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ChemicalhScienceXK2019XK^]XK^^]^aY^^]__ 9.4 34
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114 –tructuralKandKphotochemicalKpropertiesKofKorganosilverKreactiveKintermediatesK{eog_TWUKandK
Phog_TWUZKJournalhofhPhysicalhChemistryhAXK2011XK^^cXKg^_]Ye 2.8 23
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PredictingKfluorescenceKquantumKyieldsKforKmoleculesKinKsolutionhKoKcriticalKassessmentKofKtheK
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101 sxploringKultrafastKdynamicsKofKpyrazineKbyKtimeYresolvedKphotoelectronKimagingZKJournalhofh
PhysicalhChemistryhAXK2014XK^^fXKfbaeYbc 2.8 16

100 zaserYinducedKfluorescenceKofKfreeKdiamondoidKmoleculesZKPhysicalhChemistryhChemicalhPhysicsXK
2015XK^eXKbeagYbg 3.6 15

99 TheKnatureKofKelectronicKexcitationsKatKtheKmetalYbioorganicKinterfaceKillustratedKonKhistidineYsilverK
hybridsZKPhysicalhChemistryhChemicalhPhysicsXK2014XK^dXK^_ceYd^ 3.6 15

98 –ynthesisKandK–pectroscopicKqharacterizationKofKriphenylargentateXK[TqdvcU_og]TZUZKJournalhofh
PhysicalhChemistryhLettersXK2012XKaXK^^geY_]^ 6.4 15

97 sxcitonKlocalizationKinKexcitedYstateKdynamicsKofKaKtetraceneKtrimerhKaKsurfaceKhoppingKzqYTrrtTpK
studyZKPhysicalhChemistryhChemicalhPhysicsXK2018XK_]XK_cggcY_d]]e 3.6 15

96 metatozqO}hKoKProgramKPackageKforKoutomaticK–amplingKofKqonicalKwntersectionK–eamsK°singK
{ultistateK{etadynamicsZKJournalhofhChemicalhTheoryhandhComputationXK2019XK^cXKabc]Yabd] 6.4 14

95 }onlinearKabsorptionKdynamicsKusingKfieldYinducedKsurfaceKhoppinghKzincKporphyrinKinKwaterZK
ChemPhysChemXK2013XK^bXK^aeeYfd 3.2 14
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92 sxcitedKstatesKfromKquantumK{onteKqarloKinKtheKbasisKofK–laterKdeterminantsZKJournalhofhChemicalh
PhysicsXK2014XK^b^XK^gb^]b 3.9 13
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2.3 13
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calculationsKcomparedKtoKexperimentalKresultsZKJournalhofhChemicalhPhysicsXK2004XK^_^XKgg]dY^d 3.9 12

87 °ltrafastK”esonanceKsnergyKTransferKinKsthyleneYpridgedKpOrwP−KveterooligomershKtromKtrenkelK
toKtˆ¶rsterKqouplingKzimitZKJournalhofhthehAmericanhChemicalhSocietyXK2021XK^baXKeb^bYeb_c 16.4 12

86 riborenehKuenerationKandKPhotoelectronK–pectroscopyKofKanKwnorganicKpiradicalZKJournalhofhPhysicalh
ChemistryhLettersXK2018XKgXKcg_^Ycg_c 6.4 12

85 PhotodissociationKdynamicsKofKpropargyleneXKvqqqvZKPhysicalhChemistryhChemicalhPhysicsXK2014XK^dXKd_gbYa]_3.6 11

84 pz°tKhydrogenKnetworkKdynamicsKandK°ä[äisKspectrahKaKcombinedKmolecularKdynamicsKandK
quantumKchemicalKstudyZKJournalhofhComputationalhChemistryXK2012XKaaXK__aaYb_ 3.5 11

83 slectronicKstructureKsimilaritiesKinKPbTxU–bTyUTYUKandK–nTxUpiTyUTYUKclustersZKJournalhofhPhysicalh
ChemistryhAXK2011XK^^cXK^]_edYf] 2.8 11

82 –ilverKclusterKchromophoresKforKabsorptionKenhancementKofKpeptidesZKJournalhofhPhysicalhChemistryh
AXK2009XK^^aXKaefaYf 2.8 11

81 °ltrafastKdynamicsKinKatomicKclustershKanalysisKandKcontrolZKProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaXK2006XK^]aXK^]cgbYg 11.5 11

80 smissiveKpropertiesKofKsilverKparticlesKatKsilverKoxideKsurfaceKdefectsZKAppliedhPhysicshA:hMaterialsh
SciencehandhProcessingXK2006XKf_XK^^eY^_a 2.6 11

79 rifferentKapproachesKforKtheKcalculationKofKelectronicKexcitedKstatesKofKnonstoichiometricKalkaliK
halideKclustershKtheKexampleKofK}aatZKJournalhofhChemicalhPhysicsXK2004XK^_^XKgfgfYg]c 3.9 11

78
ravydovYtypeKexcitonicKeffectsKonKtheKabsorptionKspectraKofKparallelYstackedKandKherringboneK
aggregatesKofKpentacenehKTimeYdependentKdensityYfunctionalKtheoryKandKtimeYdependentK
densityYfunctionalKtightKbindingZKJournalhofhChemicalhPhysicsXK2018XK^bgXK^ab^^^

3.9 11

77 temtosecondKdynamicsKofKtheK_YmethylallylKradicalhKoKcomputationalKandKexperimentalKstudyZK
JournalhofhChemicalhPhysicsXK2017XK^beXK]^ag]_ 3.9 9

76 wmpactKofKsubstituentsKonKmolecularKpropertiesKandKcatalyticKactivitiesKofKtrinuclearK”uKmacrocyclesK
inKwaterKoxidationZKChemicalhScienceXK2020XK^^XKedcbYeddb 9.4 9

75 TransientKabsorptionKspectraKofKexcitationKenergyKtransferKinKsupramolecularKcomplexeshKoKmixedK
quantumYclassicalKdescriptionKofKpheophorbideYaKsystemsZKChemicalhPhysicshLettersXK2012XKc__XK^]aY^]e 2.5 9
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74 –peciationKofKcopperYpeptideKcomplexesKinKwaterKsolutionKusingKrtTpKandKrtTKapproacheshKcaseKofK
theK[quTvuuuUTPyU]KcomplexZKJournalhofhPhysicalhChemistryhBXK2012XK^^dXKd_c]Yd] 3.4 9

73 OpticalKpropertiesKofKsmallKsilverKclustersKsupportedKatK{gOZKEuropeanhPhysicalhJournalhDXK2007XKbcXKbe^Ybed1.3 9

72 recipheringKenvironmentKeffectsKinKpeptideKbondKsolvationKdynamicsKbyKexperimentKandKtheoryZK
PhysicalhChemistryhChemicalhPhysicsXK2017XK^gXK__cdbY__ce_ 3.6 8

71 TimeY”esolvedK–tudyKofK^XfY}aphthalicKonhydrideKandK^XbXcXfY}aphthaleneYtetracarboxylicK
rianhydrideZKJournalhofhPhysicalhChemistryhAXK2015XK^^gXKd]]dY^d 2.8 8

70 pinaryK}eutralK{etalKOxideKqlustersKwithKOxygenK”adicalKqentersKforKqatalyticKOxidationK”eactionshK
tromKqlusterK{odelsKTowardK–urfacesZKJournalhofhPhysicalhChemistryhCXK2012XK^^dXK^^ce]Y^^ceb 3.8 8

69 °niqueKopticalKpropertiesKofKsilverKclusterYbiochromophoreKhybridshKqomparisonKwithKcopperKandK
goldZKChemicalhPhysicshLettersXK2011XKc]^XK_^^Y_^b 2.5 8

68 TheKgasYphaseKchemistryKofKcisYdiammineplatinumTwwUKcomplexeshKaKjointKexperimentalKandK
theoreticalKstudyZKChemPhysChemXK2006XKeXK^eegYfc 3.2 8

67 qlusterKpropertiesKinKtheKregimeKinKwhichKeachKatomKcountsZKComputationalhMaterialshScienceXK2006XK
acXK^c^Y^ce 3.2 8

66 –izeKrependenceKofK}onY”adiativeKrecayK”atesKinKxYoggregatesZKJournalhofhPhysicalhChemistryhAXK
2020XK^_bXK^]^baY^]^c^ 2.8 8

65 sxcitedKstateKnonadiabaticKdynamicsKofKbareKandKhydratedKanionicKgoldKclustersKouaTYU[v_O]nKTnKkK
]Y_UZKPhysicalhChemistryhChemicalhPhysicsXK2016XK^fXKdb^^Yg 3.6 7

64 temtosecondKtimeYresolvedKphotoelectronKspectroscopyKofKtheKbenzylKradicalZKPhysicalhChemistryh
ChemicalhPhysicsXK2017XK^gXK^_adcY^_aeb 3.6 7

63
sxploringKtheKsxcitedY–tateKrynamicsKofKvydrocarbonK”adicalsXKpiradicalsXKandKqarbenesK°singK
TimeY”esolvedKPhotoelectronK–pectroscopyKandKtieldYwnducedK–urfaceKvoppingK–imulationsZK
JournalhofhPhysicalhChemistryhAXK2019XK^_aXK^]dbaY^]dd_

2.8 7

62 rynamicKexcitonKlocalisationKinKaKpyreneYpOrwP−YpyreneKdyeKconjugateZKPhysicalhChemistryhChemicalh
PhysicsXK2019XK_^XKg]^aYg]_c 3.6 7

61 obKinitioKsimulationsKofKlightKpropagationKinKsilverKclusterKnanostructuresZKPhysicalhReviewhBXK2014XK
fgXK 3.3 7

60 {ultistateK}onadiabaticKrynamicsKâ��onKtheKtlyâ��KinKqomplexK–ystemsKandKwtsKqontrolKbyKzaserKtieldesZK
AdvancedhSerieshinhPhysicalhChemistryXK2011XKbgeYcdf 7

59
sxperimentalKandKtheoreticalK_pKcoreYlevelKspectraKofKsizeYselectedKgasYphaseKaluminumKandKsiliconK
clusterKcationshKchemicalKshiftsXKgeometricKstructureXKandKcoordinationYdependentKscreeningZK
PhysicalhChemistryhChemicalhPhysicsXK2019XK_^XKddc^Yddd^

3.6 6

58 sxcitedKstateKdynamicsKandKtimeYresolvedKphotoelectronKspectroscopyKofKparaYxylyleneZKFaradayh
DiscussionsXK2018XK_^_XKfaY^]] 3.6 6

57 {ultistateKmetadynamicsKforKautomaticKexplorationKofKconicalKintersectionsZKPhysicalhReviewhAXK
2018XKgeXK 2.6 6
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56 –ilverKclusterKinducedKabsorptionKenhancementKandKconformationKcontrolKofKpeptidesZKEuropeanh
PhysicalhJournalhDXK2009XKc_XK_]aY_]d 1.3 6

55 TheoreticalKstudyKofKstructuralKandKopticalKpropertiesKofKsmallKsilverKandKgoldKclustersKatKdefectK
centersKofK{gOZKPhysicahStatushSolidihsBt:hBasichResearchXK2010XK_beXKn[aYn[a 1.3 6

54 OpticalKabsorptionKofKisolatedKsilverKclusterYtryptophanhKoKjointKexperimentalKandKtheoreticalKstudyZK
EuropeanhPhysicalhJournalhDXK2007XKbaXK_ecY_ef 1.3 6

53 rirectKobservationKofKYbenzyneKformationKinKphotochemicalKhexadehydroYrielsYolderKTYvrroUK
reactionsZKChemicalhScienceXK2020XK^^XKg^gfYg_]f 9.4 6

52 TheKOpticalK–pectrumKofKouZKAngewandtehChemiehyhInternationalhEditionXK2020XKcgXK_^b]aY_^b]f 16.4 6

51 °ltrafastK”ingYOpeningK”eactionKofK^XaYqyclohexadienehKwdentificationKofK}onadiabaticKPathwayKviaK
roublyKsxcitedK–tateZKJournalhofhthehAmericanhChemicalhSocietyXK2021XK^baXKf]abYf]bc 16.4 6

50 sxcitationKenergyKtransportKinKr}oKmodelledKbyKmultiYchromophoricKfieldYinducedKsurfaceKhoppingZK
PhysicalhChemistryhChemicalhPhysicsXK2020XK__XK^dcadY^dcc^ 3.6 5

49 sxcitonicKPropertiesKofKOrderedK{etalK}anoclusterKorrayshK_rK–ilverKqlustersKatK{ultiporphyrinK
TemplatesZKJournalhofhPhysicalhChemistryhAXK2016XK^_]XKbbdcYe_ 2.8 5

48 äibrationallyKresolvedKopticalKspectraKandKultrafastKelectronicKrelaxationKdynamicsKofKdiamantaneZK
PhysicalhChemistryhChemicalhPhysicsXK2016XK^fXKfe]^Yg 3.6 5

47 TheoreticalKstudyKofKstructuralKandKopticalKpropertiesKofKnobleKmetalKclusterYdipeptideKhybridsKatK
defectKcentersKofK{gOZKPhysicalhChemistryhChemicalhPhysicsXK2012XK^bXKgaa]Yc 3.6 5

46 wnvestigatingK”eactiveK–uperoxideK°nitsKpoundKtoKZirconiumKOxideKqationsZKJournalhofhPhysicalh
ChemistryhCXK2011XK^^cXK_^ccgY_^cdd 3.8 5

45 PhotostabilizationKofKtheKultracoldK”b_moleculeKbyKoptimalKcontrolZKJournalhofhPhysicshB:hAtomicwh
MolecularhandhOpticalhPhysicsXK2006XKagXK–^]baY–^]ca 1.3 5

44 }onYadiabaticKdynamicsKaroundKaKconicalKintersectionKwithKsurfaceYhoppingKcoupledKcoherentK
statesZKJournalhofhChemicalhPhysicsXK2016XK^bbXK_ab^]f 3.9 5

43 sffectKofKvaryingKtheKTrYlcYrtTpKrangeYseparationKparameterKonKchargeKandKenergyKtransferKinKaK
modelKpentacene[buckminsterfullereneKheterojunctionZKJournalhofhChemicalhPhysicsXK2021XK^cbXK]cb^]_ 3.9 5

42 PhotochemicalKqhiralK–ymmetryKpreakingKinKolanineZKJournalhofhPhysicalhChemistryhAXK2016XK^_]XKfgedYfgf_2.8 4

41 sxploringKsimilaritiesKinKreactivityKofKsuperatomKspecieshKaKcombinedKtheoreticalKandKexperimentalK
investigationZKPhysicalhChemistryhChemicalhPhysicsXK2012XK^bXK^fbdYg 3.6 4

40 qationKinducedKelectrochromismKinK_XbYdinitrophenylhydrazineKTr}PvUhKTuningKopticalKpropertiesKofK
aromaticKringsZKChemicalhPhysicshLettersXK2013XKce]XK__Y_c 2.5 4

39 TailoringKtheKchemicalKreactivityKandKopticalKpropertiesKofKclustersKbyKsizeXKstructuresKandKlasersZK
EuropeanhPhysicalhJournalhDXK2005XKabXK^^aY^^f 1.3 4

(2005-2009)
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38 qorrelatingK}anoscaleKOpticalKqoherenceKzengthKandK{icroscaleKTopographyKinKOrganicK{aterialsK
byKqoherentKTwoYrimensionalK{icrospectroscopyZKNanohLettersXK2020XK_]XKdbc_Ydbcf 11.5 4

37 sxcimerKformationKdynamicsKinKtheKisolatedKtetraceneKdimerZKChemicalhScienceXK2021XK^_XK^^gdcY^^gec 9.4 4

36 roKüylylenesKwsomerizeKinKPyrolysismZKChemPhysChemXK2020XK_^XK^c^cY^c^f 3.2 3

35 OptimalKcontrolKofKlightKpropagationKandKexcitonKtransferKinKarraysKofKmolecularYlikeKnobleYmetalK
clustersZKPhysicalhReviewhBXK2015XKg^XK 3.3 3

34 uenerationKofKOxygenK”adicalKqentersKinKpinaryK}eutralK{etalKOxideKqlustersKforKqatalyticK
OxidationK”eactionsZKAngewandtehChemiehyhInternationalhEditionXK2010XKbgXK__e_Y__e_ 16.4 3

33 TheoreticalKapproachKforKsimulationKofKfemtosecondKspectrahK}ewKstrategiesKforKoptimalKcontrolKofK
complexKsystemsZKInternationalhJournalhofhQuantumhChemistryXK2004XKggXKb]fYb_] 2.1 3

32 onalysisKandKcontrolKofKsmallKisolatedKmolecularKsystemsK2007XK_cY^c_ 3

31 qollectiveK”esponseKinKr}oY–tabilizedK–ilverKqlusterKossembliesKfromKtirstYPrinciplesK–imulationsZK
JournalhofhPhysicalhChemistryhLettersXK2019XK^]XKeffbYeffg 6.4 3

30 slectronicKrelaxationKofKaqueousKaminoazobenzenesKstudiedKbyKtimeYresolvedKphotoelectronK
spectroscopyKandKsurfaceKhoppingKTrrtTKdynamicsKcalculationsZKFaradayhDiscussionsXK2021XK__fXK__dY_b 3̂.6 3

29 risentanglingKtheKphotochemistryKofKbenzocyclobutenedioneZKPhysicalhChemistryhChemicalhPhysicsXK
2018XK_]XK^cbabY^cbbb 3.6 3

28 tirstYprinciplesKsimulationKofKlightKpropagationKandKexcitonKdynamicsKinKmetalKclusterK
nanostructuresZKAppliedhPhysicshB:hLasershandhOpticsXK2016XK^__XK^ 1.9 2

27 roublyKqhargedK–ilverKqlustersK–tabilizedKbyKTryptophanhKogb_WKasKanKOpticalK{arkerKforK
{onitoringKParticleKurowthZKAngewandtehChemieXK2011XK^_aXKg]fYg^^ 3.6 2

26 uasYPhaseK–ynthesisKandKwntenseKäisibleKobsorptionKofKTryptophanâ��uoldKqationsZKAngewandteh
ChemieXK2009XK^_^XKegdgYege_ 3.6 2

25 onalysisKandKqontrolKofK°ltrafastKrynamicsKinKqlustershKTheoryKandKsxperimentZKAdvanceshinh
ChemicalhPhysicsXK2005XK^egY_bd 2

24 TheKOpticalK–pectrumKofKou_WZKAngewandtehChemieXK2020XK^a_XK_^cfeY_^cg_ 3.6 2

23 –olventKwnducedKvelixKtoldingKofKrefinedKwndolenineK–quaraineKOligomersZKChemistryhyhAhEuropeanh
JournalXK2021XK_eXKfaf]Yfafg 4.8 2

22 °ltrafastKsnergyKTransferKrynamicsKinKaK–quaraineKveterotriadZKJournalhofhPhysicalhChemistryhAXK
2021XK^_cXK_c]bY_c^^ 2.8 2

21 °ltrafastKPhotodynamicsKofKulucoseZKJournalhofhPhysicalhChemistryhBXK2018XK^__XK^gY_e 3.4 2
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20 oKblockKxacobiKmethodKforKcomplexKskewYsymmetricKmatricesKwithKapplicationsKinKtheK
timeYdependentKvariationalKprincipleZKComputerhPhysicshCommunicationsXK2018XK_a^XK^feY^ge 4.2 1

19 rynamicalKaspectsKandKtheKroleKofKwä”KforKtheKreactivityKofKnobleKmetalKclustersKtowardsKmolecularK
oxygenZKEuropeanhPhysicalhJournalhDXK2007XKbaXK_]^Y_]b 1.3 1

18 °ltrafastKdynamicsKinKnobleKmetalKclustershKTheKroleKofKinternalKvibrationalKredistributionZKChemicalh
PhysicsXK2008XKac]XK^^^Y^^e 2.3 1

17 }ewKstrategyKforKoptimalKcontrolKofKfemtosecondKpumpYdumpKprocessesKapplicableKtoKsystemsKofK
moderateKcomplexityZKEuropeanhPhysicalhJournalhDXK2003XK_bXK^eeY^f] 1.3 1

16 yineticsKandKequilibriumKofKsmallKmetallicKclustershKobKinitioKconfinementKmolecularKdynamicsKstudyK
ofKbZKEuropeanhPhysicalhJournalhDXK2003XK_bXKbcYbf 1.3 1

15 qomplexKsystemsKinKtheKgasKphaseK2007XK^caY_cd 1

14 temtosecondKTimeKandKongleK”esolvedKPhotoemissionK–pectroscopyKofKziquidsZKSpringerh
ProceedingshinhPhysicsXK2015XKa]cYa]f 0.2 1

13 TetraiododiboraneTbUKTpKwKUKisKaKPolymerKpasedKonKspKporonKinKtheK–olidK–tateZKAngewandtehChemiehyh
InternationalhEditionXK2020XKcgXKcca^Yccac 16.4 1

12 qomparisonKofKmovingKandKfixedKbasisKsetsKforKnonadiabaticKquantumKdynamicsKatKconicalK
intersectionsZKChemicalhPhysicsXK2020XKc_fXK^^]c_d 2.3 1

11 wsolatedK_YhydroxypyreneKandKitsKdimerhKaKfrequencyYKandKtimeYresolvedKspectroscopicKstudyZKNewh
JournalhofhChemistryXK2021XKbcXK^bgbgY^bgcd 3.6 1

10 TheK”oleKofK{olecularKorrangementKonKtheK–tronglyKqoupledKsxcitonâ��PlasmonKPolaritonKrispersionK
inK{etalâ��OrganicKvybridK–tructuresZKJournalhofhPhysicalhChemistryhCXK2022XK^_dXKb^daYb^e^ 3.8 1

9 OnKtheKquantumKandKclassicalKcontrolKofKlaserYdrivenKisomerizationKinKtheKöignerKrepresentationZK
JournalhofhChemicalhPhysicsXK2021XK^cbXK^eb^]a 3.9 0

8 wnnentitelbildhKTheKOpticalK–pectrumKofKou_WKTongewZKqhemZKbf[_]_]UZKAngewandtehChemieXK2020XK
^a_XK_^babY_^bab 3.6

7 PhotoYoxidationKbyKlaserKpulseKinducedKdesorptionKofKphthalocyaninesZKInternationalhJournalhofh
MasshSpectrometryXK2014XKadcYaddXKfgYg_ 1.9

6 oufklˆ⁄rungKderK–olvatationsdynamikKeinesKeinzelnenKöassermolekˆ…lsKdurchKwnfrarotspektroskopiehK
TheorieKundKsxperimentZKAngewandtehChemieXK2014XK^_dXK^bfa]Y^bfab 3.6

5 {odificationKofKtheKsecondaryKstructureKofKangiotensinKwwKbyKsubstitutionKofKhydrogenKwithKqsK
cationshKanKexperimentalKandKtheoreticalKstudyZKPhysicalhChemistryhChemicalhPhysicsXK2012XK^bXKga]^Yc 3.6

4
TailoringKtunctionalityKofKqlustersKandKTheirKqomplexesKwithKpiomoleculesKbyK–izeXK–tructuresXKandK
zasersZKSciencehandhTechnologyhofhAtomicwhMolecularwhCondensedhMatterhandhBiologicalhSystemsXK2010XK
^XKbfcYc^d

3 onalysisKandKqontrolKofK°ltrafastKrynamicsKinKqlustersK2006XKbddYbef

(2006-2018)

11



2 TheoreticalK{ethodsKforK}onadiabaticKrynamicsKâ��onKtheKflyâ��KinKqomplexK–ystemsKandKitsKqontrolKbyK
zaserKtieldsZKProgresshinhTheoreticalhChemistryhandhPhysicsXK2012XK_ggYa_c 0.6

1 ribortetraiodidKTp_wbUKistKimKtestkˆ¶rperKeinKPolymerKausKspaYhybridisiertemKporZKAngewandteh
ChemieXK2020XK^a_XKccebYcceg 3.6
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