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j Paper IF Citations

304 unternalHconversionHofHtheHanionicHsr‘HchromophorefHinHandHoutHofHtheHuUtwistedH W HconicalH
intersectionHseamVVHChemicalfScienceTH2022THY[TH[c[U[da 9.4 3

303 –ankUreducedHcoupledUclusterVHuuuVHTensorHhypercontractionHofHtheHdoublesHamplitudesVVHJournalfoff
ChemicalfPhysicsTH2022THYabTHXa]YXZ 3.9 4

302 ohiralHphotochemistryHofHachiralHmoleculesVVHNaturefCommunicationsTH2022THY[THZXeY 17.4 1

301 ‘rotonHTransferHfromHaH‘hotoacidHtoHaH−aterH−irefHrirstH‘rinciplesH imulationsHandHrastH
rluorescenceH pectroscopyVHJournalfoffPhysicalfChemistryfBTH2021THYZaTHYZa[eUYZaaY 3.4 3

300 unH ilicoHpiscoveryHofHyultistepHohemistryHunitiatedHbyHaHoonicalHuntersectionfHTheHohallengingHoaseH
ofHponorUmcceptorH tenhouseHmdductsVHJournalfoffthefAmericanfChemicalfSocietyTH2021THY][THZXXYaUZXXZY16.4 5

299 s‘öHaccelerationHofHrankUreducedHcoupledUclusterHsinglesHandHdoublesVHJournalfoffChemicalfPhysicsTH
2021THYaaTHYd]YYX 3.9 2

298
’uantumHohemistryHoommonHpriverHandHpatabasesHP’opnQHandH’uantumHohemistryHqngineH
P’oqngineQfHmutomationHandHinteroperabilityHamongHcomputationalHchemistryHprogramsVHJournalfoff
ChemicalfPhysicsTH2021THYaaTHZX]dXY

3.9 3

297 oonformerUspecificHphotochemistryHimagedHinHrealHspaceHandHtimeVHScienceTH2021TH[c]THYcdUYdZ 33.3 2

296
‘redictionsHofH‘reUedgeHreaturesHinHTimeU–esolvedHzearUqdgeHXUrayHmbsorptionHrineH tructureH
 pectroscopyHfromHtoleUtoleHTammUpancoffUmpproximatedHpensityHrunctionalHTheoryVHJournalfoff
ChemicalfTheoryfandfComputationTH2021THYcTHcYZXUcY[[

6.4 0

295 mHTributeHtoHqmilyHmVHoarterVHJournalfoffPhysicalfChemistryfATH2021THYZaTHYbbeUYbcX 2.8

294  ubstituentHqffectsHinHyechanochemicalHmllowedHandHrorbiddenHoyclobuteneH–ingU†peningH
–eactionsVHJournalfoffthefAmericanfChemicalfSocietyTH2021THY][TH[d]bU[daa 16.4 4

293
oomparingHPstochasticUselectionQHabHinitioHmultipleHspawningHwithHtrajectoryHsurfaceHhoppingHforH
theHphotodynamicsHofHcyclopropanoneTHfulveneTHandHdithianeVHJournalfoffChemicalfPhysicsTH2021TH
Ya]THYX]YYX

3.9 10

292 ‘arallelHmolecularHmechanismsHforHenzymeHtemperatureHadaptationVHScienceTH2021TH[cYTH 33.3 11

291 mnalyticalHderivativesHofHtheHindividualHstateHenergiesHinHensembleHdensityHfunctionalHtheoryVHuuVH
umplementationHonHgraphicalHprocessingHunitsHPs‘ösQVHJournalfoffChemicalfPhysicsTH2021THYa]THYX]YXd 3.9 4

290 mHTributeHtoHqmilyHmVHoarterVHJournalfoffPhysicalfChemistryfCTH2021THYZaTH][[YU][[Z 3.8

289 qlectrostaticHoontrolHofH‘hotoisomerizationHinHohannelrhodopsinHZVHJournalfoffthefAmericanf
ChemicalfSocietyTH2021THY][THa]ZaUa][c 16.4 2

288 önmaskingHtheHU tilbeneH‘hantomH tateHviaHøacuumHöltravioletHTimeU–esolvedH‘hotoelectronH
 pectroscopyHandHyultipleH pawningVHJournalfoffPhysicalfChemistryfLettersTH2021THYZTHb[b[Ub[be 6.4 2
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287 önderstandingHtheHyechanochemistryHofHxadderUTypeHoyclobutaneHyechanophoresHbyH ingleH
yoleculeHrorceH pectroscopyVHJournalfoffthefAmericanfChemicalfSocietyTH2021THY][THYZ[ZdUYZ[[] 16.4 11

286 rlybyHreactionHtrajectoriesfHohemicalHdynamicsHunderHextrinsicHforceVHScienceTH2021TH[c[THZXdUZYZ 33.3 8

285 mHdiagrammaticHapproachHforHautomaticallyHderivingHanalyticalHgradientsHofHtensorH
hyperUcontractedHelectronicHstructureHmethodsVHJournalfoffChemicalfPhysicsTH2021THYaaTHXZ]YXd 3.9 0

284
TeraohemfHmHgraphicalHprocessingHunitUacceleratedHelectronicHstructureHpackageHforHlargeUscaleHabH
initioHmolecularHdynamicsVHWileyfInterdisciplinaryfReviews:fComputationalfMolecularfScienceTH2021TH
YYTHeY]e]

7.9 49

283 –educedHscalingHformulationHofHom ‘TZHanalyticalHgradientsHusingHtheHsupportingHsubspaceH
methodVHJournalfoffChemicalfPhysicsTH2021THYa]THXY]YX[ 3.9 7

282 TheHnonUadiabaticHnanoreactorfHtowardsHtheHautomatedHdiscoveryHofHphotochemistryVHChemicalf
ScienceTH2021THYZTHcZe]Uc[Xc 9.4 6

281 øoiceUcontrolledHquantumHchemistryVHNaturefComputationalfScienceTH2021THYTH]ZU]a 3

280 zitromethaneHpecompositionHviaHmutomatedH–eactionHpiscoveryHandHanHoorrectedHwineticHyodelVH
JournalfoffPhysicalfChemistryfATH2021THYZaTHY]]cUY]bX 2.8 1

279 ooverHumageTHøolumeHYYTHussueHZVHWileyfInterdisciplinaryfReviews:fComputationalfMolecularfScienceTH
2021THYYTHeYaZ[ 7.9 3

278 pirectHobservationHofHultrafastHhydrogenHbondHstrengtheningHinHliquidHwaterVHNatureTH2021THaebTHa[YUa[a50.4 13

277 –esolvingHtheHultrafastHdynamicsHofHtheHanionicHgreenHfluorescentHproteinHchromophoreHinHwaterVH
ChemicalfScienceTH2021THYZTHYY[]cUYY[b[ 9.4 3

276 TransientHresonantHmugerUyeitnerHspectraHofHphotoexcitedHthymineVHFaradayfDiscussionsTH2021THZZdTHaaaUacX3.6 2

275 ohem‘ixfHautomatedHrecognitionHofHhandUdrawnHhydrocarbonHstructuresHusingHdeepHlearningVH
ChemicalfScienceTH2021THYZTHYXbZZUYXb[[ 9.4 3

274 rastHtransformationsHbetweenHconfigurationHstateHfunctionHandH laterHdeterminantHbasesHforHdirectH
configurationHinteractionVHJournalfoffChemicalfPhysicsTH2020THYaZTHYb]YYY 3.9 5

273  trictlyHnonUadiabaticHquantumHcontrolHofHtheHacetyleneHdicationHusingHanHinfraredHfieldVHJournalfoff
ChemicalfPhysicsTH2020THYaZTHYd][XZ 3.9 1

272 zonadiabaticHpynamicsHofH‘hotoexcitedHU tilbeneHösingHmbHunitioHyultipleH pawningVHJournalfoff
PhysicalfChemistryfBTH2020THYZ]THa]cbUa]dc 3.4 8

271  imultaneousHobservationHofHnuclearHandHelectronicHdynamicsHbyHultrafastHelectronHdiffractionVH
ScienceTH2020TH[bdTHddaUdde 33.3 43

270 TeraohemfHmcceleratingHelectronicHstructureHandHabHinitioHmolecularHdynamicsHwithHgraphicalH
processingHunitsVHJournalfoffChemicalfPhysicsTH2020THYaZTHZZ]YYX 3.9 40

(2020-2021)
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269 ‘erformanceHofHooupledUolusterH inglesHandHpoublesHonHyodernH treamH‘rocessingHmrchitecturesVH
JournalfoffChemicalfTheoryfandfComputationTH2020THYbTH]XZYU]XZd 6.4 11

268 –educedHscalingHextendedHmultiUstateHom ‘TZHPXy Uom ‘TZQHusingHsupportingHsubspacesHandH
tensorHhyperUcontractionVHJournalfoffChemicalfPhysicsTH2020THYaZTHZ[]YY[ 3.9 9

267 yatterUwaveHinterferenceHofHaHnativeHpolypeptideVHNaturefCommunicationsTH2020THYYTHY]]c 17.4 14

266  trongTHzonresonantH–adiationHqnhancesHUH‘hotoisomerizationHofH tilbeneHinH olutionVHJournalfoff
PhysicalfChemistryfATH2020THYZ]THaeeeUbXXd 2.8 3

265   muy U tochasticU electionHyultipleH pawningHforHqfficientHzonadiabaticHyolecularHpynamicsVH
JournalfoffPhysicalfChemistryfATH2020THYZ]THbY[[UbY][ 2.8 10

264 TheHcascadeHunzippingHofHladderaneHrevealsHdynamicHeffectsHinHmechanochemistryVHNaturef
ChemistryTH2020THYZTH[XZU[Xe 17.6 48

263 TheHyechanicsHofHtheHnicycleH‘edalH‘hotoisomerizationHinHorystallineHUYT]UpiphenylUYT[UbutadieneVH
JournalfoffPhysicalfChemistryfATH2020THYZ]THddecUdeXb 2.8 2

262 untermolecularHvibrationsHmediateHultrafastHsingletHfissionVHSciencefAdvancesTH2020THbTH 14.3 19

261
toleUholeHTammUpancoffUapproximatedHdensityHfunctionalHtheoryfHmHhighlyHefficientHelectronicH
structureHmethodHincorporatingHdynamicHandHstaticHcorrelationVHJournalfoffChemicalfPhysicsTH2020TH
Ya[THXZ]YYX

3.9 15

260 qfficientHTreatmentHofHxargeHmctiveH pacesHthroughHyultiUs‘öH‘arallelHumplementationHofHpirectH
oonfigurationHunteractionVHJournalfoffChemicalfTheoryfandfComputationTH2020THYbTHYadbUYaeb 6.4 13

259 zonadiabaticHpynamicsH imulationHofHtheH−avelengthUpependentH‘hotochemistryHofHmzobenzeneH
qxcitedHtoHtheHnˇ�RHandHˇ�ˇ�RHqxcitedH tatesVHJournalfoffthefAmericanfChemicalfSocietyTH2020THY]ZTHZXbdXUZXbeX16.4 20

258 mnHabHinitioHexcitonHmodelHforHsingletHfissionVHJournalfoffChemicalfPhysicsTH2020THYa[THYd]YYb 3.9 5

257 mHmultilayerHmultiUconfigurationalHapproachHtoHefficientlyHsimulateHlargeUscaleHcircuitUbasedH
quantumHcomputersHonHclassicalHmachinesVHJournalfoffChemicalfPhysicsTH2020THYa[THXaYYXY 3.9 2

256 zonadiabaticHyolecularHpynamicsHwithHtoleUtoleHTammUpancoffHmpproximatedHpensityHrunctionalH
TheoryVHJournalfoffChemicalfTheoryfandfComputationTH2020THYbTHa]eeUaaYY 6.4 12

255 ‘y pawnfH oftwareHforHzonadiabaticH’uantumHyolecularHpynamicsVHJournalfoffChemicalfTheoryfandf
ComputationTH2020THYbTHa]daUa]ed 6.4 5

254 ‘rotonHTransferHpynamicsHinHtheHmproticH‘rotonHmcceptingH olventHYUyethylimidazoleVHJournalfoff
PhysicalfChemistryfBTH2020THYZ]THcdecUceXd 3.4 4

253 ‘uttingH‘hotomechanicalH witchesHtoH−orkfHmnHyultipleH pawningH tudyHofHponorUmcceptorH
 tenhouseHmdductsVHJournalfoffPhysicalfChemistryfLettersTH2020THYYTHceXYUceXc 6.4 11

252 TeraohemHoloudfHmHtighU‘erformanceHoomputingH erviceHforH calableHpistributedHs‘öUmcceleratedH
qlectronicH tructureHoalculationsVHJournalfoffChemicalfInformationfandfModelingTH2020THbXTHZYZbUZY[c 6.1 11
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251 ‘robingHcompetingHrelaxationHpathwaysHinHmalonaldehydeHwithHtransientHXUrayHabsorptionH
spectroscopyVHChemicalfScienceTH2020THYYTH]YdXU]Ye[ 9.4 11

250 piffractiveHimagingHofHdissociationHandHgroundUstateHdynamicsHinHaHcomplexHmoleculeVHPhysicalf
ReviewfATH2019THYXXTH 2.6 15

249 umagingHtheHringHopeningHreactionHofHYT[UcyclohexadieneHwithHyeøHultrafastHelectronHdiffractionVH
EPJfWebfoffConferencesTH2019THZXaTHXcXXb 0.3

248  ubUremtosecondH tarkHoontrolHofHyolecularH‘hotoexcitationHwithHzearH ingleUoycleH‘ulsesVH
JournalfoffPhysicalfChemistryfLettersTH2019THYXTHc]ZUc]c 6.4 7

247 mbHunitioHoomputationHofH–otationallyUmveragedH‘umpU‘robeHXUrayHandHqlectronHpiffractionH ignalsVH
JournalfoffChemicalfTheoryfandfComputationTH2019THYaTHYaZ[UYa[c 6.4 13

246 yulticolorHyechanochromismHofHaH‘olymerW ilicaHoompositeHwithHpualHpistinctHyechanophoresVH
JournalfoffthefAmericanfChemicalfSocietyTH2019THY]YTHYdedUYeXZ 16.4 74

245 ‘erturbationHofH hortHtydrogenHnondsHinH‘hotoactiveHαellowH‘roteinHviaHzoncanonicalHmminoHmcidH
uncorporationVHJournalfoffPhysicalfChemistryfBTH2019THYZ[TH]d]]U]d]e 3.4 7

244 qlectrostaticHunfluenceHonH‘hotoisomerizationHinHnacteriorhodopsinHandHtalorhodopsinVHJournalfoff
PhysicalfChemistryfBTH2019THYZ[TH]daXU]dac 3.4 3

243 ’uantumHoomputationHofHqlectronicHTransitionsHösingHaHøariationalH’uantumHqigensolverVHPhysicalf
ReviewfLettersTH2019THYZZTHZ[X]XY 7.4 78

242 zonadiabaticH‘hotodynamicsHofH–etinalH‘rotonatedH chiffHnaseHinHohannelrhodopsinHZVHJournalfoff
PhysicalfChemistryfLettersTH2019THYXTHZdbZUZdbd 6.4 16

241 –ankHreducedHcoupledHclusterHtheoryVHuVHsroundHstateHenergiesHandHwavefunctionsVHJournalfoff
ChemicalfPhysicsTH2019THYaXTHYb]YYd 3.9 20

240 TheHphotochemicalHringUopeningHofHYT[UcyclohexadieneHimagedHbyHultrafastHelectronHdiffractionVH
NaturefChemistryTH2019THYYTHaX]UaXe 17.6 100

239 seodesicHinterpolationHforHreactionHpathwaysVHJournalfoffChemicalfPhysicsTH2019THYaXTHYb]YX[ 3.9 20

238 –eactionHpynamicsHofHoyanohydrinsHwithHtydrosulfideHinH−aterVHJournalfoffPhysicalfChemistryfATH
2019THYZ[THcZYXUcZYc 2.8 4

237 †nHcombiningHtheHconductorUlikeHscreeningHmodelHandHoptimallyHtunedHrangeUseparatedHhybridH
densityHfunctionalsVHJournalfoffChemicalfPhysicsTH2019THYaXTHYc]YYc 3.9 6

236 †bservationHofHöltrafastHuntersystemHorossingHinHThymineHbyHqxtremeHöltravioletHTimeU–esolvedH
‘hotoelectronH pectroscopyVHJournalfoffPhysicalfChemistryfATH2019THYZ[THbdecUbeX[ 2.8 19

235 pisentanglingHconicalHintersectionHandHcoherentHmolecularHdynamicsHinHmethylHbromideHwithH
attosecondHtransientHabsorptionHspectroscopyVHNaturefCommunicationsTH2019THYXTH[Y[[ 17.4 40

234 ‘hotoUprotectionWphotoUdamageHinHnaturalHsystemsfHgeneralHdiscussionVHFaradayfDiscussionsTH2019TH
ZYbTHa[dUab[ 3.6 4

(2019-2020)
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233 ‘hotovoltaicsHandHbioUinspiredHlightHharvestingfHgeneralHdiscussionVHFaradayfDiscussionsTH2019THZYbTHZbeU[XX3.6

232
rirstU‘rinciplesHoharacterizationHofHtheHqlusiveHuHrluorescentH tateHandHtheH tructuralHqvolutionHofH
–etinalH‘rotonatedH chiffHnaseHinHnacteriorhodopsinVHJournalfoffthefAmericanfChemicalfSocietyTH
2019THY]YTHYdYe[UYdZX[

16.4 28

231 –elaxationHpynamicsHofHtydratedHThymineTHThymidineTHandHThymidineHyonophosphateH‘robedHbyH
xiquidHvetHTimeU–esolvedH‘hotoelectronH pectroscopyVHJournalfoffPhysicalfChemistryfATH2019THYZ[THYXbcbUYXbd]2.8 11

230 –ankHreducedHcoupledHclusterHtheoryVHuuVHqquationUofUmotionHcoupledUclusterHsinglesHandHdoublesVH
JournalfoffChemicalfPhysicsTH2019THYaYTHYb]YZY 3.9 6

229
qxploitingHgraphicalHprocessingHunitsHtoHenableHquantumHchemistryHcalculationHofHlargeHsolvatedH
moleculesHwithHconductorUlikeHpolarizableHcontinuumHmodelsVHInternationalfJournalfoffQuantumf
ChemistryTH2019THYYeTHeZacbX

2.1 23

228 mbHunitioHzonadiabaticH’uantumHyolecularHpynamicsVHChemicalfReviewsTH2018THYYdTH[[XaU[[[b 68.1 321

227 qxcitedHstateHnonUadiabaticHdynamicsHofHtheHsmallestHpolyeneTHtransHYT[UbutadieneVHuVHTimeUresolvedH
photoelectronUphotoionHcoincidenceHspectroscopyVHJournalfoffChemicalfPhysicsTH2018THY]dTHYb][XZ 3.9 28

226 xargeU caleHrunctionalHsroupH ymmetryUmdaptedH‘erturbationHTheoryHonHsraphicalH‘rocessingH
önitsVHJournalfoffChemicalfTheoryfandfComputationTH2018THY]THYc[cUYca[ 6.4 13

225
zonadiabaticHmbHunitioHyolecularHpynamicsHwithHtheHrloatingH†ccupationHyolecularH
†rbitalUoompleteHmctiveH paceHoonfigurationHunteractionHyethodVHJournalfoffChemicalfTheoryfandf
ComputationTH2018THY]TH[[eU[aX

6.4 41

224 mHprogramHforHautomaticallyHpredictingHsupramolecularHaggregatesHandHitsHapplicationHtoHureaHandH
porphinVHJournalfoffComputationalfChemistryTH2018TH[eTHcb[UccZ 3.5 8

223 qxcitedHstateHnonUadiabaticHdynamicsHofHtheHsmallestHpolyeneTHtransHYT[UbutadieneVHuuVHmbHinitioH
multipleHspawningHsimulationsVHJournalfoffChemicalfPhysicsTH2018THY]dTHYb][X[ 3.9 37

222 yixedHquantumUclassicalHelectrodynamicsfHönderstandingHspontaneousHdecayHandHzeroUpointH
energyVHPhysicalfReviewfATH2018THecTH 2.6 23

221 –educedHscalingHom ‘TZHusingHsupportingHsubspacesHandHtensorHhyperUcontractionVHJournalfoff
ChemicalfPhysicsTH2018THY]eTHX]]YXd 3.9 23

220  tructuralHoouplingHThroughoutHtheHmctiveH iteHtydrogenHnondHzetworksHofHwetosteroidHusomeraseH
andH‘hotoactiveHαellowH‘roteinVHJournalfoffthefAmericanfChemicalfSocietyTH2018THY]XTHedZcUed][ 16.4 23

219 xargeU caleHqlectronHoorrelationHoalculationsfH–ankU–educedHrullHoonfigurationHunteractionVHJournalf
offChemicalfTheoryfandfComputationTH2018THY]TH]Y[eU]YaX 6.4 21

218 mbHunitioH‘redictionHofHrluorescenceHxifetimesHunvolvingH olventHqnvironmentsHbyHyeansHofHo† y†H
andHøibrationalHnroadeningVHJournalfoffPhysicalfChemistryfATH2018THYZZTHedY[UedZX 2.8 4

217 ‘hotoannealingHofHyerocyanineHmggregatesVHJournalfoffPhysicalfChemistryfATH2018THYZZTHedZYUed[Z 2.8 5

216 umagingHoruHconicalHintersectionHandHphotodissociationHdynamicsHwithHultrafastHelectronHdiffractionVH
ScienceTH2018TH[bYTHb]Ubc 33.3 117
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215 mtomisticHnonUadiabaticHdynamicsHofHtheHxtZHcomplexHwithHaHs‘öUacceleratedHabHinitioHexcitonH
modelVHPhysicalfChemistryfChemicalfPhysicsTH2017THYeTHY]eZ]UY]e[b 3.6 48

214 mHdirectUcompatibleHformulationHofHtheHcoupledHperturbedHcompleteHactiveHspaceHselfUconsistentH
fieldHequationsHonHgraphicalHprocessingHunitsVHJournalfoffChemicalfPhysicsTH2017THY]bTHYc]YY[ 3.9 37

213 mnHmbHunitioHqxcitonHyodelHuncludingHohargeUTransferHqxcitedH tatesVHJournalfoffChemicalfTheoryfandf
ComputationTH2017THY[TH[]e[U[aX] 6.4 66

212 mtomicHorbitalUbasedH † Uy‘ZHwithHtensorHhypercontractionVHuuVHxocalHtensorHhypercontractionVH
JournalfoffChemicalfPhysicsTH2017THY]bTHX[]YX] 3.9 22

211 ˛–Uom  orfHmnHqfficientTHqmpiricalHoorrectionHforH mUom  orHToHoloselyHmpproximateHy Uom ‘TZH
‘otentialHqnergyH urfacesVHJournalfoffPhysicalfChemistryfLettersTH2017THdTHZ][ZUZ][c 6.4 23

210 ‘robingHultrafastHˇ�ˇ�RWnˇ�RHinternalHconversionHinHorganicHchromophoresHviaHwUedgeHresonantH
absorptionVHNaturefCommunicationsTH2017THdTHZe 17.4 101

209 nuildingHaHyoreH‘redictiveH‘roteinHrorceHrieldfHmH ystematicHandH–eproducibleH–outeHtoH
mynq–UrnYaVHJournalfoffPhysicalfChemistryfBTH2017THYZYTH]XZ[U]X[e 3.4 147

208 mbHunitioH–eactiveHoomputerHmidedHyolecularHpesignVHAccountsfoffChemicalfResearchTH2017THaXTHbaZUbab 24.3 31

207 mbHunitioHyultipleH pawningH‘hotochemicalHpynamicsHofHpymnzHösingHs‘ösVHJournalfoffPhysicalf
ChemistryfATH2017THYZYTHZbaUZcb 2.8 43

206 mbsorptionHandHrluorescenceHreaturesHofHanHmmphiphilicHmesoU‘yrimidinylcorrolefHqxperimentalH
 tudyHandH’uantumHohemicalHoalculationsVHJournalfoffPhysicalfChemistryfATH2017THYZYTHdbY]UdbZ] 2.8 11

205 ‘omeranzUrritschH ynthesisHofHusoquinolinefHsasU‘haseHoollisionalHmctivationH†pensHmdditionalH
–eactionH‘athwaysVHJournalfoffthefAmericanfChemicalfSocietyTH2017THY[eTHY][aZUY][aa 16.4 12

204 öltrafastHisomerizationHinHacetyleneHdicationHafterHcarbonHwUshellHionizationVHNaturefCommunications
TH2017THdTH]a[ 17.4 20

203 mnalyticalHgradientsHforHtensorHhyperUcontractedHy‘ZHandH † Uy‘ZHonHgraphicalHprocessingHunitsVH
JournalfoffChemicalfPhysicsTH2017THY]cTHYbYcZ[ 3.9 14

202 mnalyticalHderivativesHofHtheHindividualHstateHenergiesHinHensembleHdensityHfunctionalHtheoryH
methodVHuVHseneralHformalismVHJournalfoffChemicalfPhysicsTH2017THY]cTHX[]YY[ 3.9 42

201 TheH pinUrlipHøariantHofHtheHmlgebraicUpiagrammaticHoonstructionHαieldsHtheHoorrectHTopologyHofH
 W HoonicalHuntersectionsVHJournalfoffChemicalfTheoryfandfComputationTH2017THY[TH]][bU]]]Y 6.4 22

200 yechanochemicalHunzippingHofHinsulatingHpolyladdereneHtoHsemiconductingHpolyacetyleneVHScienceTH
2017TH[acTH]caU]ce 33.3 175

199 pescriptionHofHgroundHandHexcitedHelectronicHstatesHbyHensembleHdensityHfunctionalHmethodHwithH
extendedHactiveHspaceVHJournalfoffChemicalfPhysicsTH2017THY]cTHXb]YX] 3.9 23

198 orossingHconditionsHinHcoupledHclusterHtheoryVHJournalfoffChemicalfPhysicsTH2017THY]cTHYb]YXa 3.9 31

(2017-2017)
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197
TheH’ualityHofHtheHqmbeddingH‘otentialHusHpecisiveHforHyinimalH’uantumH–egionH izeHinHqmbeddingH
oalculationsfHTheHoaseHofHtheHsreenHrluorescentH‘roteinVHJournalfoffChemicalfTheoryfandf
ComputationTH2017THY[THbZ[XUbZ[b

6.4 22

196 ‘robingHmolecularHphotoinducedHdynamicsHbyHultrafastHsoftHxUraysH2017TH 1

195 †bservingHremtosecondHrragmentationHösingHöltrafastHXUrayUunducedHmugerH pectraVHAppliedf
SciencesfpSwitzerlandrTH2017THcTHbdY 2.6 15

194 TowardHfullyHquantumHmodellingHofHultrafastHphotodissociationHimagingHexperimentsVHTreatingH
tunnellingHinHtheHabHinitioHmultipleHcloningHapproachVHFaradayfDiscussionsTH2016THYe]THdYUe] 3.6 23

193 ‘ressureUunducedHzeutralUtoUuonicHTransitionHinHanHmmorphousH†rganicHyaterialVHChemistryfoff
MaterialsTH2016THZdTHb]]bUb]]e 9.6 2

192 saussianHnasisH etHtartreeâ��rockTHpensityHrunctionalHTheoryTHandHneyondHonHs‘ösH2016THbcUYXX 3

191 –ichHmthermalHsroundU tateHohemistryHTriggeredHbyHpynamicsHthroughHaHoonicalHuntersectionVH
AngewandtefChemiefvfInternationalfEditionTH2016THaaTHY]ee[UY]eeb 16.4 19

190 JnalancingJHtheHnlockHpavidsonUxiuHmlgorithmVHJournalfoffChemicalfTheoryfandfComputationTH2016TH
YZTH[XX[Uc 6.4 18

189
s‘öUmcceleratedH tateUmveragedHoompleteHmctiveH paceH elfUoonsistentHrieldHunterfacedHwithHmbH
unitioHyultipleH pawningHönravelsHtheH‘hotodynamicsHofH‘rovitaminHp[VHJournalfoffPhysicalf
ChemistryfLettersTH2016THcTHZ]]]Ue

6.4 47

188 pynamicalHoorrelationHqffectsHonH‘hotoisomerizationfHmbHunitioHyultipleH pawningHpynamicsHwithH
y Uom ‘TZHforHaHyodelHtransU‘rotonatedH chiffHnaseVHJournalfoffPhysicalfChemistryfBTH2016THYZXTHYe]XUe 3.4 53

187 mutomatedHoodeHqngineHforHsraphicalH‘rocessingHönitsfHmpplicationHtoHtheHqffectiveHooreH‘otentialH
untegralsHandHsradientsVHJournalfoffChemicalfTheoryfandfComputationTH2016THYZTHeZUYXb 6.4 46

186 ösingHtheHsønHmnsatzHtoHdevelopHensembleHprTHmethodHforHdescribingHmultipleHstronglyHcorrelatedH
electronHpairsVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTHZYX]XUaX 3.6 18

185 mutomatedHpiscoveryHandH–efinementHofH–eactiveHyolecularHpynamicsH‘athwaysVHJournalfoff
ChemicalfTheoryfandfComputationTH2016THYZTHb[dU]e 6.4 73

184 TransientHzqXmr H pectroscopyHatHtheH†xygenHqdgefH‘inningHpownHˇ�ˇ�RWnˇ�RHunternalHoonversionH
2016TH 1

183 mdaptingHprTSöHforHtheHohemicallyHyotivatedHoorrectionHofHyinimalHnasisH etHuncompletenessVH
JournalfoffPhysicalfChemistryfATH2016THYZXTHae[eU]e 2.8 16

182  elfUconsistentHimplementationHofHensembleHdensityHfunctionalHtheoryHmethodHforHmultipleH
stronglyHcorrelatedHelectronHpairsVHJournalfoffChemicalfPhysicsTH2016THY]aTHZ]]YX] 3.9 21

181 oommunicationfHmHdifferenceHdensityHpictureHforHtheHselfUconsistentHfieldHansatzVHJournalfoff
ChemicalfPhysicsTH2016THY]]THY[YYXY 3.9 4

180 oommunicationfHsmuy UUseneralizedHmbHunitioHyultipleH pawningHforHbothHinternalHconversionHandH
intersystemHcrossingHprocessesVHJournalfoffChemicalfPhysicsTH2016THY]]THYXYYXZ 3.9 74
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179
oommentHonHJ‘ositiveHsemidefiniteHtensorHfactorizationsHofHtheHtwoUelectronHintegralHmatrixHforH
lowUscalingHabHinitioHelectronicHstructureJH[vVHohemVH‘hysVHY][THXb]YX[HPZXYaQ]VHJournalfoffChemicalf
PhysicsTH2016THY]aTHXZcYXY

3.9 1

178 mtomicHorbitalUbasedH † Uy‘ZHwithHtensorHhypercontractionVHuVHs‘öUbasedHtensorHconstructionHandH
exploitingHsparsityVHJournalfoffChemicalfPhysicsTH2016THY]]THYc]YYY 3.9 38

177 oommunicationfHXrmuy UeXternalHrieldHmbHunitioHyultipleH pawningHforHelectronUnuclearHdynamicsH
triggeredHbyHshortHlaserHpulsesVHJournalfoffChemicalfPhysicsTH2016THY]aTHYeYYX] 3.9 28

176 –ichHmthermalHsroundU tateHohemistryHTriggeredHbyHpynamicsHthroughHaHoonicalHuntersectionVH
AngewandtefChemieTH2016THYZdTHYaZYcUYaZZX 3.6 8

175 towHxargeH houldHtheH’yH–egionHneHinH’yWyyHoalculationskHTheHoaseHofHoatecholH
†UyethyltransferaseVHJournalfoffPhysicalfChemistryfBTH2016THYZXTHYY[dYUYY[e] 3.4 110

174
yolecularH†riginHofHyechanicalH ensitivityHofHtheH–eactionH–ateHinHmnthraceneHoyclophaneH
usomerizationH–evealsH tructuralHyotifsHforH–ationalHpesignHofHyechanophoresVHJournalfoffPhysicalf
ChemistryfCTH2016THYZXTHYcdedUYceXd

3.8 11

173 unducingHandHquantifyingHforbiddenHreactivityHwithHsingleUmoleculeHpolymerHmechanochemistryVH
NaturefChemistryTH2015THcTH[Z[Uc 17.6 141

172 ’uantumHohemistryHforH olvatedHyoleculesHonHsraphicalH‘rocessingHönitsHösingH‘olarizableH
oontinuumHyodelsVHJournalfoffChemicalfTheoryfandfComputationTH2015THYYTH[Y[YU]] 6.4 69

171 yediationHofHdonorUacceptorHdistanceHinHanHenzymaticHmethylHtransferHreactionVHProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaTH2015THYYZTHcea]Ue 11.5 55

170 peterminationHofHtydrogenHnondH tructureHinH−aterHversusHmproticHqnvironmentsHToHTestHtheH
–elationshipHnetweenHxengthHandH tabilityVHJournalfoffthefAmericanfChemicalfSocietyTH2015THY[cTHac[XU]X16.4 43

169
’uantumHchemicalHinsightsHintoHtheHdependenceHofHporphyrinHbasicityHonHtheHmesoUarylH
substituentsfHthermodynamicsTHbucklingTHreactionHsitesHandHmolecularHflexibilityVHPhysicalfChemistryf
ChemicalfPhysicsTH2015THYcTHY]XebUYXb

3.6 27

168 mnHatomicHorbitalUbasedHformulationHofHtheHcompleteHactiveHspaceHselfUconsistentHfieldHmethodHonH
graphicalHprocessingHunitsVHJournalfoffChemicalfPhysicsTH2015THY]ZTHZZ]YX[ 3.9 83

167
mbHinitiomultipleHspawningHonHlaserUdressedHstatesfHaHstudyHofHYT[UcyclohexadieneH
photoisomerizationHviaHlightUinducedHconicalHintersectionsVHJournalfoffPhysicsfB:fAtomicufMolecularf
andfOpticalfPhysicsTH2015TH]dTHYb]XX[

1.3 38

166 mbHinitioHinteractiveHmolecularHdynamicsHonHgraphicalHprocessingHunitsHPs‘ösQVHJournalfoffChemicalf
TheoryfandfComputationTH2015THYYTH]a[bU]] 6.4 37

165 oatchHandH–eleasefH†rbitalH ymmetryHsuidedH–eactionHpynamicsHfromHaHrreedHJTensionHTrappedH
TransitionH tateJVHJournalfoffOrganicfChemistryTH2015THdXTHYYcc[Ud 4.2 13

164 öltrafastHisomerizationHinitiatedHbyHXUrayHcoreHionizationVHNaturefCommunicationsTH2015THbTHdYee 17.4 74

163 mbHinitioHmultipleHcloningHsimulationsHofHpyrroleHphotodissociationfHTwq–HspectraHandHvelocityHmapH
imagingVHPhysicalfChemistryfChemicalfPhysicsTH2015THYcTH[[YbUZa 3.6 60

162 qfficientHimplementationHofHeffectiveHcoreHpotentialHintegralsHandHgradientsHonHgraphicalH
processingHunitsVHJournalfoffChemicalfPhysicsTH2015THY][THXY]YY] 3.9 13

(2015-2016)
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161 mnalyticHfirstHderivativesHofHfloatingHoccupationHmolecularHorbitalUcompleteHactiveHspaceH
configurationHinteractionHonHgraphicalHprocessingHunitsVHJournalfoffChemicalfPhysicsTH2015THY][THXY]YYY 3.9 35

160
mnHatomicHorbitalUbasedHformulationHofHanalyticalHgradientsHandHnonadiabaticHcouplingHvectorH
elementsHforHtheHstateUaveragedHcompleteHactiveHspaceHselfUconsistentHfieldHmethodHonHgraphicalH
processingHunitsVHJournalfoffChemicalfPhysicsTH2015THY][THYa]YXc

3.9 52

159 ‘refacefH pecialHTopicH ectionHonHmdvancedHqlectronicH tructureHyethodsHforH olidsHandH urfacesVH
JournalfoffChemicalfPhysicsTH2015THY][THYXZbXY 3.9 10

158
towHpoesH‘eripheralHrunctionalizationHofH–utheniumPuuQUTerpyridineHoomplexesHmffectH patialH
ohargeH–edistributionHafterH‘hotoexcitationHatHtheHrranckUoondonH‘ointkVHChemPhysChemTH2015TH
YbTHY[eaU]X]

3.2 31

157 †riginHofHtheHundividualHnasicityHofHoorroleHztUTautomersfHmH’uantumHohemicalH tudyHonHyolecularH
 tructureHandHpynamicsTHwineticsTHandHThermodynamicsVHJournalfoffPhysicalfChemistryfATH2015THYYeTHbdcaUd[2.8 18

156 TensorHtypercontractionH econdU†rderHyˆ‚llerU‘lessetH‘erturbationHTheoryfHsridH†ptimizationHandH
–eactionHqnergiesVHJournalfoffChemicalfTheoryfandfComputationTH2015THYYTH[X]ZUaZ 6.4 38

155 pirectH’yWyyHexcitedUstateHdynamicsHofHretinalHprotonatedH chiffHbaseHinHisolationHandHmethanolH
solutionVHJournalfoffPhysicalfChemistryfBTH2015THYYeTHcX]UY] 3.4 28

154 TimeU–esolvedH‘hotoelectronH pectroscopyHandHmbHunitioHyultipleH pawningH tudiesHofH
texamethylcyclopentadieneVHSpringerfProceedingsfinfPhysicsTH2015THYd]UYdc 0.2

153 mxisUdependenceHofHmolecularHhighHharmonicHemissionHinHthreeHdimensionsVHNaturefCommunications
TH2014THaTH[YeX 17.4 16

152 yodelingHmechanophoreHactivationHwithinHaHviscousHrubberyHnetworkVHJournalfoffthefMechanicsfandf
PhysicsfoffSolidsTH2014THb[THY]YUYa[ 5 42

151 yultipleHtimeHstepHintegratorsHinHabHinitioHmolecularHdynamicsVHJournalfoffChemicalfPhysicsTH2014TH
Y]XTHXd]YYb 3.9 32

150 piscoveringHchemistryHwithHanHabHinitioHnanoreactorVHNaturefChemistryTH2014THbTHYX]]Ud 17.6 209

149 mHremoteHstereochemicalHleverHarmHeffectHinHpolymerHmechanochemistryVHJournalfoffthefAmericanf
ChemicalfSocietyTH2014THY[bTHYaYbZUa 16.4 72

148 texamethylcyclopentadienefHtimeUresolvedHphotoelectronHspectroscopyHandHabHinitioHmultipleH
spawningHsimulationsVHPhysicalfChemistryfChemicalfPhysicsTH2014THYbTHYYccXUe 3.6 33

147 pirectH’yWyyHsimulationHofHphotoexcitationHdynamicsHinHbacteriorhodopsinHandHhalorhodopsinVH
ChemicalfPhysicsfLettersTH2014THbYXUbYYTHZY[UZYd 2.5 15

146 ‘hotochemicalHpynamicsHofHqthyleneHoationHoZt]PVQVHJournalfoffPhysicalfChemistryfLettersTH2014THaTHY]bcUcY6.4 27

145  tericHandHelectrostaticHeffectsHonHphotoisomerizationHdynamicsHusingH’yWyyHabHinitioHmultipleH
spawningVHTheoreticalfChemistryfAccountsTH2014THY[[THY 1.9 19

144 mbHinitioHnonadiabaticHdynamicsHofHmultichromophoreHcomplexesfHaHscalableH
graphicalUprocessingUunitUacceleratedHexcitonHframeworkVHAccountsfoffChemicalfResearchTH2014TH]cTHZdacUbb24.3 73
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143 yechanicallyHtriggeredHheterolyticHunzippingHofHaHlowUceilingUtemperatureHpolymerVHNaturef
ChemistryTH2014THbTHbZ[Ud 17.6 157

142 nuildingHrorceHrieldsfHmnHmutomaticTH ystematicTHandH–eproducibleHmpproachVHJournalfoffPhysicalf
ChemistryfLettersTH2014THaTHYddaUeY 6.4 294

141  tericHandHelectronicHcontributionsHtoHtheHcoreHreactivityHofHmonoprotonatedHaUphenylporphyrinfHmH
prTHstudyVHChemicalfPhysicsfLettersTH2014THbX[THZYUZc 2.5 12

140 öltrafastHXUrayHmugerHprobingHofHphotoexcitedHmolecularHdynamicsVHNaturefCommunicationsTH2014TH
aTH]Z[a 17.4 117

139 qxperimentalHstrategiesHforHopticalHpumpHâ��HsoftHxUrayHprobeHexperimentsHatHtheHxox VHJournalfoff
Physics:fConferencefSeriesTH2014TH]ddTHXYZXYa 0.3 15

138 mbHinitioHmultipleHcloningHalgorithmHforHquantumHnonadiabaticHmolecularHdynamicsVHJournalfoff
ChemicalfPhysicsTH2014THY]YTHXa]YYX 3.9 135

137 oommunicationfHmccelerationHofHcoupledHclusterHsinglesHandHdoublesHviaHorbitalUweightedH
leastUsquaresHtensorHhypercontractionVHJournalfoffChemicalfPhysicsTH2014THY]XTHYdYYXZ 3.9 48

136 unterfacingHtheHmbHinitioHmultipleHspawningHmethodHwithHelectronicHstructureHmethodsHinHsmyq  fH
‘hotodecayHofHtransUazomethaneVHJournalfoffPhysicalfChemistryfATH2014THYYdTHYXeXZUd 2.8 25

135  ystematicHimprovementHofHaHclassicalHmolecularHmodelHofHwaterVHJournalfoffPhysicalfChemistryfBTH
2013THYYcTHeeabUcZ 3.4 235

134 seneratingHqfficientH’uantumHohemistryHoodesHforHzovelHmrchitecturesVHJournalfoffChemicalfTheoryf
andfComputationTH2013THeTHZY[UZY 6.4 226

133 qxactHtensorHhypercontractionfHaHuniversalHtechniqueHforHtheHresolutionHofHmatrixHelementsHofHlocalH
finiteUrangeHzUbodyHpotentialsHinHmanyUbodyHquantumHproblemsVHPhysicalfReviewfLettersTH2013THYYYTHY[ZaXa7.4 51

132 piscreteHvariableHrepresentationHinHelectronicHstructureHtheoryfHquadratureHgridsHforHleastUsquaresH
tensorHhypercontractionVHJournalfoffChemicalfPhysicsTH2013THY[dTHYe]YXc 3.9 36

131 TensorHhypercontractionHequationUofUmotionHsecondUorderHapproximateHcoupledHclusterfHelectronicH
excitationHenergiesHinH†Pz]QHtimeVHJournalfoffPhysicalfChemistryfBTH2013THYYcTHYZecZUd 3.4 47

130 TheHchargeHtransferHproblemHinHdensityHfunctionalHtheoryHcalculationsHofHaqueouslyHsolvatedH
moleculesVHJournalfoffPhysicalfChemistryfBTH2013THYYcTHYZYdeUZXY 3.4 82

129 qxploringHtheHoonicalHuntersectionH eamfHTheH eamH paceHzudgedHqlasticHnandHyethodVHJournalfoff
ChemicalfTheoryfandfComputationTH2013THeTHYYaaUb[ 6.4 37

128 ’uarticHscalingHsecondUorderHapproximateHcoupledHclusterHsinglesHandHdoublesHviaHtensorH
hypercontractionfHTtoUooZVHJournalfoffChemicalfPhysicsTH2013THY[dTHYZ]YYY 3.9 52

127 qnhancementHofHstrongUfieldHmultipleHionizationHinHtheHvicinityHofHtheHconicalHintersectionHinH
YT[UcyclohexadieneHringHopeningVHJournalfoffChemicalfPhysicsTH2013THY[eTHYd][Xe 3.9 8

126 yodelingHmechanophoreHactivationHwithinHaHcrosslinkedHglassyHmatrixVHJournalfoffAppliedfPhysicsTH
2013THYY]THXZ[aX] 2.5 41

(2013-2014)
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125 –elationHofHexactHsaussianHbasisHmethodsHtoHtheHdephasingHrepresentationfHtheoryHandHapplicationH
toHtimeUresolvedHelectronicHspectraVHJournalfoffChemicalfPhysicsTH2013THY[eTHX[]YYZ 3.9 30

124 netweenHethyleneHandHpolyenesUUtheHnonUadiabaticHdynamicsHofHcisUdienesVHFaradayfDiscussionsTH
2012THYacTHYe[UZYZgHdiscussionHZ][Ud] 3.6 49

123 TransientHXUrayHfragmentationfHprobingHaHprototypicalHphotoinducedHringHopeningVHPhysicalfReviewf
LettersTH2012THYXdTHZa[XXb 7.4 51

122
qlectronicHmbsorptionH pectraHfromHyyHandH’yWyyHyolecularHpynamicsfHqnvironmentalHqffectsH
onHtheHmbsorptionH pectrumHofH‘hotoactiveHαellowH‘roteinVHJournalfoffChemicalfTheoryfandf
ComputationTH2012THdTHaXeZUaYXb

6.4 133

121 oontrolHofHYT[UcyclohexadieneHphotoisomerizationHusingHlightUinducedHconicalHintersectionsVHJournalf
offPhysicalfChemistryfATH2012THYYbTHZcadUb[ 2.8 82

120 –oleHofH–ydbergHstatesHinHtheHphotochemicalHdynamicsHofHethyleneVHJournalfoffPhysicalfChemistryfATH
2012THYYbTHZdXdUYd 2.8 119

119 mbHinitioHquantumHchemistryHforHproteinHstructuresVHJournalfoffPhysicalfChemistryfBTH2012THYYbTHYZaXYUe 3.4 88

118 TensorHhypercontractionHdensityHfittingVHuVH’uarticHscalingHsecondUHandHthirdUorderHyˆ‚llerU‘lessetH
perturbationHtheoryVHJournalfoffChemicalfPhysicsTH2012THY[cTHX]]YX[ 3.9 176

117 öltrafastHinternalHconversionHinHethyleneVHuuVHyechanismsHandHpathwaysHforHquenchingHandHhydrogenH
eliminationVHJournalfoffChemicalfPhysicsTH2012THY[bTHYZ][Yc 3.9 59

116 TensorHhypercontractionVHuuVHxeastUsquaresHrenormalizationVHJournalfoffChemicalfPhysicsTH2012THY[cTHZZ]YXb3.9 132

115 oommunicationfHTensorHhypercontractionVHuuuVHxeastUsquaresHtensorHhypercontractionHforHtheH
determinationHofHcorrelatedHwavefunctionsVHJournalfoffChemicalfPhysicsTH2012THY[cTHZZYYXY 3.9 109

114 zonlinearHdimensionalityHreductionHforHnonadiabaticHdynamicsfHtheHinfluenceHofHconicalHintersectionH
topographyHonHpopulationHtransferHratesVHJournalfoffChemicalfPhysicsTH2012THY[cTHZZmaYe 3.9 41

113 mbHunitioHyultipleH pawningfHrirstH‘rinciplesHpynamicsHmroundHoonicalHuntersectionsVHAdvancedf
SeriesfinfPhysicalfChemistryTH2011TH[]cU[c] 9

112 –eactiveHcrossUtalkHbetweenHadjacentHtensionUtrappedHtransitionHstatesVHJournalfoffthefAmericanf
ChemicalfSocietyTH2011THY[[TH[ZZZUa 16.4 59

111
qxcitedU tateHqlectronicH tructureHwithHoonfigurationHunteractionH inglesHandHTammUpancoffH
TimeUpependentHpensityHrunctionalHTheoryHonHsraphicalH‘rocessingHönitsVHJournalfoffChemicalf
TheoryfandfComputationTH2011THcTHYdY]UYdZ[

6.4 154

110 ‘ortingH†ptimizedHs‘öHwernelsHtoHaHyultiUcoreHo‘öfHoomputationalH’uantumHohemistryH
mpplicationHqxampleH2011TH 4

109 TimeUresolvedHphotoelectronHspectroscopyHfromHfirstHprinciplesfHexcitedHstateHdynamicsHofH
benzeneVHFaradayfDiscussionsTH2011THYaXTHZe[U[YYgHdiscussionH[eYU]Yd 3.6 51

108 pynamicH‘recisionHforHqlectronH–epulsionHuntegralHqvaluationHonHsraphicalH‘rocessingHönitsHPs‘ösQVH
JournalfoffChemicalfTheoryfandfComputationTH2011THcTHe]eUa] 6.4 118
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107 ohargeHTransferHandH‘olarizationHinH olvatedH‘roteinsHfromHmbHunitioHyolecularHpynamicsVHJournalfoff
PhysicalfChemistryfLettersTH2011THZTHYcdeUYce[ 6.4 103

106 öltrafastHinternalHconversionHinHethyleneVHuVHTheHexcitedHstateHlifetimeVHJournalfoffChemicalfPhysicsTH
2011THY[]THZ]][Xb 3.9 116

105 mHschemeHtoHinterpolateHpotentialHenergyHsurfacesHandHderivativeHcouplingHvectorsHwithoutH
performingHaHglobalHdiabatizationVHJournalfoffChemicalfPhysicsTH2011THY[aTHZZ]YYX 3.9 56

104 oonformationallyHselectiveHphotodissociationHdynamicsHofHpropanalHcationVHJournalfoffChemicalf
PhysicsTH2011THY[]THXa][Y[ 3.9 14

103 pynamicalH’uadratureHsridsH2011TH[aU]Z 3

102 mHdivideHandHconquerHrealHspaceHfiniteUelementHtartreeUrockHmethodVHJournalfoffChemicalfPhysicsTH
2010THY[ZTHX[]YXY 3.9 24

101 mbHinitioHfloatingHoccupationHmolecularHorbitalUcompleteHactiveHspaceHconfigurationHinteractionfHanH
efficientHapproximationHtoHom  orVHJournalfoffChemicalfPhysicsTH2010THY[ZTHZ[]YXZ 3.9 91

100
‘rotonicHgatingHofHexcitedUstateHtwistingHandHchargeHlocalizationHinHsr‘HchromophoresfHaH
mechanisticHhypothesisHforHreversibleHphotoswitchingVHJournalfoffthefAmericanfChemicalfSocietyTH
2010THY[ZTHYYeZU[

16.4 93

99 pirectHselfUconsistentHfieldHcomputationsHonHs‘öHclustersH2010TH 3

98 TrappingHaHdiradicalHtransitionHstateHbyHmechanochemicalHpolymerHextensionVHScienceTH2010TH[ZeTHYXacUbX33.3 241

97 øariationalHgeminalUaugmentedHmultireferenceHselfUconsistentHfieldHtheoryfHtwoUelectronHsystemsVH
JournalfoffChemicalfPhysicsTH2010THY[ZTHXa]YX[ 3.9 29

96 yaskedHcyanoacrylatesHunveiledHbyHmechanicalHforceVHJournalfoffthefAmericanfChemicalfSocietyTH
2010THY[ZTH]aadUe 16.4 134

95 tighU‘erformanceHoomputingHwithHmcceleratorsVHComputingfinfSciencefandfEngineeringTH2010THYZTHYZUYb 1.5 6

94 †ptimizationHofHwidthHparametersHforHquantumHdynamicsHwithHfrozenHsaussianHbasisHsetsVHChemicalf
PhysicsTH2010TH[cXTHcXUcc 2.3 49

93 umplementationHofH cientificHoomputingHmpplicationsHonHtheHoellHnroadbandHqngineVHScientificf
ProgrammingTH2009THYcTHY[aUYaY 1.4 6

92 mnHJoptimalJHspawningHalgorithmHforHadaptiveHbasisHsetHexpansionHinHnonadiabaticHdynamicsVH
JournalfoffChemicalfPhysicsTH2009THY[XTHY[]YY[ 3.9 79

91 ohargeHconservationHinHelectronegativityHequalizationHandHitsHimplicationsHforHtheHelectrostaticH
propertiesHofHfluctuatingUchargeHmodelsVHJournalfoffChemicalfPhysicsTH2009THY[YTHX]]YY] 3.9 19

90
†bservationHofHaHπundelUlikeHtransitionHstateHduringHprotonHtransferHinHaqueousHhydroxideH
solutionsVHProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaTH2009TH
YXbTHYaYa]Ue

11.5 105

(2009-2011)
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89 rorceUinducedHactivationHofHcovalentHbondsHinHmechanoresponsiveHpolymericHmaterialsVHNatureTH
2009TH]aeTHbdUcZ 50.4 1211

88 ’uantumHohemistryHonHsraphicalH‘rocessingHönitsVHZVHpirectH elfUoonsistentUrieldHumplementationVH
JournalfoffChemicalfTheoryfandfComputationTH2009THaTHYXX]UYa 6.4 291

87
’uantumHohemistryHonHsraphicalH‘rocessingHönitsVH[VHmnalyticalHqnergyHsradientsTHseometryH
†ptimizationTHandHrirstH‘rinciplesHyolecularHpynamicsVHJournalfoffChemicalfTheoryfandfComputationTH
2009THaTHZbYeUZd

6.4 585

86 ’uantumHohemistryHonHsraphicalH‘rocessingHönitsVHZVHpirectH elfUoonsistentUrieldHP orQH
umplementationVHJournalfoffChemicalfTheoryfandfComputationTH2009THaTH[Y[d 6.4 10

85 –evisitingHyolecularHpissociationHinHpensityHrunctionalHTheoryfHmH impleHyodelVHJournalfoffChemicalf
TheoryfandfComputationTH2009THaTHccXUdX 6.4 71

84 mHmultistateHempiricalHvalenceHbondHmodelHforHsolvationHandHtransportHsimulationsHofH†tUHinH
aqueousHsolutionsVHPhysicalfChemistryfChemicalfPhysicsTH2009THYYTHe]ZXU[X 3.6 43

83 ‘hotodynamicsHinHcomplexHenvironmentsfHabHinitioHmultipleHspawningHquantumH
mechanicalWmolecularHmechanicalHdynamicsVHJournalfoffPhysicalfChemistryfBTH2009THYY[TH[ZdXUeY 3.4 246

82 mbHinitioHmultipleHspawningHdynamicsHusingHmultiUstateHsecondUorderHperturbationHtheoryVHJournalf
offPhysicalfChemistryfATH2009THYY[THY[babUbZ 2.8 138

81 mbHinitioHmultipleHspawningHdynamicsHofHexcitedHbutadienefHroleHofHchargeHtransferVHJournalfoff
PhysicalfChemistryfATH2009THYY[THYZdYaUZ] 2.8 93

80 rirstHprinciplesHdynamicsHandHminimumHenergyHpathwaysHforHmechanochemicalHringHopeningHofH
cyclobuteneVHJournalfoffthefAmericanfChemicalfSocietyTH2009THY[YTHb[ccUe 16.4 178

79 TheHpissociationHoatastropheHinHrluctuatingUohargeHyodelsHandHitsHumplicationsHforHtheHoonceptHofH
mtomicHqlectronegativityVHProgressfinfTheoreticalfChemistryfandfPhysicsTH2009TH[ecU]Ya 0.6 4

78 zonclassicalH‘haseH paceHvumpsHandH†ptimalH pawningVHProgressfinfTheoreticalfChemistryfandf
PhysicsTH2009TH[aU]a 0.6

77 sraphicalH‘rocessingHönitsHforH’uantumHohemistryVHComputingfinfSciencefandfEngineeringTH2008THYXTHZbU[]1.5 156

76
†ptimizingHconicalHintersectionsHwithoutHderivativeHcouplingHvectorsfHapplicationHtoHmultistateH
multireferenceHsecondUorderHperturbationHtheoryHPy Uom ‘TZQVHJournalfoffPhysicalfChemistryfBTH
2008THYYZTH]XaUY[

3.4 288

75 †nHtheHextentHandHconnectivityHofHconicalHintersectionHseamsHandHtheHeffectsHofHthreeUstateH
intersectionsVHJournalfoffPhysicalfChemistryfATH2008THYYZTHYZaaeUbc 2.8 40

74 mHunifiedHtheoreticalHframeworkHforHfluctuatingUchargeHmodelsHinHatomUspaceHandHinHbondUspaceVH
JournalfoffChemicalfPhysicsTH2008THYZeTHZY]YY[ 3.9 37

73 mbHinitioHmultipleHspawningHdynamicsHofHexcitedHstateHintramolecularHprotonHtransferfHtheHroleHofH
spectroscopicallyHdarkHstatesVHMolecularfPhysicsTH2008THYXbTHa[cUa]a 1.7 27

72 ‘seudospectralHtimeUdependentHdensityHfunctionalHtheoryVHJournalfoffChemicalfPhysicsTH2008THYZdTHYX]YX[3.9 50
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71 qxcitedUstateHdynamicsHofHcytosineHrevealHmultipleHintrinsicHsubpicosecondHpathwaysVH
ChemPhysChemTH2008THeTHZ]dbUeX 3.2 133

70 qlectrostaticHcontrolHofHphotoisomerizationHinHtheHphotoactiveHyellowHproteinHchromophorefHmbH
initioHmultipleHspawningHdynamicsVHChemicalfPhysicsfLettersTH2008TH]bXTHZcZUZcc 2.5 53

69 umplementationHofHabHinitioHmultipleHspawningHinHtheHyolproHquantumHchemistryHpackageVHChemicalf
PhysicsTH2008TH[]cTH[UYb 2.3 174

68 ’uantumHohemistryHonHsraphicalH‘rocessingHönitsVHYVH trategiesHforHTwoUqlectronHuntegralH
qvaluationVHJournalfoffChemicalfTheoryfandfComputationTH2008TH]THZZZU[Y 6.4 373

67  ubstituentHeffectsHonHdynamicsHatHconicalHintersectionsfHalphaTbetaUenonesVHJournalfoffPhysicalf
ChemistryfATH2007THYYYTHYYe]dUbX 2.8 66

66 mbHinitioHmolecularHdynamicsHofHexcitedUstateHintramolecularHprotonHtransferHusingHmultireferenceH
perturbationHtheoryVHJournalfoffPhysicalfChemistryfATH2007THYYYTHYY[XZUYX 2.8 99

65 mHoontinuousH pawningHyethodHforHzonadiabaticHpynamicsHandHøalidationHforHtheH
πeroUTemperatureH pinUnosonH‘roblemVHIsraelfJournalfoffChemistryTH2007TH]cTHcaUdd 3.4 27

64 mbHinitioHmolecularHdynamicsHandHtimeUresolvedHphotoelectronHspectroscopyHofHelectronicallyH
excitedHuracilHandHthymineVHJournalfoffPhysicalfChemistryfATH2007THYYYTHdaXXUd 2.8 316

63 ’T‘uqfHohargeHtransferHwithHpolarizationHcurrentHequalizationVHmHfluctuatingHchargeHmodelHwithH
correctHasymptoticsVHChemicalfPhysicsfLettersTH2007TH][dTH[YaU[ZX 2.5 134

62 TheHvibrationallyHadiabaticHtorsionalHpotentialHenergyHsurfaceHofHtransUstilbeneVHChemicalfPhysicsf
LettersTH2007TH]]XTHcUYY 2.5 19

61 mHchargedHringHmodelHforHclassicalH†tâ��PaqQHsimulationsVHChemicalfPhysicsfLettersTH2007TH]]ZTHYZdUY[[ 2.5 42

60 usomerizationHthroughHconicalHintersectionsVHAnnualfReviewfoffPhysicalfChemistryTH2007THadTHbY[U[] 15.7 659

59
†ptimizationHofH emiempiricalH’uantumHohemistryHyethodsHviaHyultiobjectiveHseneticHmlgorithmsfH
mccurateH‘hotodynamicsHforHxargerHyoleculesHandHxongerHTimeH calesVHMaterialsfandfManufacturingf
ProcessesTH2007THZZTHaa[UabY

4.1 19

58 rirstH‘rinciplesHpynamicsHofH‘hotoexcitedHpzmHandH–zmHnasesVHAIPfConferencefProceedingsTH2007TH 0 5

57
oomparativeHgenomicsHandHsiteUdirectedHmutagenesisHsupportHtheHexistenceHofHonlyHoneHinputH
channelHforHprotonsHinHtheHoUfamilyHPcbb[HoxidaseQHofHhemeUcopperHoxygenHreductasesVHBiochemistry
TH2007TH]bTHeeb[UcZ

3.2 66

56 oonformationallyHcontrolledHchemistryfHexcitedUstateHdynamicsHdictateHgroundUstateHreactionVH
ScienceTH2007TH[YaTHYabYUa 33.3 92

55 yultiobjectiveHgeneticHalgorithmsHforHmultiscalingHexcitedHstateHdirectHdynamicsHinHphotochemistryH
2006TH 4

54 yulticenteredHvalenceHelectronHeffectiveHpotentialsfHaHsolutionHtoHtheHlinkHatomHproblemHforHgroundH
andHexcitedHelectronicHstatesVHJournalfoffChemicalfPhysicsTH2006THYZ]THXd]YXc 3.9 46
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53 oonicalHintersectionsHandHdoubleHexcitationsHinHtimeUdependentHdensityHfunctionalHtheoryVH
MolecularfPhysicsTH2006THYX]THYX[eUYXaY 1.7 479

52 unsightsHforHlightUdrivenHmolecularHdevicesHfromHabHinitioHmultipleHspawningHexcitedUstateHdynamicsH
ofHorganicHandHbiologicalHchromophoresVHAccountsfoffChemicalfResearchTH2006TH[eTHYYeUZb 24.3 196

51 mbHinitioHmolecularHdynamicsHofHexcitedUstateHintramolecularHprotonHtransferHaroundHaHthreeUstateH
conicalHintersectionHinHmalonaldehydeVHJournalfoffPhysicalfChemistryfATH2006THYYXTHbYdU[X 2.8 82

50 qvolutionaryHmigrationHofHaHpostUtranslationallyHmodifiedHactiveUsiteHresidueHinHtheHprotonUpumpingH
hemeUcopperHoxygenHreductasesVHBiochemistryTH2006TH]aTHYa]XaUYX 3.2 57

49 telixHswitchingHofHaHkeyHactiveUsiteHresidueHinHtheHcytochromeHcbb[HoxidasesVHBiochemistryTH2005TH]]THYXcbbUca3.2 54

48 oompetitiveHdecayHatHtwoUHandHthreeUstateHconicalHintersectionsHinHexcitedUstateHintramolecularH
protonHtransferVHJournalfoffthefAmericanfChemicalfSocietyTH2005THYZcTH]abXUY 16.4 104

47
ösingHmetaHconjugationHtoHenhanceHchargeHseparationHversusHchargeHrecombinationHinH
phenylacetyleneHdonorUbridgeUacceptorHcomplexesVHJournalfoffthefAmericanfChemicalfSocietyTH2005TH
YZcTHYb[]dUe

16.4 90

46 oomputationHofH–eactionHyechanismsHandHpynamicsHinH‘hotobiologyVHTheoreticalfandf
ComputationalfChemistryTH2005THYbTHZZaUZa[ 3

45  imulationHofHtheHphotodynamicsHofHazobenzeneHonHitsHfirstHexcitedHstatefHcomparisonHofHfullH
multipleHspawningHandHsurfaceHhoppingHtreatmentsVHJournalfoffChemicalfPhysicsTH2005THYZ[THZ[][Xd 3.9 117

44 qxcitedHstateHdirectHdynamicsHofHbenzeneHwithHreparameterizedHmultiUreferenceHsemiempiricalH
configurationHinteractionHmethodsVHChemicalfPhysicsTH2004TH[X]THY[[UY]a 2.3 56

43
mbHinitioHequationUofUmotionHcoupledUclusterHmolecularHdynamicsHwithHâ��onUtheUflyâ��HdiabatizationfHtheH
doubletUlikeHfeatureHinHtheHphotoabsorptionHspectrumHofHethyleneVHChemicalfPhysicsfLettersTH2004TH
[edTH]XcU]Y[

2.5 14

42 oonicalHintersectionHdynamicsHinHsolutionfHtheHchromophoreHofHsreenHrluorescentH‘roteinVHFaradayf
DiscussionsTH2004THYZcTHY]eUb[ 3.6 213

41 mHzewHmpproachHtoH–eactiveH‘otentialsHwithHrluctuatingHohargesf´ H’uadraticHøalenceUnondHyodelVH
JournalfoffPhysicalfChemistryfATH2004THYXdTH[XcbU[Xd] 2.8 34

40 øariableHqlectronicHoouplingHinH‘henylacetyleneHpendrimersfHHTheH–oleHofHrˆ¶rsterTHpexterTHandH
ohargeUTransferHunteractionsVHJournalfoffPhysicalfChemistryfATH2004THYXdTHbcYUbdZ 2.8 108

39 ’uantumHqnergyHrlowHandHtransU tilbeneH‘hotoisomerizationfHHanHqxampleHofHaHzonU––wyH
–eactionâ� VHJournalfoffPhysicalfChemistryfATH2003THYXcTHYXcXbUYXcYb 2.8 88

38 yechanismHandHdynamicsHofHazobenzeneHphotoisomerizationVHJournalfoffthefAmericanfChemicalf
SocietyTH2003THYZaTHdXedUe 16.4 261

37 mbHunitioH tudyHofHoisâ��TransH‘hotoisomerizationHinH tilbeneHandHqthyleneVHJournalfoffPhysicalf
ChemistryfATH2003THYXcTHdZeUd[c 2.8 225

36 mbHinitioHmolecularHdynamicsHwithHequationUofUmotionHcoupledUclusterHtheoryfHelectronicH
absorptionHspectrumHofHethyleneVHChemicalfPhysicsfLettersTH2003TH[caTHZeeU[Xd 2.5 38
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35 yetaUconjugationHandHexcitedUstateHcouplingHinHphenylacetyleneHdendrimersVHJournalfoffthef
AmericanfChemicalfSocietyTH2003THYZaTHeZddUe 16.4 90

34 mbHinitioHexcitedUstateHdynamicsHofHtheHphotoactiveHyellowHproteinHchromophoreVHJournalfoffthef
AmericanfChemicalfSocietyTH2003THYZaTHYZcYXUY 16.4 103

33 oonicalHuntersectionsHinH olutionfHHmH’yWyyH tudyHösingHrloatingH†ccupationH emiempiricalH
oonfigurationHunteractionH−aveHrunctionsVHJournalfoffPhysicalfChemistryfATH2003THYXcTH[dZZU[d[X 2.8 153

32 qlectronicHstructureHofHsolidHYT[TaUtriaminoUZT]TbUtrinitrobenzeneHunderHuniaxialHcompressionfH
‘ossibleHroleHofHpressureUinducedHmetallizationHinHenergeticHmaterialsVHPhysicalfReviewfBTH2003THbcTH 3.3 73

31 mbHunitioH’uantumHyolecularHpynamicsVHAdvancesfinfChemicalfPhysicsTH2002TH][eUaYZ 260

30 TheHroleHofHintersectionHtopographyHinHbondHselectivityHofHcisUtransHphotoisomerizationVHProceedingsf
offthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaTH2002THeeTHYcbeUc[ 11.5 125

29  olvationHofHtheHrluorideHmnionHbyHyethanolâ� VHJournalfoffPhysicalfChemistryfATH2002THYXbTHYXXYaUYXXZY 2.8 27

28 †ptimizationHofHoonicalHuntersectionsHwithHrloatingH†ccupationH emiempiricalHoonfigurationH
unteractionH−aveHrunctionsVHJournalfoffPhysicalfChemistryfATH2002THYXbTH]bceU]bde 2.8 73

27 olassicalHrluctuatingHohargeHTheoriesfHHTheHyaximumHqntropyHøalenceHnondHrormalismHandH
–elationshipsHtoH‘reviousHyodelsâ� VHJournalfoffPhysicalfChemistryfATH2001THYXaTHZd]ZUZdaX 2.8 41

26 mbHunitioHyultipleH pawningfHH‘hotochemistryHfromHrirstH‘rinciplesH’uantumHyolecularHpynamicsVH
JournalfoffPhysicalfChemistryfATH2000THYX]THaYbYUaYca 2.8 627

25 mbHunitioH tudyHofHooupledHqlectronHTransferW‘rotonHTransferHinHoytochromeHcH†xidaseVHJournalfoff
PhysicalfChemistryfATH2000THYX]THZ[bcUZ[c] 2.8 20

24 pirectH†bservationHofHpisrotatoryH–ingU†peningHinH‘hotoexcitedHoyclobuteneHösingHabHunitioH
yolecularHpynamicsVHJournalfoffthefAmericanfChemicalfSocietyTH2000THYZZTHbZeeUb[XX 16.4 23

23 qlectronicHmbsorptionHandH–esonanceH–amanH pectroscopyHfromHmbHunitioH’uantumHyolecularH
pynamicsVHJournalfoffPhysicalfChemistryfATH1999THYX[THYXaYcUYXaZc 2.8 55

22  emiclassicalHTunnelingH–atesHfromHmbHunitioHyolecularHpynamicsVHJournalfoffPhysicalfChemistryfATH
1999THYX[THbXaaUbXae 2.8 44

21 ’uantumHdynamicsHofHtheHfemtosecondHphotoisomerizationHofHretinalHinHbacteriorhodopsinVH
FaradayfDiscussionsTH1998TH]]cUbZgHdiscussionH]ccUaZX 3.6 80

20 qlectronicHqnergyHrunnelsHinHoisâ��TransH‘hotoisomerizationHofH–etinalH‘rotonatedH chiffHnaseâ� VH
JournalfoffPhysicalfChemistryfATH1998THYXZTHebXcUebYc 2.8 13

19 zonUadiabaticHmolecularHdynamicsfH plitUoperatorHmultipleHspawningHwithHapplicationsHtoH
photodissociationVHJournalfoffthefChemicalfSocietyufFaradayfTransactionsTH1997THe[THe]YUe]c 43

18 yolecularHoollisionHpynamicsHonH everalHqlectronicH tatesVHJournalfoffPhysicalfChemistryfATH1997TH
YXYTHb[deUb]XZ 2.8 106
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17 zonstationaryHqlectronicH tatesHandH iteU electiveH–eactivityVHJournalfoffPhysicalfChemistryfATH1997TH
YXYTHccXZUccYX 2.8 97

16 pynamicalH tereochemistryHonH everalHqlectronicH tatesfHHmHoomputationalH tudyHofHzaRHSHtZVH
JournalfoffPhysicalfChemistryfATH1997THYXYTHcaZZUcaZe 2.8 14

15 mbHinitioHmolecularHdynamicsHaroundHaHconicalHintersectionfHxiPZpQHSHtZVHChemicalfPhysicsfLettersTH
1997THZcZTHY[eUY]c 2.5 86

14 yultiUqlectronicU tateHyolecularHpynamicsfHHmH−aveHrunctionHmpproachHwithHmpplicationsVHThef
JournalfoffPhysicalfChemistryTH1996THYXXTHcdd]Ucdea 335

13 xocalHweakHpairsHspectralHandHpseudospectralHsinglesHandHdoublesHconfigurationHinteractionVHJournalf
offChemicalfPhysicsTH1996THYXaTHb]aaUb]cX 3.9 50

12 pirectHimagingHofHexcitedHelectronicHstatesHusingHdiffractionHtechniquesfHtheoreticalHconsiderationsVH
ChemicalfPhysicsfLettersTH1996THZbZTH]XaU]Y] 2.5 38

11 pynamicsHofHtheHcollisionalHelectronHtransferHandHfemtosecondHphotodissociationHofHzauHonHabHinitioH
electronicHenergyHcurvesVHChemicalfPhysicsfLettersTH1996THZaeTHZaZUZbX 2.5 53

10 olassicalWquantalHmethodHforHmultistateHdynamicsfHmHcomputationalHstudyVHJournalfoffChemicalf
PhysicsTH1996THYX]THZd]cUZdab 3.9 80

9 rirstUprinciplesHmolecularHdynamicsHonHmultipleHelectronicHstatesfHmHcaseHstudyHofHzauVHJournalfoff
ChemicalfPhysicsTH1996THYXaTHb[[]Ub[]Y 3.9 61

8 ‘seudospectralHmultireferenceHsingleHandHdoubleHexcitationHconfigurationHinteractionVHJournalfoff
ChemicalfPhysicsTH1995THYXZTHcab]UcacZ 3.9 35

7 ‘ qöp† ‘qoT–mxHyqTt†p Hm‘‘xuqpHT†HTtqHqxqoT–†zHo†––qxmTu†zH‘–†nxqyVHAdvancedf
SeriesfinfPhysicalfChemistryTH1995THYY[ZUYYba 35

6 ‘seudospectralHcorrelationHmethodsHonHdistributedHmemoryHparallelHarchitecturesVHChemicalfPhysicsf
LettersTH1995THZ]YTH]eXU]eb 2.5 7

5 ‘seudospectralHyoWllerâ��‘lessetHperturbationHtheoryHthroughHthirdHorderVHJournalfoffChemicalf
PhysicsTH1994THYXXTH[b[YU[b[d 3.9 64

4 ‘seudospectralHdoubleHexcitationHconfigurationHinteractionVHJournalfoffChemicalfPhysicsTH1993THedTHcXdYUcXda3.9 26

3 ‘seudospectralHfullHconfigurationHinteractionVHJournalfoffChemicalfPhysicsTH1992THecTHYdcbUYddX 3.9 41

2 mnalyticalHperivativesHofHtheHundividualH tateHqnergiesHinHqnsembleHpensityHrunctionalHTheoryH
yethodfHuuVHumplementationHonHsraphicalH‘rocessingHönitsHPs‘ösQ 5

1 unteraohemfHøirtualH–ealityHøisualizerHforH–eactiveHunteractiveHyolecularHpynamicsVHJournalfoff
ChemicalfEducationT 2.4 4
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