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j Paper IF Citations

318 nHteneralH…ewHzethodHforHpalculatingHtheHzolecularH…onpolarHSurfaceHforHnnalysisHofHypVzSHqataWH
InternationaleJournaleofeMasseSpectrometryUH2021UHacZUHZZcafbVZZcafb 1.9 2

317 –rogressHandHchallengesHinHunderstandingHofHphotoluminescenceHpropertiesHofHcarbonHdotsHbasedH
onHtheoreticalHcomputationsWHAppliedeMaterialseTodayUH2021UH[[UHZYYf[a 6.6 23

316 ReactionHmechanismHforHfluorinationHreactionsHwithHhydroxylatedHaluminaHsitesgH–athwaysH
promotingHaluminumHcombustionWHJournaleofeChemicalePhysicsUH2021UHZbaUHZYa]Ye 3.9 2

315 zolecularHqynamicsHSimulationHofHtheHrxcitedVStateH–rotonH·ransferHzechanismHinH
]VuydroxyflavoneHäsingHrxplicitHuydrationHzodelsWHJournaleofePhysicaleChemistryeAUH2021UHZ[bUHbdcbVbdde2.8 4

314 nbHinitioHcalculationHofHtheHexcitedHstatesHofHnitropyrenesWHTheoreticaleChemistryeAccountsUH2021UH
ZaYUHZ 1.9 1

313 rxcitonicHandHchargeHtransferHinteractionsHinHtetraceneHstackedHandH·VshapedHdimersWHJournaleofe
ChemicalePhysicsUH2021UHZbaUHYaa]Yc 3.9 6

312 ·ripleVpolumnedHandHzultipleVyayeredH]qH–olymersgHqesignUHSynthesisUHnggregationVvnducedH
rmissionHQnvrRUHandHpomputationalHStudyWHResearchUH2021UH[Y[ZUH]bcbdfZ 7.8 7

311 änexpectedHphargeHrffectsHStrengthenHˇ�VStackingH–ancakeHoondingWHJacseAuUH2021UHZUHZcadVZcbb 6

310 rxplorationHofHtrapheneHqefectHReactivityHtowardHaHuydrogenHRadicalHätilizingHaH–reactivatedH
pircumcoroneneHzodelWHJournaleofePhysicaleChemistryeAUH2021UHZ[bUHZZb[VZZcb 2.8 4

309
rnergyHtransferHmechanismHinHluminescenceHruQvvvRHandH·bQvvvRHcomplexesHofHcoumarinV]VcarboxylicH
acidgHnHtheoreticalHstudyWHSpectrochimicaeActaeteParteA:eMoleculareandeBiomoleculareSpectroscopyUH
2020UH[aYUHZZebfZ

4.4 5

308 rffectsHonHtheHaromaticityHandHonHtheHbiradicaloidHnatureHofHacenesHbyHtheHinclusionHofHaH
cyclobutadieneHlinkageWHTheoreticaleChemistryeAccountsUH2020UHZ]fUHZ 1.9 2

307 ponformationalHoehaviorHandH†pticalH–ropertiesHofHaHsluorophoreHqimerHasHaHzodelHofHyuminescentH
pentersHinHparbonHqotsWHJournaleofePhysicaleChemistryeCUH2020UHZ[aUHZa][dVZa]]d 3.8 13

306 nHcomputationalHstudyHofHtheHgroundHandHexcitedHstateHaciditiesHofHsyntheticHanalogsHofHredHwineH
pyranoanthocyaninsWHTheoreticaleChemistryeAccountsUH2020UHZ]fUHZ 1.9 5

305 qiradicalH†rganicH†neVqimensionalH–olymersHSynthesizedHonHaHzetallicHSurfaceWHAngewandtee
ChemieUH2020UHZ][UHZddadVZddb[ 3.6 5

304 zemorialHéiewpointHforHüilliamHyWHuaseWHJournaleofePhysicaleChemistryeAUH2020UHZ[aUHaZe]VaZea 2.8

303 qiradicalH†rganicH†neVqimensionalH–olymersHSynthesizedHonHaHzetallicHSurfaceWHAngewandtee
ChemieeteInternationaleEditionUH2020UHbfUHZdbfaVZdbff 16.4 7

302
vnterplayHofHoiradicaloidHpharacterHandHSingletX·ripletHrnergyHSplittingHforHVXVqiindenoacenesHandH
RelatedHoenzothiopheneVpappedH†ligomersHasHRevealedHbyHrxtendedHzultireferenceHpalculationsWH
JournaleofeOrganiceChemistryUH2020UHebUH]ccaV]cdb

4.2 10
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301 oenchmarkHabHinitioHcalculationsHonHintermolecularHstructuresHandHtheHexcitonHcharacterHofH
polyQpVphenylenevinyleneRHdimersWHJournaleofeChemicalePhysicsUH2020UHZb[UHYaa]Yc 3.9 3

300 ·heHgeneralityHofHtheHtätnHzRpvHapproachHinHp†yäzoäSHforHtreatingHcomplexHquantumHchemistryWH
JournaleofeChemicalePhysicsUH2020UHZb[UHZ]aZZY 3.9 22

299 zultiVlayerH]qHchiralitygHnewHsynthesisUHnvrHandHcomputationalHstudiesWHScienceeChinaeChemistryUH
2020UHc]UHcf[Vcfe 7.9 14

298 nHsystematicHanalysisHofHexcitonicHpropertiesHtoHseekHoptimalHsingletHfissiongHtheHo…VsubstitutionH
patternsHinHtetraceneWHJournaleofeMaterialseChemistryeCUH2020UHeUHddf]VdeYa 7.1 12

297 zultiVReferenceHponfigurationHvnteractionH2020UH[ddV[fd 1

296 qynamicsHofH–yreneVqimerHnssociationHandHrnsuingH–yreneVqimerHqissociationWHJournaleofePhysicale
ChemistryeAUH2020UHZ[aUHefYdVefZd 2.8 7

295 pycloadditionHofHStrainedHpyclicHnlkenesHandHV—uinonesgHnHqistortionXvnteractionHnnalysisWHJournale
ofeOrganiceChemistryUH2020UHebUHZ]bbdVZ]bcc 4.2 3

294
·uningHtheHäéHspectrumHofH–nusHbyHmeansHofHdifferentH…VdopingHtypesHtakingHpyreneHasH
paradigmaticHexamplegHcategorizationHvalenceHbondHtheoryHandHhighVlevelHcomputationalH
approachesWHPhysicaleChemistryeChemicalePhysicsUH2020UH[[UH[[YY]V[[YZb

3.6 3

293 qopingHpapabilitiesHofHsluorineHonHtheHäéHnbsorptionHandHrmissionHSpectraHofH–yreneVoasedH
trapheneH—uantumHqotsWHJournaleofePhysicaleChemistryeAUH2020UHZ[aUHZYfbaVZYfcc 2.8 4

292 …onadiabaticHqynamicsHofHphargeV·ransferHStatesHäsingHtheHnnthraceneV·etracyanoethyleneH
pomplexHasHaH–rototypeWHJournaleofePhysicaleChemistryeAUH2020UHZ[aUH]]adV]]bd 2.8 8

291 rmissionHrnergiesHandHStokesHShiftsHforHSingleH–olycyclicHnromaticHuydrocarbonHSheetsHinH
pomparisonHtoHtheHrffectHofHrxcimerHsormationWHJournaleofePhysicaleChemistryeLettersUH2019UHZYUHbbf[Vbbfd6.4 7

290 ·heHelectronicHtransitionsHofHanalogsHofHredHwineHpyranoanthocyaninHpigmentsWHPhotochemicaleande
PhotobiologicaleSciencesUH2019UHZeUHabVb] 4.2 7

289 ·heHcharacterizationHofHelectronicHdefectHstatesHofHsingleHandHdoubleHcarbonHvacanciesHinHgrapheneH
sheetsHusingHmolecularHdensityHfunctionalHtheoryWHMolecularePhysicsUH2019UHZZdUHZbZfVZb]Z 1.7 7

288 SolventHeffectHonHnlQvvvRHhydrolysisHconstantsHfromHdensityHfunctionalHtheoryWHMolecularePhysicsUH2019
UHZZdUHZbYdVZbZe 1.7

287 qynamicsHofHbenzeneHexcimerHformationHfromHtheHparallelVdisplacedHdimerWHPhysicaleChemistrye
ChemicalePhysicsUH2019UH[ZUHZ]fZcVZ]f[a 3.6 16

286 ponicalHintersectionsHandHtheHweakHfluorescenceHofHbetalainsWHPhotochemicaleandePhotobiologicale
SciencesUH2019UHZeUHZfd[VZfeZ 4.2 3

285 vntroductionHofHpolarHorHnonpolarHgroupsHatHtheHhydroquinoneHunitsHcanHleadHtoHtheHdestructionHofH
theHcolumnarHstructureHofH–illarΠbαarenesWHComputationaleandeTheoreticaleChemistryUH2019UHZZcZUHZVf 2 7

284
pharacterizationHofHphargeH·ransferHinHrxcitedHStatesHofHrxtendedHplustersHofHˇ�VStackedHqonorHandH
ncceptorHpomplexesHinHyockVnrmHSupramolecularH†rderingWHJournaleofePhysicaleChemistryeAUH2019UH
Z[]UHab][Vaba[

2.8 5

(2019-2020)
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283 —uantumHchemicalHevidenceHforHtheHoriginHofHtheHredXblueHcolorsHofHuydrangeaHmacrophyllaHsepalsWH
NeweJournaleofeChemistryUH2019UHa]UHdb][VdbaY 3.6 4

282 rxcitedHstatesHandHexcitonicHinteractionsHinHprototypicHpolycyclicHaromaticHhydrocarbonHdimersHasH
modelsHforHgraphiticHinteractionsHinHcarbonHdotsWHPhysicaleChemistryeChemicalePhysicsUH2019UH[ZUHfYddVfYee3.6 23

281
uighVlevelHtheoreticalHbenchmarkHinvestigationsHofHtheHäéVvisHabsorptionHspectraHofHparadigmaticH
polycyclicHaromaticHhydrocarbonsHasHmodelsHforHgrapheneHquantumHdotsWHJournaleofeChemicale
PhysicsUH2019UHZbYUHZ[a]Y[

3.9 19

280 ·heoreticalHanalysisHofHtheHstabilizationHofHgrapheneHnanosheetsHbyHmeansHofHstronglyHpolarizedH
pyreneHderivativesWHChemicalePhysicsUH2019UHb[dUHZZYace 2.3 2

279 ndsorptionHprocessHofHpolarHandHnonpolarHcompoundsHinHaHnanoporeHmodelHofHhumicHsubstancesWH
EuropeaneJournaleofeSoileScienceUH2019UHdZUHeab 3.4 3

278 pharacterizationHofHglycanHisomersHusingHmagneticHcarbonHnanoparticlesHasHaHznyqvHcoVmatrixWHRSCe
AdvancesUH2019UHfUH[YZ]dV[YZae 3.7 8

277
zicrohydrationHofH–olymerHrlectrolyteHzembranesgHnHpomparisonHofHuydrogenVoondingH…etworksH
andHSpectralH–ropertiesHofH…afionHandHoisΠQperfluoroalkylRsulfonylαHvmideWHJournaleofePhysicale
ChemistryeBUH2019UHZ[]UHfeffVffZZ

3.4 2

276 nHzultireferenceHnbHvnitioHStudyHofHtheHqiradicalHvsomersHofH–yrazineWHJournaleofePhysicaleChemistrye
AUH2019UHZ[]UH[YafV[Ybd 2.8 7

275 xineticsHofHtheHStrainV–romotedH†xidationVpontrolledHpycloalkyneVZU[VquinoneHpycloadditiongH
rxperimentalHandH·heoreticalHStudiesWHJournaleofeOrganiceChemistryUH2018UHe]UH[aaV[b[ 4.2 16

274 ·heHeffectHofHhydrogenHbondingHonHtheHnonadiabaticHdynamicsHofHaHthymineVwaterHclusterWHChemicale
PhysicsUH2018UHbZbUHad[Vadf 2.3 7

273 zultireferenceHnpproachesHforHrxcitedHStatesHofHzoleculesWHChemicaleReviewsUH2018UHZZeUHd[f]Vd]cZ 68.1 181

272 ·uningHtheHoiradicaloidH…atureHofH–olycyclicHnromaticHuydrocarbonsgH·heHrffectHofHtraphiticH
…itrogenHqopingHinHZethrenesWHChemPhysChemUH2018UHZfUH[af[V[aff 3.2 10

271 nnalysisHofHchargeHtransferHtransitionsHinHstackedHˇ�VelectronHdonorVacceptorHcomplexesWHPhysicale
ChemistryeChemicalePhysicsUH2018UH[YUH[cfbdV[cfcd 3.6 9

270
rlectronicHstructureHtheoryHgivesHinsightsHintoHtheHhigherHefficiencyHofHtheH–·oHelectronVdonorH
polymersHforHorganicHphotovoltaicsHinHcomparisonHwithHprototypicalH–]u·WHJournaleofeChemicale
PhysicsUH2018UHZafUHZeafYb

3.9

269 vnterplayHbetweenHnromaticityHandHRadicaloidHpharacterHinH…itrogenVqopedH†ligoacenesHRevealedH
byHuighVyevelHzultireferenceHzethodsWHJournaleofePhysicaleChemistryeAUH2018UHZ[[UHfacaVfad] 2.8 3

268 zodelHSystemsHforHqynamicsHofHˇ�VponjugatedHoiomoleculesHinHrxcitedHStatesH2017UHZcfdVZd]f 1

267 pationVˇ�HinteractionsHinHcompetitionHwithHcationHmicrohydrationgHaHtheoreticalHstudyHofHalkaliHmetalH
cationVpyreneHcomplexesWHJournaleofeMoleculareModelingUH2017UH[]UHZ]Z 2 8

266
yocalHrlectronHporrelationH·reatmentHinHrxtendedHzultireferenceHpalculationsgHrffectHofH
ncceptorVqonorHSubstituentsHonHtheHoiradicalHpharacterHofHtheH–olycyclicHnromaticHuydrocarbonH
ueptazethreneWHJournaleofeChemicaleTheoryeandeComputationUH2017UHZ]UH[cZ[V[c[[

6.4 10
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265
uighVlevelHnbHvnitioHnbsorptionHSpectraHSimulationsHofH…eutralUHnnionicHandH…eutralTHphromophoreH
ofHtreenHsluorescenceH–roteinHphromophoreHzodelsHinHtasH–haseHandHSolutionWHPhotochemistryeande
PhotobiologyUH2017UHf]UHZ]bcVZ]cd

3.6 4

264 rvaluationHofHtheHquasiHcorrelatedHtightVbindingHQ—p·oRHmodelHforHdescribingHpolyradicalHcharacterH
inHpolycyclicHhydrocarbonsWHJournaleofeChemicalePhysicsUH2017UHZacUHYcaZYc 3.9 15

263 yagrangeHfunctionHmethodHforHenergyHoptimizationHdirectlyHinHtheHspaceHofHnaturalHorbitalsWH
InternationaleJournaleofeQuantumeChemistryUH2017UHZZdUHe[b]dc 2.1 3

262
vnvestigationHofHtheHozoneHformationHreactionHpathwaygHpomparisonsHofHfullHconfigurationH
interactionHquantumHzonteHparloHandHfixedVnodeHdiffusionHzonteHparloHwithHcontractedHandH
uncontractedHzRpvWHJournaleofeChemicalePhysicsUH2017UHZadUHYfa]Yc

3.9 9

261 SingletHyHandHyHoandsHforH…VncenesHQ…HjH[VdRgHnHpnSSpsXpnS–·[HStudyWHJournaleofeChemicaleTheorye
andeComputationUH2017UHZ]UHa[fdVa]Yc 6.4 22

260 StructureHandHelectronicHstatesHofHaHgrapheneHdoubleHvacancyHwithHanHembeddedHSiHdopantWHJournale
ofeChemicalePhysicsUH2017UHZadUHZfadY[ 3.9 6

259 uowHtoHefficientlyHtuneHtheHbiradicaloidHnatureHofHacenesHbyHchemicalHdopingHwithHboronHandH
nitrogenWHPhysicaleChemistryeChemicalePhysicsUH2017UHZfUHZf[[bVZf[]] 3.6 18

258 SingleHandHdoubleHcarbonHvacanciesHinHpyreneHasHfirstHmodelsHforHgrapheneHdefectsgHnHsurveyHofHtheH
chemicalHreactivityHtowardHhydrogenWHChemicalePhysicsUH2017UHae[UH]acV]ba 2.3 8

257 ·heHcrucialHroleHofHaHspacerHmaterialHonHtheHefficiencyHofHchargeHtransferHprocessesHinHorganicH
donorVacceptorHjunctionHsolarHcellsWHNanoscaleUH2017UHZYUHabZVabf 7.7 5

256 ˇ�Vˇ�HstackingHbetweenHpolyaromaticHhydrocarbonHsheetsHbeyondHdispersionHinteractionsWHPhysicale
ChemistryeChemicalePhysicsUH2016UHZeUH[[]YYVZY 3.6 44

255
–olyradicalHpharacterHofH·riangularH…onVxekulˆ'HStructuresUHZethrenesUHpV—uinodimethaneVyinkedH
oisphenalenylUHandHtheHplarHtobletHinHpomparisongHnnHrxtendedHzultireferenceHStudyWHJournaleofe
PhysicaleChemistryeAUH2016UHZ[YUHZc[bV]c

2.8 70

254 zodelHSystemsHforHqynamicsHofHˇ�VponjugatedHoiomoleculesHinHrxcitedHStatesH2016UHZVa]

253 …ewHvnsightsHintoHtheHStateH·rappingHofHäéVrxcitedH·hymineWHMoleculesUH2016UH[ZUH 4.8 23

252 ·heHnntiferromagneticHSpinHpouplingHinH…onVxekulˆ'HncenesVvmpressiveH–olyradicalHpharacterH
RevealedHbyHuighVyevelHzultireferenceHzethodsWHChemPhysChemUH2016UHZdUH[YZ]V[Z 3.2 3

251 zolcasHegH…ewHcapabilitiesHforHmulticonfigurationalHquantumHchemicalHcalculationsHacrossHtheH
periodicHtableWHJournaleofeComputationaleChemistryUH2016UH]dUHbYcVaZ 3.5 1047

250
vnsightHintoHtheHrxcitedHStateHrlectronicHandHStructuralH–ropertiesHofHtheH†rganicH–hotovoltaicH
qonorH–olymerH–olyQthienoΠ]UaVbαthiopheneHbenzodithiopheneRHbyHzeansHofHabHvnitioHandHqensityH
sunctionalH·heoryWHJournaleofePhysicaleChemistryeCUH2016UHZ[YUH[ZeZeV[Ze[c

3.8 19

249 †rganicHandHpontaminantHteochemistryH2016UHZddV[a] 3

248 ·heHelectronicHstatesHofHaHdoubleHcarbonHvacancyHdefectHinHpyrenegHaHmodelHstudyHforHgrapheneWH
PhysicaleChemistryeChemicalePhysicsUH2015UHZdUHZ[ddeVeb 3.6 14

(2015-2017)
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247 nHcomparisonHofHneutralHandHchargedHspeciesHofHoneVHandHtwoVdimensionalHmodelsHofHgrapheneH
nanoribbonsHusingHmultireferenceHtheoryWHJournaleofeChemicalePhysicsUH2015UHZa[UHYba]Y[ 3.9 14

246 poncaveHorHconvexHˇ�VdimersgHtheHroleHofHtheHpancakeHbondHinHsubstitutedHphenalenylHradicalHdimersWH
PhysicaleChemistryeChemicalePhysicsUH2015UHZdUH[]fc]Vf 3.6 33

245 uydrogenHabstractionHfromHtheHhydrazineHmoleculeHbyHanHoxygenHatomWHJournaleofePhysicale
ChemistryeAUH2015UHZZfUHZc[eV]b 2.8 9

244 rlectronicHexcitationHprocessesHinHsingleVstrandHandHdoubleVstrandHq…ngHaHcomputationalHapproachWH
TopicseineCurrenteChemistryUH2015UH]bcUHZV]d 17

243 vntramolecularHphargeV·ransferHrxcitedVStateH–rocessesHinHaVQ…U…VqimethylaminoRbenzonitrilegH·heH
RoleHofH·wistingHandHtheHˇ�ˇ�SHStateWHJournaleofePhysicaleChemistryeAUH2015UHZZfUHc[][Va] 2.8 46

242 ühyHwaterHmakesH[VaminopurineHfluorescentlWHPhysicaleChemistryeChemicalePhysicsUH2015UHZdUHZbab[Vf 3.6 24

241 nbsorptionHandHfluorescenceHspectraHofHpolyQpVphenylenevinyleneRHQ––éRHoligomersgHanHabHinitioH
simulationWHJournaleofePhysicaleChemistryeAUH2015UHZZfUHZdedVfb 2.8 17

240 ·hermochemicalHandHxineticsHofHuydrazineHqehydrogenationHbyHanH†xygenHntomHinHuydrazineVRichH
SystemsgHnHqimerHzodelWHJournaleofePhysicaleChemistryeAUH2015UHZZfUHZ[cYdVZa 2.8 5

239 RadicalHsitesHinHhumicHacidsgHnHtheoreticalHstudyHonHprotocatechuicHandHgallicHacidsWHComputationale
andeTheoreticaleChemistryUH2014UHZY][UHa[Vaf 2 18

238 pomparisonHofHmultireferenceHconfigurationHinteractionHpotentialHenergyHsurfacesHforHuHTH†[HVkHu†[gH
theHeffectHofHinternalHcontractionWHTheoreticaleChemistryeAccountsUH2014UHZ]]UHZ 1.9 20

237 –rotonHtransferHprocessesHinHpolarHregionsHofHhumicHsubstancesHinitiatedHbyHaqueousHaluminumH
cationHbridgesgHnHcomputationalHstudyWHGeodermaUH2014UH[Z]UHZZbVZ[] 6.7 9

236 vntermolecularHinteractionsHandHchargeHtransferHtransitionsHinHaromaticH
hydrocarbonVtetracyanoethyleneHcomplexesWHPhysicaleChemistryeChemicalePhysicsUH2014UHZcUH[YbecVfd 3.6 37

235 qoubleHpancakeHbondsgHpushingHtheHlimitsHofHstrongHˇ�Vˇ�HstackingHinteractionsWHJournaleofethee
AmericaneChemicaleSocietyUH2014UHZ]cUHZ[fbeVcb 16.4 63

234 SurfaceHuoppingHqynamicsHwithHporrelatedHSingleVReferenceHzethodsgHfuVndenineHasHaHpaseHStudyWH
JournaleofeChemicaleTheoryeandeComputationUH2014UHZYUHZ]fbVaYb 6.4 139

233 nHcomparisonHofHsingletHandHtripletHstatesHforHoneVHandHtwoVdimensionalHgrapheneHnanoribbonsH
usingHmultireferenceHtheoryWHTheoreticaleChemistryeAccountsUH2014UHZ]]UHZ 1.9 51

232 RotationalHbarrierHinHphenalenylHneutralHradicalHdimergHseparatingHpancakeHandHvanHderHüaalsH
interactionsWHJournaleofetheeAmericaneChemicaleSocietyUH2014UHZ]cUHbb]fVa[ 16.4 101

231 qirectHdynamicsHsimulationHofHtheHactivationHandHdissociationHofHZUbVdinitrobiuretHQuq…oRWHJournaleofe
PhysicaleChemistryeAUH2014UHZZeUH[[[eV]c 2.8 10

230 pomparisonHofHypV·qqs·HandHnqpQ[RHzethodsHinHpomputationsHofHorightHandHphargeH·ransferH
StatesHinHStackedH†ligothiophenesWHJournaleofeChemicaleTheoryeandeComputationUH2014UHZYUH][eYVf 6.4 42

Hans Lischka
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229 …ewtonVXgHaHsurfaceVhoppingHprogramHforHnonadiabaticHmolecularHdynamicsWHWileyeInterdisciplinarye
Reviews:eComputationaleMoleculareScienceUH2014UHaUH[cV]] 7.9 280

228 nHmultireferenceHconfigurationHinteractionHstudyHofHtheHphotodynamicsHofHnitroethyleneWHJournaleofe
PhysicaleChemistryeAUH2014UHZZeUHZ[YZZV[Y 2.8 7

227
StudyHofHtheHdiradicaloidHcharacterHinHaHprototypicalHpancakeVbondedHdimergHtheHstackedH
tetracyanoethyleneHQ·p…rRHanionHdimerHandHtheHneutralHxQ[R·p…rQ[RHcomplexWHChemPhysChemUH
2014UHZbUHZcbVdc

3.2 39

226 –erturbationalHtreatmentHofHspinVorbitHcouplingHforHgenerallyHapplicableHhighVlevelHmultiVreferenceH
methodsWHJournaleofeChemicalePhysicsUH2014UHZaZUHYdaZYb 3.9 24

225 ·heHdiverseHmanifoldHofHelectronicHstatesHgeneratedHbyHaHsingleHcarbonHdefectHinHaHgrapheneHsheetgH
multireferenceHcalculationsHusingHaHpyreneHdefectHmodelWHChemPhysChemUH2014UHZbUH]]]aVaZ 3.2 9

224 …onadiabaticHdynamicsHstudyHofHmethaniminiumHwithH†RznSgHphallengesHofHincompleteHactiveH
spacesHinHdynamicsHsimulationsWHComputationaleandeTheoreticaleChemistryUH2014UHZYaYVZYaZUHZbeVZcc 2 6

223 zolecularHzodelsHofHpationHandHüaterHzoleculeHoridgesHinHuumicHSubstancesH2014UHZYdVZZb 3

222 nbHinitioHmodelingHofHexcitonicHandHchargeVtransferHstatesHinHorganicHsemiconductorsgHtheH
–·oZX–pozHlowHbandHgapHsystemWHJournaleofetheeAmericaneChemicaleSocietyUH2013UHZ]bUHZe[b[Vb 16.4 52

221 pomparisonHofHplusterUHSlabUHandHnnalyticH–otentialHzodelsHforHtheHqimethylHzethylphosphonateH
Qqzz–RX·i†[QZZYRHvntermolecularHvnteractionWHJournaleofePhysicaleChemistryeCUH2013UHZZdUHZdcZ]VZdc[[ 3.8 16

220
zultiscaleHsimulationHofHtheHgroundHandHphotoVinducedHchargeVseparatedHstatesHofHaHmolecularH
triadHinHpolarHorganicHsolventgHexploringHtheHconformationsUHfluctuationsUHandHfreeHenergyH
landscapesWHJournaleofePhysicaleChemistryeBUH2013UHZZdUHZ[YcbVdb

3.4 20

219 ·heHeffectHofHdimerizationHonHtheHexcitedHstateHbehaviorHofHmethylatedHxanthineHderivativesgHaH
computationalHstudyWHPhotochemicaleandePhotobiologicaleSciencesUH2013UHZ[UHZafcVbYe 4.2 5

218 rlectronicHexcitationHandHstructuralHrelaxationHofHtheHadenineHdinucleotideHinHgasHphaseHandH
solutionWHPhotochemicaleandePhotobiologicaleSciencesUH2013UHZ[UHZaaYVb[ 4.2 43

217 ·heHmultiradicalHcharacterHofHoneVHandHtwoVdimensionalHgrapheneHnanoribbonsWHAngewandtee
ChemieeteInternationaleEditionUH2013UHb[UH[beZVa 16.4 168

216 SynthesisUHspectroscopyUHandHcomputationalHanalysisHofHphotoluminescentH
bisQaminophenylRVsubstitutedHthiopheneHderivativesWHChemPhysChemUH2013UHZaUHZYZcV[a 3.2 15

215 …onadiabaticHphotodynamicsHofHaHretinalHmodelHinHpolarHandHnonpolarHenvironmentWHJournaleofe
PhysicaleChemistryeAUH2013UHZZdUH[dfYVf 2.8 50

214 rlectronicallyHexcitedHstatesHinHpolyQpVphenylenevinyleneRgHverticalHexcitationsHandHtorsionalH
potentialsHfromHhighVlevelHabHinitioHcalculationsWHJournaleofePhysicaleChemistryeAUH2013UHZZdUH[ZeZVf 2.8 59

213 ältrafastHnonVadiabaticHdynamicsHofHethyleneHincludingHRydbergHstatesWHMolecularePhysicsUH2013UH
ZZZUH[a]fV[abY 1.7 37

212 qerHzultiradikalcharakterHeinVHundHzweidimensionalerHtraphenV…anobˆ⁄nderWHAngewandteeChemieUH
2013UHZ[bUH[caZV[caa 3.6 21

(2013-2014)
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211 rlectronicallyHexcitedHstatesHandHphotodynamicsgHaHcontinuingHchallengeWHTheoreticaleChemistrye
AccountsUH2012UHZ]ZUHZ 1.9 69

210 zulticonfigurationHselfVconsistentHfieldHandHmultireferenceHconfigurationHinteractionHmethodsHandH
applicationsWHChemicaleReviewsUH2012UHZZ[UHZYeVeZ 68.1 462

209 ·heHstabilityHofHtheHaceticHacidHdimerHinHmicrohydratedHenvironmentsHandHinHaqueousHsolutionWH
PhysicaleChemistryeChemicalePhysicsUH2012UHZaUHaZc[VdY 3.6 14

208 priticalHappraisalHofHexcitedHstateHnonadiabaticHdynamicsHsimulationsHofHfuVadenineWHJournaleofe
ChemicalePhysicsUH2012UHZ]dUH[[nbY] 3.9 90

207 yaserHpulseHtrainsHforHcontrollingHexcitedHstateHdynamicsHofHadenineHinHwaterWHPhysicaleChemistrye
ChemicalePhysicsUH2012UHZaUHacedVfa 3.6 22

206 StrikinglyHdifferentHeffectsHofHhydrogenHbondingHonHtheHphotodynamicsHofHindividualHnucleobasesHinH
q…ngHcomparisonHofHguanineHandHcytosineWHJournaleofetheeAmericaneChemicaleSocietyUH2012UHZ]aUHZ]cc[Vf 16.4 29

205 qirectHdynamicsHsimulationHofHdioxetaneHformationHandHdecompositionHviaHtheHsingletH
´•†V†Vpu[Vpu[´•HbiradicalgHnonVRRxzHdynamicsWHJournaleofeChemicalePhysicsUH2012UHZ]dUHYaa]Yb 3.9 21

204 —zXzzHnonVadiabaticHdecayHdynamicsHofHformamideHinHpolarHandHnonVpolarHsolventsWHPhysicale
ChemistryeChemicalePhysicsUH2012UHZaUHZ][c[Vd[ 3.6 7

203 nnalysisHofHrxcitonicHandHphargeH·ransferHvnteractionsHfromH—uantumHphemicalHpalculationsWH
JournaleofeChemicaleTheoryeandeComputationUH2012UHeUH[dddVef 6.4 284

202 …onVadiabaticHexcitedHstateHdynamicsHofHriboflavinHafterHphotoexcitationWHPhysicaleChemistrye
ChemicalePhysicsUH2012UHZaUHecf]VdY[ 3.6 19

201 äéHabsorptionHspectrumHofHalternatingHq…nHduplexesWHnnalysisHofHexcitonicHandHchargeHtransferH
interactionsWHJournaleofePhysicaleChemistryeAUH2012UHZZcUHZZZbZVcY 2.8 61

200 rlectronicHspectraHofHnitroethyleneWHInternationaleJournaleofeQuantumeChemistryUH2012UHZZ[UHZ[[bVZ[][ 2.1 9

199 zodelHSystemsHforHqynamicsHofHˇ�VponjugatedHoiomoleculesHinHrxcitedHStatesH2012UHZZdbVZ[Z] 1

198
·heHeffectHofHhydrogenHbondingHonHtheHexcitedVstateHprotonHtransferHinH
[VQ[PVhydroxyphenylRbenzothiazolegHaH·qqs·HmolecularHdynamicsHstudyWHPhysicaleChemistryeChemicale
PhysicsUH2012UHZaUHfYZcV[b

3.6 60

197 †HTHp[uaHpotentialHenergyHsurfacegHexcitedHstatesHandHbiradicalsHatHtheHmultireferenceHlevelWH
TheoreticaleChemistryeAccountsUH2012UHZ]ZUHZ 1.9 7

196 –rotonHexchangeHreactionsHofHp[â��paHalkanesHsorbedHinHZSzVbHzeoliteWHTheoreticaleChemistrye
AccountsUH2012UHZ]ZUHZ 1.9 10

195 pisVtransphotoisomerizationHofHazobenzeneHuponHexcitationHtoHtheHSZstategHanHabHinitioHmolecularH
dynamicsHandH—zXzzHstudyH2012UH 1

194 †HTHp[uaHpotentialHenergyHsurfacegHlowestVlyingHsingletHatHtheHmultireferenceHlevelWHTheoreticale
ChemistryeAccountsUH2012UHZ]ZUHZ 1.9 4

Hans Lischka

8



193 SurfaceHhoppingHdynamicsHusingHaHlocallyHdiabaticHformalismgHchargeHtransferHinHtheHethyleneHdimerH
cationHandHexcitedHstateHdynamicsHinHtheH[VpyridoneHdimerWHJournaleofeChemicalePhysicsUH2012UHZ]dUH[[nbZa3.9 139

192 rlectronicallyHexcitedHstatesHandHphotodynamicsgHaHcontinuingHchallengeH2012UHZadVZcY 1

191 pomputationalHandHzethodologicalHrlementsHforH…onadiabaticH·rajectoryHqynamicsHSimulationsHofH
zoleculesWHAdvancedeSerieseinePhysicaleChemistryUH2011UHaZbVac[ 16

190 –hotodynamicalHsimulationsHofHcytosinegHcharacterizationHofHtheHultrafastHbiVexponentialHäéH
deactivationWHPhysicaleChemistryeChemicalePhysicsUH2011UHZ]UHcZabVbb 3.6 79

189 …onadiabaticHdynamicsHofHuracilgHpopulationHsplitHamongHdifferentHdecayHmechanismsWHJournaleofe
PhysicaleChemistryeAUH2011UHZZbUHb[adVbb 2.8 77

188 ·heHdecayHmechanismHofHphotoexcitedHguanineHVHaHnonadiabaticHdynamicsHstudyWHJournaleofe
ChemicalePhysicsUH2011UHZ]aUHYZa]Ya 3.9 66

187 SemiclassicalHdynamicsHsimulationsHofHchargeHtransportHinHstackedHˇ�VsystemsWHJournaleofeChemicale
PhysicsUH2011UHZ]aUHY]a]Yf 3.9 27

186 …onadiabaticHmolecularHdynamicsHstudyHofHtheHcisVtransHphotoisomerizationHofHazobenzeneHexcitedH
toHtheHSZHstateWHJournaleofePhysicaleChemistryeAUH2011UHZZbUHZZZ]cVa] 2.8 97

185 StudyHofHsolventHeffectHonHtheHstabilityHofHwaterHbridgeVlinkedHcarboxylHgroupsHinHhumicHacidH
modelsWHGeodermaUH2011UHZcfUH[YV[c 6.7 25

184 üettabilityHofHkaoliniteHQYYZRHsurfacesHâ��HzolecularHdynamicHstudyWHGeodermaUH2011UHZcfUHadVba 6.7 128

183 nbsorptionHandHfluorescenceHofH–R†qn…HinHphospholipidHbilayersgHaHcombinedHquantumHmechanicsH
andHclassicalHmolecularHdynamicsHstudyWHJournaleofePhysicaleChemistryeAUH2011UHZZbUHZZa[eV]d 2.8 41

182 polumbusâ��aHprogramHsystemHforHadvancedHmultireferenceHtheoryHcalculationsWHWileye
InterdisciplinaryeReviews:eComputationaleMoleculareScienceUH2011UHZUHZfZVZff 7.9 147

181 SorptionHofHSelectedHnromaticHSubstancesâ��npplicationHofHxineticHponceptsHandH—uantumH
zechanicalHzodelingWHWaterseAirseandeSoilePollutionUH2011UH[ZbUHaafVaca 2.6 4

180 ·heoreticalHstudyHofHtheHexcitationHspectrumHofHazomethaneWHChemicalePhysicsUH2011UH]eYUHfVZc 2.3 13

179 ·heHfunctionalityHofHcationHbridgesHforHbindingHpolarHgroupsHinHsoilHaggregatesWHInternationaleJournale
ofeQuantumeChemistryUH2011UHZZZUHZb]ZVZba[ 2.1 45

178 vnfluenceHofHtheHactiveHspaceHonHpnSSpsHnonadiabaticHdynamicsHsimulationsWHInternationaleJournaleofe
QuantumeChemistryUH2011UHZZZUH]]YdV]]Zb 2.1 17

177 ·heHchargeVtransferHstatesHinHaHstackedHnucleobaseHdimerHcomplexgHaHbenchmarkHstudyWHJournaleofe
ComputationaleChemistryUH2011UH][UHZ[ZdV[d 3.5 67

176 zethylHandHpentylHchlorideHinHaHmicrohydratedHenvironmentHandHatHtheHliquidHwaterVvaporHinterfacegH
aHtheoreticalHstudyWHJournaleofePhysicaleChemistryeBUH2011UHZZbUHZeYdVZc 3.4 7

(2011-2012)
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175 zolecularHdynamicsHsimulationsHofHwaterHmoleculeVbridgesHinHpolarHdomainsHofHhumicHacidsWH
EnvironmentaleScienceelamp;eTechnologyUH2011UHabUHeaZZVf 10.3 47

174 rxcitedVstateHintermolecularHprotonHtransferHreactionsHofHdVazaindoleQze†uRQnRHQnHjHZV]RHclustersHinH
theHgasHphasegHonVtheVflyHdynamicsHsimulationWHJournaleofePhysicaleChemistryeAUH2011UHZZbUHZaZ[fV]c 2.8 39

173 –hotodynamicsHofHtheHadenineHmodelHaVaminopyrimidineHembeddedHwithinHdoubleHstrandHofHq…nWH
CollectioneofeCzechoslovakeChemicaleCommunicationsUH2011UHdcUHc]ZVca] 10

172
·†RSv†…nyH–†·r…·vnySHn…qHsäyyVqvzr…Sv†…nyHSvzäyn·v†…H†sHryrp·R†…vpHnoS†R–·v†…H
S–rp·RnH†sHparaV–ur…Yyr…rév…Yyr…rH†yvt†zrRSHäSv…tHSrzvrz–vRvpnyHunzvy·†…vn…SWH
JournaleofeTheoreticaleandeComputationaleChemistryUH2010UHYfUH[afV[c]

1.8 13

171 qoesHstackingHrestrainHtheHphotodynamicsHofHindividualHnucleobaseslWHJournaleofetheeAmericane
ChemicaleSocietyUH2010UHZ][UHe[cZV] 16.4 64

170 –hotodynamicsHofHazomethanegHaHnonadiabaticHsurfaceVhoppingHstudyWHJournaleofePhysicaleChemistrye
AUH2010UHZZaUHeddeVeb 2.8 29

169 nzomethanegHnonadiabaticHphotodynamicalHsimulationsHinHsolutionWHJournaleofePhysicaleChemistryeAUH
2010UHZZaUHZ[bebVfY 2.8 39

168
…onadiabaticHexcitedVstateHdynamicsHwithHhybridHabHinitioH
quantumVmechanicalXmolecularVmechanicalHmethodsgHsolvationHofHtheHpentadieniminiumHcationHinH
apolarHmediaWHJournaleofePhysicaleChemistryeAUH2010UHZZaUHcdbdVcb

2.8 67

167 RelaxationHmechanismsHofHäéVphotoexcitedHq…nHandHR…nHnucleobasesWHProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaUH2010UHZYdUH[Zab]Ve 11.5 323

166 ·heHäéHabsorptionHofHnucleobasesgHsemiVclassicalHabHinitioHspectraHsimulationsWHPhysicaleChemistrye
ChemicalePhysicsUH2010UHZ[UHafbfVcd 3.6 179

165 SolvatochromicHandHionochromicHeffectsHofHvronQvvRbisQZUZYVphenanthrolineRdicyanogHaHtheoreticalH
studyWHInorganiceChemistryUH2010UHafUHZc]aVac 5.1 23

164 SupportingHzolecularHzodelingHüorkflowsHwithinHaHtridHServicesHploudWHLectureeNoteseineComputere
ScienceUH2010UHZ]V[e 0.9 4

163 ·heHeffectHofHpbHsubstitutionHonHtheHphotochemistryHofHuracilWHPhysicaleChemistryeChemicalePhysicsUH
2010UHZ[UHaf[aV]] 3.6 19

162 rffectHofHsubstituentsHonHtheHexcitedVstateHdynamicsHofHtheHmodifiedHq…nHbasesH
[UaVdiaminopyrimidineHandH[UcVdiaminopurineWHPhysicaleChemistryeChemicalePhysicsUH2010UHZ[UHb]dbVee 3.6 25

161 –hotostabilityHandHsolvationgHphotodynamicsHofHmicrosolvatedHzwitterionicHglycineWHPhysicale
ChemistryeChemicalePhysicsUH2010UHZ[UHafYcVZa 3.6 10

160 zatrixVcontrolledHphotofragmentationHofHformamidegHdynamicsHsimulationHinHargonHbyHnonadiabaticH
—zXzzHmethodWHPhysicaleChemistryeChemicalePhysicsUH2010UHZ[UHZ[dZfV[c 3.6 26

159 nHgridHservicesHcloudHforHmolecularHmodellingHworkflowsWHInternationaleJournaleofeWebeandeGride
ServicesUH2010UHcUHZdc 1.4 8

158 sormamideHasHtheHzodelHpompoundHforH–hotodissociationHStudiesHofHtheH–eptideHoondWHChallengese
andeAdvanceseineComputationaleChemistryeandePhysicsUH2010UHddVZYc 0.7 6
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157 SingletHandHtripletHpotentialHsurfacesHforHtheH†[Tp[uaHreactionWHJournaleofeChemicalePhysicsUH2010UH
Z]]UHZea]Yc 3.9 16

156 ·heHphotodynamicsHofH[UaVdiaminopyrimidineHinHcomparisonHwithHaVaminopyrimidinegH·heHeffectHofH
aminoVsubstitutionWHChemicalePhysicseLettersUH2010UHafdUHZ[fVZ]a 2.5 14

155 …onVadiabaticHdynamicsHofHpyrrolegHqependenceHofHdeactivationHmechanismsHonHtheHexcitationH
energyWHChemicalePhysicsUH2010UH]dbUH[cV]a 2.3 115

154 ·heHeffectHofHhydrationHonHtheHphotoVdeactivationHpathwaysHofHaVaminopyrimidineWHChemicalePhysics
UH2010UH]dbUHZZYVZZd 2.3 14

153 ·hermodynamicHstabilityHofHhydrogenVbondedHsystemsHinHpolarHandHnonpolarHenvironmentsWHJournale
ofeComputationaleChemistryUH2010UH]ZUH[YacVbb 3.5 19

152
nbVvnitioVHundHsemiempirischeHypn†Vz†VoerechnungenHmitHoerˆ…cksichtigungHderH
rlektronenkorrelationHzumHrnergieprofilHderHuVéerschiebungHimHrthylkationWHZeitschrifteFˆ…reChemieUH
2010UHZdUHcdVce

9

151 —uantenchemischeHäntersuchungenHanHeinfachenHsiliciumanalogenHxohlenwasserstoffenhHqisilenWH
ZeitschrifteFˆ…reChemieUH2010UH[aUHZbbVZbc

150 qynamicsHstartingHatHaHconicalHintersectiongHapplicationHtoHtheHphotochemistryHofHpyrroleWHJournaleofe
ChemicalePhysicsUH2009UHZ]ZUHY[a]Z[ 3.9 48

149 rxcitedVstateHdiprotonHtransferHinHΠ[U[PVbipyridylαV]U]PVdiolgHtheHmechanismHisHsequentialUHnotH
concertedWHJournaleofePhysicaleChemistryeAUH2009UHZZ]UHeafYVf 2.8 96

148 …ewHimplementationHofHtheHgraphicalHunitaryHgroupHapproachHforHmultireferenceHdirectH
configurationHinteractionHcalculationsWHInternationaleJournaleofeQuantumeChemistryUH2009UH[YUHfZVZYY 2.1 57

147 ·heHelectronicallyHexcitedHstatesHofHRqXHQhexahydroVZU]UbVtrinitroVZU]UbVtriazineRgHéerticalH
excitationsWHInternationaleJournaleofeQuantumeChemistryUH2009UHZYfUH[]aeV[]bb 2.1 25

146 zodelHstudyHonHsorptionHofHpolycyclicHaromaticHhydrocarbonsHtoHgoethiteWHJournaleofeColloideande
InterfaceeScienceUH2009UH]]YUH[aaVf 9.3 34

145 †ptimizationHofHmixedHquantumVclassicalHdynamicsgH·imeVderivativeHcouplingHtermsHandHselectedH
couplingsWHChemicalePhysicsUH2009UH]bcUHZadVZb[ 2.3 90

144 ·heoreticalHstudyHofHtheHrelationsHbetweenHstructureHandHphotophysicalHpropertiesHofHmodelH
oligofluorenesHwithHcentralHketoHdefectWHJournaleofePhysicaleChemistryeAUH2009UHZZ]UHZaZaZVf 2.8 9

143 StabilizingHpapacityHofHüaterHoridgesHinH…anoporeHSegmentsHofHuumicHSubstancesgHnH·heoreticalH
vnvestigationWHJournaleofePhysicaleChemistryeCUH2009UHZZ]UHZcaceVZcadb 3.8 44

142 †QQ]R–RHTHpQ[RuQaRHpotentialHenergyHsurfacegHstudyHatHtheHmultireferenceHlevelWHJournaleofePhysicale
ChemistryeAUH2009UHZZ]UHZ[cc]Vda 2.8 20

141 ·heHisomerizationHbarrierHinHcyanocyclobutadienesgHanHabHinitioHmultireferenceHaverageHquadraticH
coupledHclusterHstudyWHJournaleofePhysicaleChemistryeAUH2009UHZZ]UHe]bZVe 2.8 11

140 vsHtheHphotoinducedHisomerizationHinHretinalHprotonatedHSchiffHbasesHaHsingleVHorHdoubleVtorsionalH
processlWHJournaleofePhysicaleChemistryeAUH2009UHZZ]UHZZfYdVZe 2.8 37

(2009-2010)
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139 –hotodynamicsHsimulationsHofHthyminegHrelaxationHintoHtheHfirstHexcitedHsingletHstateWHJournaleofe
PhysicaleChemistryeAUH2009UHZZ]UHZ[cecVf] 2.8 82

138 rxcitedVstateHnonVadiabaticHdynamicsHsimulationsHofHpyrroleWHMolecularePhysicsUH2009UHZYdUHeabVeba 1.7 64

137 zultipleHadsorptionHofH…†HonHcobaltVexchangedHchabaziteUHmordeniteUHandHferrieriteHzeolitesgHaH
periodicHdensityHfunctionalHtheoryHstudyWHJournaleofeChemicalePhysicsUH2009UHZ]ZUHYbaZYZ 3.9 8

136
ältrafastHinternalHconversionHpathwayHandHmechanismHinH[VQ[PVhydroxyphenylRbenzothiazolegHaHcaseH
studyHforHexcitedVstateHintramolecularHprotonHtransferHsystemsWHPhysicaleChemistryeChemicalePhysicsUH
2009UHZZUHZaYcVZb

3.6 154

135 äéHexcitationHandHradiationlessHdeactivationHofHimidazoleWHJournaleofeChemicalePhysicsUH2009UHZ]YUHY]a]Yb3.9 57

134 …onadiabaticHdeactivationHofHfuVadeninegHaHcomprehensiveHpictureHbasedHonHmixedH
quantumVclassicalHdynamicsWHJournaleofetheeAmericaneChemicaleSocietyUH2008UHZ]YUHce]ZVf 16.4 178

133
rxperimentalHandH·heoreticalHStudyHofHzodelHyadderHsluoranthenopyracyleneHwithH
·woVqimensionalHˇ�VponjugationHuponHpharginggHHStructureHandH†pticalH–ropertiesWHJournaleofe
PhysicaleChemistryeCUH2008UHZZ[UH]fafV]fbe

3.8 4

132 nnHextendedHmultireferenceHstudyHofHtheHelectronicHstatesHofHparaVbenzyneWHJournaleofeChemicale
PhysicsUH2008UHZ[fUHYaa]Yc 3.9 39

131
·orsionalHpotentialsHandHfullVdimensionalHsimulationHofHelectronicHabsorptionHandHfluorescenceH
spectraHofHparaVphenyleneHoligomersHusingHtheHsemiempiricalHselfVconsistentHchargeH
densityVfunctionalHtightHbindingHapproachWHJournaleofeChemicalePhysicsUH2008UHZ[fUHZcafYb

3.9 20

130 zechanismHofHältrafastH–hotodecayHinHRestrictedHzotionsHinH–rotonatedHSchiffHoasesgH·heH
–entadieniminiumHpationWHJournaleofeChemicaleTheoryeandeComputationUH2008UHaUHZZefVff 6.4 30

129 ncidâ��baseHpropertiesHofHaHgoethiteHsurfaceHmodelgHnHtheoreticalHviewWHGeochimicaeEteCosmochimicae
ActaUH2008UHd[UH]bedV]cY[ 5.5 48

128 …onadiabaticHexcitedVstateHdynamicsHofHpolarHpiVsystemsHandHrelatedHmodelHcompoundsHofH
biologicalHrelevanceWHPhysicaleChemistryeChemicalePhysicsUH2008UHZYUHae[Vfa 3.6 76

127 …onadiabaticHrxcitedVStateHqynamicsHofHnromaticHueterocyclesgH·owardHtheH·imeVResolvedH
SimulationHofH…ucleobasesWHChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsUH2008UH[YfV[]b0.7 4

126 —uantumHchemicalHcalculationsHofHelectronicallyHexcitedHstatesgHformamideUHitsHprotonatedHformH
andHalkaliHcationHcomplexesHasHcaseHstudiesWHMonatshefteeFˆ…reChemieUH2008UHZ]fUH]ZfV][e 1.4 19

125 ponicalHintersectionsHandHstrongHnonadiabaticHcouplingHeffectsHinHsingletVexcitedHacetylenegHnnHabH
initioHquantumHdynamicalHstudyWHChemicalePhysicsUH2008UH]a]UH]ZfV][e 2.3 9

124 ·heoreticalHinvestigationHofHtheHmodeVspecificHinducedHnonVradiativeHdecayHinH[VpyridoneWHChemicale
PhysicsUH2008UH]afUH[deV[ec 2.3 15

123
·heHinterplayHofHskeletalHdeformationsHandHultrafastHexcitedVstateHintramolecularHprotonHtransfergH
rxperimentalHandHtheoreticalHinvestigationHofHZYVhydroxybenzoΠhαquinolineWHChemicalePhysicsUH2008UH
]adUHaacVacZ

2.3 82

122 ·heHthermodynamicHstabilityHofHhydrogenHbondedHandHcationHbridgedHcomplexesHofHhumicHacidH
modelsâ��nHtheoreticalHstudyWHChemicalePhysicsUH2008UH]afUHcfVdc 2.3 35
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121 ·heHaccuracyHofHmolecularHbondHlengthsHcomputedHbyHmultireferenceHelectronicHstructureHmethodsWH
ChemicalePhysicsUH2008UH]afUH]dVbd 2.3 27

120 –hotodissociationH–athwaysHofHncetoneHäponHrxcitationHvntoHtheH]sHRydbergHStategHndiabaticH
éersusHqiabaticHzechanismWHCollectioneofeCzechoslovakeChemicaleCommunicationsUH2008UHd]UHZadbVZafa 6

119 uydrogenHoondsHnndHSolventHrffectsHvnHSoilH–rocessesgHnH·heoreticalHéiewWHChallengeseandeAdvancese
ineComputationaleChemistryeandePhysicsUH2008UH][ZV]ad 0.7 1

118 SimulationHofHtheHphotodeactivationHofHformamideHinHtheHn†VpiSHandHpiVpiSHstatesgHanHabHinitioH
onVtheVflyHsurfaceVhoppingHdynamicsHstudyWHJournaleofeChemicalePhysicsUH2007UHZ[dUH[]a]Y] 3.9 42

117 —uantumHphemicalHndsorptionHStudiesHonHtheHQZZYRHSurfaceHofHtheHzineralHtoethiteWHJournaleofe
PhysicaleChemistryeCUH2007UHZZZUHeddVeeb 3.8 37

116 qependenceHofHopticalHpropertiesHofHoligoVparaVphenylenesHonHtorsionalHmodesHandHchainHlengthWH
JournaleofePhysicaleChemistryeBUH2007UHZZZUHdfbaVc[ 3.4 58

115 panHtheHnonadiabaticHphotodynamicsHofHaminopyrimidineHbeHaHmodelHforHtheHultrafastHdeactivationH
ofHadeninelWHJournaleofePhysicaleChemistryeAUH2007UHZZZUH[eb[Ve 2.8 61

114 nnHabHinitioHstudyHofHtheHexcitedHStatesUHisomerizationHenergyHprofilesHandHconicalHintersectionsHofHaH
chiralHcyclohexylideneHderivativeWHJournaleofePhysicaleChemistryeAUH2007UHZZZUH[]eVa] 2.8 16

113 rxcitedVstateHprotonHtransferHinHdVhydroxyVaVmethylcoumarinHalongHaHhydrogenVbondedHwaterHwireWH
JournaleofePhysicaleChemistryeAUH2007UHZZZUHZ[dV]b 2.8 39

112 ·heoreticalHstudyHofHmetalVligandHinteractionHinHSmQvvvRUHruQvvvRUHandH·bQvvvRHcomplexesHofH
coumarinV]VcarboxylicHacidHinHtheHgasHphaseHandHsolutionWHInorganiceChemistryUH2007UHacUHZYf[cV]c 5.1 26

111 rxcitedHstateHpropertiesUHfluorescenceHenergiesUHandHlifetimeHofHaHpolyQfluoreneVpyridineRH
copolymerUHbasedHonH·qVqs·HinvestigationWHJournaleofeComputationaleChemistryUH2007UH[eUHZd]bVa[ 3.5 16

110 Π[W[W[α–ropellaneHvsomerizationHbyHtrobHRearrangementgHnnHnbHvnitioHzRVn—ppHStudyWHEuropeane
JournaleofeOrganiceChemistryUH2007UH[YYdUH]Zd]V]Zde 3.2 11

109
·heHonVtheVflyHsurfaceVhoppingHprogramHsystemH…ewtonVXgHnpplicationHtoHabHinitioHsimulationHofH
theHnonadiabaticHphotodynamicsHofHbenchmarkHsystemsWHJournaleofePhotochemistryeande
PhotobiologyeA:eChemistryUH2007UHZfYUH[[eV[aY

4.7 366

108 vnteractionHofHtheH[UaVdichlorophenoxyaceticHacidHherbicideHwithHsoilHorganicHmatterHmoietiesgHaH
theoreticalHstudyWHEuropeaneJournaleofeSoileScienceUH2007UHbeUHeefVeff 3.4 35

107 †nHtheHgroundHandHsomeHlowVlyingHexcitedHstatesHofHScogHaHmulticonfigurationalHstudyWHJournaleofe
ChemicalePhysicsUH2007UHZ[cUH[Za]ZZ 3.9 9

106 rlectronicHrxcitationsHinHaHyadderH·ypeHsluoranthenopyracyleneHinHitsH…eutralHandHphargedHStatesgHnH
·heoreticalHandHrxperimentalHStudyWHZeitschrifteFurePhysikalischeeChemieUH2007UH[[ZUHfZZVf[e 3.1

105 †nHtheHopticalHpropertiesHofHfluoranthenopyracyleneHladderHtypeHmoleculeHseriesWHSyntheticeMetalsUH
2007UHZbdUH[ZaV[[Z 3.6 5

104 nbHinitioHcalculationsHofHrelativeHstabilitiesHofHdifferentHstructuralHarrangementsHinHdioctahedralH
phyllosilicatesWHClayseandeClayeMineralsUH2007UHbbUH[[YV[][ 2.1 19

(2007-2008)
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103 …onadiabaticHnbHvnitioHSurfaceVuoppingHqynamicsHpalculationHinHaHtridHrnvironmentHâ��HsirstH
rxperiencesH2007UH[eZV[fa 1

102 rxcitedVstateHpropertiesHandHenvironmentalHeffectsHforHprotonatedHschiffHbasesgHaHtheoreticalHstudyWH
ChemPhysChemUH2006UHdUH[YefVfc 3.2 42

101 nutomerizationHreactionHofHcyclobutadieneHandHitsHbarrierHheightgHanHabHinitioHbenchmarkH
multireferenceHaverageVquadraticHcoupledHclusterHstudyWHJournaleofeChemicalePhysicsUH2006UHZ[bUHca]ZY 3.9 87

100 nbHinitioHnonadiabaticHdynamicsHstudyHofHultrafastHradiationlessHdecayHoverHconicalHintersectionsH
illustratedHonHtheH…a]sHclusterWHJournaleofeChemicalePhysicsUH2006UHZ[bUH[a]Y] 3.9 38

99 qataHReductionHSchemesHinHqavidsonHSubspaceHqiagonalizationHforHzRVpvWHLectureeNoteseine
ComputereScienceUH2006UHbcaVbdZ 0.9 1

98 ältrafastHtwoVstepHprocessHinHtheHnonVadiabaticHrelaxationHofHtheHpu[HmoleculeWHMolecularePhysicsUH
2006UHZYaUHZYb]VZYcY 1.7 60

97 ·heHnonadiabaticHdeactivationHpathsHofHpyrroleWHJournaleofeChemicalePhysicsUH2006UHZ[bUHZca][] 3.9 99

96 zultipleHpathwaysHinHtheHphotodynamicsHofHaHpolarHˇ�VbondgHnHcaseHstudyHofHsilaethyleneWHChemicale
PhysicseLettersUH2006UHaZeUH]ddV]e[ 2.5 30

95 ·heoreticalHstudyHofHvibrationalHandHopticalHspectraHofHmethyleneVbridgedHoligofluorenesWHJournaleofe
PhysicaleChemistryeAUH2005UHZYfUHZY[][Ve 2.8 106

94 nHmultireferenceHconfigurationHinteractionHinvestigationHofHtheHexcitedVstateHenergyHsurfacesHofH
fluoroethyleneHQp[u]sRWHJournaleofePhysicaleChemistryeAUH2005UHZYfUHbZceVdb 2.8 34

93 SorptionHofHnaphthaleneHderivativesHtoHsoilsHfromHaHlongVtermHfieldHexperimentWHChemosphereUH2005UH
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