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83 RecentLrdvancesLandLχerspectivesLonLγonadiabaticLβixedLQuantumZtlassicalLuynamics[LChemicali
ReviewsXL2018XLbbiXLhacgZhagi 68.1 270

82 SpectrumLsimulationLandLdecompositionLwithLnuclearLensemblekLformalLderivationLandLapplicationL
toLbenzeneXLfuranLandLcZphenylfuran[LTheoreticaliChemistryiAccountsXL2012XLbdbXLb 1.9 175

81 SurfaceLyoppingLuynamicsLwithLtorrelatedLSingleZReferenceLβethodskLjyZrdenineLasLaLtaseLStudy[L
JournaliofiChemicaliTheoryiandiComputationXL2014XLbaXLbdjfZeaf 6.4 139

80 vxploringLχotentialLvnergyLSurfacesLforLrggregationZznducedLvmissionZwromLSolutionLtoLtrystal[L
Chemistryi-ianiAsianiJournalXL2019XLbeXLhaaZhbe 4.5 98

79 triticalLappraisalLofLexcitedLstateLnonadiabaticLdynamicsLsimulationsLofLjyZadenine[LJournaliofi
ChemicaliPhysicsXL2012XLbdhXLccrfad 3.9 90

78 SurfaceLyoppingLuynamicsLwithLuwTLvxcitedLStates[LTopicsiiniCurrentiChemistryXL2016XLdgiXLebfZee 48

77 βodellingLaLαinkerLβixZandZβatchLrpproachLforLtontrollingLtheLηpticalLvxcitationLxapsLandLsandL
rlignmentLofLZeoliticLzmidazolateLwrameworks[LAngewandteiChemiei-iInternationaliEditionXL2016XLffXLbgabcZbgabg16.4 47

76 yowLznterZLandLzntramolecularLχrocessesLuictateLrggregationZznducedLvmissionLinLtrystalsL
UndergoingLvxcitedZStateLχrotonLTransfer[LJournaliofiPhysicaliChemistryiLettersXL2017XLiXLgbeiZgbfd 6.4 46

75 vxcitedLstateLprotonLtransferLinLcSZhydroxychalconeLderivatives[LPhysicaliChemistryiChemicaliPhysicsXL
2017XLbjXLceajZcebg 3.6 44

74 StepwiseLdoubleLexcitedZstateLprotonLtransferLisLnotLpossibleLinLhZazaindoleLdimer[LChemicali
ScienceXL2015XLgXLfhgcZfhgh 9.4 42

73 yZtenterLandLVZtenterLuefectsLinLyybridLyalideLχerovskites[LACSiEnergyiLettersXL2017XLcXLchbdZchbe 20.1 39

72 znfluenceLofLuensityLwunctionalsLandLsasisLSetsLonLηneZsondLtarbonZtarbonLγβRLSpinZSpinL
touplingLtonstants[LJournaliofiChemicaliTheoryiandiComputationXL2008XLeXLeeiZfg 6.4 38

71 znterfacialLStatesLinLuonorZrcceptorLηrganicLyeterojunctionskLtomputationalLznsightsLintoL
ThiopheneZηligomer]wullereneL–unctions[LJournaliofiChemicaliTheoryiandiComputationXL2013XLjXLfddZec 6.4 36

70 UltrafastLdynamicsLofLUVZexcitedLimidazole[LChemPhysChemXL2011XLbcXLddgfZhf 3.2 32

69 znteractionLandLreactionLofLtheLphenylLradicalLwithLwaterkLaLsourceLofLηyLradicals[LAngewandtei
Chemiei-iInternationaliEditionXL2009XLeiXLeiaeZh 16.4 32

68 UltrafastLχhotoinducedLuynamicsLofLbXdZtyclohexadieneLUsingLXβSZtrSχTcLSurfaceLyopping[L
JournaliofiChemicaliTheoryiandiComputationXL2019XLbfXLdjcjZdjea 6.4 30

67 VariationLinLSurfaceLzonizationLχotentialsLofLχristineLandLyydratedLsiVηe[LJournaliofiPhysicali
ChemistryiLettersXL2015XLgXLcdhjZid 6.4 30
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66 sasisLsetLsuperpositionLerrorLinLβχcLandLdensityZfunctionalLtheorykLaLcaseLofLmethaneZnitricLoxideL
association[LJournaliofiChemicaliPhysicsXL2005XLbcdXLbdebah 3.9 30

65 TunableLopticalLpropertiesLofLηyZfunctionalisedLgrapheneLquantumLdots[LJournaliofiMaterialsi
ChemistryiCXL2016XLeXLiecjZiedi 7.1 27

64 rbLinitioLandLmatrixLisolationLstudyLofLtheLacetyleneâ��furanLdimer[LChemicaliPhysicsXL2008XLdedXLbgiZbif 2.3 27

63 SteadyLandLTimeZResolvedLχhotoelectronLSpectraLsasedLonLγuclearLvnsembles[LJournaliofiChemicali
TheoryiandiComputationXL2016XLbcXLfadhZfaej 6.4 27

62 vndoplasmicLreticulumLtargetingLfluorescentLprobesLtoLimageLmobileLZn[LChemicaliScienceXL2019XL
baXLbaiibZbaiih 9.4 27

61 znteractionsLbetweenLsimpleLradicalsLandLwater[LChemicaliPhysicsXL2008XLdfdXLbjdZcab 2.3 25

60 trTtηUgLphotochemistrykLsemiZclassicalLstudyLofLUVLabsorptionLspectralLintensitiesLandLdynamicsLofL
photodissociation[LJournaliofiChemicaliPhysicsXL2011XLbdeXLbgedaf 3.9 24

59 χhotochemistryLandLreactivityLofLtheLphenylLradicalZwaterLsystemkLaLmatrixLisolationLandL
computationalLstudy[LChemistryi-iAiEuropeaniJournalXL2010XLbgXLighjZij 4.8 24

58 sandLenergyLcontrolLofLmolybdenumLoxideLbyLsurfaceLhydration[LAppliediPhysicsiLettersXL2015XLbahXLcdbgaf3.4 23

57 γewLznsightsLintoLtheLStateLTrappingLofLUVZvxcitedLThymine[LMoleculesXL2016XLcbXL 4.8 23

56 SolutionZχrocessableLtarbonLγanoelectrodesLforLSingleZβoleculeLznvestigations[LJournaliofithei
AmericaniChemicaliSocietyXL2016XLbdiXLcjafZi 16.4 22

55 rLnovelLinZsilicoLapproachLforLQSrRLStudiesLofLrnabolicLandLrndrogenicLrctivitiesLinLtheL
bh˛†ZhydroxyZf˛–ZandrostaneLSteroidLwamily[LQSARiandiCombinatorialiScienceXL2005XLceXLcbiZccg 21

54 tomputationalLγβRLcouplingLconstantskLshiftingLandLscalingLfactorsLforLevaluatingLb–ty[LMagnetici
ResonanceiiniChemistryXL2013XLfbXLhhfZih 2.1 18

53 znteractionsLofLaromaticLradicalsLwithLwater[LChemPhysChemXL2013XLbeXLiafZbb 3.2 18

52 χhotoZstabilityLofLpeptideZbondLaggregateskLγZmethylformamideLdimers[LPhysicaliChemistryi
ChemicaliPhysicsXL2014XLbgXLbiihhZih 3.6 17

51 UnderstandingLrhodopsinLmutationsLlinkedLtoLtheLretinitisLpigmentosaLdiseasekLaLQβ]ββLandL
uwT]βRtzLstudy[LJournaliofiPhysicaliChemistryiBXL2012XLbbgXLbagaZhg 3.4 17

50 ηnLtheLunusualLc–TtcZyTfUULcouplingLdependenceLonLsyn]antiLtyηLconformationLinL
fZXZfuranZcZcarboxaldehydes[LMagneticiResonanceiiniChemistryXL2008XLegXLiegZfa 2.1 17

49
rpplyingLpatternLrecognitionLmethodsLplusLquantumLandLphysicoZchemicalLmolecularLdescriptorsLtoL
analyzeLtheLanabolicLactivityLofLstructurallyLdiverseLsteroids[LJournaliofiComputationaliChemistryXL
2008XLcjXLdbhZdd
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48
tγuηαkLrLfastLandLreliableLmethodLforLtheLcalculationLofLelectronicLpropertiesLofLveryLlargeL
systems[LrpplicationsLtoLretinalLbindingLpocketLinLrhodopsinLandLgasLphaseLporphine[LJournaliofi
ChemicaliPhysicsXL2007XLbchXLbefbac

3.9 17

47 ηγzηβTQβkQβSULvlectrostaticLvmbeddingLSchemesLforLχhotochemistryLinLβolecularLtrystals[L
JournaliofiChemicaliTheoryiandiComputationXL2019XLbfXLcfaeZcfbg 6.4 15

46 βolecularLandLcrystallineLrequirementsLforLsolidLstateLfluorescenceLexploitingLexcitedLstateL
intramolecularLprotonLtransfer[LJournaliofiMaterialsiChemistryiCXL2020XLiXLcffiZcfgi 7.1 15

45 siotinZtaggedLfluorescentLsensorLtoLvisualizeLSmobileSLZnLinLcancerLcells[LChemicaliCommunicationsXL
2018XLfeXLjgbjZjgcc 5.8 14

44 χatternsLofLretinalLlightLabsorptionLrelatedLtoLretinitisLpigmentosaLmutantsLfromLinLsilicoLmodelL
structuresLofLrhodopsin[LProteins:iStructureyiFunctioniandiBioinformaticsXL2004XLfhXLdjcZj 4.2 14

43 znsightsLonLtheLruxochromicLχropertiesLofLtheLxuanidiniumLxroup[LJournaliofiPhysicaliChemistryiAXL
2016XLbcaXLhaiiZbaa 2.8 13

42 ηrganicLroomZtemperatureLphosphorescenceLfromLhalogenZbondedLorganicLframeworkskLhiddenL
electronicLeffectsLinLrigidifiedLchromophores[LChemicaliScienceXL2020XLbcXLhghZhhd 9.4 13

41 UnderstandingLrggregationLznducedLvmissionLinLaLχropellerZShapedLslueLvmitter[LChemPhotoChemXL
2019XLdXLjahZjbf 3.3 12

40 vnergeticsXLthermalLisomerisationLandLphotochemistryLofLtheLlinkageZisomerLsystemL
[γiTvtedienUT˛•cZηXηγUT˛•bZγηcU][LCrystEngCommXL2015XLbhXLdidZdje 3.3 12

39 χhotochemistryLofLγZmethylformamidekLmatrixLisolationLandLnonadiabaticLdynamics[L
ChemPhysChemXL2013XLbeXLichZdg 3.2 12

38 zntermolecularLrryneLvneLReactionLofLyantzschLvsterskLStableLtovalentLvneLrdductsLfromLaL
bXeZuihydropyridineLReaction[LOrganiciLettersXL2017XLbjXLegeeZegeh 6.2 11

37 °arplusLvquationLforLTdU–yyLSpinZSpinLtouplingsLwithLUnusualLTdU–Tbia´°UL–ournalLofLthemicalL
TheoryLandLtomputationXL2008XLeXLbejeZfaa 6.4 11

36 vxploringLtheLpotentialLenergyLsurfacesLofLassociationLofLγηLwithLaminoacidsLandLrelatedLorganicL
functionalLgroupskLtheLroleLofLentropyLofLassociation[LTheoreticaliChemistryiAccountsXL2007XLbbiXLgejZggd1.9 11

35 themometricLandLchemoinformaticLanalysesLofLanabolicLandLandrogenicLactivitiesLofLtestosteroneL
andLdihydrotestosteroneLanalogues[LBioorganiciandiMedicinaliChemistryXL2008XLbgXLgeeiZfj 3.4 11

34 vlectronicLexcitationsLinLmolecularLsolidskLbridgingLtheoryLandLexperiment[LFaradayiDiscussionsXL
2015XLbhhXLbibZcac 3.6 10

33 γβRLspinâ��spinLcouplingLconstantsLandLhyperconjugativeLinteractions[LInternationaliJournaliofi
QuantumiChemistryXL2010XLbbaXLfdcZfdj 2.1 10

32 fromagekLrLlibraryLforLtheLstudyLofLmolecularLcrystalLexcitedLstatesLatLtheLaggregateLscale[LJournali
ofiComputationaliChemistryXL2020XLebXLbaefZbafi 3.5 10

31 χotentialLenergyLsurfacesLandL–ahnZTellerLeffectLonLtye[[[γηLcomplexes[LJournaliofiChemicali
PhysicsXL2007XLbchXLbaedaf 3.9 9
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30 QuantitativeLStructureâ��rctivityLRelationshipLofLtheLeXf˛–ZuihydrotestosteroneLSteroidLwamily[LQSARi
andiCombinatorialiScienceXL2006XLcfXLiibZije 9

29 znteractionLandLReactionLofLtheLχhenylLRadicalLwithLWaterkLrLSourceLofLηyLRadicals[LAngewandtei
ChemieXL2009XLbcbXLeijiZejab 3.6 8

28 TheoreticalLmodelLofLinternalLrotationLinLmonosubstitutedLderivativesLofLfurfural[LJournaliofi
ComputationaliChemistryXL2004XLcfXLecjZdi 3.5 8

27 SynthesisLofLgrapheneLmesospongeLviaLcatalyticLmethaneLdecompositionLonLmagnesiumLoxide[L
JournaliofiMaterialsiChemistryiAXL2021XLjXLbecjgZbedai 13 8

26 RoleLofLtonicalLzntersectionsLonLtheLvfficiencyLofLwluorescentLηrganicLβolecularLtrystals[LJournaliofi
PhysicaliChemistryiAXL2021XLbcfXLbabcZbace 2.8 8

25 tommunicationkLrccurateLdeterminationLofLsideZchainLtorsionLangleLˇ�bLinLproteinskLphenylalanineL
residues[LJournaliofiChemicaliPhysicsXL2011XLbdeXLagbbab 3.9 7

24 WaterLoxidationLcatalysedLbyLquantumZsizedLsiVηe[LJournaliofiMaterialsiChemistryiAXL2018XLgXLcejgfZcejha13 7

23 rggregationZznducedLvmissionLinLtheLTetraphenylthiopheneLtrystalkLTheLRoleLofLTripletLStates[L
JournaliofiPhysicaliChemistryiCXL2020XLbceXLbhhfcZbhhgb 3.8 6

22 RotaxaneLtoLtomplexesLasLwieldZznducedLSingleZzonLβagnets[LAngewandteiChemiei-iInternationali
EditionXL2021XLgaXLbgafbZbgafi 16.4 6

21 rnLalternativeLmodularLSclickZSrrZclickSLapproachLtoLdevelopLsubcellularLlocalisedLfluorescentL
probesLtoLimageLmobileLZnL[LOrganiciandiBiomoleculariChemistryXL2019XLbhXLbaabdZbaabj 3.9 6

20 vlectronicLstructureLofLfullereneZsquaraineLcomplexesLforLphotovoltaicLdevices[LComputationaliandi
TheoreticaliChemistryXL2014XLbaeaZbaebXLcdhZcec 2 5

19 vxcitedLstateLmechanismsLinLcrystallineLcarbazolekLtheLroleLofLaggregationLandLisomericLdefects[L
JournaliofiMaterialsiChemistryiCXL2021XLjXLbbiicZbbijc 7.1 5

18 SwitchingLtheLSpinLStateLofLχentafluorophenylnitrenekLzsolationLofLaLSingletLrrylnitreneLtomplex[L
JournaliofitheiAmericaniChemicaliSocietyXL2018XLbeaXLbhchbZbhchh 16.4 5

17 xuanidineLandLguanidiniumLcationLinLtheLexcitedLstateZZtheoreticalLinvestigation[LJournaliofi
ChemicaliPhysicsXL2014XLbebXLahedah 3.9 4

16
rryneZβediatedLrrylationLofLyantzschLvsterskLrccessLtoLyighlyLSubstitutedLrrylZdihydropyridinesXL
rrylZtetrahydropyridinesLandLSpiro[benzocyclobuteneZbXbpZTdpXepZdihydropyridinesU][LSynthesisXL
2018XLfaXLefjbZegaf

2.9 4

15 TheoreticalLuwTLkarplusLequationskLrminoLacidLsideZchainLtorsionLangleLˇ�b[LInternationaliJournaliofi
QuantumiChemistryXL2013XLbbdXLgfgZgga 2.1 3

14 vngineeringLtheLelectronicLandLopticalLpropertiesLofLcuLporphyrinZpaddlewheelLmetalZorganicL
frameworks[LJPhysiEnergyXL2021XLdXLadeaaf 4.9 3

13 TheoreticalLstudyLofLimidazole[[[γηLcomplexes[LJournaliofiPhysicaliChemistryiAXL2009XLbbdXLbefjfZgaf 2.8 2
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12 znfluenceLofLdiosgeninLstructureLonLtheLpolymerizationLkineticsLofLacrylamidekLrnLexperimentalLandL
theoreticalLapproach[LJournaliofiMoleculariStructureXL2011XLjifXLdeZeh 3.4 2

11 βolecularLorbitalLmodelLofLtheLinfluenceLofLinteractionLbetweenLηcLandLaluminosilicateLsitesLonLtheL
tripletZsingletLenergyLgapLandLreactivity[LJournaliofiMoleculariGraphicsiandiModellingXL2010XLciXLhegZfe 2.8 2

10 TheoreticalLstudyLofLmZdansylaminophenylboronicLacidLandLtheirLspecieskLrLsugarLchemosensor[L
ComputationaliandiTheoreticaliChemistryXL2008XLifcXLhbZhh 2

9 SpectrumLsimulationLandLdecompositionLwithLnuclearLensemblekLformalLderivationLandLapplicationL
toLbenzeneXLfuranLandLcZphenylfuran[LHighlightsiiniTheoreticaliChemistryXL2014XLijZbac 2

8 tonformationalLandLγβRLstudyLofLsomeLfuranLderivativesLbyLuwTLmethods[LJournaliofiMoleculari
ModelingXL2013XLbjXLefjbZgab 2 1

7 RotaxaneLtozzLtomplexesLasLwieldZznducedLSingleZzonLβagnets[LAngewandteiChemieXL2021XLbddXLbgbihZbgbje3.6 1

6 χrotectLtoLdetectkLrLxolgiLapparatusLtargetedLprobeLtoLimageLmobileLzincLthroughLtheLuseLofLaL
lipophilicLcellZlabileLprotectingLgroupLstrategy[LSensorsiandiActuatorsiB:iChemicalXL2021XLddiXLbcjifa 8.5 1

5 χorousLnanographeneLformationLonL˛‡ZaluminaLnanoparticlesLtransitionZmetalZfreeLmethaneL
activation[[LChemicaliScienceXL2022XLbdXLdbeaZdbeg 9.4 1

4 rLxlobalLχotentialLvnergyLSurfaceLrpproachLtoLtheLχhotophysicsLofLrzvgensL2022XLebbZefe 1

3 tomplexesLofLnitricLoxideLwithLwaterLandLimidazole[LTheoreticaliChemistryiAccountsXL2015XLbdeXLb 1.9 0

2 TripletLxenerationLuynamicsLinLSiZLandLxeZsridgedLtonjugatedLtopolymers[LJournaliofiPhysicali
ChemistryiCXL2022XLbcgXLbadgZbaef 3.8 0

1 znsideLtoverkLχhotochemistryLandLReactivityLofLtheLχhenylLRadicalâ��WaterLSystemkLrLβatrixLzsolationL
andLtomputationalLStudyLTthem[Lvur[L–[Lcj]cabaU[LChemistryi-iAiEuropeaniJournalXL2010XLbgXLifggZifgg 4.8
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