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115 ³heGlocalizationGspreadGandGpolarizabilityGofGringsGandGperiodicGchainsUGJournalmofmChemicalmPhysicsSG
2021SGXbbSGX[aXWd 3.9 1

114 “penMolcasgGtromG²ourceGqodeGtoGwnsightUGJournalmofmChemicalmTheorymandmComputationSG2019SGXbSGbf[bTbfca6.4 310

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

112 oGperturbationTbasedGsuperTqwGapproachGforGtheGorbitalGoptimizationGofGaGqo²²qtGwaveGfunctionUG
JournalmofmComputationalmChemistrySG2019SGaWSGXac]TXadW 3.5 15

111 qomputationGofGtheGwsotropicGvyperfineGqouplingGqonstantgGsfficiencyGandGwnsightsGfromGaGNewG
opproachGpasedGonG−aveGtunctionG³heoryUGJournalmofmChemicalmTheorymandmComputationSG2017SGX]SGadbTaed6.4 5

110 ²tronglyGlocalizedGapproachesGforGdelocalizedGsystemsUGwUGuroundGstateGofGlinearGpolyenesUG
ComputationalmandmTheoreticalmChemistrySG2017SGXXXcSGXW[TXXX 2 7

109 MultireferenceG”erturbationG³heoryGwithGqholeskyGrecompositionGforGtheGrensityGMatrixG
RenormalizationGuroupUGJournalmofmChemicalmTheorymandmComputationSG2017SGX]SGabXTabf 6.4 73

108
oGxeziorskiTMonkhorstGfullyGuncontractedGmultiTreferenceGperturbativeGtreatmentUGwUG”rinciplesSG
secondTorderGversionsSGandGtestsGonGgroundGstateGpotentialGenergyGcurvesUGJournalmofmChemicalm
PhysicsSG2017SGXacSG[[aXWe

3.9 20

107
vighlyGefficientGperturbativeGRGvariationalGstrategyGbasedGonGorthogonalGvalenceGbondGtheoryGforG
theGevaluationGofGmagneticGcouplingGconstantsUGopplicationGtoGtheGtrinuclearGquOiiPGsiteGofG
multicopperGoxidasesUGPhysicalmChemistrymChemicalmPhysicsSG2016SGXeSGXe]cbTeW

3.6 15

106 ²pinGdensityGandGorbitalGoptimizationGinGopenGshellGsystemsgGoGrationalGandGcomputationallyGefficientG
proposalUGJournalmofmChemicalmPhysicsSG2016SGXaaSGXWaXWa 3.9 8

105 ”hotoionizationGofGfuranGfromGtheGgroundGandGexcitedGelectronicGstatesUGJournalmofmChemicalmPhysicsSG
2016SGXaaSGWea]Wd 3.9 15

104 ³heGItermiGholeIGandGtheGcorrelationGintroducedGbyGtheGsymmetrizationGorGtheGantiTsymmetrizationG
ofGtheGwaveGfunctionUGJournalmofmChemicalmPhysicsSG2016SGXabSGX[aXXa 3.9 3

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

102 “pticalGabsorptionGspectrumGofGtheGN]GsolarGcellGsensitizerGbyGsecondTorderGmultireferenceG
perturbationGtheoryUGTheoreticalmChemistrymAccountsSG2016SGX]bSGX 1.9 10

101 MetalTligandGdelocalizationGandGspinGdensityGinGtheGquql[GandG[quqla]O[TPGmoleculesgG²omeGinsightsG
fromGwaveGfunctionGtheoryUGJournalmofmChemicalmPhysicsSG2015SGXa]SGX[a]Wb 3.9 18

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

99
MetalTMetalGwnteractionsGinG³rinuclearGqopperOwwPGqomplexesG[qu]ORq““PaOv[³soP[]GandGpinuclearG
[qu[ORq““P[Ov[³soP[]UG²ynthesesGandGqombinedG²tructuralSGMagneticSGvighTtieldGslectronG
”aramagneticGResonanceSGandG³heoreticalG²tudiesUGInorganicmChemistrySG2015SGbaSGXXfXcT]a
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98 ossessmentGofGmultireferenceGperturbationGmethodsGforGchemicalGreactionGbarrierGheightsUGJournalm
ofmPhysicalmChemistrymASG2015SGXXfSGbafWTb 2.8 12

97 MagneticGbehaviourGvsUGstructuralGchangesGinGanGisomericGseriesGofGbinuclearGcopperOwwPGcomplexesgG
anGexperimentalGandGtheoreticalGstudyUGNewmJournalmofmChemistrySG2014SG]eSGbdaTbe] 3.6 21

96 ³heGraltonGquantumGchemistryGprogramGsystemUGWileymInterdisciplinarymReviews:mComputationalm
MolecularmScienceSG2014SGaSG[cfT[ea 7.9 956

95 slectronicGstructureGinvestigationGofGtheGevanescentGot“ORPGionUGPhysicalmChemistrymChemicalmPhysicsSG
2014SGXcSGf[]eTae 3.6 20

94 ²omeGusefulGoddsGandGendsGfromGtheGnTelectronGvalenceGstateGperturbationGtheoryUGJournalmofm
PhysicalmChemistrymASG2014SGXXeSGca]bTf 2.8 3

93
rensityGRelaxationGinG³imeTrependentGrensityGtunctionalG³heorygGqombiningGRelaxedGrensityG
NaturalG“rbitalsGandGMultireferenceG”erturbationG³heoriesGforGanGwmprovedGrescriptionGofGsxcitedG
²tatesUGJournalmofmChemicalmTheorymandmComputationSG2014SGXWSGaWXaT[a

6.4 34

92
²hapeGofGMultireferenceSGsquationTofTMotionGqoupledTqlusterSGandGrensityGtunctionalG³heoryG
”otentialGsnergyG²urfacesGatGaGqonicalGwntersectionUGJournalmofmChemicalmTheorymandmComputationSG
2014SGXWSG]WdaTea

6.4 132

91 perylliumGdimergGaGbondGbasedGonGnonTdynamicalGcorrelationUGJournalmofmPhysicalmChemistrymASG2014SG
XXeSGcccaTd] 2.8 36

90 qhargeTdisplacementGanalysisGforGexcitedGstatesUGJournalmofmChemicalmPhysicsSG2014SGXaWSGWbaXXW 3.9 24

89 qodeGinteroperabilityGandGstandardGdataGformatsGinGquantumGchemistryGandGquantumGdynamicsgG³heG
–bVrbqostGdataGmodelUGJournalmofmComputationalmChemistrySG2014SG]bSGcXXT[X 3.5 17

88 wmprovingGtheGcalculationGofGmagneticGcouplingGconstantsGinGMR”³GmethodsUGJournalmofm
ComputationalmChemistrySG2014SG]bSGXccbTdX 3.5 16

87 rynamicalGphotoionizationGobservablesGofGtheGq²GmoleculegGtheGroleGofGelectronGcorrelationUGJournalm
ofmChemicalmPhysicsSG2014SGXaWSG[Wa]Wa 3.9 24

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

85
MappingGtheGsxcitedG²tateG”otentialGsnergyG²urfaceGofGaGRetinalGqhromophoreGModelGwithG
MultireferenceGandGsquationTofTMotionGqoupledTqlusterGMethodsUGJournalmofmChemicalmTheorymandm
ComputationSG2013SGfSGaafbTbWc

6.4 76

84 rependenceGofGtheG”opulationGonGtheG³emperatureGinGtheGpoltzmannGristributiongGoG²impleG
RelationGwnvolvingGtheGoverageGsnergyUGJournalmofmChemicalmEducationSG2013SGfWSGXc]fTXcaa 2.4 1

83 NonTorthogonalGandGorthogonalGvalenceGbondGwavefunctionsGinGtheGhydrogenGmoleculegGtheG
diabaticGviewUGMolecularmPhysicsSG2013SGXXXSGXWcfTXWdd 1.7 15

82 pehaviorGofGtheG”ositionT²preadG³ensorGinGriatomicG²ystemsUGJournalmofmChemicalmTheorymandm
ComputationSG2013SGfSGb[ecTfb 6.4 15

81
³heGlocalizationGtensorGforGtheGv[GmoleculegGclosedGformulaeGforGtheGveitlerTzondonGandGrelatedG
wavefunctionsGandGcomparisonGwithGfullGconfigurationGinteractionUGJournalmofmChemicalmPhysicsSG2013
SGX]eSGWba]Xa

3.9 11
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80
â��qagingâ��GonionsGthroughGqrystalGsngineeringGtoGovoidG”olymerizationgG²tructuralSGqonformationalG
andG³heoreticalGwnvestigationsGofGNewGvalocadmateG[qd[σd]]â��GonionsGOσGkGqlVprPUGEuropeanmJournalm
ofmInorganicmChemistrySG2012SG[WX[SGXXfbTX[W]

2.3 13

79 sxcitationGenergiesGofGretinalGchromophoresgGcriticalGroleGofGtheGstructuralGmodelUGPhysicalmChemistrym
ChemicalmPhysicsSG2012SGXaSGXXWXbT[W 3.6 47

78 ³heGroleGofGtheGmagneticGorbitalsGinGtheGcalculationGofGtheGmagneticGcouplingGconstantsGfromG
multireferenceGperturbationGtheoryGmethodsUGJournalmofmChemicalmPhysicsSG2012SGX]dSGW]aXWa 3.9 38

77 rynamicGslectronGqorrelationGsffectsGonGtheGuroundG²tateG”otentialGsnergyG²urfaceGofGaGRetinalG
qhromophoreGModelUGJournalmofmChemicalmTheorymandmComputationSG2012SGeSGaWcfTeW 6.4 127

76 MetalTtoTmetalGchargeTtransferGtransitionsgGreliableGexcitationGenergiesGfromGabGinitioGcalculationsUG
TheoreticalmChemistrymAccountsSG2012SGX]XSGX 1.9 26

75 oGcomparisonGofGvariousGapproachesGinGinternallyGcontractedGmultireferenceGconfigurationG
interactiongGtheGcarbonGdimerGasGaGtestGcaseUGMolecularmPhysicsSG2012SGXXWSG[fc]T[fce 1.7 20

74 ³heGelectronicGstructureGofGöllmanNsGbiradicalsgGanGorthogonalGvalenceGbondGinterpretationUGPhysicalm
ChemistrymChemicalmPhysicsSG2011SGX]SGXacXdT[e 3.6 21

73 onalysisGofGtheGmagneticGcouplingGinGnitroxideGorganicGbiradicalsUGTheoreticalmChemistrymAccountsSG
2011SGX[eSGbWbTbXf 1.9 30

72 oGmultireferenceGperturbationGtheoryGstudyGonGtheGte[GmoleculegGinGquestGofGtheGgroundGstateUG
MolecularmPhysicsSG2011SGXWfSGXbW]TXbWf 1.7 20

71 ³heGlowestGsingletGstatesGofGoctatetraeneGrevisitedUGJournalmofmChemicalmPhysicsSG2011SGX]aSGXea]W[ 3.9 46

70 ³emperatureGandGcompositionGdependenceGofGtheG²oretGcoefficientGinGzennardTxonesGmixturesG
presentingGevaporationVcondensationGphaseGtransitionUGJournalmofmChemicalmPhysicsSG2011SGX]aSGXXabX[ 3.9 0

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

68 “nGtheGMaxwellT²tefanGapproachGtoGdiffusiongGaGgeneralGresolutionGinGtheGtransientGregimeGforG
oneTdimensionalGsystemsUGJournalmofmPhysicalmChemistrymBSG2010SGXXaSGXbXTca 3.4 19

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

66 sxtendingGtheGactiveGspaceGinGmultireferenceGconfigurationGinteractionGcalculationsGofGmagneticG
couplingGconstantsUGTheoreticalmChemistrymAccountsSG2010SGX[cSGXebTXfc 1.9 24

65 onGanalysisGofGtheGdynamicGˇ�GpolarizationGinGtheGøGstateGofGetheneUGInternationalmJournalmofmQuantumm
ChemistrySG2010SGXXWSGNoTNo 2.1 13

64 onalysisGofGtheGmagneticGcouplingGinGbinuclearGsystemsUGwwwUG³heGroleGofGtheGligandGtoGmetalGchargeG
transferGexcitationsGrevisitedUGJournalmofmChemicalmPhysicsSG2009SGX]XSGWaa][d 3.9 101

63 “nGtheGnatureGofGtheGpiGTTlGpiQGionicGexcitedGstatesgGtheGøGstateGofGetheneGasGaGprototypeUGJournalmofm
ComputationalmChemistrySG2009SG]WSGX]XfT]] 3.5 95
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62 oGmultireferenceGnTelectronGøalenceG²tateG”erturbationG³heoryGstudyGofGtheGelectronicGspectrumGofG
sTtetrazineUGTheoreticalmChemistrymAccountsSG2009SGX[]SG[edT[fe 1.9 10

61
opplicationGofGaGâ��chargeTaveragedâ��GsecondGorderGmultireferenceGperturbationGtheoryGstrategyGtoG
theGstudyGofGaGmodelGMixedTøalenceGcompoundUGComputationalmandmTheoreticalmChemistrySG2009SG
efcSGX[TXd

6

60 oGtheoreticalGstudyGofGpeONPGlinearGchainsgGvariationalGandGperturbativeGapproachesUGJournalmofm
ChemicalmPhysicsSG2009SGX]XSGW]a]Wf 3.9 13

59 “nGtheGcontroversialGnatureGofGtheGXGXpOuPGandG[GXpOuPGstatesGofGtransTstilbenegGtheGnTelectronG
valenceGstateGperturbationGtheoryGapproachUGJournalmofmChemicalmPhysicsSG2009SGX]WSGXda]Wd 3.9 25

58 onGabGinitioGmultireferenceGperturbationGtheoryGstudyGonGtheGmanganeseGdimerUGJournalmofmChemicalm
PhysicsSG2008SGX[eSG[aa]Xd 3.9 26

57 “nGtheGRelativeGMeritsGofGNonT“rthogonalGandG“rthogonalGøalenceGpondGMethodsGwllustratedGonG
theGvydrogenGMoleculeUGJournalmofmChemicalmEducationSG2008SGebSGXbW 2.4 42

56 oromaticitygGanGabGinitioGevaluationGofGtheGproperlyGcyclicGdelocalizationGenergyGandGtheG
piTdelocalizationGenergyGdistortivityGofGbenzeneUGJournalmofmPhysicalmChemistrymASG2008SGXX[SGXXaeXTc 2.8 16

55 qanGtheGsecondGorderGmultireferenceGperturbationGtheoryGbeGconsideredGaGreliableGtoolGtoGstudyG
mixedTvalenceGcompoundsmUGJournalmofmChemicalmPhysicsSG2008SGX[eSGXdaXW[ 3.9 14

54 σTrayGabsorptionGandGresonantGougerGspectroscopyGofG“[GinGtheGvicinityGofGtheG“GXsTTlsigmaQG
resonancegGexperimentGandGtheoryUGJournalmofmChemicalmPhysicsSG2008SGX[eSGWca]Wa 3.9 26

53 wnfluenceGofGtheGinteractionGpotentialGandGofGtheGtemperatureGonGtheGthermodiffusionGO²oretPG
coefficientGinGaGmodelGsystemUGJournalmofmChemicalmPhysicsSG2008SGX[eSGWbabWd 3.9 6

52 “nGtheGapplicabilityGofGmultireferenceGsecondTorderGperturbationGtheoryGtoGstudyGweakGmagneticG
couplingGinGmolecularGcomplexesUGJournalmofmComputationalmChemistrySG2008SG[fSGffaTXWW] 3.5 79

51 qommonGtormatGforG–uantumGqhemistryGwnteroperabilitygG–bqostGtormatGandGzibraryUGLecturem
NotesminmComputermScienceSG2008SGXWfaTXXWd 0.9 11

50 t“R³RoNGinterfaceGforGcodeGinteroperabilityGinGquantumGchemistrygGtheG–bqostGlibraryUGJournalmofm
ChemicalmInformationmandmModelingSG2007SGadSGX[dXTd 6.1 26

49 pondGelectronGpairgGitsGrelevanceGandGanalysisGfromGtheGquantumGchemistryGpointGofGviewUGJournalmofm
ComputationalmChemistrySG2007SG[eSG]bTbW 3.5 54

48 ³heGproblemGofGinteroperabilitygGoGcommonGdataGformatGforGquantumGchemistryGcodesUGInternationalm
JournalmofmQuantummChemistrySG2007SGXWdSG[We[T[WfX 2.1 31

47 NewGperspectivesGinGmultireferenceGperturbationGtheorygGtheGnTelectronGvalenceGstateGapproachUG
TheoreticalmChemistrymAccountsSG2007SGXXdSGda]Tdba 1.9 216

46 oGmultireferenceGperturbationGtheoryGstudyGonGtheGverticalGelectronicGspectrumGofGthiopheneUG
TheoreticalmChemistrymAccountsSG2007SGXXeSG]bTac 1.9 20

45 uroundGstatesGofGtheGMo[SG−[SGandGqrMoGmoleculesgGaGsecondGandGthirdGorderGmultireferenceG
perturbationGtheoryGstudyUGJournalmofmChemicalmPhysicsSG2007SGX[dSGWda]Wc 3.9 29
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44 ³heGqalculationGofGtheGqorrelationGsnergyGinGuroundGandGsxcitedG²tatesgGtheGnâ��slectronGøalenceG
²tateG”erturbationG³heoryGopproachUGAIPmConferencemProceedingsSG2007SG 0 1

43 ³heGsffectGofGtheGpasisT²etG²uperpositionGsrrorGonGtheGqalculationGofGrispersionGwnteractionsgGGoG
³estG²tudyGonGtheGNeonGrimerUGJournalmofmChemicalmTheorymandmComputationSG2007SG]SGaddTeb 6.4 15

42 oG²impleGopproximateG”erturbationGopproachGtoG–uasiTdegenerateG²ystemsUGTheoreticalmChemistrym
AccountsSG2006SGXXcSGa]aTa]f 1.9 11

41 ³hirdTorderGmultireferenceGperturbationGtheorygGtheGnTelectronGvalenceGstateGperturbationTtheoryG
approachUGJournalmofmChemicalmPhysicsSG2006SGX[aSGWbaXWe 3.9 133

40 oGconvenientGdecontractionGprocedureGofGinternallyGcontractedGstateTspecificGmultireferenceG
algorithmsUGJournalmofmChemicalmPhysicsSG2006SGX[aSG[]aXWf 3.9 39

39 oGprioriGcompleteGactiveGspaceGselfGconsistentGfieldGlocalizedGorbitalsgGanGapplicationGonGlinearG
polyenesUGMolecularmPhysicsSG2006SGXWaSGcfXTdWW 1.7 3

38 revelopmentsGinGtheGnTelectronGvalenceGstateGperturbationGtheoryUGInternationalmJournalmofm
QuantummChemistrySG2006SGXWcSGcecTcfX 2.1 12

37 ³heGverticalGelectronicGspectrumGofGpyrrolegGoGsecondGandGthirdGorderGnTelectronGvalenceGstateG
perturbationGtheoryGstudyUGChemicalmPhysicsmLettersSG2006SGa[[SGb[[Tb[e 2.5 28

36 onGapplicationGofGsecondGandGthirdTorderGnTelectronGvalenceGstateGperturbationGtheoryGtoGtheG
calculationGofGtheGverticalGelectronicGspectrumGofGfuranUGChemicalmPhysicsmLettersSG2006SGa[cSGaabTabX 2.5 18

35 oGcomputationalGstudyGofGsaltGdiffusionGandGheatGextractionGinGsolarGpondGplantsUGSolarmEnergySG2006SG
eWSGXafeTXbWe 6.8 23

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

33 ³heGeffectGofGthermodiffusionGonGtheGstabilityGofGaGsalinityGgradientGsolarGpondUGInternationalmJournalm
ofmHeatmandmMassmTransferSG2005SGaeSGac]]Tac]f 4.9 30

32
oGqo²²qtGtheoreticalGstudyGofGtheGvibrationalGfrequenciesGandGstructureGofGformaldehydeSG
acetaldehydeGandGacetoneGvalenceGexcitedGstatesUGComputationalmandmTheoreticalmChemistrySG2005SG
dXeSGbbTcf

17

31 qomputerGassistedGgenerationGofGtheGmatrixGelementsGbetweenGcontractedGwavefunctionsGinGaG
qompleteGoctiveG²paceGschemeUGComputermPhysicsmCommunicationsSG2005SGXccSGb]Tbd 4.2 7

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

29 obGinitioGnTelectronGvalenceGstateGperturbationGtheoryGstudyGofGtheGadiabaticGtransitionsGinGcarbonylG
moleculesgGformaldehydeSGacetaldehydeSGandGacetoneUGJournalmofmChemicalmPhysicsSG2005SGX[[SGXXa]Wa 3.9 29

28 qonstantTatomicTfinalTstateGfilteringGofGdissociativeGstatesGinGtheG“XsTTlsigmaQGcoreGexcitationGinG
“[UGJournalmofmChemicalmPhysicsSG2005SGX[]SGca]Xa 3.9 20

27 oGquasidegenerateGformulationGofGtheGsecondGorderGnTelectronGvalenceGstateGperturbationGtheoryG
approachUGJournalmofmChemicalmPhysicsSG2004SGX[XSGaWa]Tf 3.9 238
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26 zocalGorbitalsGforGquasiTdegenerateGsystemsUGComputationalmandmTheoreticalmChemistrySG2004SGdWfSGXTXW 8

25 oGoneTdimensionalGnumericalGstudyGofGtheGsaltGdiffusionGinGaGsalinityTgradientGsolarGpondUG
InternationalmJournalmofmHeatmandmMassmTransferSG2004SGadSGXTXW 4.9 41

24 qalibrationGofGtheGnTelectronGvalenceGstateGperturbationGtheoryGapproachUGJournalmofmChemicalm
PhysicsSG2004SGX[WSGacXfT[b 3.9 46

23 onGapplicationGofGsecondTorderGnTelectronGvalenceGstateGperturbationGtheoryGtoGtheGcalculationGofG
excitedGstatesUGTheoreticalmChemistrymAccountsSG2004SGXXXSG]b[T]bd 1.9 33

22 ueometryGoptimizationGwithinGaGlocalizedGqo²T²qtGapproachUGChemicalmPhysicsmLettersSG2003SG]dXSGafTbb 2.5 9

21 ³heGuseGofGlocalGorbitalsGinGmultireferenceGcalculationsUGMolecularmPhysicsSG2003SGXWXSGX]efTX]fe 1.7 33

20 MultipleGcompleteGactiveGspaceGselfTconsistentGfieldGsolutionsUGMolecularmPhysicsSG2003SGXWXSGXf]dTXfaa 1.7 20

19 MultireferenceGperturbationGconfigurationGinteractionGøUG³hirdTorderGenergyGcontributionsGinGtheG
Mˆ‚llerâ��”lessetGandGspsteinâ��NesbetGpartitionsUGTheoreticalmChemistrymAccountsSG2002SGXWdSG]X]T]Xd 1.9 52

18 “GXsGTTlGsigmaQGresonanceGinG“[gGinadequacyGofGonlyGtwoGexchangeTsplitGcomponentsUGPhysicalm
ReviewmLettersSG2002SGeeSG[a]WW[ 7.4 19

17
nTelectronGvalenceGstateGperturbationGtheorygGoGspinlessGformulationGandGanGefficientG
implementationGofGtheGstronglyGcontractedGandGofGtheGpartiallyGcontractedGvariantsUGJournalmofm
ChemicalmPhysicsSG2002SGXXdSGfX]eTfXb]

3.9 720

16 oGnovelGperturbationTbasedGcompleteGactiveGspaceâ��selfTconsistentTfieldGalgorithmgGopplicationGtoG
theGdirectGcalculationGofGlocalizedGorbitalsUGJournalmofmChemicalmPhysicsSG2002SGXXdSGXWb[bTXWb]] 3.9 59

15 MultireferenceGperturbationGqwGwøUG²electionGprocedureGforGoneTelectronGpropertiesUGTheoreticalm
ChemistrymAccountsSG2001SGXWbSG[bfT[ca 1.9 13

14 NTelectronGvalenceGstateGperturbationGtheorygGaGfastGimplementationGofGtheGstronglyGcontractedG
variantUGChemicalmPhysicsmLettersSG2001SG]bWSG[fdT]Wb 2.5 523

13 wntroductionGofGnTelectronGvalenceGstatesGforGmultireferenceGperturbationGtheoryUGJournalmofm
ChemicalmPhysicsSG2001SGXXaSGXW[b[TXW[ca 3.9 1069

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

11 “nGaGmixedGMˆ‚llerâ��”lessetGspsteinâ��NesbetGpartitionGofGtheGvamiltonianGtoGbeGusedGinG
multireferenceGperturbationGconfigurationGinteractionUGChemicalmPhysicsmLettersSG2000SG]XdSGad[TaeW 2.5 39

10 MultireferenceGperturbationGqwGwwwUGtastGevaluationGofGtheGoneTparticleGdensityGmatrixUGTheoreticalm
ChemistrymAccountsSG1998SGXWWSG][aT][e 1.9 18

9 ”hysicalGwnterpretationGofGyoopmansNG³heoremgGoGqriticismGofGtheGqurrentGridacticG”resentationUG
JournalmofmChemicalmEducationSG1998SGdbSGXafa 2.4 7
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8 ³hresholdG”hotoionizationG²tudyGofGteOq“PbGversusGabGwnitioGqalculationsUGJournalmofmPhysicalm
ChemistrymASG1997SGXWXSGdfWdTdfX] 2.8 22

7 MultireferenceGperturbationGqwGwUGsxtrapolationGproceduresGwithGqo²GorGselectedGzeroTorderGspacesUG
TheoreticalmChemistrymAccountsSG1997SGfeSGbdTc] 1.9 54

6 MultireferenceGperturbationGqwGwwUG²electionGofGtheGzeroTorderGspaceUGTheoreticalmChemistrymAccountsSG
1997SGfeSGXXdTX[e 1.9 52

5 –uasiTdiabaticGandGadiabaticGstatesGandGpotentialGenergyGcurvesGforGNamqdGcollisionsGandGexcimerG
formationUGChemicalmPhysicsSG1996SG[WaSGbdTca 2.3 12

4 “nGtheGcompetitionGbetweenGtheGinversionGandGrotationGmechanismsGinGtheGcisTtransGthermalG
isomerizationGofGdiazeneUGChemicalmPhysicsmLettersSG1996SG[bfSG[dcT[e[ 2.5 25

3 oGsurfaceGhoppingGstudyGofGenergyGtransferGinGNaGRGqdQQGcollisionsUGChemicalmPhysicsmLettersSG1996SG
[bbSGcbTdW 2.5 4

2 –uasiTbondGorbitalsGfromGmaximumTlocalizationGhybridsGforGabGinitioGqwGcalculationsUGChemicalm
PhysicsmLettersSG1995SG[]]SGXW[TXXW 2.5 22
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