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77 NitrogenMdopedMgrapheneMwithMdiamond[likeMbondsMachievesMunprecedentedMenergyMdensityMatMhighM
powerMinMaMsymmetricMsustainableMsupercapacitor]]MEnergynandnEnvironmentalnScienceZM2022ZMcgZMifb[ifj 35.4 4

76 tccessibilityMofMzraftedMyunctionalMzroupsMLimitsMReactivityMofMvovalentMzrapheneMwerivatives]M
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varbonMwots]MJournalnofnPhysicalnChemistrynCZM2021ZMcdgZMcdcfb[cdcfj 3.8 6

71 wesignMofM–igh[PerformanceMPyridineaQuinolineM–ydrazoneMPhotoswitches]MJournalnofnOrganicn
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70 tnchoringMofMTransitionMMetalsMtoMzrapheneMwerivativesMasManMxfficientMtpproachMforMwesigningM
Single[ttomMvatalysts]MAdvancednMaterialsnInterfacesZM2021ZMjZMdbbcekd 4.6 5

69 TailoringMtheMopticalMandMdynamicMpropertiesMofMiminothioindoxylMphotoswitchesMthroughM
acidochromism]MChemicalnScienceZM2021ZMcdZMfgjj[fgkj 9.4 4

68 vonformationalMuehaviorMandMOpticalMPropertiesMofMaMyluorophoreMwimerMasMaMModelMofMLuminescentM
ventersMinMvarbonMwots]MJournalnofnPhysicalnChemistrynCZM2020ZMcdfZMcfedi[cfeei 3.8 13

67 PartitioningMofMinteraction[inducedMnonlinearMopticalMpropertiesMofMmolecularMcomplexes]M——]M
–alogen[bondedMsystems]MPhysicalnChemistrynChemicalnPhysicsZM2020ZMddZMfddg[fdef 3.6 2

66 TunableMSynthesisMofMNitrogenMwopedMzrapheneMfromMyluorographeneMunderMMildMvonditions]MACSn
SustainablenChemistrynandnEngineeringZM2020ZMjZMfihf[fiid 8.3 17

65 TunableMone[stepMdoubleMfunctionalizationMofMgrapheneMbasedMonMfluorographeneMchemistry]M
ChemicalnCommunicationsZM2020ZMghZMckeh[ckek 5.8 8

64 tccurateMNonlinearMOpticalMPropertiesMofMSolvatedM[NitroanilineMPredictedMbyManMxlectrostaticM
wiscreteMLocalMyieldMtpproach]MJournalnofnPhysicalnChemistrynBZM2020ZMcdfZMcbckg[cbdbk 3.4 3

63 TailoringMˇ�[conjugationMandMvibrationalMmodesMtoMsteerMon[surfaceMsynthesisMofMpentalene[bridgedM
ladderMpolymers]MNaturenCommunicationsZM2020ZMccZMfghi 17.4 12
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60 VariabilityMofMvâ��yMuondsMzovernsMtheMyormationMofMSpecificMStructuralMMotifsMinMyluorinatedM
zraphenes]MJournalnofnPhysicalnChemistrynCZM2019ZMcdeZMdijkh[dikbe 3.8 13

59 vombinedMhighMdegreeMofMcarboxylationMandMelectronicMconductionMinMgrapheneMacidMsetsMnewMlimitsM
forMmetalMfreeMcatalysisMinMalcoholMoxidation]MChemicalnScienceZM2019ZMcbZMkfej[kffg 9.4 13

58 uimodalMroleMofMfluorineMatomsMinMfluorographeneMchemistryMopensMaMsimpleMwayMtowardMdoubleM
functionalizationMofMgraphene]MCarbonZM2019ZMcfgZMdgc[dgj 10.4 6

57 tlkynylationMofMgrapheneMviaMtheMSonogashiraMv[vMcross[couplingMreactionMonMfluorographene]M
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NaturenCommunicationsZM2019ZMcbZMdekb 17.4 34

55 vanMwensityMyunctionalMTheoryMueMTrustedMforM–igh[OrderMxlectricMPropertiesrMTheMvaseMofM
–ydrogen[uondedMvomplexes]MJournalnofnChemicalnTheorynandnComputationZM2019ZMcgZMegib[egik 6.4 11

54 Single[ttomMvatalysislMMixed[ValenceMSingle[ttomMvatalystMwerivedMfromMyunctionalizedMzrapheneM
Utdv]MMater]MciadbckV]MAdvancednMaterialsZM2019ZMecZMckibcdg 24 5

53 Mixed[ValenceMSingle[ttomMvatalystMwerivedMfromMyunctionalizedMzraphene]MAdvancednMaterialsZM
2019ZMecZMeckbbede 24 76

52 —ntrinsicMphotoluminescenceMofMamine[functionalizedMgrapheneMderivativesMforMbioimagingM
applications]MAppliednMaterialsnTodayZM2019ZMciZMccd[cdd 6.6 17

51 ThermallyMreducedMfluorographenesMasMefficientMelectrodeMmaterialsMforMsupercapacitors]MNanoscaleZM
2019ZMccZMdcehf[dceig 7.7 10

50 xlectricMpropertiesMofMhydratedMuracillMyromMmicro[MtoMmacrohydration]MJournalnofnMolecularnLiquidsZM
2019ZMdigZMeej[efh 6 2

49 ReactivityMofMfluorographeneMisMtriggeredMbyMpointMdefectslMbeyondMtheMperfectMdwMworld]MNanoscaleZM
2018ZMcbZMfhkh[fibi 7.7 45

48 TailoringMPhotoisomerizationMPathwaysMinMwonor[tcceptorMStenhouseMtdductslMTheMRoleMofMtheM
–ydroxyMzroup]MJournalnofnPhysicalnChemistrynAZM2018ZMcddZMkgg[khf 2.8 41

47 PartitioningMofMinteraction[inducedMnonlinearMopticalMpropertiesMofMmolecularMcomplexes]M—]M
–ydrogen[bondedMsystems]MPhysicalnChemistrynChemicalnPhysicsZM2018ZMdbZMckjfc[ckjfk 3.6 9

46 dwMvhemistrylMvhemicalMvontrolMofMzrapheneMwerivatization]MJournalnofnPhysicalnChemistrynLettersZM
2018ZMkZMegjb[egjg 6.4 34

45 ZigzagMspMvarbonMvhainsMPassingMthroughManMspMyrameworklMtMwrivingMyorceMtowardM
Room[TemperatureMyerromagneticMzraphene]MACSnNanoZM2018ZMcdZMcdjfi[cdjgk 16.7 10

44 SolventMxffectsMonMtheMtctinicMStepMofMwonor[tcceptorMStenhouseMtdductMPhotoswitching]M
AngewandtenChemien-nInternationalnEditionZM2018ZMgiZMjbhe[jbhj 16.4 47
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42 SolventMxffectsMonMMolecularMxlectricMPropertiesM2017ZMifc[ikf 4

41 TheMbehaviorMofMaMparamagneticMsystemMinMelectricMandMmagneticMfieldsMasMexemplifiedMbyMrevisitingM
Lisu–]MPhysicalnChemistrynChemicalnPhysicsZM2017ZMckZMcdddk[cddeh 3.6 2

40 xxploringMtheMSolvatochromismMofMuetaineMebMwithMtbM—nitioMToolslMyromMtccurateMzas[PhaseM
valculationsMtoM—mplicitMandMxxplicitMSolvationMModels]MChemistryn-nAnEuropeannJournalZM2017ZMdeZMfcbj[fcck4.8 12

39 SheddingMLightMonMtheMPhotoisomerizationMPathwayMofMwonor[tcceptorMStenhouseMtdducts]MJournaln
ofnthenAmericannChemicalnSocietyZM2017ZMcekZMcggkh[cggkk 16.4 63

38
QuantifyingMtheMPerformancesMofMwyTMforMPredictingMVibrationallyMResolvedMOpticalMSpectralM
tsymmetricMyluoroborateMwyesMasMWorkingMxxamples]MJournalnofnChemicalnTheorynandnComputationZM
2017ZMceZMfefi[fegh

6.4 14

37 OnMtheMphysicalMoriginsMofMinteraction[inducedMvibrationalMUhyperVpolarizabilities]MPhysicalnChemistryn
ChemicalnPhysicsZM2016ZMcjZMddfhi[ii 3.6 10

36 UsingMTime[wependentMwensityMyunctionalMTheoryMtoMProbeMtheMNatureMofMwonor[tcceptorM
StenhouseMtdductMPhotochromes]MChemPhysChemZM2016ZMciZMcjfh[gc 3.2 41

35 yirst[PrinciplesMSimulationsMofMOne[MandMTwo[PhotonMtbsorptionMuandMShapesMofMtheMuisUuydVMvoreM
vomplex]MJournalnofnPhysicalnChemistrynBZM2016ZMcdbZMdede[ed 3.4 21

34 SolvatochromicMShiftsMinMUV[VisMtbsorptionMSpectralMTheMvhallengingMvaseMofMf[NitropyridineM
N[Oxide]MJournalnofnChemicalnTheorynandnComputationZM2016ZMcdZMckck[dk 6.4 18

33 OpticalMpropertiesMofMV[shapedMbis[coumarinslMtbMinitioMinsights]MComputationalnandnTheoreticaln
ChemistryZM2016ZMcbihZMgi[hf 2 5

32 UsingMTime[wependentMwensityMyunctionalMTheoryMtoMProbeMtheMNatureMofMwonorâ��tcceptorM
StenhouseMtdductMPhotochromes]MChemPhysChemZM2016ZMciZMcicd[cicd 3.2

31 wirectMandMindirectMeffectsMofMdispersionMinteractionsMonMtheMelectricMpropertiesMofMweaklyMboundM
complexes]MJournalnofnPhysicalnChemistrynAZM2015ZMcckZMeccd[df 2.8 11

30 vomparisonMofMProperty[OrientedMuasisMSetsMforMtheMvomputationMofMxlectronicMandMNuclearM
RelaxationM–yperpolarizabilities]MJournalnofnChemicalnTheorynandnComputationZM2015ZMccZMfcck[dj 6.4 13

29 TheoreticalMstudyMofMchargeMtransferMcomplexesMbetweenMantithyroidMthioamidesMandMTvNxlM
ThermodynamicsMofMtheMcomplexMformation]MComputationalnandnTheoreticalnChemistryZM2015ZMcbgcZMcdk[ceh2 3

28
vriticalManalysisMofMspectralMsolventMshiftsMcalculatedMbyMtheMcontemporaryMPvMMapproachesMofMaM
representativeMseriesMofMcharge[transferMcomplexesMbetweenMtetracyanoethyleneMandMmethylatedM
benzenes]MPhysicalnChemistrynChemicalnPhysicsZM2015ZMciZMcihcj[di

3.6 8

27 xlectricMpropertiesMofMtheMlow[lyingMexcitedMstatesMofMbenzonitrilelMgeometryMrelaxationMandMsolventM
effects]MTheoreticalnChemistrynAccountsZM2015ZMcefZMc 1.9 11

26 SolventMxffectsMonMMolecularMxlectricMPropertiesM2015ZMc[gf 0

25 yullMcLR[PvMMcalculationsMofMtheMsolvatochromicMeffectsMonMemissionMenergies]MPhysicalnChemistryn
ChemicalnPhysicsZM2014ZMchZMdhbdf[k 3.6 11
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24 UnveilingMsolventsMeffectMonMexcited[stateMpolarizabilitiesMwithMtheMcorrectedMlinear[responseMmodel]M
JournalnofnPhysicalnChemistrynAZM2014ZMccjZMghgd[h 2.8 11

23 TheoreticalMstudyMUvvdZMwyTMandMPvMVMofMchargeMtransferMcomplexesMbetweenMantithyroidM
thioamidesMandMTvNxlMelectronicMvTMtransitions]MJournalnofnMolecularnModelingZM2014ZMdbZMdecd 2 4

22 WeaklyMinteractingMmolecularMclustersMofMvOMwithM–dOZMSOdZMandMNOY]MMolecularnPhysicsZM2014ZMccdZMeddg[edeh1.7 7

21 TuningMtheMNLOMpropertiesMofMpolymethineimineMchainsMbyMchemicalMsubstitution]MChemicalnPhysicsZM
2013ZMfcgZMckh[dbh 2.3 8

20 wipoleMmomentMandMpolarizabilityMofMtheMlow[lyingMexcitedMstatesMofMuracil]MChemicalnPhysicsnLettersZM
2012ZMgfhZMdf[dk 2.5 25

19
TheoreticalManalysisMofMcharge[transferMelectronicMspectraMofMmethylatedMbenzenesâ��TvNxM
complexesMincludingMsolventMeffectslMapproachingMexperiment]MTheoreticalnChemistrynAccountsZM2012
ZMcecZMc

1.9 11

18 StaticMNLOMresponsesMofMfluorinatedMpolyacetyleneMchainsMevaluatedMwithMlong[rangeMcorrectedM
densityMfunctionals]MChemicalnPhysicsnLettersZM2011ZMgcgZMij[jf 2.5 23

17 tMwyTMstudyMofM–[isomerisationMinMalkoxy[ZMalkylperoxy[MandMalkylMradicalslMSomeMimplicationsMforM
radicalMchainMreactionsMinMpolymerMsystems]MPolymernDegradationnandnStabilityZM2011ZMkhZMhhb[hhk 4.7 7

16 –ighMsecond[orderMNLOMresponsesMofMdehydrogenatedMhydrogenMcyanideMboraneUcVMoligomers]M
ComputationalnandnTheoreticalnChemistryZM2010ZMkhcZMhh[id 9

15 MPdMandMwyTMstudyMofM—RMspectraMofMTvNx[methylsubstitutedMbenzeneMcomplexeslM—sMchargeMtransferM
importantr]MInternationalnJournalnofnQuantumnChemistryZM2009ZMccbZMNt[Nt 2.1 2

14 xnhancementMofMtheMsecond[orderMNLOMresponsesMofMboronâ��nitrogenMoligomersMbyM
copolymerizationMwithMpolyyne]MComputationalnandnTheoreticalnChemistryZM2009ZMkbcZMckf[dbc 4

13 MPdZMwyT[wZMandMPvMMstudyMofMtheM–Muâ��TvNxMcomplexlMThermodynamicsZMelectricMpropertiesZMandM
solventMeffects]MInternationalnJournalnofnQuantumnChemistryZM2008ZMcbjZMcgee[cgfg 2.1 10

12 NonlinearMopticalMpropertiesMofMferrocene[MandMporphyrin[[hb]fullereneMdyads]MChemPhysChemZM2007
ZMjZMcbgh[hf 3.2 62

11
xffectMofMtheMleavingMgroupMonMtheMreactionMofMd[aminopyrrolesMwithMelectronMdeficientM
heteroaromaticMazadieneslMsubstitutionMbyMadditionâ��eliminationMversusMcycloaddition]MTetrahedronn
LettersZM2007ZMfjZMekkc[ekkf

2 12

10 NLOMresponsesMofMsmallMpolymethineimineMoligomerslMtMvvSwUTVMstudy]MComputationalnandn
TheoreticalnChemistryZM2007ZMjdcZMchb[chg 6

9 tMgeneralizedMRombergMdifferentiationMprocedureMforMcalculationMofMhyperpolarizabilities]M
ComputationalnandnTheoreticalnChemistryZM2007ZMjfiZMek[fh 54

8 yirstMhyperpolarizabilityMofMpolymethineimineMwithMlong[rangeMcorrectedMfunctionals]MJournalnofn
ChemicalnPhysicsZM2007ZMcdhZMckccbj 3.9 151

7
xyyxvTMOyMxLxvTRON[W—T–wRtW—NzMSUuST—TUxNTSMONMT–xM—NVxRSx[xLxvTRONMwxMtNwM
w—xLS[tLwxRMRxtvT—ONMOyMd[tM—NOPYRROLxSMtNwMcZeZg[TR—tZ—NxS]MHeterocyclicn
CommunicationsZM2007ZMceZM

1.7 8
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6 LongitudinalMNLOMpropertiesMofMvd–dZM–vvyZMandMvdydlMxlectronMcorrelationMandMvibrationMeffects]M
InternationalnJournalnofnQuantumnChemistryZM2005ZMcbdZMdbk[dde 2.1 7

5 LinearMphosphorusâ��boronMchainslMmodelMsystemMwithMhugeMelectronicMfirstMhyperpolarizability]M
InternationalnJournalnofnQuantumnChemistryZM2005ZMcbeZMddh[def 2.1 14

4 xlectricMPropertiesMofMvyanoboraneM—somers]MCollectionnofnCzechoslovaknChemicalnCommunicationsZM
2005ZMibZMcbgg[cbjc 2

3 uenchmarkMcalculationsMofMsomeMmolecularMpropertiesMofMOdZMvNMandMotherMselectedMsmallMradicalsM
usingMtheMRO–y[vvSwUTVMmethod]MMolecularnPhysicsZM2002ZMcbbZMgfc[ghb 1.7 41

2 tccuracyMassessmentMofMtheMRO–yMâ��MvvSwUTVMcalculationsMofMstaticMdipoleMpolarizabilitiesMofM
diatomicMradicalslMOdZMvNZMandMNO]MComputationalnandnTheoreticalnChemistryZM2001ZMgfiZMdck[ded 28

1 vvSwUTVMexpectationMvalueMcalculationsMofMfirst[orderMproperties]MTheoreticalnChemistrynAccountsZM
1997ZMkjZMig[jf 1.9 20
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