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98 ühotoluminescenceHandHconductivityHofHselfVassembledHpiVpiHstacksHofHperyleneHbisimideHdyesWH
ChemistryhyhAhEuropeanhJournalUH2007UH^aUHbadVbg 4.8 517

97 SvoRqhHabHwnitioH–olecularHrynamicsHwithHSurfaceHvoppingHinHtheHodiabaticHRepresentationH
wncludingHorbitraryHqouplingsWHJournalhofhChemicalhTheoryhandhComputationUH2011UHeUH^_caVf 6.4 329

96 öpen–olcashHtromHSourceHqodeHtoHwnsightWHJournalhofhChemicalhTheoryhandhComputationUH2019UH^cUHcg_cVcgdb6.4 310

95 –achineHlearningHmolecularHdynamicsHforHtheHsimulationHofHinfraredHspectraWHChemicalhScienceUH2017UH
fUHdg_bVdgac 9.4 237

94 oHgeneralHmethodHtoHdescribeHintersystemHcrossingHdynamicsHinHtrajectoryHsurfaceHhoppingWH
InternationalhJournalhofhQuantumhChemistryUH2015UH^^cUH^_^cV^_a^ 2.1 178

93 NonadiabaticHdynamicshHTheHSvoRqHapproachWHWileyhInterdisciplinaryhReviews:hComputationalh
MolecularhScienceUH2018UHfUHe^ae] 7.9 158

92 önHtheHgeometryHdependenceHofHmolecularHdimerHspectraHwithHanHapplicationHtoHaggregatesHofH
peryleneHbisimideWHChemicalhPhysicsUH2006UHa_fUHacbVad_ 2.3 157

91 temtosecondHwntersystemHqrossingHinHtheHrNoHNucleobaseHqytosineWHJournalhofhPhysicalhChemistryh
LettersUH2012UHaUHa]g]Vc 6.4 134

90 woqStVWeightedHatomVcenteredHsymmetryHfunctionsHasHdescriptorsHinHmachineHlearningHpotentialsWH
JournalhofhChemicalhPhysicsUH2018UH^bfUH_b^e]g 3.9 130

89 TheHoriginHofHefficientHtripletHstateHpopulationHinHsulfurVsubstitutedHnucleobasesWHNatureh
CommunicationsUH2016UHeUH^a]ee 17.4 110

88 sfficientHandHtlexibleHqomputationHofH–anyVslectronHWaveHtunctionHöverlapsWHJournalhofhChemicalh
TheoryhandhComputationUH2016UH^_UH^_]eV^g 6.4 100

87 wntersystemHqrossingHüathwaysHinHtheHNoncanonicalHNucleobaseH_VThiouracilhHoHTimeVrependentH
üictureWHJournalhofhPhysicalhChemistryhLettersUH2016UHeUH^gefVfa 6.4 97

86 –achineHlearningHenablesHlongHtimeHscaleHmolecularHphotodynamicsHsimulationsWHChemicalhScienceUH
2019UH^]UHf^]]Vf^]e 9.4 96

85 vighVrimensionalHNeuralHNetworkHüotentialsHforHörganicHReactionsHandHanHwmprovedHTrainingH
olgorithmWHJournalhofhChemicalhTheoryhandhComputationUH2015UH^^UH_^feVgf 6.4 87

84 UltrafastHintersystemHcrossingHdynamicsHinHuracilHunravelledHbyHabHinitioHmolecularHdynamicsWH
PhysicalhChemistryhChemicalhPhysicsUH2014UH^dUH_bb_aVad 3.6 80

83 –achineHzearningHforHslectronicallyHsxcitedHStatesHofH–oleculesWHChemicalhReviewsUH2021UH^_^UHgfeaVgg_d68.1 79

82 SingletHandHtripletHexcitedVstateHdynamicsHstudyHofHtheHketoHandHenolHtautomersHofHcytosineWH
ChemPhysChemUH2013UH^bUH_g_]Va^ 3.2 75
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81 qommunicationhHuow–SVVueneralizedHobHwnitioH–ultipleHSpawningHforHbothHinternalHconversionHandH
intersystemHcrossingHprocessesWHJournalhofhChemicalhPhysicsUH2016UH^bbUH^]^^]_ 3.9 74

80 qombiningHSchNetHandHSvoRqhHTheHSchNarcH–achineHzearningHopproachHforHsxcitedVStateH
rynamicsWHJournalhofhPhysicalhChemistryhLettersUH2020UH^^UHaf_fVafab 6.4 63

79 slectronicHandHstructuralHelementsHthatHregulateHtheHexcitedVstateHdynamicsHinHpurineHnucleobaseH
derivativesWHJournalhofhthehAmericanhChemicalhSocietyUH2015UH^aeUHbadfVf^ 16.4 58

78 NonVadiabaticHandHintersystemHcrossingHdynamicsHinHSö_WHwwWHTheHroleHofHtripletHstatesHinHtheHboundH
stateHdynamicsHstudiedHbyHsurfaceVhoppingHsimulationsWHJournalhofhChemicalhPhysicsUH2014UH^b]UH_]ba]_ 3.9 58

77 oHStaticHüictureHofHtheHRelaxationHandHwntersystemHqrossingH–echanismsHofHühotoexcitedH
_VThiouracilWHJournalhofhPhysicalhChemistryhAUH2015UH^^gUHgc_bVaa 2.8 55

76 NonadiabaticHabHinitioHmolecularHdynamicsHincludingHspinVorbitHcouplingHandHlaserHfieldsWHFaradayh
DiscussionsUH2011UH^caUH_d^VeaiHdiscussionH_gaVa^g 3.6 54

75 wnternalHconversionHandHintersystemHcrossingHpathwaysHinHUVHexcitedUHisolatedHuracilsHandHtheirH
implicationsHinHprebioticHchemistryWHPhysicalhChemistryhChemicalhPhysicsUH2016UH^fUH_]^dfVed 3.6 50

74 qyclobutaneHThymineHühotodimerizationH–echanismHRevealedHbyHNonadiabaticH–olecularH
rynamicsWHJournalhofhthehAmericanhChemicalhSocietyUH2016UH^afUH^cg^^V^cg^d 16.4 48

73 –achineHzearningHforHörganicHSynthesishHoreHRobotsHReplacingHqhemistsmWHAngewandtehChemiehyh
InternationalhEditionUH2018UHceUHdgefVdgf] 16.4 44

72 _VThiouracilHintersystemHcrossingHphotodynamicsHstudiedHbyHwavelengthVdependentHphotoelectronH
andHtransientHabsorptionHspectroscopiesWHPhysicalhChemistryhChemicalhPhysicsUH2017UH^gUH^gecdV^gedd 3.6 43

71 zocalHcontrolHtheoryHappliedHtoHmolecularHphotoassociationWHJournalhofhChemicalhPhysicsUH2007UH^_eUH]fb^^c3.9 42

70
qomparingHtheHaccuracyHofHhighVdimensionalHneuralHnetworkHpotentialsHandHtheHsystematicH
molecularHfragmentationHmethodhHoHbenchmarkHstudyHforHallVtransHalkanesWHJournalhofhChemicalh
PhysicsUH2016UH^bbUH^gb^^]

3.9 39

69 sxcitationHofHnucleobasesHfromHaHcomputationalHperspectiveHwwhHdynamicsWHTopicshinhCurrenth
ChemistryUH2015UHaccUHggV^ca 37

68 –ixedHquantumVclassicalHdynamicsHinHtheHadiabaticHrepresentationHtoHsimulateHmoleculesHdrivenHbyH
strongHlaserHpulsesWHJournalhofhPhysicalhChemistryhAUH2012UH^^dUH_f]]Ve 2.8 37

67 ühotoelectronHspectraHofH_VthiouracilUHbVthiouracilUHandH_UbVdithiouracilWHJournalhofhChemicalhPhysicsUH
2016UH^bbUH]eba]a 3.9 37

66
NeuralHnetworksHandHkernelHridgeHregressionHforHexcitedHstatesHdynamicsHofHqv_NvM__^TMhHtromH
singleVstateHtoHmultiVstateHrepresentationsHandHmultiVpropertyHmachineHlearningHmodelsWHMachineh
Learning:hSciencehandhTechnologyUH2020UH^UH]_c]]g

5.1 32

65 –achineHlearningHandHexcitedVstateHmolecularHdynamicsWHMachinehLearning:hSciencehandhTechnologyUH
2020UH^UH]ba]]^ 5.1 30

64 ristinguishingHchemicalHandHelectromagneticHenhancementHinHsurfaceVenhancedHRamanHspectrahH
TheHcaseHofHparaVnitrothiophenolWHJournalhofhRamanhSpectroscopyUH2013UHbbUH^bgeV^c]c 2.3 28
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63 odditiveHpolarizabilitiesHinHionicHliquidsWHPhysicalhChemistryhChemicalhPhysicsUH2016UH^fUH^ddcVe] 3.6 27

62 TheHrNoHnucleobaseHthymineHinHmotionHâ��HwntersystemHcrossingHsimulatedHwithHsurfaceHhoppingWH
ChemicalhPhysicsUH2017UHbf_UHgV^c 2.3 27

61 qontrolHofHnuclearHdynamicsHwithHstrongHultrashortHlaserHpulsesWHJournalhofhPhysicalhChemistryhAUH
2012UH^^dUH^^babVb] 2.8 27

60 qombinedHelectronicHandHnuclearHdynamicsHinHaHsimpleHmodelHsystemWHJournalhofhChemicalhPhysicsUH
2003UH^^gUHde_Vdeg 3.9 27

59 –olecularHorientationHviaHaHdynamicallyHinducedHpulseVtrainhHwaveHpacketHdynamicsHofHNawHinHaHstaticH
electricHfieldWHJournalhofhChemicalhPhysicsUH2004UH^_]UHcfe^Vb 3.9 26

58 StrongHtieldH–olecularHwonizationHinHtheHwmpulsiveHzimithHtreezingHVibrationsHwithHShortHüulsesWH
PhysicalhReviewhLettersUH2016UH^^dUH]da]]_ 7.4 25

57 obHinitioHmolecularHdynamicsHrelaxationHandHintersystemHcrossingHmechanismsHofHcVazacytosineWH
PhysicalhChemistryhChemicalhPhysicsUH2017UH^gUHcfffVcfgb 3.6 24

56 üerturbationalHtreatmentHofHspinVorbitHcouplingHforHgenerallyHapplicableHhighVlevelHmultiVreferenceH
methodsWHJournalhofhChemicalhPhysicsUH2014UH^b^UH]eb^]c 3.9 24

55 zocalHcontrolHofHtheHquantumHdynamicsHinHmultipleHpotentialHwellsWHJournalhofhChemicalhPhysicsUH2006
UH^_bUH]cba_c 3.9 23

54 üropertiesHofHwaveHpacketsHdeducedHfromHquantumHcontrolHfitnessHlandscapesWHEurophysicshLettersUH
2007UHf]UHca]]^ 1.6 22

53 zocalHcontrolHofHmolecularHfragmentationhHtheHroleHofHorientationWHJournalhofhChemicalhPhysicsUH2005UH
^_aUH_]ba_] 3.9 22

52 RevealingHreactivationHüathwaysHviddenHinHTimeVResolvedHühotoelectronHSpectraWHScientifich
ReportsUH2016UHdUHacc__ 4.9 21

51 ResonanceHRamanHspectraHofHorthoVnitrophenolHcalculatedHbyHrealVtimeHtimeVdependentHdensityH
functionalHtheoryWHJournalhofhChemicalhPhysicsUH2013UH^afUH]bb^]^ 3.9 21

50 reepHlearningHforHUVHabsorptionHspectraHwithHSchNarchHtirstHstepsHtowardHtransferabilityHinH
chemicalHcompoundHspaceWHJournalhofhChemicalhPhysicsUH2020UH^caUH^cb^^_ 3.9 21

49 SolvatochromicHsffectsHonHtheHobsorptionHSpectrumHofH_VThiocytosineWHJournalhofhPhysicalhChemistryh
BUH2017UH^_^UHc^feVc^gd 3.4 19

48 üredissociationHandHdissociationHdynamicsHinHquantumHcontrolHfieldsWHChemicalhPhysicshLettersUH2005UH
b]eUHbe^Vbed 2.5 19

47 SimulatedHandHsxperimentalHTimeVResolvedHühotoelectronHSpectraHofHtheHwntersystemHqrossingH
rynamicsHinH_VThiouracilWHMoleculesUH2018UH_aUH 4.8 19

46 NonadiabaticHdynamicsHandHmultiphotonHresonancesHinHstrongVfieldHmolecularHionizationHwithH
fewVcycleHlaserHpulsesWHPhysicalhReviewhAUH2016UHgaUH 2.6 18
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45 QuantumHcontrolHfieldsHfromHinstantaneousHdynamicsWHChemicalhPhysicshLettersUH2004UHagfUH^f]V^fc 2.5 18

44 üulseVshapeVdependentHstrongVfieldHionizationHviewedHwithHvelocityVmapHimagingWHPhysicalhReviewhA
UH2011UHfbUH 2.6 17

43 StarkHcontrolHofHaHchiralHfluoroethyleneHderivativeWHJournalhofhPhysicalhChemistryhAUH2012UH^^dUH_ebaVg 2.8 15

42 sxcitedHstateHdynamicsHofHqvwHandHqvprwHstudiedHwithHUVHpumpHVUVHprobeHphotoelectronH
spectroscopyWHJournalhofhChemicalhPhysicsUH2019UH^c]UH^eb_]^ 3.9 14

41 qhallengesHinHSimulatingHzightVwnducedHürocessesHinHrNoWHMoleculesUH2017UH__UHbg 4.8 13

40 StepwiseHphotosensitizedHthymineHdimerizationHmediatedHbyHanHexcitonHintermediateWHMonatshefteh
Fˆ…rhChemieUH2018UH^bgUH^Vg 1.4 13

39 StrongVfieldVHversusHweakVfieldVionizationHpumpVprobeHspectroscopyWHPhysicalhReviewhAUH2018UHgfUH 2.6 12

38 önHtheHdivergenceHofHtimeVdependentHperturbationHtheoryHappliedHtoHlaserVinducedHmolecularH
transitionsWHJournalhofhPhysicshB:hAtomicwhMolecularhandhOpticalhPhysicsUH2009UHb_UH^gcb]_ 1.3 10

37 qompleteHlocalHcontrolHofHmolecularHexcitedHstateHphotoVfragmentationWHChemicalhPhysicshLettersUH
2006UHb_dUH_daV_de 2.5 10

36 onalysisHofHlaserHfieldsHforHphotoassociationHandHmolecularHstabilizationHderivedHfromHlocalHcontrolH
theoryWHJournalhofhPhysicshB:hAtomicwhMolecularhandhOpticalhPhysicsUH2008UHb^UH]eb]_d 1.3 9

35 temtosecondHpulseHinducedHpredissociationHdynamicsHinHstaticHelectricHfieldsWHPhysicalhChemistryh
ChemicalhPhysicsUH2005UHeUHbdg 3.6 9

34 –aschinellesHzernenHfˆ…rHdieHorganischeHSynthesehHsrsetzenHRoboterHqhemikermWHAngewandtehChemie
UH2018UH^a]UHe]gdVe]gf 3.6 8

33 –olecularHdumpHprocessesHinducedHbyHchirpedHlaserHpulsesWHJournalhofhChemicalhPhysicsUH2008UH^_gUH]eba]a3.9 8

32 –olecularHoxygenHobservedHbyHdirectHphotoproductionHfromHcarbonHdioxideWHPhysicalhReviewhAUH
2017UHgcUH 2.6 7

31 oHspectroscopicHstudyHofHtheHcis[transVisomersHofHpentaV_UbVdienoicHacidHattachedHtoHgoldH
nanoclustersWHPhysicalhChemistryhChemicalhPhysicsUH2015UH^eUHedbfVcf 3.6 7

30 SpectroscopicHandHStructuralHürobingHofHsxcitedVStateH–olecularHrynamicsHwithHTimeVResolvedH
ühotoelectronHSpectroscopyHandHUltrafastHslectronHriffractionWHPhysicalhReviewhXUH2020UH^]UH 9.1 7

29 qoverHwmageUHVolumeHfUHwssueHdWHWileyhInterdisciplinaryhReviews:hComputationalhMolecularhScienceUH
2018UHfUHe^b]] 7.9 7

28
qorrectionHtoHJSvoRqHVHobHwnitioH–olecularHrynamicsHwithHSurfaceHvoppingHinHtheHodiabaticH
RepresentationHwncludingHorbitraryHqouplingsJH[xWHqhemWHTheoryHqomputW_]^^UHeUH^_caV^_cf]WH
JournalhofhChemicalhTheoryhandhComputationUH2012UHfUHaeb

6.4 6
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27 qlassicalHaspectsHemergingHfromHlocalHcontrolHofHenergyHandHparticleHtransferHinHmoleculesWHJournalh
ofhPhotochemistryhandhPhotobiologyhA:hChemistryUH2006UH^f]UH_e^V_ed 4.7 6

26 –olecularHrynamicsHwithHNeuralHNetworkHüotentialsWHLecturehNoteshinhPhysicsUH2020UH_aaV_c_ 0.8 6

25 sxploringHdensityHfunctionalHsubspacesHwithHgeneticHalgorithmsWHMonatsheftehFˆ…rhChemieUH2019UH
^c]UH^eaV^f_ 1.4 6

24 TimeVresolvedHmeasurementHofHinternalHconversionHdynamicsHinHstrongVfieldHmolecularHionizationWH
PhysicalhReviewhAUH2017UHgdUH 2.6 5

23 qoherentHqontrolHofHwnternalHqonversionHinHStrongVtieldH–olecularHwonizationWHPhysicalhReviewh
LettersUH2020UH^_cUH]ca_]_ 7.4 5

22 octivationHbyHoxidationHandHligandHexchangeHinHaHmolecularHmanganeseHvanadiumHoxideHwaterH
oxidationHcatalystWHChemicalhScienceUH2021UH^_UH^_g^fV^_g_e 9.4 5

21 öpen–olcashHtromHSourceHqodeHtoHwnsight 4

20 SurfaceHvoppingH–olecularHrynamicsH2020UHbggVca] 4

19 puRNNhHpufferHRegionHNeuralHNetworkHopproachHforHüolarizableVsmbeddingHNeuralH
Network[–olecularH–echanicsHSimulationsWWHJournalhofhPhysicalhChemistryhLettersUH2022UHaf^_Vaf^f 6.4 4

18 wonicHdynamicsHunderlyingHstrongVfieldHdissociativeHmolecularHionizationWHPhysicalhReviewhAUH2017UH
gdUH 2.6 3

17 opplicationHofHaHreflectionHprincipleHtoHspectroscopicHtransitionsHinHmolecularHdimersWHChemicalh
PhysicshLettersUH2006UHbaaUH^ggV_]a 2.5 3

16 UltrafastHzaserVwnducedHürocessesHrescribedHbyHobHwnitioH–olecularHrynamicsWHSpringerhSerieshinh
ChemicalhPhysicsUH2014UH^bcV^e] 0.3 3

15 reepHlearningHstudyHofHtyrosineHrevealsHthatHroamingHcanHleadHtoHphotodamageWHNaturehChemistryU 17.6 3

14 üublisherPsHNotehH–olecularHoxygenHobservedHbyHdirectHphotoproductionHfromHcarbonHdioxideH[ühysWH
RevWHoHgcUH]^^b]bQRRHQ_]^eR]WHPhysicalhReviewhAUH2017UHgcUH 2.6 2

13 sxcitedVstateHdynamicsHofHqvwHandHqvwprHstudiedHwithHUVVpumpHVUVVprobeHmomentumVresolvedH
photoionHspectroscopyWHJournalhofhChemicalhPhysicsUH2020UH^caUH^fba]b 3.9 2

12 qhapterH^hHVibrationalHandHslectronicHWavepacketsHrrivenHbyHStrongHtieldH–ultiphotonHwonizationWH
AdvanceshinhMultiyphotonhProcesseshandhSpectroscopyUH2014UH^Vcb 2

11 qhapterHbh–achineHzearningHforHNonadiabaticH–olecularHrynamicsWHRSChTheoreticalhandh
ComputationalhChemistryhSeriesUH2020UHedV^]f 1.2 2

10
TridentateHaVSubstitutedHNaphthoquinoneHRutheniumHoreneHqomplexeshHSynthesisUH
qharacterizationUHoqueousHpehaviorUHandHTheoreticalHandHpiologicalHStudiesWHInorganichChemistryUH
2021UHd]UHgf]cVgf^g

5.1 2
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9 SolvingHtheHelectronicHSchrˆ¶dingerHequationHforHmultipleHnuclearHgeometriesHwithHweightVsharingH
deepHneuralHnetworksWHNaturehComputationalhScienceUH2022UH_UHaa^Vab^ 2

8 UltrafastHwntersystemHqrossingHinHSö_HandHNucleobasesWHSpringerhProceedingshinhPhysicsUH2015UHc]gVc^a 0.2 1

7 qvoüTsRH^]hueneralHTrajectoryHSurfaceHvoppingH–ethodHforHUltrafastHNonadiabaticHrynamicsWHRSCh
TheoreticalhandhComputationalhChemistryhSeriesUabfVafc 1.2 1

6 odiabaticHeliminationHinHstrongVfieldHlightVmatterHcouplingWHPhysicalhReviewhAUH2020UH^]_UH 2.6 1

5 oHtorceHtieldHforHaH–anganeseVVanadiumHWaterHöxidationHqatalysthHRedoxHüotentialsHinHSolutionHasH
ShowcaseWHCatalystsUH2021UH^^UHbga 4 1

4 ühotoVwnitiatedHqobaltVqatalyzedHRadicalHölefinHvydrogenationWHChemistryhyhAhEuropeanhJournalUH
2021UH_eUH^dgefV^dgfg 4.8 1

3 qompetitionHbetweenHdynamicHresonanceHandHinternalHconversionHinHstrongVfieldHmolecularH
ionizationHwithHchirpedHultrafastHlaserHpulsesWHPhysicalhReviewhAUH2021UH^]aUH 2.6 1

2 UltrafastHphotochemistryHofHaHmolybdenumHcarbonylVnitrosylHcomplexHwithHaHtriazacyclononaneH
coligandWHPhysicalhChemistryhChemicalhPhysicsUH2021UH_aUH_b^feV_b^gg 3.6 0

1 zaserVwnducedHöxygenHtormationHfromHqarbonHrioxideWHJournalhofhPhysics:hConferencehSeriesUH2017UH
fecUH]a_]_b 0.3
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