uantumIMechanicalYMolecularIMechanicalISimulationsIofI×hermodynamicIandI
yineticI”rocessIofItheI—uW—uISelfWsxchangeIslectronI×ransferXIJournaleofeChemicaleTheoryeande
ComputationVI2012VIfVIbgdZWbgde

6.4 17

245 −ariationalIfractionalWspinIdensityWfunctionalItheoryIforIdiradicalsXIJournaleofeChemicalePhysicsVI2012
VI[aeVI[[b[[] 3.9 23

244
vigherWorderIsplitIoperatorIschemesIforIsolvingItheISchrˆ¶dingerIequationIinItheItimeWdependentI
waveIpacketImethodhIapplicationsItoItriatomicIreactiveIscatteringIcalculationsXIPhysicaleChemistrye
ChemicalePhysicsVI2012VI[bVI[f]eWbc

3.6 31

243 ziquidIwaterIsimulationsIwithItheIdensityIfragmentIinteractionIapproachXIPhysicaleChemistrye
ChemicalePhysicsVI2012VI[bVIeeZZWg 3.6 14

242 resignIofIqoupledI”orphyrinIqhromophoresIwithIönusuallyIzargeIvyperpolarizabilitiesXIJournaleofe
PhysicaleChemistryeCVI2012VI[[dVIge]bWgeaa 3.8 31

241 qatalyticImechanismIofIbWoxalocrotonateItautomerasehIsignificancesIofIproteinWproteinIinteractionsI
onIprotonItransferIpathwaysXIJournaleofePhysicaleChemistryeBVI2012VI[[dVIdffgWge 3.4 7

240 rensityWtunctionalIsrrorsIinIolkaneshIoI—ealWSpaceI”erspectiveXIJournaleofeChemicaleTheoryeande
ComputationVI2012VIfVI]dedWf[ 6.4 15

239 qouplingIquantumIinterpretativeItechniqueshIanotherIlookIatIchemicalImechanismsIinIorganicI
reactionsXIJournaleofeChemicaleTheoryeandeComputationVI2012VIfVIaggaWagge 6.4 90

238 onalyticalIevaluationIofItukuiIfunctionsIandIrealWspaceIlinearIresponseIfunctionXIJournaleofe
ChemicalePhysicsVI2012VI[adVI[bb[[Z 3.9 53

237 rerivativeIdiscontinuityVIbandgapIandIlowestIunoccupiedImolecularIorbitalIinIdensityIfunctionalI
theoryXIJournaleofeChemicalePhysicsVI2012VI[adVI]Zb[[[ 3.9 129

236 MechanicalIanisotropyIofIankyrinIrepeatsXIBiophysicaleJournalVI2012VI[Z]VI[[[fW]d 2.9 20

235 vighlyItunableIspinWdependentIelectronItransportIthroughIcarbonIatomicIchainsIconnectingItwoI
zigzagIgrapheneInanoribbonsXIJournaleofeChemicalePhysicsVI2012VI[aeVI[Zb[Ze 3.9 17

234 wnverseIdesignIofImoleculesIwithIoptimalIreactivityIpropertieshIacidityIofI]WnaphtholIderivativesXI
PhysicaleChemistryeChemicalePhysicsVI2012VI[bVI[dZZ]W[a 3.6 22

233 qhallengesIforIdensityIfunctionalItheoryXIChemicaleReviewsVI2012VI[[]VI]fgWa]Z 68.1 1521

232 tailureIofItheIrandomWphaseWapproximationIcorrelationIenergyXIPhysicaleRevieweAVI2012VIfcVI 2.6 49

231 ochievingIpartialIdecoherenceIinIsurfaceIhoppingIthroughIphaseIcorrectionXIJournaleofeChemicale
PhysicsVI2012VI[aeVI]]oc]f 3.9 40

230 relocalizationIerrorIofIdensityWfunctionalIapproximationshIaIdistinctImanifestationIinIhydrogenI
molecularIchainsXIJournaleofeChemicalePhysicsVI2012VI[aeVI][b[Zd 3.9 60
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229 ×heoreticalIstudyIofIcatalyticImechanismIforIsingleWsiteIwaterIoxidationIprocessXIProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2012VI[ZgVI[cddgWe] 11.5 49

228 “ptimizedIeffectiveIpotentialIforIcalculationsIwithIorbitalWfreeIpotentialIfunctionalsXIMoleculare
PhysicsVI2012VI[[ZVIg]cWgab 1.7 2

227 wnsightIandIprogressIinIdensityIfunctionalItheoryI2012VI 3

226 onalysisIofIhydrogenWbondIinteractionIpotentialsIfromItheIelectronIdensityhIintegrationIofI
noncovalentIinteractionIregionsXIJournaleofePhysicaleChemistryeAVI2011VI[[cVI[]gfaWgZ 2.8 271

225 qonicalIintersectionsIinIsolutionhIformulationVIalgorithmVIandIimplementationIwithIcombinedI
quantumImechanicsYmolecularImechanicsImethodXIJournaleofeChemicalePhysicsVI2011VI[abVI]Zb[[c 3.9 12

224 SingletWtripletIenergyIgapsIforIdiradicalsIfromIfractionalWspinIdensityWfunctionalItheoryXIJournaleofe
PhysicaleChemistryeAVI2011VI[[cVIedWfa 2.8 97
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2011VIcVIc[[cW]a 16.7 84
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theeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2010VI[ZeVIe]]cWg 11.5 263
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196 revelopmentIandIapplicationIofIabIinitioI–MYMMImethodsIforImechanisticIsimulationIofIreactionsI
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fromI–MYMMWMts”IcalculationsXIJournaleofePhysicaleChemistryeBVI2009VI[[aVIc][eW]b 3.4 21

190 ×hermopowerIofImolecularIjunctionshIanIabIinitioIstudyXINanoeLettersVI2009VIgVI[Z[[Wb 11.5 86
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177 MolecularIdesignIofIporphyrinWbasedInonlinearIopticalImaterialsXIJournaleofePhysicaleChemistryeAVI
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energyIinIligandIbindingXIJournaleofePhysicaleChemistryeBVI2008VI[[]VIa[dfWed 3.4 13

173 sxploringIchemicalIspaceIwithIdiscreteVIgradientVIandIhybridIoptimizationImethodsXIJournaleofe
ChemicalePhysicsVI2008VI[]gVI[eb[Zc 3.9 33

172 wnverseImolecularIdesignIinIaItightWbindingIframeworkXIJournaleofeChemicalePhysicsVI2008VI[]gVIZbb[Zd 3.9 34

171 oIgradientWdirectedIMonteIqarloIapproachItoImolecularIdesignXIJournaleofeChemicalePhysicsVI2008VI
[]gVIZdb[Z] 3.9 36

170
rensityWfragmentIinteractionIapproachIforIquantumWmechanicalYmolecularWmechanicalIcalculationsI
withIapplicationItoItheIexcitedIstatesIofIaIMgR]USWsensitiveIdyeXIJournaleofeChemicalePhysicsVI2008VI
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3.9 41

169 “ptimizedIeffectiveIpotentialsIfromIarbitraryIbasisIsetsXIJournaleofeChemicalePhysicsVI2008VI[]gVI[gb[Z] 3.9 38

168 relocalizationIerrorsIinIdensityIfunctionalsIandIimplicationsIforImainWgroupIthermochemistryXI
JournaleofeChemicalePhysicsVI2008VI[]gVI]Zb[[] 3.9 139

167 tractionalIspinsIandIstaticIcorrelationIerrorIinIdensityIfunctionalItheoryXIJournaleofeChemicalePhysicsVI
2008VI[]gVI[][[Zb 3.9 183

166 SizeIextensivityIofItheIdirectIoptimizedIeffectiveIpotentialImethodXIJournaleofeChemicalePhysicsVI
2008VI[]fVI[[beZ] 3.9 5

165 oIpseudobondIparametrizationIforIimprovedIelectrostaticsIinIquantumImechanicalYmolecularI
mechanicalIsimulationsIofIenzymesXIJournaleofeChemicalePhysicsVI2008VI[]gVI[cb[Zd 3.9 30

164 zinearWscalingIquantumIcalculationsIusingInonWorthogonalIlocalizedImolecularIorbitalsXIJournaleofe
PhysicseCondensedeMatterVI2008VI]ZVI]gb]Zg 1.8 9

163 tirstWprinciplesIstudyIforItransportIpropertiesIofIarmchairIcarbonInanotubesIwithIaIdoubleIvacancyI
underIstrainXIJournaleofeAppliedePhysicsVI2008VI[ZaVI[[ae[b 2.5 5

162 zeadWmoleculeIcouplingIeffectsIonItheIdistortionWdependentIconductanceIofIcarbonInanotubesXI
PhysicaleRevieweBVI2008VIeeVI 3.3 3

161
–uantumImechanicsYmolecularImechanicsIminimumIfreeWenergyIpathIforIaccurateIreactionI
energeticsIinIsolutionIandIenzymeshIsequentialIsamplingIandIoptimizationIonItheIpotentialIofImeanI
forceIsurfaceXIJournaleofeChemicalePhysicsVI2008VI[]fVIZab[Zc

3.9 103

160 treeIenergiesIofIchemicalIreactionsIinIsolutionIandIinIenzymesIwithIabIinitioIquantumI
mechanicsYmolecularImechanicsImethodsXIAnnualeRevieweofePhysicaleChemistryVI2008VIcgVIceaWdZ[ 15.7 364

159 resigningImoleculesIwithIoptimalIpropertiesIusingItheIlinearIcombinationIofIatomicIpotentialsI
approachIinIanIoM[IsemiempiricalIframeworkXIJournaleofePhysicaleChemistryeAVI2007VI[[[VI[edWf[ 2.8 45

158 SimulatingIwaterIwithItheIselfWconsistentWchargeIdensityIfunctionalItightIbindingImethodhIfromI
molecularIclustersItoItheIliquidIstateXIJournaleofePhysicaleChemistryeAVI2007VI[[[VIcdfcWg[ 2.8 74
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157 qomputationalIstudyIonItheIrelativeIacidityIofIaceticIacidIbyItheI–MYMMImethodIcombinedIwithI
theItheoryIofIenergyIrepresentationXIJournaleofePhysicaleChemistryeBVI2007VI[[[VIcf[Wf 3.4 24

156 revelopmentIofIexchangeWcorrelationIfunctionalsIwithIminimalImanyWelectronIselfWinteractionI
errorXIJournaleofeChemicalePhysicsVI2007VI[]dVI[g[[Zg 3.9 268

155 —oleIofItheIexchangeWcorrelationIpotentialIinIabIinitioIelectronItransportIcalculationsXIJournaleofe
ChemicalePhysicsVI2007VI[]dVI]Z[[Z] 3.9 99

154 slectronItransportIthroughIsingleIconjugatedIorganicImoleculeshIbasisIsetIeffectsIinIabIinitioI
calculationsXIJournaleofeChemicalePhysicsVI2007VI[]eVI[bb[Ze 3.9 40

153 SequentialIquadraticIprogrammingImethodIforIdeterminingItheIminimumIenergyIpathXIJournaleofe
ChemicalePhysicsVI2007VI[]eVI[db[Ze 3.9 28

152 ossessmentIandIformalIpropertiesIofIexchangeWcorrelationIfunctionalsIconstructedIfromItheI
adiabaticIconnectionXIJournaleofeChemicalePhysicsVI2007VI[]eVIZab[Z[ 3.9 52

151 SpinWpotentialIfunctionalIformalismIforIcurrentWcarryingInoncollinearImagneticIsystemsXIPhysicale
RevieweLettersVI2007VIgfVIZadbZa 7.4 20

150 “ptimizedIeffectiveIpotentialsIinIfiniteIbasisIsetsXIPhysicaleRevieweLettersVI2007VIgfVI]cdbZ[ 7.4 109

149 –MYMMIMinimumItreeIsnergyI”athhIMethodologyIandIopplicationItoI×riosephosphateIwsomeraseXI
JournaleofeChemicaleTheoryeandeComputationVI2007VIaVIagZWbZd 6.4 127

148 qontactItransparencyIofInanotubeWmoleculeWnanotubeIjunctionsXIPhysicaleRevieweLettersVI2007VIggVI[bdfZ]7.4 47

147 SynthesisVIstructuresVIandIopticalIpropertiesIofIcadmiumIiodideYphenethylamineIhybridImaterialsI
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146 qobaltoceneIasIaIspinIfilterXIJournaleofeChemicalePhysicsVI2007VI[]eVI[b[[Zb 3.9 46

145 tittingIMolecularIslectrostaticI”otentialsIfromI–uantumIMechanicalIqalculationsXIJournaleofe
ChemicaleTheoryeandeComputationVI2007VIaVI[ZZbW[a 6.4 103

144 “ptimizedIeffectiveIpotentialsIfromIelectronIdensitiesIinIfiniteIbasisIsetsXIJournaleofeChemicale
PhysicsVI2007VI[]eVI[eb[Z[ 3.9 46

143 –uadraticIstringImethodIforIdeterminingItheIminimumWenergyIpathIbasedIonImultiobjectiveI
optimizationXIJournaleofeChemicalePhysicsVI2006VI[]bVIZcb[Zg 3.9 84

142 oIcombinedIexplicitWimplicitImethodIforIhighIaccuracyIreactionIpathIintegrationXIJournaleofe
ChemicalePhysicsVI2006VI[]bVI]]b[Z] 3.9 8

141 “rganometallicImolecularIrectificationXIJournaleofeChemicalePhysicsVI2006VI[]bVIZ]be[f 3.9 67

140 zegendreWtransformIfunctionalsIforIspinWdensityWfunctionalItheoryXIJournaleofeChemicalePhysicsVI
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136 NanotubeWmetalIjunctionshI]WIandIaWterminalIelectricalItransportXIJournaleofeChemicalePhysicsVI2006VI
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ofeChemicalePhysicsVI2006VI[]cVI]bb[Zf 3.9 9
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