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45 QuantumPProtonPEffectsPfromP–ensityPMatrixPRenormalizationPGroupPzalculationsddPJournal of 
Chemical Theory and ComputationbP2022bP 6.4 2

44 ExpansivePQuantumPMechanicalPExplorationPofPzhemicalPReactionPPathsddPAccounts of Chemical 
ResearchbP2021bP 24.3 5

43 ExcitedcStateP–MRGPMadePSimplePwithPFExSTddPJournal of Chemical Theory and ComputationbP2021bP 6.4 2

42 SimplifiedPStatePInteractionPforPMatrixPProductPStatePWavePFunctionsdPJournal of Chemical Theory 
and ComputationbP2021bP 6.4 1

41 ElectronP–ynamicsPwithPthePTimec–ependentP–ensityPMatrixPRenormalizationPGroupdPJournal of 
Chemical Theory and ComputationbP2021bPgnbPiihfciiik 6.4 6

40 NuclearcelectronicPallcparticlePdensityPmatrixPrenormalizationPgroupdPJournal of Chemical PhysicsbP
2020bPglhbPhfkgfi 3.9 8

39 HardwarePefficientPquantumPalgorithmsPforPvibrationalPstructurePcalculationsdPChemical SciencebP
2020bPggbPmokhcmoll 9.4 19

38 ModernPquantumPchemistryPwithP[Open]MolcasdPJournal of Chemical PhysicsbP2020bPglhbPhgkggn 3.9 106

37 ThePdensityPmatrixPrenormalizationPgroupPinPchemistryPandPmolecularPphysicsqPRecentP
developmentsPandPnewPchallengesdPJournal of Chemical PhysicsbP2020bPglhbPfkfpfi 3.9 71

36 InterplayPofPStereoelectronicPandPVibrationalPModulationPEffectsPinPTuningPthePUPSPSpectraPofP
UnsaturatedPHydrocarbonPzagePzompoundsdPJournal of Chemical Theory and ComputationbP2020bPgmbPlhgoclhhm6.4 1

35 TranscorrelatedPdensityPmatrixPrenormalizationPgroupdPJournal of Chemical PhysicsbP2020bPglibPgmkggl 3.9 9

34 TheoryPmeetsPexperimentPforPunravellingPthePzgsPXcrayPphotoelectronPspectraPofPpyridinebP
hcfluoropyridinebPandPhbmcdifluoropyridinedPJournal of Chemical PhysicsbP2019bPglgbPghkgfl 3.9 3

33 LargecScalePQuantumP–ynamicsPwithPMatrixPProductPStatesdPJournal of Chemical Theory and 
ComputationbP2019bPglbPikogcikpo 6.4 39

32 OptimizationPofPhighlyPexcitedPmatrixPproductPstatesPwithPanPapplicationPtoPvibrationalP
spectroscopydPJournal of Chemical PhysicsbP2019bPglfbPfpkggi 3.9 20

31
xpproximatePxnalyticalPGradientsPandPNonadiabaticPzouplingsPforPthePStatecxverageP–ensityP
MatrixPRenormalizationPGroupPSelfczonsistentcFieldPMethoddPJournal of Chemical Theory and 
ComputationbP2019bPglbPmnhkcmnin

6.4 10

30 zomputationalPsimulationPofPvibrationallyPresolvedPspectraPforPspincforbiddenPtransitionsdPChiralitybP
2018bPifbPolfcoml 2.1 11

29 Timec–ependentPFormulationPofPResonancePRamanPOpticalPxctivityPSpectroscopydPJournal of 
Chemical Theory and ComputationbP2018bPgkbPminfcmipf 6.4 20
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28 xPcombinedPtheoreticalPandPexperimentalPstudyPofPthePionicPstatesPofPiodopentafluorobenzenedP
Journal of Chemical PhysicsbP2017bPgkmbPfokifh 3.9 3

27 SimulationPofPVibronicPSpectraPofPFlexiblePSystemsqPHybridP–VRcHarmonicPxpproachesdPJournal of 
Chemical Theory and ComputationbP2017bPgibPhofkchohh 6.4 28

26 xPcombinedPtheoreticalPandPexperimentalPstudyPofPthePvalencePandPRydbergPstatesPofP
iodopentafluorobenzenedPJournal of Chemical PhysicsbP2017bPgkmbPgnkifg 3.9 5

25 EffectivePInclusionPofPMechanicalPandPElectricalPxnharmonicityPinPExcitedPElectronicPStatesqP
VPThcT––FTPRoutedPJournal of Chemical Theory and ComputationbP2017bPgibPhnopchofi 6.4 18

24 xssessmentPofPElectronPPropagatorPMethodsPforPthePSimulationPofPVibrationallyPResolvedPValenceP
andPzorePPhotoionizationPSpectradPJournal of Chemical Theory and ComputationbP2017bPgibPighfcigil 6.4 8

23 TheoreticalPandPexperimentalPinvestigationPofPUVâ��VisPabsorptionPspectrumPinPaPEuXia[PbasedP
complexPforPluminescentPdownshiftingPapplicationsdPTheoretical Chemistry AccountsbP2017bPgimbPg 1.9 1

22 ThePionicPstatesPofPdifluoromethaneqPxPreappraisalPofPthePlowPenergyPphotoelectronPspectrumP
includingPabPinitioPconfigurationPinteractionPcomputationsdPJournal of Chemical PhysicsbP2017bPgknbPfnkifl3.9 3

21 SpectroscopicPzharacterizationPofPKeyPxromaticPMoleculesqPxPRoutePtowardPThePOriginPofPLifedP
Astronomical JournalbP2017bPglkbP 4.9 9

20
UnderstandingPthePinterplayPbetweenPthePsolventPandPnuclearPrearrangementsPinPthePnegativeP
solvatochromismPofPaPpushcpullPflexiblePquinoliniumPcationdPPhysical Chemistry Chemical PhysicsbP
2017bPgpbPihlkkcihlll

3.6 7

19 VibrationalP–ensityPMatrixPRenormalizationPGroupdPJournal of Chemical Theory and ComputationbP
2017bPgibPinmkcinnn 6.4 31

18 ximingPatPanPaccuratePpredictionPofPvibrationalPandPelectronicPspectraPforPmediumctoclargeP
moleculesqPxnPoverviewdPInternational Journal of Quantum ChemistrybP2016bPggmbPglkicglnk 2.1 132

17 TemperatureP–ependencePofPRadiativePandPNonradiativePRatesPfromPTimec–ependentPzorrelationP
FunctionPMethodsdPJournal of Chemical Theory and ComputationbP2016bPghbPnnkcom 6.4 26

16 zombinedPtheoreticalPandPexperimentalPstudyPofPthePvalencebPRydbergbPandPionicPstatesPofP
chlorobenzenedPJournal of Chemical PhysicsbP2016bPgkkbPghkifh 3.9 7

15 zombinedPtheoreticalPandPexperimentalPstudyPofPthePvalencebPRydbergPandPionicPstatesPofP
fluorobenzenedPJournal of Chemical PhysicsbP2016bPgkkbPhfkifl 3.9 12

14 GeneralPformulationPofPvibronicPspectroscopyPinPinternalPcoordinatesdPJournal of Chemical PhysicsbP
2016bPgkkbPfokggk 3.9 47

13 VibronicPEffectsPonPRatesPofPExcitationPEnergyPTransferPandPTheirPTemperatureP–ependencedP
Journal of Chemical Theory and ComputationbP2016bPghbPhilncml 6.4 9

12 xccuratePSimulationPofPResonancecRamanPSpectraPofPFlexiblePMoleculesqPxnPInternalPzoordinatesP
xpproachdPJournal of Chemical Theory and ComputationbP2015bPggbPihmncof 6.4 43

11 ThePionicPstatesPofPiodobenzenePstudiedPbyPphotoionizationPandPabPinitioPconfigurationPinteractionP
andP–FTPcomputationsdPJournal of Chemical PhysicsbP2015bPgkhbPgikifg 3.9 16
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10
VirtualPEyesP–esignedPforPQuantitativePSpectroscopyPofPInorganicPzomplexesqPVibronicPSignaturesP
inPthePPhosphorescencePSpectraPofPTerpyridineP–erivativesdPJournal of Physical Chemistry BbP2015bP
ggpbPnhlicn

3.4 15

9 ImplementationPofPaPgraphicalPuserPinterfacePforPthePvirtualPmultifrequencyPspectrometerqPTheP
VMSc–rawPtooldPJournal of Computational ChemistrybP2015bPimbPihgcik 3.5 73

8
VibrationallyPresolvedPNEXxFSPatPzPandPNPKcedgesPofPpyridinebPhcfluoropyridinePandP
hbmcdifluoropyridineqPxPcombinedPexperimentalPandPtheoreticalPassessmentdPJournal of Chemical 
PhysicsbP2015bPgkibPhfkgfh

3.9 14

7
InterpretationPofPthePphotoelectronbPultravioletbPandPvacuumPultravioletPphotoabsorptionPspectraP
ofPbromobenzenePbyPabPinitioPconfigurationPinteractionPandP–FTPcomputationsdPJournal of Chemical 
PhysicsbP2015bPgkibPgmkifi

3.9 15

6 InterpretationPofPthePvacuumPultravioletPphotoabsorptionPspectrumPofPiodobenzenePbyPabPinitioP
computationsdPJournal of Chemical PhysicsbP2015bPgkhbPgikifh 3.9 37

5 NewPdevelopmentsPofPaPmultifrequencyPvirtualPspectrometerqPstereocelectronicbPdynamicalbPandP
environmentalPeffectsPonPchiropticalPspectradPChiralitybP2014bPhmbPloocmff 2.1 30

4 xccuratePyetPfeasiblePcomputationsPofPresonancePRamanPspectraPforPmetalPcomplexesPinPsolutionqP
[RuXbpy[i]Xha[PasPaPcasePstudydPDalton TransactionsbP2014bPkibPgnmgfck 4.3 15

3 xPgeneralPtimecdependentProutePtoPresonancecRamanPspectroscopyPincludingPFranckczondonbP
HerzbergcTellerPandP–uschinskyPeffectsdPJournal of Chemical PhysicsbP2014bPgkgbPggkgfo 3.9 45

2 GeneralPTimeP–ependentPxpproachPtoPVibronicPSpectroscopyPIncludingPFranckczondonbP
HerzbergcTellerbPandP–uschinskyPEffectsdPJournal of Chemical Theory and ComputationbP2013bPpbPkfpncggl6.4 235

1 ImplementationPandPvalidationPofPaPmulticpurposePvirtualPspectrometerPforPlargePsystemsPinP
complexPenvironmentsdPPhysical Chemistry Chemical PhysicsbP2012bPgkbPghkfkchh 3.6 122
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