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propertiesUFTheoreticalhChemistryhAccountsSF2007SFXXbSFXW[XTXW]d 1.9 17

87 lF nifiedFpxperimentalV–heoreticalFoescriptionFofFtheF ltrafastFPhotophysicsFofF”ingleFandFooubleF
–hionatedF racilsUFChemistryhyhAhEuropeanhJournalSF2020SFYaSFZZaTZ[Z 4.8 17

86 xodelingFmultidimensionalFspectralFlineshapesFfromFfirstFprincipleseFapplicationFtoFwaterTsolvatedF
adenineUFFaradayhDiscussionsSF2019SFYYXSFYXdTY[[ 3.6 17

85 –owardsFlccurateF”imulationFofF–woToimensionalFplectronicF”pectroscopyUFTopicshinhCurrenth
ChemistrySF2018SFZbaSFY[ 7.2 16

84 betaTPseudopeptideFfoldamersUF–heFhomoToligomersFofFO[“PTOYToxoTXSZToxazolidinT[TylPTaceticFacidF
OoTzxacPUFOrganichandhBiomolecularhChemistrySF2004SFYSFYXcXTb 3.9 16

83 tntrinsicallyFnompetitiveFPhotoinducedFPolycyclizationFandFooubleTmondF”hiftFthroughFaFmoatlikeF
nonicalFtntersectionUFAngewandtehChemiehyhInternationalhEditionSF2001SF[WSFX[aaTX[ac 16.4 16

82
pvolutionFofFtheFpxcitonicF”tateFofFoylF”tackedF–hymineseFtntrabaseFˇ�ˇ�QFTiF”FoecayFPathsFlccountF
forF ltrafastFO”ubpicosecondPFandFwongerFOiXWWFpsPFoeactivationsUFJournalhofhPhysicalhChemistryh
LettersSF2018SFdSFYZbZTYZbd

6.4 15

81 PhotoinducedFformationFmechanismFofFtheFthymineTthymineFOaT[PFadductFinFoylfFaF
QxOnl”P–YVVnl””nqPexxOlxmp“PFstudyUFFaradayhDiscussionsSF2018SFYWbSFZb]TZcb 3.6 15

80 qineF–uningFofF“etinalFPhotoinducedFoecayFinF”olutionUFJournalhofhPhysicalhChemistryhLettersSF2017SF
cSF[[WbT[[XY 6.4 14

79 ProbingFandFxodelingFtheFlbsorptionFofF“etinalFProteinFnhromophoresFinF¶acuoUFAngewandteh
ChemieSF2010SFXYYSFXcZ[TXcZb 3.6 14

78
xodelingFtheFphotophysicsFandFphotochromicFpotentialFofFXSYTdihydronaphthaleneFOosyPeFaF
combinedFnl”P–YVVnl””nqTtopologicalFandFxx¶mTdynamicalFinvestigationUFJournalhofhPhysicalh
ChemistryhASF2008SFXXYSFXWWdaTXWb

2.8 14

77 nomputerFsimulationFofFphotoinducedFmolecularFmotionFandFreactivityUFInternationalhJournalhofh
PhotoenergySF2002SF[SF]bTac 2.1 14

76
tmagingFconicalFintersectionFdynamicsFduringFazobenzeneFphotoisomerizationFbyFultrafastF−TrayF
diffractionUFProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaSF2021SF
XXcSF

11.5 14

75 moronToopedFPolycyclicFlromaticFsydrocarbonseFlFxolecularF”etF“evealingFtheFtnterplayFbetweenF
–opologyFandF”ingletFqissionFPropensityUFJournalhofhPhysicalhChemistryhLettersSF2020SFXXSFXZdWTXZda 6.4 13

74 winearFabsorptionFspectraFofFsolvatedFthiouracilsFresolvedFatFtheFhybridF“l”P–YVxxFlevelUFChemicalh
PhysicsSF2018SF]X]SFa[ZTa]Z 2.3 13

73 nomputationalFpvidenceFforFtheFnatalyticFxechanismFofFsumanFrlutathioneF”T–ransferaseFlZTZeFlF
QxVxxFtnvestigationUFACShCatalysisSF2012SFYSFYcWTYca 13.1 13

72 –heFcatalyticFactivityFofFprolineFracemaseeFaFquantumFmechanicalVmolecularFmechanicalFstudyUF
JournalhofhPhysicalhChemistryhBSF2008SFXXYSFXW]bTd 3.4 13

71 “esolvingFtheF”ingletFpxcitedF”tateFxanifoldFofFmenzophenoneFbyFqirstTPrinciplesF”imulationsFandF
 ltrafastF”pectroscopyUFJournalhofhChemicalhTheoryhandhComputationSF2018SFX[SFY]bWTY]c] 6.4 12
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70
–heoreticalFmechanisticFstudyFofFselfTsensitizedFphotoToxygenationFandFsingletFoxygenFthermalF
releaseFinFaFdimethyldihydropyreneFderivativeUFJournalhofhPhotochemistryhandhPhotobiologyhA:h
ChemistrySF2017SFZZZSFX]aTXa[

4.7 12

69 pxploringFtheFcapabilitiesFofFopticalFpumpF−TrayFprobeFyp−lq”FspectroscopyFtoFtrackF
photoTinducedFdynamicsFmediatedFbyFconicalFintersectionsUFFaradayhDiscussionsSF2019SFYYXSFY[]TYa[ 3.6 12

68 natalyticFxechanismFofFoiaminopimelateFppimeraseeFlFQxVxxFtnvestigationUFJournalhofhChemicalh
TheoryhandhComputationSF2009SF]SFXdX]TZW 6.4 11

67 tntramolecularFphotoTinducedFchargeFtransferFinFvisualFretinalFchromophoreFmimicseFelectronF
densityTbasedFindicesFatFtheF–oToq–FandFpostTsqFlevelsUFTheoreticalhChemistryhAccountsSF2016SFXZ]SFX 1.9 11

66 znFtheF”imulationFofF–woTdimensionalFplectronicF”pectroscopyFofFtndoleTcontainingFPeptidesUF
PhotochemistryhandhPhotobiologySF2017SFdZSFXZacTXZcW 3.6 10

65 −TrayFlinearFandFnonTlinearFspectroscopyFofFtheFp”nlFmoleculeUFJournalhofhChemicalhPhysicsSF2019SF
X]XSFXX[XXW 3.9 10

64 PhotochemicalFreactionFpathsFofFcisTdienesFstudiedFwithF“l””nqeFtheFchangingFbalanceFbetweenF
ionicFandFcovalentFexcitedFstatesUFMolecularhPhysicsSF2015SFXXZSFXdbcTXddW 1.7 10

63 –heFhighlyFexcitedTstateFmanifoldFofFguanineeFcalibrationFforFnonlinearFelectronicFspectroscopyF
simulationsUFTheoreticalhChemistryhAccountsSF2018SFXZbSFX 1.9 10

62 –woTdimensionalFelectronicFspectroscopyFasFaFtoolFforFtrackingFmolecularFconformationsFinF
oylV“ylFaggregatesUFFaradayhDiscussionsSF2018SFYWbSFYZZTY]W 3.6 10

61 lFnewFformulationFofFtheFphaseFchangeFapproachFinFtheFtheoryFofFconicalFintersectionsUFChemicalh
PhysicsSF2008SFZ[bSF[aT]a 2.3 10

60 ”ubstituentFcontrolledFspectroscopyFandFexcitedFstateFtopographyFofFretinalFchromophoreFmodelseF
fluorinatedFandFmethoxyTsubstitutedFprotonatedF”chiffFbasesUFMolecularhPhysicsSF2006SFXW[SFdX]TdY[ 1.7 10

59 ”imulatingFPlasmonF“esonancesFofFroldFyanoparticlesFwithFmipyramidalF”hapesFbyFmoundaryF
plementFxethodsUFJournalhofhChemicalhTheoryhandhComputationSF2020SFXaSFZcWbTZcX] 6.4 9

58 znFtheFroleFofFtheFtripletFstateFinFtheFcisVtransFisomerizationFofFrhodopsineFlFnl”P–YVVnl””nqF
studyFofFaFmodelFchromophoreUFInternationalhJournalhofhQuantumhChemistrySF2011SFXXXSFZ[ZXTZ[Zb 2.1 9

57 nomputationalFoq–FinvestigationFofFvicinalFamideFgroupFanchimericFassistanceFinFetherFcleavageUF
JournalhofhOrganichChemistrySF2008SFbZSFYWaaTbZ 4.2 9

56 nomputationFofFPhotochemicalF“eactionFxechanismsFinFzrganicFnhemistryUFTheoreticalhandh
ComputationalhChemistrySF2005SFXaSFXdXTYYZ 9

55 –heFeffectFofFsolventFrelaxationFinFtheFultrafastFtimeTresolvedFspectroscopyFofFsolvatedF
benzophenoneUFPhotochemicalhandhPhotobiologicalhSciencesSF2018SFXbSFZYZTZZX 4.2 8

54
”ubstituentTcontrolledFphotoisomerizationFinFretinalFchromophoreFmodelseFqluorinatedFandF
methoxyTsubstitutedFprotonatedF”chiffFbasesUFJournalhofhPhotochemistryhandhPhotobiologyhA:h
ChemistrySF2007SFXdWSFY]cTYbZ

4.7 8

53 nano˛”eFlFcalculusFforFtheFmodelingFandFsimulationFofFnanoFdevicesUFTheoreticalhComputerhScienceSF
2008SF[WcSFXbTZW 1.1 8

(2008-2017)
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52 ”pectralF–uningFandFPhotoisomerizationFpfficiencyFinFPushTPullFlzobenzeneseFoesigningFPrinciplesUF
JournalhofhPhysicalhChemistryhASF2020SFXY[SFd]XZTd]YZ 2.8 8

51 QxVxxFyonadiabaticFoynamicseFtheF”sl“nVnzm“lxxFlpproachUFJournalhofhChemicalhTheoryhandh
ComputationSF2021SFXbSF[aZdT[a[b 6.4 8

50 –heoreticalFxodelFofFtheFProtochlorophyllideFzxidoreductaseFfromFaFsierarchyFofFProtocolsUF
JournalhofhPhysicalhChemistryhBSF2018SFXYYSFbaacTbacX 3.4 7

49 ”pectroscopicFPropertiesFofFqormaldehydeFinFlqueousF”olutioneFtnsightsFfromFnarTParrinelloFandF
–ooq–Vnl”P–YFnalculationsUFJournalhofhChemicalhTheoryhandhComputationSF2010SFaSFZ[WZTd 6.4 7

48 ”ignificanceFofFaFκwitterionicF”tateFforFqulgideFPhotochromismeFtmplicationsFforFtheFoesignFofF
ximicsUFAngewandtehChemieSF2010SFXYYSFYdb]TYdbc 3.6 7

47
 nveilingFtheFspatialFdistributionFofFmolecularFcoherencesFatFconicalFintersectionsFbyFcovarianceF
−TrayFdiffractionFsignalsUFProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericaSF2021SFXXcSF

11.5 7

46 QxVxxFPhotodynamicsFofF“etinalFinFtheFnhannelrhodopsinFnhimeraFnXnYFwithFzxZVx“ntUF
ChemPhotoChemSF2019SFZSFXWbTXXa 3.3 7

45 qirstTprinciplesFcharacterizationFofFtheFsingletFexcitedFstateFmanifoldFinFoylV“ylFnucleobasesUF
PhysicalhChemistryhChemicalhPhysicsSF2020SFYYSFX][daTX]]Wc 3.6 6

44 –heFroleFofFtheFintersectionFspaceFinFtheFphotochemistryFofFtricycloπZUZUWUWOYSaP]octaTZSbTdieneUF
JournalhofhPhysicalhChemistryhASF2007SFXXXSFYcZWTc 2.8 6

43
ParameterizationFofFaFlinearFvibronicFcouplingFmodelFwithFmulticonfigurationalFelectronicFstructureF
methodsFtoFstudyFtheFquantumFdynamicsFofFphotoexcitedFpyreneUFJournalhofhChemicalhPhysicsSF2021
SFX][SFXW[XWa

3.9 6

42 pxcitedT”tateFlbsorptionFofF racilFinFtheFrasFPhaseeFxappingFtheFxainFoecayFPathsFbyFoifferentF
plectronicF”tructureFxethodsUFJournalhofhChemicalhTheoryhandhComputationSF2021SFXbSFXaZcTXa]Y 6.4 6

41 i”Ppn–“zyeFlFsimulationFinterfaceFforFlinearFandFnonlinearFspectraFwithFabTinitioFquantumF
chemistryFsoftwareUFJournalhofhComputationalhChemistrySF2021SF[YSFa[[Ta]d 3.5 6

40 nonvergingFmanyTbodyFcorrelationFenergiesFbyFmeansFofFsequenceFextrapolationUFJournalhofh
ChemicalhPhysicsSF2018SFX[cSFWZ[XWb 3.9 5

39
lnalysisFofFtheFvibronicFstructureFofFtheFtransTstilbeneFfluorescenceFandFexcitationFspectraeFtheF”F
andF”FPp”FalongFtheFnπdoubleFbondSFlengthFasFmTdash]nFandFnTnFtorsionsUFPhysicalhChemistryh
ChemicalhPhysicsSF2017SFXdSFY]Wd]TY]XW[

3.6 5

38
PhotoelectrochromismFinFtheF“etinalFProtonatedF”chiffFmaseFnhromophoreeFPhotoisomerizationF
”peedFandF”electivityFunderFaFsomogeneousFplectricFqieldFatFoifferentFzperationalF“egimesUF
JournalhofhChemicalhTheoryhandhComputationSF2016SFXYSF[[aWTb]

6.4 5

37 –ransFcisFisomerizationFinFlongFlinearFpolyenesFasFbetaTcaroteneFmodelseFaFcomparativeFnl”TP–YFandF
oq–FstudyUFMolecularhPhysicsSF1997SFdYSFZ]dTZa[ 1.7 4

36 nzm“lxxeFlF–unableFQxVxxFlpproachFtoFnomplexFxolecularFlrchitecturesUFxodellingFtheF
pxcitedFandFrroundF”tateFPropertiesFofF”izedFxolecularF”ystemsUFAIPhConferencehProceedingsSF2007SF 0 4

35  ltravioletFvisioneFphotophysicalFpropertiesFofFtheFunprotonatedFretinylF”chiffFbaseFinFtheF”iberianF
hamsterFconeFpigmentUFTheoreticalhChemistryhAccountsSF2016SFXZ]SFX 1.9 4
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34 –etrapeptideFunfoldingFdynamicsFfollowedFbyFcoreTlevelFspectroscopyeFaFfirstTprinciplesFapproachUF
PhysicalhChemistryhChemicalhPhysicsSF2015SFXbSFXXYadTba 3.6 3

33 lufspaltungFdesFWellenpaketsFundFooppelpfadToesaktivierungFimFphotoangeregtenF”ehpigmentF
tsorhodopsinUFAngewandtehChemieSF2014SFXYaSFY]ZbTY][X 3.6 3

32 ”tructureFofFtheFnonicalFtntersectionsForivingFtheFcisâ��transFPhotoisomerizationFofFnonjugatedF
xolecules´¶UFPhotochemistryhandhPhotobiologySF2007SFbaSFaYYTaZZ 3.6 3

31 –rackingFexcitedFstateFdecayFmechanismsFofFpyrimidineFnucleosidesFinFrealFtime 3

30 lFnovelFspectroscopicFwindowFonFconicalFintersectionsFinFbiomoleculesUFProceedingshofhthehNationalh
AcademyhofhScienceshofhthehUnitedhStateshofhAmericaSF2020SFXXbSFYa]]ZTYa]]] 11.5 3

29 –owardsFlccurateF”imulationFofF–woToimensionalFplectronicF”pectroscopyUFTopicshinhCurrenth
ChemistryhCollectionsSF2019SFaZTXXY 1.8 3

28 –ailoredFnoumarinFoyesFforFPhotoredoxFnatalysiseFnalculationSF”ynthesisSFandFplectronicFPropertiesUF
ChemCatChemSF2021SFXZSFdcXTdcd 5.2 3

27 xanipulatingFnoreFpxcitationsFinFxoleculesFbyF−T“ayFnavitiesUFPhysicalhReviewhLettersSF2021SFXYaSFW]ZYWX7.4 3

26 –rackingFexcitedFstateFdecayFmechanismsFofFpyrimidineFnucleosidesFinFrealFtimeUUFNatureh
CommunicationsSF2021SFXYSFbYc] 17.4 3

25 PhotochemistryeFnaughtFinFtheFactUFNaturehChemistrySF2017SFdSF]WaT]Wb 17.6 2

24 –ernaryFnomplexFqormationFandFPhotoactivationFofFaFPhotoenzymeF“esultsFinFllteredFProteinF
oynamicsUFJournalhofhPhysicalhChemistryhBSF2019SFXYZSFbZbYTbZc[ 3.4 2

23 lnFabFinitioF”tudyFofFoecayFxechanismFofFldenineeFtheFqacileFPathFofFtheFlminoFysFmondFnleavageUF
AIPhConferencehProceedingsSF2007SF 0 2

22 tnF”ilicoF ltrafastFyonlinearF”pectroscopyFxeetsFpxperimentseF–heFnaseFofFPeryleneFmisimideFoyeUF
JournalhofhChemicalhTheoryhandhComputationSF2021SFXbSFbXZ[TbX[] 6.4 2

21 PolymerizationFtsomerismFinFnoTxFOxFhFnuSFlgSFluPFnarbonylFnlusterseF”ynthesisSF”tructuresFandF
nomputationalFtnvestigationUFMoleculesSF2021SFYaSF 4.8 2

20
mimetallicFnoâ��xFOxFhFnuSFlgSFandFluPFnarbonylFnomplexesF”upportedFbyFyTseterocyclicFnarbeneF
wigandseF”ynthesisSF”tructuresSFnomputationalFtnvestigationSFandFnatalysisFforFlmmoniaFmoraneF
oehydrogenationUFOrganometallicsSF2021SF[WSFYbY[TYbZ]

3.8 2

19 znFtheForiginFofFcontrolledFanisotropicFgrowthFofFmonodisperseFgoldFnanobipyramidsUFNanoscaleSF
2021SFXZSFX]YdYTX]ZWW 7.7 2

18 oiffractiveFtmagingFofFnonicalFtntersectionsFlmplifiedFbyF“esonantFtnfraredFqieldsUFJournalhofhtheh
AmericanhChemicalhSocietySF2021SFX[ZSFXZcWaTXZcX] 16.4 2

17 tntersystemFcrossingFinFthiobasesFproceedsFbyFaFdarkFintermediateFstateUFEPJhWebhofhConferencesSF
2019SFYW]SFXWWW] 0.3 1

(2019-2015)
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16 PhotoinducedFqorwardFandFmackwardFPedaloT–ypeFxotionFofFaFxolecularF”witchUFJournalhofh
PhysicalhChemistryhLettersSF2020SFXXSF[b[XT[b[a 6.4 1

15
 ltrafastFnarotenoidFtoF“etinalFpnergyF–ransferFinF−anthorhodopsinF“evealedFbyFtheFnombinationF
ofF–ransientFlbsorptionFandF–woToimensionalFplectronicF”pectroscopyUFChemistryhyhAhEuropeanh
JournalSF2018SFY[SFXYWc[TXYWdY

4.8 1

14 tntrinsicallyFnompetitiveFPhotoinducedFPolycyclizationFandFooubleTmondF”hiftFthroughFaFmoatlikeF
nonicalFtntersectionUFAngewandtehChemieSF2001SFXXZSFX]X[TX]Xa 3.6 1

13  nifiedFoescriptionFofF ltrafastFpxcitedF”tateFoecayFProcessesFinFppigeneticFoeoxycytidineF
oerivativesUFJournalhofhPhysicalhChemistryhLettersSF2021SFXYSFXXWbWTXXWbb 6.4 1

12 nontrolFofFProtonatedF”chiffFmaseFpxcitedF”tateFoecayFwithinF¶isualFProteinFximicseFlF nifiedF
xodelFforF“etinalFnhromophoresUFChemistryhyhAhEuropeanhJournalSF2021SFYbSFXaZcdTXa[WW 4.8 1

11 –ailoringF”pectralFandFPhotochemicalFPropertiesFofFmioinspiredF“etinalFximicsFbyFinF”ilicoF
pngineeringUFAngewandtehChemiehyhInternationalhEditionSF2020SF]dSFYWaXdTYWaYb 16.4 1

10 yonadiabaticFxolecularFoynamicsF”tudyFofFtheF“elaxationFPathwaysFofFPhotoexcitedF
nyclooctatetraeneUFJournalhofhPhysicalhChemistryhLettersSF2021SFXYSF]bXaT]bYY 6.4 1

9 yearT ltravioletFnircularFoichroismFandF–woToimensionalF”pectroscopyFofFPolypeptidesUFMoleculesSF
2021SFYaSF 4.8 1

8 nonicalFtntersectionFPassagesFofFxoleculesFProbedFbyF−TrayFoiffractionFandF”timulatedF“amanF
”pectroscopyUUFJournalhofhPhysicalhChemistryhLettersSF2021SFXYSFXYZWWTXYZWd 6.4 1

7 PhotoTlctiveFmiologicalFxolecularFxaterialseFqromFPhotoinducedFoynamicsFtoF–ransientFplectronicF
”pectroscopiesUFChallengeshandhAdvanceshinhComputationalhChemistryhandhPhysicsSF2021SFbbTX[Y 0.7 0

6  ¶TlightFinducedFvibrationalFcoherencesFexplainFvashaFruleFviolationFinFfransTazobenzeneUFEPJhWebh
ofhConferencesSF2019SFYW]SFWdWXa 0.3

5 nonicalFintersectionFdynamicsFofFpyrimidineFnucleosidesFtrackedFwithFsubTYWTfsF ¶FpulsesUFEPJhWebh
ofhConferencesSF2019SFYW]SFXWWWb 0.3

4 nl”T”nqFandFxxT¶mFoynamicseFlpplicationsFtoFzrganicFPhotochemistryUFLecturehNoteshinhQuantumh
ChemistryhIISF2000SFX]WTX]] 0.6

3 ”pectralF–uningFandFPhotochemicalF“eactivityFnontrolFinFmiologicalFnhromophoresF2006SFXYdYTXYdY

2 PotentialFpnergyF”urfacesFforF ltrafastFPhotochemistryeF”hortFnhainFPolyenesFandFProtonatedF
”chiffFmasesUFSpringerhSerieshinhChemicalhPhysicsSF1998SFaXYTaX[ 0.3

1 –ailoringF”pectralFandFPhotochemicalFPropertiesFofFmioinspiredF“etinalFximicsFbyFinF”ilicoF
pngineeringUFAngewandtehChemieSF2020SFXZYSFYWcWWTYWcWc 3.6
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