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70 qhargeTdisplacementGanalysisGforGexcitedGstatesUGJournalmofmChemicalmPhysicsSG2014SGXaWSGWbaXXW 3.9 24

69 rynamicalGphotoionizationGobservablesGofGtheGq²GmoleculegGtheGroleGofGelectronGcorrelationUGJournalm
ofmChemicalmPhysicsSG2014SGXaWSG[Wa]Wa 3.9 24

68 sxtendingGtheGactiveGspaceGinGmultireferenceGconfigurationGinteractionGcalculationsGofGmagneticG
couplingGconstantsUGTheoreticalmChemistrymAccountsSG2010SGX[cSGXebTXfc 1.9 24

67 oGcomputationalGstudyGofGsaltGdiffusionGandGheatGextractionGinGsolarGpondGplantsUGSolarmEnergySG2006SG
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62 slectronicGstructureGinvestigationGofGtheGevanescentGot“ORPGionUGPhysicalmChemistrymChemicalmPhysicsSG
2014SGXcSGf[]eTae 3.6 20

61
oGxeziorskiTMonkhorstGfullyGuncontractedGmultiTreferenceGperturbativeGtreatmentUGwUG”rinciplesSG
secondTorderGversionsSGandGtestsGonGgroundGstateGpotentialGenergyGcurvesUGJournalmofmChemicalm
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3.9 20

60 oGmultireferenceGperturbationGtheoryGstudyGonGtheGte[GmoleculegGinGquestGofGtheGgroundGstateUG
MolecularmPhysicsSG2011SGXWfSGXbW]TXbWf 1.7 20

59 oGcomparisonGofGvariousGapproachesGinGinternallyGcontractedGmultireferenceGconfigurationG
interactiongGtheGcarbonGdimerGasGaGtestGcaseUGMolecularmPhysicsSG2012SGXXWSG[fc]T[fce 1.7 20
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ReviewmLettersSG2002SGeeSG[a]WW[ 7.4 19
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48 wmprovingGtheGcalculationGofGmagneticGcouplingGconstantsGinGMR”³GmethodsUGJournalmofm
ComputationalmChemistrySG2014SG]bSGXccbTdX 3.5 16

47 oromaticitygGanGabGinitioGevaluationGofGtheGproperlyGcyclicGdelocalizationGenergyGandGtheG
piTdelocalizationGenergyGdistortivityGofGbenzeneUGJournalmofmPhysicalmChemistrymASG2008SGXX[SGXXaeXTc 2.8 16
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44 NonTorthogonalGandGorthogonalGvalenceGbondGwavefunctionsGinGtheGhydrogenGmoleculegGtheG
diabaticGviewUGMolecularmPhysicsSG2013SGXXXSGXWcfTXWdd 1.7 15

43 pehaviorGofGtheG”ositionT²preadG³ensorGinGriatomicG²ystemsUGJournalmofmChemicalmTheorymandm
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41 ”hotoionizationGofGfuranGfromGtheGgroundGandGexcitedGelectronicGstatesUGJournalmofmChemicalmPhysicsSG
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40 qanGtheGsecondGorderGmultireferenceGperturbationGtheoryGbeGconsideredGaGreliableGtoolGtoGstudyG
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â��qagingâ��GonionsGthroughGqrystalGsngineeringGtoGovoidG”olymerizationgG²tructuralSGqonformationalG
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ofmInorganicmChemistrySG2012SG[WX[SGXXfbTX[W]
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38 oGtheoreticalGstudyGofGpeONPGlinearGchainsgGvariationalGandGperturbativeGapproachesUGJournalmofm
ChemicalmPhysicsSG2009SGX]XSGW]a]Wf 3.9 13

37 onGanalysisGofGtheGdynamicGˇ�GpolarizationGinGtheGøGstateGofGetheneUGInternationalmJournalmofmQuantumm
ChemistrySG2010SGXXWSGNoTNo 2.1 13

36 MultireferenceGperturbationGqwGwøUG²electionGprocedureGforGoneTelectronGpropertiesUGTheoreticalm
ChemistrymAccountsSG2001SGXWbSG[bfT[ca 1.9 13

35 slectronicGreorganizationGtriggeredGbyGelectronGtransfergGtheGintervalenceGchargeGtransferGofGaG
te´‡RVte´†RGbimetallicGcomplexUGJournalmofmComputationalmChemistrySG2015SG]cSGecXTf 3.5 12

34 ossessmentGofGmultireferenceGperturbationGmethodsGforGchemicalGreactionGbarrierGheightsUGJournalm
ofmPhysicalmChemistrymASG2015SGXXfSGbafWTb 2.8 12

33 revelopmentsGinGtheGnTelectronGvalenceGstateGperturbationGtheoryUGInternationalmJournalmofm
QuantummChemistrySG2006SGXWcSGcecTcfX 2.1 12

32 –uasiTdiabaticGandGadiabaticGstatesGandGpotentialGenergyGcurvesGforGNamqdGcollisionsGandGexcimerG
formationUGChemicalmPhysicsSG1996SG[WaSGbdTca 2.3 12

31
³heGlocalizationGtensorGforGtheGv[GmoleculegGclosedGformulaeGforGtheGveitlerTzondonGandGrelatedG
wavefunctionsGandGcomparisonGwithGfullGconfigurationGinteractionUGJournalmofmChemicalmPhysicsSG2013
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26 ueometryGoptimizationGwithinGaGlocalizedGqo²T²qtGapproachUGChemicalmPhysicsmLettersSG2003SG]dXSGafTbb 2.5 9

25 zocalGorbitalsGforGquasiTdegenerateGsystemsUGComputationalmandmTheoreticalmChemistrySG2004SGdWfSGXTXW 8

24 ²pinGdensityGandGorbitalGoptimizationGinGopenGshellGsystemsgGoGrationalGandGcomputationallyGefficientG
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20
opplicationGofGaGâ��chargeTaveragedâ��GsecondGorderGmultireferenceGperturbationGtheoryGstrategyGtoG
theGstudyGofGaGmodelGMixedTøalenceGcompoundUGComputationalmandmTheoreticalmChemistrySG2009SG
efcSGX[TXd

6

19 wnfluenceGofGtheGinteractionGpotentialGandGofGtheGtemperatureGonGtheGthermodiffusionGO²oretPG
coefficientGinGaGmodelGsystemUGJournalmofmChemicalmPhysicsSG2008SGX[eSGWbabWd 3.9 6

18 qomputationGofGtheGwsotropicGvyperfineGqouplingGqonstantgGsfficiencyGandGwnsightsGfromGaGNewG
opproachGpasedGonG−aveGtunctionG³heoryUGJournalmofmChemicalmTheorymandmComputationSG2017SGX]SGadbTaed6.4 5

17 ³heGwntriguingGqaseGofGtheG“neT”hotonGandG³woT”hotonGobsorptionGofGaG”rototypicalG²ymmetricG
²quarainegGqomparisonGofG³rrt³GandG−aveTtunctionGMethodsUGChemPhotoChemSG2019SG]SGddeTdf] 3.3 5

16 ³heGMˆ‚llerâ��”lessetGperturbationGrevisitedgGoriginGofGhighTorderGdivergencesUGMolecularmPhysicsSG2013
SGXXXSGXWf[TXWff 1.7 5

15 tR“r“gGaGMu”orGprogramGtoGcalculateGmatrixGelementsGbetweenGcontractedGwavefunctionsUG
ComputermPhysicsmCommunicationsSG2005SGXdXSGc]Tce 4.2 5

14 ³heG²pinT”artitionedG³otalT”ositionG²preadG³ensorgGonGopplicationG³oGriatomicGMoleculesUGJournalm
ofmPhysicalmChemistrymASG2016SGX[WSGb[]WTe 2.8 5

13 ³ransientGriffusionGwithinG²phericalG”articlesgGNumericalGResolutionGofGtheGMaxwellâ��²tefanG
tormulationUGIndustrialmtamp;mEngineeringmChemistrymResearchSG2010SGafSGbcbaTbccW 3.9 4

12 oGsurfaceGhoppingGstudyGofGenergyGtransferGinGNaGRGqdQQGcollisionsUGChemicalmPhysicsmLettersSG1996SG
[bbSGcbTdW 2.5 4

11 “penMolcasgGtromG²ourceGqodeGtoGwnsight 4

10 ²omeGusefulGoddsGandGendsGfromGtheGnTelectronGvalenceGstateGperturbationGtheoryUGJournalmofm
PhysicalmChemistrymASG2014SGXXeSGca]bTf 2.8 3

9 oGprioriGcompleteGactiveGspaceGselfGconsistentGfieldGlocalizedGorbitalsgGanGapplicationGonGlinearG
polyenesUGMolecularmPhysicsSG2006SGXWaSGcfXTdWW 1.7 3
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8 ³heGItermiGholeIGandGtheGcorrelationGintroducedGbyGtheGsymmetrizationGorGtheGantiTsymmetrizationG
ofGtheGwaveGfunctionUGJournalmofmChemicalmPhysicsSG2016SGXabSGX[aXXa 3.9 3

7 ³emperatureGandGcompositionGdependenceGofGtheG²oretGcoefficientGinGzennardTxonesGmixturesG
presentingGconsoluteGcriticalGphenomenaUGJournalmofmChemicalmPhysicsSG2010SGX][SGX[abX[ 3.9 2

6 qomplexationGofGtransitionGmetalGcationsGO²cRSGteRSGquRPGbyGoneGcyanideGradicalUGAdvancesminm
QuantummChemistrySG2000SG]cSG[dXT[e[ 1.4 2

5 rependenceGofGtheG”opulationGonGtheG³emperatureGinGtheGpoltzmannGristributiongGoG²impleG
RelationGwnvolvingGtheGoverageGsnergyUGJournalmofmChemicalmEducationSG2013SGfWSGXc]fTXcaa 2.4 1

4 ³heGqalculationGofGtheGqorrelationGsnergyGinGuroundGandGsxcitedG²tatesgGtheGnâ��slectronGøalenceG
²tateG”erturbationG³heoryGopproachUGAIPmConferencemProceedingsSG2007SG 0 1

3 ymonodimSGaG”rogramGforGtheGNumericalG²olutionGofGtheG“neTrimensionalG²chˆ¶dingerGsquationUG
JournalmofmChemicalmEducationSG2005SGe[SGdfb 2.4 1

2 ³heGlocalizationGspreadGandGpolarizabilityGofGringsGandGperiodicGchainsUGJournalmofmChemicalmPhysicsSG
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1 ³emperatureGandGcompositionGdependenceGofGtheG²oretGcoefficientGinGzennardTxonesGmixturesG
presentingGevaporationVcondensationGphaseGtransitionUGJournalmofmChemicalmPhysicsSG2011SGX]aSGXXabX[ 3.9 0
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