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2015SFZXSFXZX[aT]b

4.8 13

54 ¹imeTdependentFandFtimeTindependentFapproachesFforFtheFcomputationFofFabsorptionFspectraFofF
ÃracilFderivativesFinFsolutionUFInternationalhJournalhofhQuantumhChemistrySF2010SFXXWSFaZ]Ta[a 2.1 12

53
äibronicFSpectraFofFˇ�TnonjugatedFSystemsFwithFaFxultitudeFofFnoupledFStateseFlF†rotocolFmasedFonF
winearFäibronicFnouplingFxodelsFandF–uantumFoynamicsF¹estedFonFsexaheliceneUFJournalhofh
ChemicalhTheoryhandhComputationSF2021SFXbSFXadXTXbWW

6.4 12

52 –uantumFandFsemiclassicalFdynamicsFofFtheFqranckâ��nondonFwaveFpacketFonFtheFcoupledFpotentialF
surfacesFofFtheF−ZljVlZljFconicalFintersectionUFChemicalhPhysicsSF2000SFZ^dSFXd[TZWW 2.3 11

51 yonadiabaticFradiativeFlifetimesFandFfluorescenceFspectraFofFyzZUFJournalhofhChemicalhPhysicsSF1999
SFXXXSFda^XTda^b 3.9 11

50
nomparisonFofFtheFresultsFofFaFmeanTfieldFmixedFquantumVclassicalFmethodFwithFfullFquantumF
predictionsFforFnonadiabaticFdynamicseFapplicationFtoFtheFOpiFpiF^QVnpiF^QPFdecayFofFthymineUF
TheoreticalhChemistryhAccountsSF2018SFX[bSFX

1.9 10

49 zpticalFabsorptionFandFmagneticFcircularFdichroismFspectraFofFthiouracilseFaFquantumFmechanicalF
studyFinFsolutionUFPhotochemicalhandhPhotobiologicalhSciencesSF2017SFXaSFX]X^TX]Z[ 4.2 10

48 äibrationallyFresolvedFcircularFdichroismFspectraFofFaFmoleculeFwithFisotopicallyFengenderedF
chiralityUFPhysicalhChemistryhChemicalhPhysicsSF2012SFX]SF[aadTcW 3.6 10

47 pxcitationFoynamicsFinFseteroTbichromophoricFnalixareneFSystemsUFChemPhysChemSF2016SFXbSFXacaTbWa 3.2 10
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46
lFcomputationalFstudyFofFtheFvibrationallyTresolvedFelectronicFcircularFdichroismFspectraFofF
singleTchainFtransoidFandFcisoidFoligothiophenesFinFchiralFconformationsUFPhysicalhChemistryh
ChemicalhPhysicsSF2018SFZWSFZXca]TZXccW

3.6 9

45 pxcitedFstateFpropertiesFofFsizableFmoleculesFinFsolutioneFfromFstructureFtoFreactivityUFTheoreticalh
ChemistryhAccountsSF2007SFXXbSFXWb[TXWc] 1.9 9

44
pxcitonicFxodelFforFStronglyFnoupledFxultichromophoricFSystemseF¹heFplectronicFnircularF
oichroismFSpectraFofFruanineF–uadruplexesFasF¹estFnasesUFJournalhofhChemicalhTheoryhandh
ComputationSF2021SFXbSF]W^T]X^

6.4 9

43 ÃltrafastFresonanceFenergyFtransferFinFtheFumbelliferoneTalizarinFbichromophoreUFPhysicalh
ChemistryhChemicalhPhysicsSF2014SFXaSFXWW^dTb] 3.6 8

42 tnFvivoFabsorptionFspectraFofFtheFtwoFstableFstatesFofFtheFpuglenaFphotoreceptorFphotocycleUF
PhotochemistryhandhPhotobiologySF2009SFc^SF[W]TXZ 3.6 8

41 nhemischeFSelektivitˆ⁄tFdurchFvontrolleFderFoynamikFangeregterFZustˆ⁄ndeUFAngewandtehChemieSF
2008SFXZWSFa]ZWTa]Z] 3.6 8

40 oistinctFselicalFxolecularFzrbitalsFthroughFnonformationalFwockQUFChemistryhyhAhEuropeanhJournalSF
2020SFZaSFXb[]ZTXb[]d 4.8 8

39 yonadiabaticFlbsorptionFSpectraFandFÃltrafastFoynamicsFofFoylFandF˜ylF†hotoexcitedF
yucleobasesUFMoleculesSF2021SFZaSF 4.8 8

38
qragmentFoiabatizationFwinearFäibronicFnouplingFxodelFforF–uantumFoynamicsFofF
xultichromophoricFSystemseF†opulationFofFtheFnhargeT¹ransferFStateFinFtheF†hotoexcitedF
ruanineTnytosineF†airUFJournalhofhChemicalhTheoryhandhComputationSF2021SFXbSF]aaWT]ab]

6.4 8

37
sighT˜esolutionFlbsorptionFandFplectronicFnircularFoichroismFSpectraFofFO˜PTORPTXT†henylethanolUF
nonfidentFtnterpretationFmasedFonFtheFSynergyFbetweenFpxperimentsFandFnomputationsUF
ChemPhysChemSF2018SFXdSFbX^TbZ[

3.2 8

36
¹owardFaFgeneralFmixedFquantumVclassicalFmethodFforFtheFcalculationFofFtheFvibronicFpnoFofFaF
flexibleFdyeFmoleculeFwithFdifferentFstableFconformerseF˜evisitingFtheFcaseFofF
ZSZSZTtrifluoroTanthrylethanolUFChiralitySF2018SF[WSFb[WTb][

2.1 7

35
plectronicFspectroscopyFofFaFsolvatochromicFdyeFinFwatereFcomparisonFofFstaticFclusterVimplicitFandF
dynamicalVexplicitFsolventFmodelsFonFstructuresFandFenergiesUFTheoreticalhChemistryhAccountsSF2016
SFX[^SFX

1.9 7

34 lFqermiFroldenF˜uleSFwiouvilleTspaceFapproachFtoFtheFstudyFofFintramolecularFelectronFtransferFrateF
inFsolutionUFJournalhofhChemicalhPhysicsSF1997SFXWaSFd]TXWc 3.9 7

33 znFtheFenergyFdependenceFofFtheFhyperfineFinteractionFinFexcitedFstatesFofFyzZUFJournalhofh
ChemicalhPhysicsSF2001SFXX^SFccacTccb^ 3.9 7

32
lccountingFforFäibronicFqeaturesFthroughFaFxixedF–uantumTnlassicalFSchemeeFStructureSFoynamicsSF
andFlbsorptionFSpectraFofFaF†eryleneFoiimideFoyeFinFSolutionUFJournalhofhChemicalhTheoryhandh
ComputationSF2020SFXaSFbWaXTbWbb

6.4 7

31 zriginFofFnhiropticFlmplificationFinF†eryleneToiimideFselicenesUFJournalhofhPhysicalhChemistryhCSF
2021SFXZ^SFZ^^]TZ^a] 3.8 7

30 –uantumFandFsemiclassicalFdynamicalFstudiesFofFnonadiabaticFprocessesFinFsolutioneFachievementsF
andFperspectivesUFPhysicalhChemistryhChemicalhPhysicsSF2021SFZ[SFcXcXTcXdd 3.6 7

29 ¹heFlbsorptionFSpectrumFofFruanineFmasedF˜adicalseFaFnomparativeFnomputationalFlnalysisUF
ChemPhotoChemSF2019SF[SFc]aTc^^ 3.3 6
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28
¹heFshapeFofFtheFelectronicFcircularFdichroismFspectrumFofFOZSaTdimethylphenylPOphenylPmethanoleF
interplayFbetweenFconformationalFequilibriaFandFvibronicFeffectsUFPhysicalhChemistryhChemicalh
PhysicsSF2017SFXdSF[Z[]dT[Z[aW

3.6 6

27 lnalysisFofFtheFelectronicFcircularFdichroismFspectrumFofFOTPTπd]OZS^P†yridinophaneUFChiralitySF2012SF
Z]SFdd]TXWW] 2.1 6

26 ÃäTvisFspectraFofFpTbenzoquinoneFanionFradicalFinFsolutionFbyFaF¹oToq¹V†nxFapproachUFTheoreticalh
ChemistryhAccountsSF2007SFXXcSFX][TX]c 1.9 6

25
†arameterizationFofFaFlinearFvibronicFcouplingFmodelFwithFmulticonfigurationalFelectronicFstructureF
methodsFtoFstudyFtheFquantumFdynamicsFofFphotoexcitedFpyreneUFJournalhofhChemicalhPhysicsSF2021
SFX^]SFXW]XWa

3.9 6

24 pxcitedTStateFlbsorptionFofFÃracilFinFtheFrasF†haseeFxappingFtheFxainFoecayF†athsFbyFoifferentF
plectronicFStructureFxethodsUFJournalhofhChemicalhTheoryhandhComputationSF2021SFXbSFXa[cTXa^Z 6.4 6

23 nontrollingF†hotochemistryFviaFtsotopomersFandFt˜F†reTexcitationUFJournalhofhthehAmericanhChemicalh
SocietySF2018SFX]WSFdZaTd[X 16.4 6

22 ¹heFtntriguingFnaseFofFtheFzneT†hotonFandF¹woT†hotonFlbsorptionFofFaF†rototypicalFSymmetricF
SquaraineeFnomparisonFofF¹ooq¹FandFWaveTqunctionFxethodsUFChemPhotoChemSF2019SF[SFbbcTbd[ 3.3 5

21 ¹heFabsorptionFandFemissionFspectraFinFsolutionFofFoligothiopheneTbasedFpushâ��pullFbiomarkerseFaF
†nxV¹oToq¹FvibronicFstudyUFTheoreticalhChemistryhAccountsSF2016SFX[^SFX 1.9 5

20 ¹heFroleFofFintramolecularFchargeFtransferFandFsymmetryFbreakingFinFtheFphotophysicsFofF
pyrroloπ[SZTb]pyrroleTdioneUFPhysicalhChemistryhChemicalhPhysicsSF2018SFZWSFZZZaWTZZZbX 3.6 5

19 lFcomputationalFstudyFofFtheFvibronicFeffectsFonFtheFelectronicFspectraFandFtheFphotophysicsFofF
azaπb]heliceneUFPhysicalhChemistryhChemicalhPhysicsSF2021SFZ[SFXa^^XTXa^a[ 3.6 5

18 pffectiveFtimeTindependentFstudiesFonFresonanceF˜amanFspectroscopyFofFtransTstilbeneFincludingF
theFouschinskyFeffectUFMolecularhPhysicsSF2013SFXXXSFX^XXTX^Z^ 1.7 4

17
WeakTfieldFlaserFcontrolFofFsystemsFexperiencingFdissipationFandFdecoherenceUFlnFapplicationFtoF
theFenhancementFofFtheFcoherentFfluorescenceFofFtheFmc^WFringFinFlightFharvestingFcomplexesUF
ChemicalhPhysicshLettersSF2004SF[c]SFcaTd[

2.5 4

16 StableFlaserFcontrolFofFcomplexFmultilevelFsystemsFusingFaFweakTintensityFmulticolorFgaussianFpulseUF
ChemicalhPhysicsSF2002SFZbbSFZdbT[XZ 2.3 4

15 ˜obustFcontrolFbyFaFmulticolorFweakFlaserFpulseFofFtheFfluorescenceFofFyzZFfromFtheF−ZljVlZljF
conicalFintersectionUFChemicalhPhysicsSF2003SFZcbSFZ[bTZ^X 2.3 4

14 –uantumFdynamicsFofFtheFˇ�ˇ�QVnˇ�QFdecayFofFtheFepigeneticFnucleobaseFXS^TdimethylTcytosineFinFtheF
gasFphaseUFPhysicalhChemistryhChemicalhPhysicsSF2020SFZZSFZa^Z^TZa^[^ 3.6 4

13 znFtheFgeometryFofF[TaminoTsydnonesUFComputationalhandhTheoreticalhChemistrySF1998SF][[SFZdXTZdd 3

12 wanczosFcalculationFofFtheF−¸�ZlXVl¸�ZmZFnonadiabaticFqranckTnondonFabsorptionFspectrumFofFyzZUF
AdvanceshinhQuantumhChemistrySF2000SF[aSF[Z[T[]W 1.4 3

11 äibronicFapproachFtoFtheFcalculationFofFtheFdecayFrateFofFtheFphotoexcitedFchargeTtransferFstateFofF
ruanineâ��nytosineFstackedFdimerFinFwaterFsolutionUFTheoreticalhChemistryhAccountsSF2016SFX[^SFX 1.9 2

(2016-2017)
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10 SolventFeffectFonFtheFenergeticsFofFprotonFcoupledFelectronFtransferFinFguanineTcytosineFpairFinF
chloroformFbyFmixedFexplicitFandFimplicitFsolvationFmodelsUFChemicalhPhysicsSF2018SF^X^SF]d[T^WX 2.3 2

9 ¹owardsFtheFÃnderstandingFofFtheFpxcitedFStateFoynamicsFofFyucleicFlcidseFSolventFandFStackingF
pffectFonFtheF†hotophysicalFmehaviorFofFyucleobasesUFAIPhConferencehProceedingsSF2007SF 0 2

8 nhemisorptionFofFsilylFradicalsFontoF†dOXWWPFsurfaceeFlFcomputationalFoq¹FstudyUFSurfacehScienceSF
2007SFaWXSFZ^^TZaX 1.8 1

7 pxcitedFstateFabsorptionFofFoylFbasesFinFtheFgasFphaseFandFinFchloroformFsolutioneFaFcomparativeF
quantumFmechanicalFstudyUUFPhysicalhChemistryhChemicalhPhysicsSF2022SF 3.6 1

6
¹heFÃltrafastF–uantumFoynamicsFofF†hotoexcitedFldenineT¹hymineFmasepairFtnvestigatedFwithFaF
qragmentTbasedFoiabatizationFandFaFwinearFäibronicFnouplingFxodelUFJournalhofhPhysicalhChemistryh
ASF2021SFXZ^SFcdXZTcdZ]

2.8 1

5 zyVzqqFSpiroconjugationFthroughF†eripheralFqunctionalizationeFtmpactFonFtheF˜eactivityFandF
nhiropticalF†ropertiesFofFSpirobifluorenesUUFChemPlusChemSF2022SFeZWZXWW^^] 2.8 0

4 ¹heFroleFofFchlorineFpositionFinFtheFelectronicFcircularFdichroismFofFchlorophenylTethanolF
investigatedFbyFvibronicFcalculationsUFChiralitySF2020SF[ZSFd[ZTd]c 2.1

3 tnfraredFpreTexcitationFgrantsFisotopomerTspecificFphotochemistryUFEPJhWebhofhConferencesSF2019SF
ZW^SFW[WWX 0.3

2 −¸�ZljVˆ�ZljFconicalFintersectionFeffectsFonFtheFfluorescenceFofFyzZUFTheoreticalhChemistryhAccounts
SF2000SFXW]SFZW[TZWa 1.9

1 tntegratedFcomputationalFapproachesFforFspectroscopicFstudiesFofFmolecularFsystemsFinFtheFgasF
phaseFandFinFsolutioneFpyrimidineFasFaFtestFcaseUFHighlightshinhTheoreticalhChemistrySF2013SF[XdT[[b
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