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l Paper IF Citations

153 pxcitedFstateFabsorptionFofFoylFbasesFinFtheFgasFphaseFandFinFchloroformFsolutioneFaFcomparativeF
quantumFmechanicalFstudyUUFPhysicalhChemistryhChemicalhPhysicsSF2022SF 3.6 1

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

151
¹heFÃltrafastF–uantumFoynamicsFofF†hotoexcitedFldenineT¹hymineFmasepairFtnvestigatedFwithFaF
qragmentTbasedFoiabatizationFandFaFwinearFäibronicFnouplingFxodelUFJournalhofhPhysicalhChemistryh
ASF2021SFXZ^SFcdXZTcdZ]

2.8 1

150
pxcitonicFxodelFforFStronglyFnoupledFxultichromophoricFSystemseF¹heFplectronicFnircularF
oichroismFSpectraFofFruanineF–uadruplexesFasF¹estFnasesUFJournalhofhChemicalhTheoryhandh
ComputationSF2021SFXbSF]W^T]X^

6.4 9

149 nhiralityFlmplifiedeFwongSFoiscreteFseliceneFyanoribbonsUFJournalhofhthehAmericanhChemicalhSocietySF
2021SFX][SFdc[TddX 16.4 33

148 yonadiabaticFlbsorptionFSpectraFandFÃltrafastFoynamicsFofFoylFandF˜ylF†hotoexcitedF
yucleobasesUFMoleculesSF2021SFZaSF 4.8 8

147
†arameterizationFofFaFlinearFvibronicFcouplingFmodelFwithFmulticonfigurationalFelectronicFstructureF
methodsFtoFstudyFtheFquantumFdynamicsFofFphotoexcitedFpyreneUFJournalhofhChemicalhPhysicsSF2021
SFX^]SFXW]XWa

3.9 6

146
qragmentFoiabatizationFwinearFäibronicFnouplingFxodelFforF–uantumFoynamicsFofF
xultichromophoricFSystemseF†opulationFofFtheFnhargeT¹ransferFStateFinFtheF†hotoexcitedF
ruanineTnytosineF†airUFJournalhofhChemicalhTheoryhandhComputationSF2021SFXbSF]aaWT]ab]

6.4 8

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

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

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

142
äibronicFSpectraFofFˇ�TnonjugatedFSystemsFwithFaFxultitudeFofFnoupledFStateseFlF†rotocolFmasedFonF
winearFäibronicFnouplingFxodelsFandF–uantumFoynamicsF¹estedFonFsexaheliceneUFJournalhofh
ChemicalhTheoryhandhComputationSF2021SFXbSFXadXTXbWW

6.4 12

141 –uantumFandFsemiclassicalFdynamicalFstudiesFofFnonadiabaticFprocessesFinFsolutioneFachievementsF
andFperspectivesUFPhysicalhChemistryhChemicalhPhysicsSF2021SFZ[SFcXcXTcXdd 3.6 7

140 ¹heFroleFofFchlorineFpositionFinFtheFelectronicFcircularFdichroismFofFchlorophenylTethanolF
investigatedFbyFvibronicFcalculationsUFChiralitySF2020SF[ZSFd[ZTd]c 2.1

139
†redictingFfluorescenceFquantumFyieldsFforFmoleculesFinFsolutioneFlFcriticalFassessmentFofFtheF
harmonicFapproximationFandFtheFchoiceFofFtheFlineshapeFfunctionUFJournalhofhChemicalhPhysicsSF2020
SFX^ZSFW^]XWb

3.9 18

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

137
ldiabaticTxolecularFoynamicsFreneralizedFäerticalFsessianFlpproacheFlFxixedF–uantumFnlassicalF
xethodF¹oFnomputeFplectronicFSpectraFofFqlexibleFxoleculesFinFtheFnondensedF†haseUFJournalhofh
ChemicalhTheoryhandhComputationSF2020SFXaSFXZX^TXZ[X

6.4 23
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136 oistinctFselicalFxolecularFzrbitalsFthroughFnonformationalFwockQUFChemistryhyhAhEuropeanhJournalSF
2020SFZaSFXb[]ZTXb[]d 4.8 8

135 ÃltrafastFoynamicsFofFtheF¹woFwowestFmrightFpxcitedFStatesFofFnytosineFandFXTxethylcytosineeFlF
–uantumFoynamicalFStudyUFJournalhofhChemicalhTheoryhandhComputationSF2020SFXaSF^bdZT^cWc 6.4 17

134
lccountingFforFäibronicFqeaturesFthroughFaFxixedF–uantumTnlassicalFSchemeeFStructureSFoynamicsSF
andFlbsorptionFSpectraFofFaF†eryleneFoiimideFoyeFinFSolutionUFJournalhofhChemicalhTheoryhandh
ComputationSF2020SFXaSFbWaXTbWbb

6.4 7

133 ¹heFlbsorptionFSpectrumFofFruanineFmasedF˜adicalseFaFnomparativeFnomputationalFlnalysisUF
ChemPhotoChemSF2019SF[SFc]aTc^^ 3.3 6

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

131 noupledFclusterFstudyFofFtheFxTrayFabsorptionFspectraFofFformaldehydeFderivativesFatFtheFoxygenSF
carbonSFandFfluorineFvTedgesUFJournalhofhChemicalhPhysicsSF2019SFX^XSFWa]XWb 3.9 18

130 tnfraredFpreTexcitationFgrantsFisotopomerTspecificFphotochemistryUFEPJhWebhofhConferencesSF2019SF
ZW^SFW[WWX 0.3

129 ÃnveilingFpxcitedTStateFnhiralityFofFminaphtholsFbyFqemtosecondFnircularFoichroismFandF–uantumF
nhemicalFnalculationsUFJournalhofhPhysicalhChemistryhLettersSF2019SFXWSF]WcdT]Wd] 6.4 14

128
ÃäFlbsorptionFandFxagneticFnircularFoichroismFSpectraFofF†urineSFldenineSFandFruanineeFlF
noupledFnlusterFStudyFinFäacuoFandFinFlqueousFSolutionUFJournalhofhChemicalhTheoryhandh
ComputationSF2019SFX^SFXZ]ZTXZ^]

6.4 16

127
nomparisonFofFtheFresultsFofFaFmeanTfieldFmixedFquantumVclassicalFmethodFwithFfullFquantumF
predictionsFforFnonadiabaticFdynamicseFapplicationFtoFtheFOpiFpiF^QVnpiF^QPFdecayFofFthymineUF
TheoreticalhChemistryhAccountsSF2018SFX[bSFX

1.9 10

126
¹owardFaFgeneralFmixedFquantumVclassicalFmethodFforFtheFcalculationFofFtheFvibronicFpnoFofFaF
flexibleFdyeFmoleculeFwithFdifferentFstableFconformerseF˜evisitingFtheFcaseFofF
ZSZSZTtrifluoroTanthrylethanolUFChiralitySF2018SF[WSFb[WTb][

2.1 7

125
lFcomputationalFstudyFofFtheFvibrationallyTresolvedFelectronicFcircularFdichroismFspectraFofF
singleTchainFtransoidFandFcisoidFoligothiophenesFinFchiralFconformationsUFPhysicalhChemistryh
ChemicalhPhysicsSF2018SFZWSFZXca]TZXccW

3.6 9

124 SolventFeffectFonFtheFenergeticsFofFprotonFcoupledFelectronFtransferFinFguanineTcytosineFpairFinF
chloroformFbyFmixedFexplicitFandFimplicitFsolvationFmodelsUFChemicalhPhysicsSF2018SF^X^SF]d[T^WX 2.3 2

123 xultistateFcoupledFquantumFdynamicsFofFphotoexcitedFcytosineFinFgasTphaseeFyonadiabaticF
absorptionFspectrumFandFultrafastFinternalFconversionsUFChemicalhPhysicsSF2018SF^X^SF]^ZT]a[ 2.3 15

122 ¹heFroleFofFintramolecularFchargeFtransferFandFsymmetryFbreakingFinFtheFphotophysicsFofF
pyrroloπ[SZTb]pyrroleTdioneUFPhysicalhChemistryhChemicalhPhysicsSF2018SFZWSFZZZaWTZZZbX 3.6 5

121
xixedF–uantumVnlassicalFxethodFforFyonadiabaticF–uantumFoynamicsFinFpxplicitFSolventFxodelseF
¹heFˇ�ˇ�QVnˇ�QFoecayFofF¹hymineFinFWaterFasFaF¹estFnaseUFJournalhofhChemicalhTheoryhandhComputation
SF2018SFX]SFcZWTc[Z

6.4 20

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

119
sighT˜esolutionFlbsorptionFandFplectronicFnircularFoichroismFSpectraFofFO˜PTORPTXT†henylethanolUF
nonfidentFtnterpretationFmasedFonFtheFSynergyFbetweenFpxperimentsFandFnomputationsUF
ChemPhysChemSF2018SFXdSFbX^TbZ[

3.2 8
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118 zpticalFabsorptionFandFmagneticFcircularFdichroismFspectraFofFthiouracilseFaFquantumFmechanicalF
studyFinFsolutionUFPhotochemicalhandhPhotobiologicalhSciencesSF2017SFXaSFX]X^TX]Z[ 4.2 10

117
¹heFshapeFofFtheFelectronicFcircularFdichroismFspectrumFofFOZSaTdimethylphenylPOphenylPmethanoleF
interplayFbetweenFconformationalFequilibriaFandFvibronicFeffectsUFPhysicalhChemistryhChemicalh
PhysicsSF2017SFXdSF[Z[]dT[Z[aW

3.6 6

116 äibrationallyFresolvedFelectronicFspectraFincludingFvibrationalFpreTexcitationeF¹heoryFandF
applicationFtoFät†p˜FspectroscopyUFJournalhofhChemicalhPhysicsSF2017SFX]bSFXa]XXa 3.9 17

115 äibronicFapproachFtoFtheFcalculationFofFtheFdecayFrateFofFtheFphotoexcitedFchargeTtransferFstateFofF
ruanineâ��nytosineFstackedFdimerFinFwaterFsolutionUFTheoreticalhChemistryhAccountsSF2016SFX[^SFX 1.9 2

114 ¹heoreticalFinvestigationFofFtheFbroadFoneTphotonFabsorptionFlineTshapeFofFaFflexibleFsymmetricF
carbazoleFderivativeUFPhysicalhChemistryhChemicalhPhysicsSF2016SFXcSFZZccdTdW^ 3.6 13

113
–uantumTnlassicalFnalculationFofFäibronicFSpectraFalongFaF˜eactionF†atheF¹heFnaseFofFtheFpnoFofF
pasilyFtnterconvertibleFnonformersFwithFzppositeFnhiralF˜esponsesUFJournalhofhPhysicalhChemistryh
LettersSF2016SFbSF]cdXT]cdb

6.4 15

112
plectronicFspectroscopyFofFaFsolvatochromicFdyeFinFwatereFcomparisonFofFstaticFclusterVimplicitFandF
dynamicalVexplicitFsolventFmodelsFonFstructuresFandFenergiesUFTheoreticalhChemistryhAccountsSF2016
SFX[^SFX

1.9 7

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

110 roingFbeyondFtheFverticalFapproximationFwithFtimeTdependentFdensityFfunctionalFtheoryUFWileyh
InterdisciplinaryhReviews:hComputationalhMolecularhScienceSF2016SFaSF]aWT]ca 7.9 137

109 –uantumFxechanicalFStudiesFonFtheF†hotophysicsFandFtheF†hotochemistryFofFyucleicFlcidsFandF
yucleobasesUFChemicalhReviewsSF2016SFXXaSF[^]WTd[ 68.1 291

108 pxcitationFoynamicsFinFseteroTbichromophoricFnalixareneFSystemsUFChemPhysChemSF2016SFXbSFXacaTbWa 3.2 10

107 lFsimpleFdimericFmodelFaccountsFforFtheFvibronicFpnoFspectraFofFchiralFpolythiophenesFinFtheirF
aggregatedFstatesUFRSChAdvancesSF2016SFaSF[bd[cT[bd][ 3.7 24

106
nomparingFclassicalFapproachesFwithFempiricalForFquantumTmechanicallyFderivedFforceFfieldsFforF
theFsimulationFelectronicFlineshapeseFapplicationFtoFcoumarinFdyesUFTheoreticalhChemistryhAccountsSF
2016SFX[^SFX

1.9 18

105
äibronicFnouplingFpxplainsFtheFoifferentFShapeFofFplectronicFnircularFoichroismFandFofFnircularlyF
†olarizedFwuminescenceFSpectraFofFsexahelicenesUFJournalhofhChemicalhTheoryhandhComputationSF
2016SFXZSFZbddTcXd

6.4 40

104 ˜evisitingFäerticalFxodelsF¹oFSimulateFtheFwineFShapeFofFplectronicFSpectraFldoptingFnartesianFandF
tnternalFnoordinatesUFJournalhofhChemicalhTheoryhandhComputationSF2016SFXZSF]dbWT]dc^ 6.4 26

103 oisentanglingFvibronicFandFsolventFbroadeningFeffectsFinFtheFabsorptionFspectraFofFcoumarinF
derivativesFforFdyeFsensitizedFsolarFcellsUFPhysicalhChemistryhChemicalhPhysicsSF2015SFXbSFXX]WXTXX 3.6 25

102 lbsorptionFandFemissionFspectralFshapesFofFaFprototypeFdyeFinFwaterFbyFcombiningF
classicalVdynamicalFandFquantumVstaticFapproachesUFJournalhofhPhysicalhChemistryhASF2015SFXXdSF^]ZaT[c 2.8 45

101 xodelingFSolventFmroadeningFonFtheFäibronicFSpectraFofFaFSeriesFofFnoumarinFoyesUFqromFtmplicitF
toFpxplicitFSolventFxodelsUFJournalhofhChemicalhTheoryhandhComputationSF2015SFXXSF^cXWTZ^ 6.4 54
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100
lFnombinedFpxperimentalTnomputationalFtnvestigationFtoFÃncoverFtheF†uzzlingFOnhiroTPopticalF
˜esponseFofF†yridocyclophaneseFzneTFandF¹woT†hotonFSpectraUFChemistryhyhAhEuropeanhJournalSF
2015SFZXSFXZX[aT]b

4.8 13

99 ¹oToq¹FinvestigationFofFtheFmagneticFcircularFdichroismFspectraFofFsomeFpurineFandFpyrimidineF
basesFofFnucleicFacidsUFJournalhofhPhysicalhChemistryhASF2015SFXXdSF^]baTcd 2.8 18

98
qirstTprincipleFcomputationFofFabsorptionFandFfluorescenceFspectraFinFsolutionFaccountingFforF
vibronicFstructureSFtemperatureFeffectsFandFsolventFinhomogenousFbroadeningUFComputationalhandh
TheoreticalhChemistrySF2014SFXW]WTXW]XSF[ZcT[[b

2 77

97 ¹heFexcitedFstateFbehaviorFofFcytosineFinFtheFgasFphaseeFlF¹oToq¹FstudyUFComputationalhandh
TheoreticalhChemistrySF2014SFXW]WTXW]XSFXcaTXd] 2 24

96 zpticalF†ropertiesFofFoiarylethenesFwithF¹oToq¹eFWTWFpnergiesSFqluorescenceSFStokesFShiftsSFandF
äibronicFShapesUFJournalhofhChemicalhTheoryhandhComputationSF2014SFXWSF[d]]T^b 6.4 22

95 ÃltrafastFresonanceFenergyFtransferFinFtheFumbelliferoneTalizarinFbichromophoreUFPhysicalh
ChemistryhChemicalhPhysicsSF2014SFXaSFXWW^dTb] 3.6 8

94 ˜elativeFStabilityFofFtheFwaFandFwbFpxcitedFStatesFinFldenineFandFruanineeFoirectFpvidenceFfromF
¹oToq¹FnalculationsFofFxnoFSpectraUFJournalhofhPhysicalhChemistryhLettersSF2014SF^SFXcWaTXX 6.4 34

93
nombinationFofFtransientFZoTt˜FexperimentsFandFabFinitioFcomputationsFshedsFlightFonFtheF
formationFofFtheFchargeTtransferFstateFinFphotoexcitedFcarbonylFcarotenoidsUFJournalhofhPhysicalh
ChemistryhBSF2014SFXXcSFdaX[T[W

3.4 15

92 –uantumTclassicalFcalculationFofFtheFabsorptionFandFemissionFspectralFshapesFofFoligothiophenesFatF
lowFandFroomFtemperatureFbyFfirstTprincipleFcalculationsUFChemPhysChemSF2014SFX^SF[[ZWT[[ 3.2 22

91 ¹heFlineshapeFofFtheFelectronicFspectrumFofFtheFgreenFfluorescentFproteinFchromophoreSFpartFteFgasF
phaseUFChemPhysChemSF2014SFX^SF[Z[aT]^ 3.2 13

90 ¹heFlineshapeFofFtheFelectronicFspectrumFofFtheFgreenFfluorescentFproteinFchromophoreSFpartFtteF
solutionFphaseUFChemPhysChemSF2014SFX^SF[Z]aT^b 3.2 19

89 äibronicFcouplingFdominatesFtheFelectronicFcircularFdichroismFofFtheFbenzeneFchromophoreF´„wObPF
bandUFJournalhofhOrganichChemistrySF2013SFbcSFb[dcT]W^ 4.2 34

88
nombinedFuseFofFthreeFformsFofFchiropticalFspectroscopiesFinFtheFstudyFofFtheFabsoluteF
configurationFandFconformationalFpropertiesFofF[TphenylcyclopentanoneSF[TphenylcyclohexanoneSF
andF[TphenylcycloheptanoneUFTetrahedronSF2013SFadSFXWb^ZTXWbaZ

2.4 15

87 ¹heFinterplayFbetweenFneutralFexcitonFandFchargeFtransferFstatesFinFsingleTstrandFpolyadenineeFaF
quantumFdynamicalFinvestigationUFPhotochemicalhandhPhotobiologicalhSciencesSF2013SFXZSFX^ZbT][ 4.2 16

86 tntermolecularFexcitonFcouplingFandFvibronicFeffectsFinFsolidTstateFcircularFdichroismeFaFcaseFstudyUF
PhysicalhChemistryhChemicalhPhysicsSF2013SFX^SFbd^TcWZ 3.6 18

85 sarmonicFxodelsFinFnartesianFandFtnternalFnoordinatesFtoFSimulateFtheFlbsorptionFSpectraFofF
narotenoidsFatFqiniteF¹emperaturesUFJournalhofhChemicalhTheoryhandhComputationSF2013SFdSF]d]bT^c 6.4 47

84 –uantumTclassicalFeffectiveTmodesFdynamicsFofFtheFpipiQFTTiFnpiQFdecayFinFdsTadenineUFlFquadraticF
vibronicFcouplingFmodelUFFaradayhDiscussionsSF2013SFXa[SFZZ[T]ZfFdiscussionFZ][Tb^ 3.6 38

83
tnsightsFforFanFlccurateFnomparisonFofFnomputationalFoataFtoFpxperimentalFlbsorptionFandF
pmissionFSpectraeFmeyondFtheFäerticalF¹ransitionFlpproximationUFJournalhofhChemicalhTheoryhandh
ComputationSF2013SFdSFZWbZTcZ

6.4 166

(2013-2015)

5



82 plectronicFcircularFdichroismFinFexcitonTcoupledFdimerseFvibronicFspectraFfromFaFgeneralF
allTcoordinatesFquantumTdynamicalFapproachUFJournalhofhPhysicalhChemistryhASF2013SFXXbSF[[^^Tac 2.8 20

81
ouschinskySFserzbergT¹ellerSFandFxultipleFplectronicF˜esonanceFtnterferentialFpffectsFinF˜esonanceF
˜amanFSpectraFandFpxcitationF†rofilesUF¹heFnaseFofF†yreneUFJournalhofhChemicalhTheoryhandh
ComputationSF2013SFdSF[^dbTaXX

6.4 51

80 qirstF†rinciplesFStudiesFofFtheFäibrationallyF˜esolvedFxagneticFnircularFoichroismFSpectraFofF
miphenyleneUFJournalhofhChemicalhTheoryhandhComputationSF2013SFdSFX^^bTab 6.4 14

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

78 tntegratedFcomputationalFapproachesFforFspectroscopicFstudiesFofFmolecularFsystemsFinFtheFgasF
phaseFandFinFsolutioneFpyrimidineFasFaFtestFcaseUFHighlightshinhTheoreticalhChemistrySF2013SF[XdT[[b

77
äibrationallyF˜esolvedFlbsorptionFandFpmissionFSpectraFofFoithiopheneFinFtheFrasF†haseFandFinF
SolutionFbyFqirstT†rincipleF–uantumFxechanicalFnalculationsUFJournalhofhChemicalhTheoryhandh
ComputationSF2012SFcSF]]c[Td[

6.4 58

76 marrierlessFphotoisomerisationFofFtheFHsimplestFcyanineHeFjoiningFcomputationalFandFfemtosecondF
opticalFspectroscopiesFtoFtraceFtheFfullFreactionFpathUFPhysicalhChemistryhChemicalhPhysicsSF2012SFX]SFX[[^WTa]3.6 28

75 äibrationallyFresolvedFcircularFdichroismFspectraFofFaFmoleculeFwithFisotopicallyFengenderedF
chiralityUFPhysicalhChemistryhChemicalhPhysicsSF2012SFX]SF[aadTcW 3.6 10

74
sierarchicalFtransformationFofFsamiltoniansFwithFlinearFandFquadraticFcouplingsFforFnonadiabaticF
quantumFdynamicseFapplicationFtoFtheFˇ�ˇ�Qâ��nˇ�QFinternalFconversionFinFthymineUFJournalhofhChemicalh
PhysicsSF2012SFX[aSFZ]]XW]

3.9 38

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

72 nomparisonFofFverticalFandFadiabaticFharmonicFapproachesFforFtheFcalculationFofFtheFvibrationalF
structureFofFelectronicFspectraUFPhysicalhChemistryhChemicalhPhysicsSF2012SFX]SFX[^]dTa[ 3.6 137

71 tntegratedFcomputationalFapproachesFforFspectroscopicFstudiesFofFmolecularFsystemsFinFtheFgasF
phaseFandFinFsolutioneFpyrimidineFasFaFtestFcaseUFTheoreticalhChemistryhAccountsSF2012SFX[XSFX 1.9 63

70 ¹imeTtndependentFlpproachesFtoFSimulateFplectronicFSpectraFwineshapeseFqromFSmallFxoleculesFtoF
xacrosystemsF2011SF[aXT]][ 55

69 nomputingFtheFinhomogeneousFbroadeningFofFelectronicFtransitionsFinFsolutioneFaFfirstTprincipleF
quantumFmechanicalFapproachUFPhysicalhChemistryhChemicalhPhysicsSF2011SFX[SFXbWWbTXZ 3.6 81

68
pffectiveF¹imeTtndependentFnalculationsFofFäibrationalF˜esonanceF˜amanFSpectraFofFtsolatedFandF
SolvatedFxoleculesFtncludingFouschinskyFandFserzbergT¹ellerFpffectsUFJournalhofhChemicalhTheoryh
andhComputationSF2011SFbSFXcZ]T[d

6.4 69

67 ¹heFinterplayFbetweenFˇ�ˇ�QVnˇ�QFexcitedFstatesFinFgasTphaseFthymineeFaFquantumFdynamicalFstudyUF
ChemPhysChemSF2011SFXZSFXd^bTac 3.2 39

66 oifferencesFinFtwoTphotonFandFoneTphotonFabsorptionFprofilesFinducedFbyFvibronicFcouplingeFtheF
caseFofFdioxaborineFheterocyclicFdyeUFChemPhysChemSF2011SFXZSF[[dZT]W[ 3.2 19

65
nomputationalFchallengesFinFsimulatingFandFanalyzingFexperimentalFlinearFandFnonlinearFcircularF
dichroismFspectraUF˜TORPTXSXNTbisOZTnaphtholPFasFaFprototypeFcaseUFJournalhofhPhysicalhChemistryhBSF
2011SFXX^SFcXXTZ]

3.4 28
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64 ¹imeToependentFlpproachesFtoFnalculationFofFSteadyTStateFäibronicFSpectraeFqromFqullyF–uantumF
toFnlassicalFlpproachesF2011SF]b^T^Xa 24

63 reneralFlpproachFtoFnomputeFäibrationallyF˜esolvedFzneT†hotonFplectronicFSpectraUFJournalhofh
ChemicalhTheoryhandhComputationSF2010SFaSFXZ^aTXZb] 6.4 225

62 ¹heFexcitedFelectronicFstatesFofFadenineTguanineFstackedFdimersFinFaqueousFsolutioneFaF
†nxV¹oToq¹FstudyUFPhysicalhChemistryhChemicalhPhysicsSF2010SFXZSF]d[]T]c 3.6 43

61 ¹woTphotonFabsorptionFcircularTlinearFdichroismFonFaxialFenantiomersUFChiralitySF2010SFZZFSupplFXSFpZWZTXW2.1 19

60 ¹woTphotonFabsorptionFcircularFdichroismeFaFnewFtwistFinFnonlinearFspectroscopyUFChemistryhyhAh
EuropeanhJournalSF2010SFXaSF[^W]Td 4.8 59

59 pnantiomericallyFpureFallenoTacetylenicFmacrocycleseFsynthesisSFsolidTstateFstructuresSFchiropticalF
propertiesSFandFelectronFlocalizationFfunctionFanalysisUFChemistryhyhAhEuropeanhJournalSF2010SFXaSFdbdaTcWb4.8 48

58 lmplifikationFderFnhiralitˆ⁄tFinFmonodispersenSFenantiomerenreinenFlllenTlcetylenTzligomerenUF
AngewandtehChemieSF2010SFXZZSFZZdaTZ[WW 3.6 30

57 lmplificationFofFchiralityFinFmonodisperseSFenantiopureFallenoTacetylenicFoligomersUFAngewandteh
ChemiehyhInternationalhEditionSF2010SF]dSFZZ]bT^W 16.4 65

56 ¹imeTdependentFandFtimeTindependentFapproachesFforFtheFcomputationFofFabsorptionFspectraFofF
ÃracilFderivativesFinFsolutionUFInternationalhJournalhofhQuantumhChemistrySF2010SFXXWSFaZ]Ta[a 2.1 12

55 nomputationalFapproachFtoFtheFstudyFofFtheFlineshapeFofFabsorptionFandFelectronicFcircularF
dichroismFspectraUFInternationalhJournalhofhQuantumhChemistrySF2010SFXXWSF]baT]ca 2.1 62

54 ¹heoryFforFvibrationallyFresolvedFtwoTphotonFcircularFdichroismFspectraUFlpplicationFtoF
O˜PTORPT[TmethylcyclopentanoneUFJournalhofhPhysicalhChemistryhASF2009SFXX[SF]XdcTZWb 2.8 47

53 ¹hreeTdimensionalFdiabaticFmodelsFforFtheFˇ�ˇ�QFTiFnˇ�QFexcitedTstateFdecayFofFuracilFderivativesFinF
solutionUFTheoreticalhChemistryhAccountsSF2009SFXZ[SFZb[TZca 1.9 16

52 tnFvivoFabsorptionFspectraFofFtheFtwoFstableFstatesFofFtheFpuglenaFphotoreceptorFphotocycleUF
PhotochemistryhandhPhotobiologySF2009SFc^SF[W]TXZ 3.6 8

51 –uantumFdynamicsFofFtheFultrafastFpiFpiQVnFpiQFpopulationFtransferFinFuracilFandF^TfluoroTuracilFinF
waterFandFacetonitrileUFJournalhofhPhysicalhChemistryhBSF2009SFXX[SFX]]dXT^W[ 3.4 58

50 qullyFtntegratedFlpproachFtoFnomputeFäibrationallyF˜esolvedFzpticalFSpectraeFqromFSmallF
xoleculesFtoFxacrosystemsUFJournalhofhChemicalhTheoryhandhComputationSF2009SF^SF^]WT^] 6.4 353

49
pxcitedFstatesFdecayFofFtheFlT¹FoyleFlF†nxV¹oToq¹FstudyFinFaqueousFsolutionFofFtheF
OdTmethylTadeninePOZPUOXTmethylTthyminePOZPFstackedFtetramerUFJournalhofhthehAmericanhChemicalh
SocietySF2009SFX[XSFX^Z[ZT]^

16.4 99

48 znFtheFcontroversialFnatureFofFtheFXFXmOuPFandFZFXmOuPFstatesFofFtransTstilbeneeFtheFnTelectronF
valenceFstateFperturbationFtheoryFapproachUFJournalhofhChemicalhPhysicsSF2009SFX[WSFXb][Wb 3.9 25

47
äibronicFmodelFforFtheFquantumFdynamicalFstudyFofFtheFcompetitionFbetweenFbrightFandF
chargeTtransferFexcitedFstatesFinFsingleTstrandFpolynucleotideseFtheFadenineFdimerFcaseUFJournalhofh
PhysicalhChemistryhASF2009SFXX[SFX^[]aT^]

2.8 54
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46 äibronicallyFresolvedFelectronicFcircularFdichroismFspectraFofFO˜PTORPT[TmethylcyclopentanoneeFaF
theoreticalFstudyUFJournalhofhPhysicalhChemistryhASF2008SFXXZSFXZ]WXTXX 2.8 73

45
pffectiveFmethodFforFtheFcomputationFofFopticalFspectraFofFlargeFmoleculesFatFfiniteFtemperatureF
includingFtheFouschinskyFandFserzbergT¹ellerFeffecteFtheF–xFbandFofFporphyrinFasFaFcaseFstudyUF
JournalhofhChemicalhPhysicsSF2008SFXZcSFZZ][XX

3.9 418

44 lbFinitioFpredictionFofFtheFemissionFcolorFinFphosphorescentFiridiumOtttPFcomplexesFforFzwposUF
JournalhofhPhysicalhChemistryhBSF2008SFXXZSFX[XcXT[ 3.4 32

43 ¹heFdecayFfromFtheFdarkFnpiQFexcitedFstateFinFuracileFanFintegratedFnlS†¹ZVnlSSnqFandF
†nxV¹oToq¹FstudyFinFtheFgasFphaseFandFinFwaterUFJournalhofhPhysicalhChemistryhBSF2008SFXXZSFXWbadTbZ 3.4 61

42
lnFartificialFmolecularFswitchFthatFmimicsFtheFvisualFpigmentFandFcompletesFitsFphotocycleFinF
picosecondsUFProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaSF2008SF
XW^SFXba]ZTb

11.5 78

41 lbsorptionFspectrumFofFlT¹FoylFunraveledFbyFquantumFmechanicalFcalculationsFinFsolutionFonFtheF
OdlPZFxFOd¹PZFtetramerUFChemPhysChemSF2008SFdSFZ^[XTb 3.2 36

40 nanF¹oToq¹FcalculationsFaccuratelyFdescribeFtheFexcitedFstatesFbehaviorFofFstackedFnucleobasesjF
¹heFcytosineFdimerFasFaFtestFcaseUFJournalhofhComputationalhChemistrySF2008SFZdSFd^bTa] 3.5 56

39 nhemicalFselectivityFthroughFcontrolFofFexcitedTstateFdynamicsUFAngewandtehChemiehyhInternationalh
EditionSF2008SF]bSFa[ZZT^ 16.4 38

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

37 äibronicallyTinducedFchangeFinFtheFchiralFresponseFofFmoleculesFrevealedFbyFelectronicFcircularF
dichroismFspectroscopyUFChemicalhPhysicshLettersSF2008SF]a]SFX]]TX]d 2.5 45

36 lccurateFsteadyTstateFandFzeroTtimeFfluorescenceFspectraFofFlargeFmoleculesFinFsolutionFbyFaF
firstTprincipleFcomputationalFmethodUFJournalhofhPhysicalhChemistryhBSF2007SFXXXSFX]WcWTZ 3.4 53

35 lbFinitioFcalculationsFofFabsorptionFspectraFofFlargeFmoleculesFinFsolutioneFcoumarinFnX^[UF
AngewandtehChemiehyhInternationalhEditionSF2007SF]aSF]W^Tc 16.4 157

34 lbFtnitioFnalculationsFofFlbsorptionFSpectraFofFwargeFxoleculesFinFSolutioneFnoumarinFnX^[UF
AngewandtehChemieSF2007SFXXdSF]WdT]XZ 3.6 19

33 nhemisorptionFofFsilylFradicalsFontoF†dOXWWPFsurfaceeFlFcomputationalFoq¹FstudyUFSurfacehScienceSF
2007SFaWXSFZ^^TZaX 1.8 1

32
nomplexFexcitedFdynamicsFaroundFaFplateauFonFaFretinalTlikeFpotentialFsurfaceeFchaosSF
multiTexponentialFdecaysFandFquantumVclassicalFdifferencesUFTheoreticalhChemistryhAccountsSF2007SF
XXbSFXWaXTXWbZ

1.9 14

31 pxcitedFstateFpropertiesFofFsizableFmoleculesFinFsolutioneFfromFstructureFtoFreactivityUFTheoreticalh
ChemistryhAccountsSF2007SFXXbSFXWb[TXWc] 1.9 9

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

29
¹rackingFtheFexcitedTstateFtimeFevolutionFofFtheFvisualFpigmentFwithFmulticonfigurationalFquantumF
chemistryUFProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaSF2007SF
XW]SFbba]Td

11.5 239

Fabrizio Santoro

8



28
tnfluenceFofFbaseFstackingFonFexcitedTstateFbehaviorFofFpolyadenineFinFwaterSFbasedFonF
timeTdependentFdensityFfunctionalFcalculationsUFProceedingshofhthehNationalhAcademyhofhScienceshofh
thehUnitedhStateshofhAmericaSF2007SFXW]SFdd[XTa

11.5 119

27 ¹owardsFtheFÃnderstandingFofFtheFpxcitedFStateFoynamicsFofFyucleicFlcidseFSolventFandFStackingF
pffectFonFtheF†hotophysicalFmehaviorFofFyucleobasesUFAIPhConferencehProceedingsSF2007SF 0 2

26 pffectiveFmethodFtoFcomputeFvibrationallyFresolvedFopticalFspectraFofFlargeFmoleculesFatFfiniteF
temperatureFinFtheFgasFphaseFandFinFsolutionUFJournalhofhChemicalhPhysicsSF2007SFXZaSFXc]XWZ 3.9 271

25 pffectiveFmethodFtoFcomputeFqranckTnondonFintegralsFforFopticalFspectraFofFlargeFmoleculesFinF
solutionUFJournalhofhChemicalhPhysicsSF2007SFXZaSFWc]^Wd 3.9 398

24 qemtosecondFstudyFonFtheFisomerizationFdynamicsFofFyvccUFtUFrroundTstateFdynamicsFafterF
photoexcitationUFJournalhofhChemicalhPhysicsSF2006SFXZ^SF]]^XZ 3.9 25

23 qemtosecondFstudyFonFtheFisomerizationFdynamicsFofFyvccUFttUFpxcitedTstateFdynamicsUFJournalhofh
ChemicalhPhysicsSF2006SFXZ^SF]]^X[ 3.9 26

22
SolventFeffectFonFtheFsingletFexcitedTstateFlifetimesFofFnucleicFacidFbaseseFlFcomputationalFstudyFofF
^TfluorouracilFandFuracilFinFacetonitrileFandFwaterUFJournalhofhthehAmericanhChemicalhSocietySF2006SF
XZcSFXa[XZTZZ

16.4 142

21 pxcitedTstateFbehaviorFofFtransFandFcisFisomersFofFstilbeneFandFstiffFstilbeneeFaF¹oToq¹FstudyUF
JournalhofhPhysicalhChemistryhASF2005SFXWdSFXWW^cTab 2.8 88

20 lF¹heoreticalFStudyFonFtheFqactorsFtnfluencingFnyanineF†hotoisomerizationeFF¹heFnaseFofF
¹hiacyanineFinFrasF†haseFandFinFxethanolUFJournalhofhChemicalhTheoryhandhComputationSF2005SFXSFZX^TZd 6.4 38

19 qemtosecondFphotoelectronFspectroscopyFofFtransTstilbeneFaboveFtheFreactionFbarrierUFChemicalh
PhysicsSF2005SF[XWSFZWXTZXX 2.3 27

18 lFtinyFexcitedTstateFbarrierFcanFinduceFaFmultiexponentialFdecayFofFtheFretinalFchromophoreeFaF
quantumFdynamicsFinvestigationUFAngewandtehChemiehyhInternationalhEditionSF2005SF]]SF^XXcTZX 16.4 48

17
WeakTfieldFlaserFcontrolFofFsystemsFexperiencingFdissipationFandFdecoherenceUFlnFapplicationFtoF
theFenhancementFofFtheFcoherentFfluorescenceFofFtheFmc^WFringFinFlightFharvestingFcomplexesUF
ChemicalhPhysicshLettersSF2004SF[c]SFcaTd[

2.5 4

16 ¹imeFdependentFoq¹FinvestigationFonFtheFtwoFlowestFXmuFstatesFofFtheFtransFisomerFofFstilbeneFandF
stiffTstilbenesUFChemicalhPhysicshLettersSF2004SF[cbSF^WdT^Xa 2.5 39

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

14 StableFlaserFcontrolFofFcomplexFmultilevelFsystemsFusingFaFweakTintensityFmulticolorFgaussianFpulseUF
ChemicalhPhysicsSF2002SFZbbSFZdbT[XZ 2.3 4

13 ¹rajectoryTSurfaceTsoppingFStudyFofFtheF˜ennerâ��¹ellerFpffectFinFtheFyOZoPFRFsZF˜eactionâ� UFJournalh
ofhPhysicalhChemistryhASF2002SFXWaSFcZbaTcZc] 2.8 40

12 znFtheFenergyFdependenceFofFtheFhyperfineFinteractionFinFexcitedFstatesFofFyzZUFJournalhofh
ChemicalhPhysicsSF2001SFXX^SFccacTccb^ 3.9 7

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

(2000-2007)
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10 –uantumFandFsemiclassicalFdynamicsFofFtheFqranckâ��nondonFwaveFpacketFonFtheFcoupledFpotentialF
surfacesFofFtheF−ZljVlZljFconicalFintersectionUFChemicalhPhysicsSF2000SFZ^dSFXd[TZWW 2.3 11

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

8 ¹imeTFandFfrequencyTresolvedFspontaneousFemissioneF¹heoryFandFapplicationFtoFtheFyzZF
−FFZljVˆ�FZljFconicalFintersectionUFJournalhofhChemicalhPhysicsSF2000SFXX[SF]Wb[T]WcZ 3.9 15

7 yonadiabaticFwaveFpacketFdynamicsFofFyzZFonFtheF−FFZljVˆ�FZljFconicalFintersectionUFJournalhofh
ChemicalhPhysicsSF1999SFXXWSF]]XdT]]Zb 3.9 40

6 yonadiabaticFradiativeFlifetimesFandFfluorescenceFspectraFofFyzZUFJournalhofhChemicalhPhysicsSF1999
SFXXXSFda^XTda^b 3.9 11

5 znFtheFgeometryFofF[TaminoTsydnonesUFComputationalhandhTheoreticalhChemistrySF1998SF][[SFZdXTZdd 3

4 StatisticalFanalysisFofFtheFcomputedF−FFZlXVˆ�FZmZFspectrumFofFyzZeFSomeFinsightsFintoFtheFcausesF
ofFitsFirregularityUFJournalhofhChemicalhPhysicsSF1998SFXWdSFXcZ]TXc[Z 3.9 16

3 lFqermiFroldenF˜uleSFwiouvilleTspaceFapproachFtoFtheFstudyFofFintramolecularFelectronFtransferFrateF
inFsolutionUFJournalhofhChemicalhPhysicsSF1997SFXWaSFd]TXWc 3.9 7

2 lbFinitioFstudyFofFyzZUFättUFˆ�FZmZgT−FFZlXFnonadiabaticFqranckâ��nondonFabsorptionFspectrumUF
ChemicalhPhysicsSF1997SFZZ^SF^^TaZ 2.3 17

1 äibronicFcouplingFinFelectronicFtransitionsFwithFsignificantFouschinskyFeffectUFInternationalhJournalh
ofhQuantumhChemistrySF1997SFa[SFZ[[TZ]] 2.1 68
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