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45 OSfeeoLvLwenchmarkLSetLofLfeeLyigitizedLUVbVisibleLSpectraLandLyerivedLzxperimentalLOscillatorL
StrengthsccLJournaloofoPhysicaloChemistryoAaL2022aL 2.8 1

44 QuantumbclassicalLsimulationsLofLrhodopsinLrevealLexcitedbstateLpopulationLsplittingLandLitsLeffectsL
onLquantumLefficiencyccLNatureoChemistryaL2022aL 17.6 4

43 xyclopropenoneLTcbxhHgOULasLaLTracerLofLtheLNonequilibriumLxhemistryLMediatedLbyLGalacticL
xosmicLRaysLinLInterstellarLIcescLAstrophysicaloJournalaL2021aLnffaLgi 4.7 3

42 QMdMMLInvestigationLofLtheLSpectroscopicLPropertiesLofLtheL−luorophoreLofLwacterialLLuciferasecL
JournaloofoChemicaloTheoryoandoComputationaL2021aLflaLkejbkfh 6.4 3

41 vLSinglebPointLMutationLinLdbvrginineLyehydrogenaseLUnlocksLaLTransientLxonformationalLStateL
ResultingLinLvlteredLxofactorLReactivitycLBiochemistryaL2021aLkeaLlffblgi 3.2 4

40
−reeLznergyLxomputationLforLanLIsomerizingLxhromophoreLinLaLMolecularLxavityLviaLtheLvverageL
SolventLzlectrostaticLxonfigurationLModeloLvpplicationsLinLRhodopsinLandLRhodopsinbMimickingL
SystemscLJournaloofoChemicaloTheoryoandoComputationaL2021aLflaLjmmjbjmnj

6.4 2

39 IonicLvtmosphereLzffectLonLtheLvbsorptionLSpectrumLofLaL−lavoproteinoLvLReminderLtoLxonsiderL
SolutionLIonscLJournaloofoPhysicaloChemistryoLettersaL2021aLfgaLmhmibmhnk 6.4 1

38 TuningLProteinLyynamicsLtoLSenseLRapidLzndoplasmicbReticulumLxalciumLyynamicscLAngewandteo
Chemieo-oInternationaloEditionaL2021aLkeaLghgmnbghgnm 16.4 0

37 TuningLProteinLyynamicsLtoLSenseLRapidLzndoplasmicbReticulumLxalciumLyynamicscLAngewandteo
ChemieaL2021aLfhhaLghill 3.6 0

36 TheLeffectLofLhydrogenbbondingLonLflavinSsLinfraredLabsorptionLspectrumcLSpectrochimicaoActao-oParto
A:oMolecularoandoBiomolecularoSpectroscopyaL2021aLgkgaLfgeffe 4.4 3

35 ProbingLtheLzlectronicLStructureLofLwulkLWaterLatLtheLMolecularLLengthLScaleLwithLvnglebResolvedL
PhotoelectronLSpectroscopycLJournaloofoPhysicaloChemistryoLettersaL2020aLffaLjfkgbjfle 6.4 14

34
zxcitedbStateLVibronicLyynamicsLofLwacteriorhodopsinLfromLTwobyimensionalLzlectronicLPhotonL
zchoLSpectroscopyLandLMulticonfigurationalLQuantumLxhemistrycLJournaloofoPhysicaloChemistryo
LettersaL2020aLffaLhmmnbhmnk

6.4 4

33 zlectrostaticLSpectralLTuningLMapsLforLwiologicalLxhromophorescLJournaloofoPhysicaloChemistryoBaL
2019aLfghaLimfhbimgi 3.4 14

32 −luorescenceLPropertiesLofL−lavinLSemiquinoneLRadicalsLinLNitronateLMonooxygenasecL
ChemBioChemaL2019aLgeaLfkikbfkjg 3.8 13

31 zlectronicLspectraLofLflavinLinLdifferentLredoxLandLprotonationLstatesoLaLcomputationalLperspectiveL
onLtheLeffectLofLtheLelectrostaticLenvironmentcLPhysicaloChemistryoChemicaloPhysicsaL2019aLgfaLfkjgkbfkjhl3.6 21

30 VacuumLultravioletLphotoionizationLcrossLsectionLofLtheLhydroxylLradicalcLJournaloofoChemicalo
PhysicsaL2018aLfimaLfmiheg 3.9 15

29 −luorescencebwasedLvssayLforLxarbonicLvnhydraseLInhibitorscLCheMaL2017aLgaLglfbgmg 16.2 14
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28 TheoryLandLSimulationLofLtheLUltrafastLyoublebwondLIsomerizationLofLwiologicalLxhromophorescL
ChemicaloReviewsaL2017aLfflaLfhjegbfhjkj 68.1 160

27 PhotoelectronLSpectroscopyLStudyLofLQuinonimidescLJournaloofotheoAmericanoChemicaloSocietyaL2017
aLfhnaLfffhmbfffim 16.4 14

26 SupramolecularLSensorsLforLOpiatesLandLTheirLMetabolitescLJournaloofotheoAmericanoChemicalo
SocietyaL2017aLfhnaLfinjibfinke 16.4 53

25 zlectronicLSpectraLofLTrisTgagSbbipyridineUbMTIIULxomplexLIonsLinLVacuoLTMLrL−eLandLOsUcLInorganico
ChemistryaL2017aLjkaLlegnblehl 5.1 12

24 ProbingLtheLPhotodynamicsLofLRhodopsinsLwithLReducedLRetinalLxhromophorescLJournaloofo
ChemicaloTheoryoandoComputationaL2016aLfgaLmhnbje 6.4 38

23
vLstudyLofLinterstellarLaldehydesLandLenolsLasLtracersLofLaLcosmicLraybdrivenLnonequilibriumL
synthesisLofLcomplexLorganicLmoleculescLProceedingsoofotheoNationaloAcademyoofoSciencesoofotheo
UnitedoStatesoofoAmericaaL2016aLffhaLllglbhg

11.5 77

22 PhotoelectronLwaveLfunctionLinLphotoionizationoLplaneLwaveLorLxoulombLwavetcLJournaloofoPhysicalo
ChemistryoLettersaL2015aLkaLijhgbie 6.4 97

21
vssessmentLofLvpproximateLxoupledbxlusterLandLvlgebraicbyiagrammaticbxonstructionLMethodsL
forLGroundbLandLzxcitedbStateLReactionLPathsLandLtheLxonicalbIntersectionLSeamLofLaL
RetinalbxhromophoreLModelcLJournaloofoChemicaloTheoryoandoComputationaL2015aLffaLjljmbmf

6.4 99

20 MolecularLbasesLforLtheLselectionLofLtheLchromophoreLofLanimalLrhodopsinscLProceedingsoofotheo
NationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericaaL2015aLffgaLfjgnlbheg 11.5 33

19 LigandLinfluenceLonLtheLelectronicLspectraLofLmonocationicLcopperbbipyridineLcomplexescLPhysicalo
ChemistryoChemicaloPhysicsaL2015aLflaLhfnhmbik 3.6 29

18 QuantumLMonteLxarloLTreatmentLofLtheLxhargeLTransferLandLyiradicalLzlectronicLxharacterLinLaL
RetinalLxhromophoreLMinimalLModelcLJournaloofoChemicaloTheoryoandoComputationaL2015aLffaLnngbfeej 6.4 35

17 LearningLfromLphotobiologyLhowLtoLdesignLmolecularLdevicesLusingLaLcomputercLChemicaloSocietyo
ReviewsaL2014aLihaLiefnbhk 58.5 35

16 vLxonicalLIntersectionLxontrolsLtheLyeactivationLofLtheLwacterialLLuciferaseL−luorophorecL
AngewandteoChemieaL2014aLfgkaLfeegmbfeehh 3.6 7

15
ShapeLofLMultireferenceaLzquationbofbMotionLxoupledbxlusteraLandLyensityL−unctionalLTheoryL
PotentialLznergyLSurfacesLatLaLxonicalLIntersectioncLJournaloofoChemicaloTheoryoandoComputationaL
2014aLfeaLhelibmi

6.4 132

14
xomparisonLofLtheLisomerizationLmechanismsLofLhumanLmelanopsinLandLinvertebrateLandL
vertebrateLrhodopsinscLProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofo
AmericaaL2014aLfffaLflfibn

11.5 47

13 vLconicalLintersectionLcontrolsLtheLdeactivationLofLtheLbacterialLluciferaseLfluorophorecLAngewandteo
Chemieo-oInternationaloEditionaL2014aLjhaLnmlebj 16.4 19

12 TowardLanLunderstandingLofLtheLretinalLchromophoreLinLrhodopsinLmimicscLJournaloofoPhysicalo
ChemistryoBaL2013aLfflaLfeejhble 3.4 35

11
MappingLtheLzxcitedLStateLPotentialLznergyLSurfaceLofLaLRetinalLxhromophoreLModelLwithL
MultireferenceLandLzquationbofbMotionLxoupledbxlusterLMethodscLJournaloofoChemicaloTheoryoando
ComputationaL2013aLnaLiinjbjek

6.4 76
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10
vssessmentLofLyensityL−unctionalLTheoryLforLyescribingLtheLxorrelationLzffectsLonLtheLGroundLandL
zxcitedLStateLPotentialLznergyLSurfacesLofLaLRetinalLxhromophoreLModelcLJournaloofoChemicalo
TheoryoandoComputationaL2013aLnaLhnflbhg

6.4 78

9 ProbingLvibrationallyLmediatedLultrafastLexcitedbstateLreactionLdynamicsLwithLmultireferenceL
TxvSPTgULtrajectoriescLJournaloofoPhysicaloChemistryoAaL2013aLfflaLffglfbj 2.8 2

8 xombinedLSelfbxonsistentb−ieldLandLSpinb−lipLTammbyancoffLyensityL−unctionalLvpproachLtoL
PotentialLznergyLSurfacesLforLPhotochemistrycLJournaloofoPhysicaloChemistryoLettersaL2013aLiaLgjhbm 6.4 41

7
xonicalLIntersectionLandLPotentialLznergyLSurfaceL−eaturesLofLaLModelLRetinalLxhromophoreoL
xomparisonLofLzOMbxxLandLMultireferenceLMethodscLJournaloofoChemicaloTheoryoandoComputationaL
2013aLnaLgmibng

6.4 62

6 xomputationalLPhotochemistryLandLPhotobiologyL2012aLfegnbfejk 4

5 OriginLofL−luorescenceLinLffbcisLLockedLwovineLRhodopsincLJournaloofoChemicaloTheoryoando
ComputationaL2012aLmaLgjjnbkh 6.4 27

4 yynamicLzlectronLxorrelationLzffectsLonLtheLGroundLStateLPotentialLznergyLSurfaceLofLaLRetinalL
xhromophoreLModelcLJournaloofoChemicaloTheoryoandoComputationaL2012aLmaLieknbme 6.4 127

3 TheLmolecularLmechanismLofLthermalLnoiseLinLrodLphotoreceptorscLScienceaL2012aLhhlaLfggjbm 33.3 85

2
xalculationsLonLtheLKineticsaLThermodynamicsaLandLSelectivityLofLMethylLRadicalLvdditionLtoLOlefinsL
xoordinatedLtoLdmLandLdeLTransitionbMetalL−ragmentsoLTwoLyistinctLandLOppositeL
antibzvansâ��PolanyiLzffectsLwithLPotentialLPracticalLImplicationscLOrganometallicsaL2008aLglaLjigkbjign

3.8 9

1 TheLezSpectraLsuiteoLvnLeasybtobuseLtoolkitLforLspectroscopyLmodelingcLWileyoInterdisciplinaryo
Reviews:oComputationaloMolecularoScienceaefjik 7.9 21
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