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o Paper IF Citations

107 qnJefficientJinternallyJcontractedJmulticonfigurationâ��referenceJconfigurationJinteractionJmethodXJ
JournaloofoChemicaloPhysicsVJ1988VJhiVJeh]cWehad 3.9 3175

106 qJsecondJorderJmulticonfigurationJSsvJprocedureJwithJoptimumJconvergenceXJJournaloofoChemicalo
PhysicsVJ1985VJhbVJe]ecWe]fc 3.9 2556

105 qnJefficientJmethodJforJtheJevaluationJofJcouplingJcoefficientsJinJconfigurationJinteractionJ
calculationsXJChemicaloPhysicsoLettersVJ1988VJadeVJeadWebb 2.5 2327

104 “olprojJaJgeneralWpurposeJquantumJchemistryJprogramJpackageXJWileyoInterdisciplinaryoReviews:o
ComputationaloMolecularoScienceVJ2012VJbVJbdbWbec 7.9 2254

103 qnJefficientJsecondWorderJ“sJSsvJmethodJforJlongJconfigurationJexpansionsXJChemicaloPhysicso
LettersVJ1985VJaaeVJbeiWbfg 2.5 2210

102 soupledJclusterJtheoryJforJhighJspinVJopenJshellJreferenceJwaveJfunctionsXJJournaloofoChemicalo
PhysicsVJ1993VJiiVJebaiWebbg 3.9 1752

101 —erturbativeJcorrectionsJtoJaccountJforJtripleJexcitationsJinJclosedJandJopenJshellJcoupledJclusterJ
theoriesXJChemicaloPhysicsoLettersVJ1994VJbbgVJcbaWcbf 2.5 893

100 SpinWorbitJmatrixJelementsJforJinternallyJcontractedJmultireferenceJconfigurationJinteractionJ
wavefunctionsXJMolecularoPhysicsVJ2000VJihVJahbcWahcc 1.7 741

99 vastJlinearJscalingJsecondWorderJ“ˆ‚llerW—lessetJperturbationJtheoryJR“—bSJusingJlocalJandJdensityJ
fittingJapproximationsXJJournaloofoChemicaloPhysicsVJ2003VJaahVJhadiWhaf] 3.9 606

98 ynternallyJcontractedJmulticonfigurationWreferenceJconfigurationJinteractionJcalculationsJforJ
excitedJstatesXJTheoreticaoChimicaoActaVJ1992VJhdVJieWa]c 436

97 xighWaccuracyJabJinitioJrotationWvibrationJtransitionsJforJwaterXJScienceVJ2003VJbiiVJeciWdb 33.3 262

96 vastJxartreeâ��vockJtheoryJusingJlocalJdensityJfittingJapproximationsXJMolecularoPhysicsVJ2004VJa]bVJbcaaWbcba1.7 257

95 RestrictedJ“ˆ‚llerâ��—lessetJtheoryJforJopenWshellJmoleculesXJChemicaloPhysicsoLettersVJ1991VJahfVJac]Wacf 2.5 239

94 ΠheJ“olproJquantumJchemistryJpackageXJJournaloofoChemicaloPhysicsVJ2020VJaebVJadda]g 3.9 197

93 qJdeterminantJbasedJfullJconfigurationJinteractionJprogramXJComputeroPhysicsoCommunicationsVJ
1989VJedVJgeWhc 4.2 180

92 qJcomparisonJofJvariationalJandJnonWvariationalJinternallyJcontractedJmulticonfigurationWreferenceJ
configurationJinteractionJcalculationsXJTheoreticaoChimicaoActaVJ1991VJghVJageWahg 166

91 renchmarkJfullJconfigurationWinteractionJcalculationsJonJxvJandJ”xbXJJournaloofoChemicaloPhysicsVJ
1986VJheVJadfiWadgd 3.9 156
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90
ΠheJqJb˛ â��XJb˛£UJredJandJrJb˛£Uâ��XJb˛£UJvioletJsystemsJofJtheJs”JradicaljJqccurateJmultireferenceJ
configurationJinteractionJcalculationsJofJtheJradiativeJtransitionJprobabilitiesXJJournaloofoChemicalo
PhysicsVJ1988VJhiVJgccdWgcdc

3.9 146

89 SlowJconvergenceJofJtheJmˆ‚llerWplessetJperturbationJseriesjJtheJdissociationJenergyJofJhydrogenJ
cyanideJandJtheJelectronJaffinityJofJtheJcyanoJradicalXJChemicaloPhysicsoLettersVJ1987VJachVJdhaWdhe 2.5 122

88 –penWshellJ“ollerâ��—lessetJperturbationJtheoryXJChemicaloPhysicsoLettersVJ1991VJaheVJbefWbfd 2.5 121

87 ymprovedJradialJgridsJforJquadratureJinJmolecularJdensityWfunctionalJcalculationsXJJournaloofo
ChemicaloPhysicsVJ1996VJa]dVJihdhWiheh 3.9 107

86 qbJinitioJglobalJpotentialVJdipoleVJadiabaticVJandJrelativisticJcorrectionJsurfacesJforJtheJxs”â��x”sJ
systemXJJournaloofoChemicaloPhysicsVJ2001VJaaeVJcg]fWcgah 3.9 96

85 ΣnlimitedJfullJconfigurationJinteractionJcalculationsXJJournaloofoChemicaloPhysicsVJ1989VJiaVJbcifWbcih 3.9 94

84 ynsertionJandJabstractionJpathwaysJinJtheJreactionJ–RatbSJUJxbWWn–xUxXJPhysicaloReviewoLettersVJ
2001VJhfVJagbiWcb 7.4 88

83 —rojectedJunrestrictedJ“o[llerâ��—lessetJsecondWorderJenergiesXJJournaloofoChemicaloPhysicsVJ1988VJ
hhVJfiiaWfiih 3.9 85

82 qnalyticJenergyJsecondJderivativesJforJgeneralJ“sSsvJwaveJfunctionsXJJournaloofoChemicaloPhysicsVJ
1984VJh]VJbff]Wbffh 3.9 83

81 qccurateJmultireferenceJconfigurationJinteractionJcalculationsJofJtheJpotentialJenergyJfunctionJandJ
theJdissociationJenergyJofJ”bXJJournaloofoChemicaloPhysicsVJ1991VJidVJabfdWabg] 3.9 78

80 ΠheoreticalJassignmentJofJtheJvisibleJspectrumJofJsingletJmethyleneXJJournaloofoChemicaloPhysicsVJ
1991VJidVJaahWacb 3.9 77

79 renchmarkJstudiesJofJvariationalVJunitaryJandJextendedJcoupledJclusterJmethodsXJJournaloofo
ChemicaloPhysicsVJ2010VJaccVJbcda]b 3.9 74

78 VeryJlargeJfullJconfigurationJinteractionJcalculationsXJChemicaloPhysicsoLettersVJ1989VJaeeVJeacWeag 2.5 74

77 qJcomparativeJstudyJofJmethodsJforJdescribingJnonWadiabaticJcouplingjJdiabaticJrepresentationJofJ
theJaSigmaJU[a—iJx–xJandJxx–JconicalJintersectionsXJMolecularoPhysicsVJ1997VJiaVJaa]gWaabd 1.7 73

76 ΠheoreticalJspinâ��rovibronicJbqaR˛ uSâ��braJspectrumJofJtheJxb–UVJxt–UVJandJtb–UJcationsXJJournalo
ofoChemicaloPhysicsVJ1993VJihVJebbbWebcd 3.9 71

75 qJseparableJmethodJforJtheJcalculationJofJdispersionJandJinductionJenergyJdampingJfunctionsJwithJ
applicationsJtoJtheJdimersJarisingJfromJxeVJ”eJandJxvXJMolecularoPhysicsVJ1987VJf]VJaadcWaaeh 1.7 61

74 qJfullWsyJstudyJofJtheJenergeticsJofJtheJreactionJvJUJxbJWnJxvUxXJChemicaloPhysicsoLettersVJ1991VJaheVJeeeWefa2.5 60

73 qJcomparativeJstudyJofJmethodsJforJdescribingJnonWadiabaticJcouplingjJdiabaticJrepresentationJofJ
theJa˛£U[a˛ Jx–xJandJxx–JconicalJintersectionsXJMolecularoPhysicsVJ1997VJiaVJaa]gWaabc 1.7 60
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72 sonvergenceJofJprojectedJunrestrictedJxarteeWvockJ“oellerW—lessetJseriesXXJTheoJournaloofoPhysicalo
ChemistryVJ1988VJibVJc]igWca]] 58

71 “icrowaveJelectronicJspectrumJofJtheJxeUbJionXJJournaloofoChemicaloPhysicsVJ1995VJa]bVJeigiWeihh 3.9 55

70 ΠowardsJreliableJmodellingJofJlargeJclustersjJonJtheJoverallJaccuracyJofJtheJdiatomicsWinWmoleculeJ
methodJforJrareJgasJclusterJionsXJChemicaloPhysicsVJ1995VJaicVJbgWcf 2.3 53

69 ”onWexpandedJdispersionJenergiesJandJdampingJfunctionsJforJqrbJandJLibXJChemicaloPhysicsoLettersVJ
1986VJabdVJafdWaga 2.5 47

68 ”onWexpandedJdispersionJandJinductionJenergiesVJandJdampingJfunctionsVJforJmolecularJ
interactionsJwithJapplicationJtoJxvWxeXJMolecularoPhysicsVJ1986VJeiVJifeWihd 1.7 46

67 ΠheJcX—yXhJXrarwXJcXSyw“qXuUJtransitionJinJnitrogenJR”bbUSXJTheoJournaloofoPhysicaloChemistryVJ1991VJ
ieVJbabeWbabg 45

66 sonvergenceJofJrreitâ��—auliJspinâ��orbitJmatrixJelementsJwithJbasisJsetJsizeJandJconfigurationJ
interactionJspacejJΠheJhalogenJatomsJvVJslVJandJrrXJJournaloofoChemicaloPhysicsVJ2000VJaabVJefbdWefcb 3.9 43

65 soupledJabinitioJpotentialJenergyJsurfacesJforJtheJreactionJslRb—SUxslWnslxUslRb—SXJPhysicalo
ChemistryoChemicaloPhysicsVJ1999VJaVJiegWiff 3.6 43

64 –nJtheJvalidityJandJapplicabilityJofJtheJconnectedJmomentsJexpansionXJChemicaloPhysicsoLettersVJ
1987VJacdVJeabWeah 2.5 42

63 –nJtheJassignmentJofJtheJelectronicallyJexcitedJsingletJstatesJinJlinearJs–bXJChemicaloPhysicso
LettersVJ1988VJadfVJbc]Wbce 2.5 42

62
–neWparticleJmanyWbodyJwreenQsJfunctionJtheoryjJqlgebraicJrecursiveJdefinitionsVJlinkedWdiagramJ
theoremVJirreducibleWdiagramJtheoremVJandJgeneralWorderJalgorithmsXJJournaloofoChemicaloPhysicsVJ
2017VJadgVJ]dda]h

3.9 41

61 øuantumJΠunnelingJRatesJofJwasW—haseJReactionsJfromJ–nWtheWvlyJynstantonJsalculationsXJJournalo
ofoPhysicaloChemistryoLettersVJ2016VJgVJdcgdWdcgi 6.4 40

60 qpproximateJvariationalJcoupledJclusterJtheoryXJJournaloofoChemicaloPhysicsVJ2011VJaceVJ]ddaac 3.9 40

59 SecondWorderJ“sSsvJoptimizationJrevisitedXJyXJymprovedJalgorithmsJforJfastJandJrobustJ
secondWorderJsqSSsvJconvergenceXJJournaloofoChemicaloPhysicsVJ2019VJae]VJaida]f 3.9 39

58 qccurateJnumericalJdeterminationJofJKohnWShamJpotentialsJfromJelectronicJdensitiesjJyXJ
ΠwoWelectronJsystemsXJJournaloofoChemicaloPhysicsVJ1997VJa]fVJifeiWiffg 3.9 39

57 SpectroscopicJandJtheoreticalJcharacterizationJofJlinearJcentrosymmetricJ”o”ooxUoo”o”XJJournaloofo
ChemicaloPhysicsVJ1999VJaaaVJhd]]Whd]c 3.9 38

56 qbJinitioJstudyJofJtheJenergeticsJofJtheJspinWallowedJandJspinWforbiddenJdecompositionJofJx”cXJ
JournaloofoChemicaloPhysicsVJ1990VJicVJcc]gWccah 3.9 35

55 uxchangeJenergyJinJKohnWShamJdensityWfunctionalJtheoryXJPhysicaloReviewoAVJ1995VJeaVJcegaWcege 2.6 34
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54 øuasiWvariationalJcoupledJclusterJtheoryXJJournaloofoChemicaloPhysicsVJ2012VJacfVJ]edaad 3.9 33

53 ΠheJstructuresJandJstabilitiesJofJheliumJclusterJionsXJMolecularoPhysicsVJ1996VJhgVJhbgWhcc 1.7 31

52 ΣltrafastJ—hotoinducedJtynamicsJofJaVcWsyclohexadieneJΣsingJX“SWsqS—ΠbJSurfaceJxoppingXJ
JournaloofoChemicaloTheoryoandoComputationVJ2019VJaeVJcibiWcid] 6.4 30

51 qnJuxtendedJsomputationalJStudyJofJsriegeeJyntermediateWqlcoholJReactionsXJJournaloofoPhysicalo
ChemistryoAVJ2019VJabcVJbahWbbi 2.8 30

50 RigorouslyJextensiveJorbitalWinvariantJrenormalizedJperturbativeJtriplesJcorrectionsJfromJ
quasiWvariationalJcoupledJclusterJtheoryXJJournaloofoChemicaloPhysicsVJ2013VJachVJ]gda]d 3.9 29

49 qnJ“sSsvJstudyJofJtheJXbrbVJbqbJandJbJbrbJstatesJofJbenzylXJJournaloofotheoChemicaloSociety,o
FaradayoTransactionso2VJ1987VJhcVJafdc 29

48 renchmarkJøuasiWVariationalJsoupledJslusterJsalculationsJofJ“ultipleJrondJrreakingXJJournaloofo
ChemicaloTheoryoandoComputationVJ2012VJhVJbfecWf] 6.4 27

47 xighJqccuracyJabJynitioJsalculationsJonJReactionsJofJ–xJwithJaWqlkenesXJΠheJsaseJofJ—ropeneXJ
JournaloofoChemicaloTheoryoandoComputationVJ2009VJeVJbcacWba 6.4 25

46 —olaritonicJcoupledWclusterJtheoryXJPhysicaloReviewoResearchVJ2020VJbVJ 3.9 25

45 sompressiveJsamplingJinJconfigurationJinteractionJwavefunctionsXJMolecularoPhysicsVJ2015VJaacVJafeeWaff]1.7 22

44 qnJnWvaluedJrepresentationJofJxeUJnJpotentialsXJMolecularoPhysicsVJ1995VJheVJbdcWbee 1.7 22

43 “sSsvJoptimizationJrevisitedXJyyXJsombinedJfirstWJandJsecondWorderJorbitalJoptimizationJforJlargeJ
moleculesXJJournaloofoChemicaloPhysicsVJ2020VJaebVJ]gda]b 3.9 21

42 qpplicationJofJtheJquasiWvariationalJcoupledJclusterJmethodJtoJtheJnonlinearJopticalJpropertiesJofJ
modelJhydrogenJsystemsXJJournaloofoChemicaloPhysicsVJ2012VJacgVJ]edc]a 3.9 20

41 qnalyticJnuclearJforcesJandJmolecularJpropertiesJfromJfullJconfigurationJinteractionJquantumJ
“onteJsarloXJJournaloofoChemicaloPhysicsVJ2015VJadcVJ]eda]h 3.9 18

40
rreakingJmultipleJcovalentJbondsJwithJxartreeWvockWbasedJquantumJchemistryjJøuasiWVariationalJ
soupledJslusterJtheoryJwithJperturbativeJtreatmentJofJtripleJexcitationsXJPhysicaloChemistryo
ChemicaloPhysicsVJ2012VJadVJfgbiWcb

3.6 18

39 —arallelJinternallyJcontractedJmultireferenceJconfigurationJinteractionJ1998VJaiVJabaeWabbh 18

38 ΠheoreticalJphotoabsorptionJspectrumJofJqrcUXJChemicaloPhysicsoLettersVJ1999VJc]aVJbdaWbdg 2.5 18

37 tirectJquantumJdynamicsJusingJvariationalJwaussianJwavepacketsJandJwaussianJprocessJregressionXJ
JournaloofoChemicaloPhysicsVJ2019VJae]VJ]daa]a 3.9 18

(2019-2012)

5



36 ΠheoreticalJphotoabsorptionJspectraJofJqrnUJclustersXJChemicaloPhysicsoLettersVJ2000VJcbeVJfdhWfed 2.5 17

35 øuantemolJulectronJsollisionsJRøusSjJqnJunhancedJuxpertJSystemJforJ—erformingJulectronJ
“oleculeJsollisionJsalculationsJΣsingJtheJRW“atrixJ“ethodXJAtomsVJ2019VJgVJig 2.1 15

34 qJlinkedJelectronJpairJfunctionalXJJournaloofoChemicaloPhysicsVJ2010VJaccVJbbda]f 3.9 15

33 RoWvibronicJstatesJofJtheJ”sSJradicalJinJtheJXb˛ JstateXJPhysicaloChemistryoChemicaloPhysicsVJ1999VJaVJbfdiWbfee3.6 15

32 qbJinitioJcalculationJofJtheJXJb˛£UJandJqJb˛ JstatesJofJsvUUXJJournaloofoChemicaloPhysicsVJ1990VJicVJefbWefi 3.9 14

31 ”onuniquenessJofJalgebraicJfirstWorderJdensityWmatrixJfunctionalsXJPhysicaloReviewoAVJ2015VJibVJ 2.6 13

30
“ultireferenceâ��configurationJinteractionJR“RosySJcalculationsJofJxSbUJandJexperimentalJ
observationJviaJelectronJimpactJionizationJofJxbSXJInternationaloJournaloofoMassoSpectrometryoando
IonoProcessesVJ1990VJa]]VJe]eWeai

12

29 ΠheoreticalJdeterminationJofJtheJheatJofJformationJofmethyleneXJJournaloofotheoChemicaloSociety,o
FaradayoTransactionsVJ1997VJicVJb]beWb]bg 11

28 ΠheoreticalJdeterminationJofJtheJvibrationalJlevelsJofJ”xUJcJandJitsJisotopomersXJMolecularoPhysicsVJ
2001VJiiVJacceWacdf 1.7 11

27 StatisticalJanalysisJofJactivationJandJreactionJenergiesJwithJquasiWvariationalJcoupledWclusterJtheoryXJ
MolecularoPhysicsVJ2018VJaafVJadbaWadbg 1.7 10

26 WhatJysJtheJ—riceJofJ–penWSourceJSoftwareoXJJournaloofoPhysicaloChemistryoLettersVJ2015VJfVJbgeaWd 6.4 8

25 ynducedJdipoleâ��inducedJdipoleJinteractionsJinJqrUJnJclustersXJMolecularoPhysicsVJ1999VJifVJgdiWgee 1.7 8

24 ΠheJmetastableJquartetJstateJofJxeUdXJJournaloofoChemicaloPhysicsVJ1995VJa]bVJiddbWiddc 3.9 8

23 “olecularJsecondWquantizedJxamiltonianjJulectronJcorrelationJandJnonWadiabaticJcouplingJtreatedJ
onJanJequalJfootingXJJournaloofoChemicaloPhysicsVJ2020VJaecVJabda]b 3.9 8

22 øuantumJshemistryJinJtataflowjJtensityWvittingJ“—bXJJournaloofoChemicaloTheoryoandoComputationVJ
2017VJacVJebfeWebgb 6.4 7

21 SymmetryJdependenceJandJuniversalityJofJpracticalJalgebraicJfunctionalsJinJ
densityWmatrixWfunctionalJtheoryXJPhysicaloReviewoAVJ2019VJiiVJ 2.6 7

20 —arallelJprogrammingJinterfaceJforJdistributedJdataXJComputeroPhysicsoCommunicationsVJ2009VJah]VJbfgcWbfgi4.2 7

19 wenerationJofJfunctionalJderivativesJinJKohnWShamJdensityWfunctionalJtheoryXJComputeroPhysicso
CommunicationsVJ1997VJa]]VJicWih 4.2 7
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18 ΠheoreticalJrovibrationalJlineJintensitiesJinJtheJelectronicJgroundJstateJofJozoneXJMolecularoPhysicsVJ
2004VJa]bVJbahaWbahi 1.7 7

17 ΠheJstructuresJandJstabilitiesJofJheliumJclusterJions 7

16 øuasiWvariationalJcoupledWclusterJtheoryjJ—erformanceJofJperturbativeJtreatmentsJofJconnectedJ
tripleJexcitationsXJJournaloofoChemicaloPhysicsVJ2018VJadhVJaida]b 3.9 5

15 ReplyJtoJâ��sommentJonJâ��”onuniquenessJofJalgebraicJfirstWorderJdensityWmatrixJfunctionalsâ��Jâ��XJ
PhysicaloReviewoAVJ2018VJigVJ 2.6 4

14 SymbolicJalgebraJinJfunctionalJderivativeJpotentialJcalculationsJ1998VJaiVJc]]Wc]g 4

13 —otentialJenergyJsurfacesJfromJKohnWShamJpotentialsXJChemicaloPhysicsoLettersVJ1996VJbfbVJeccWech 2.5 4

12 LowWlyingJelectronicJstatesJofJ—xbUXJChemicaloPhysicsoLettersVJ1990VJageVJedhWeed 2.5 4

11 souplingJelectronsJandJvibrationsJinJmolecularJquantumJchemistryXJJournaloofoChemicaloPhysicsVJ
2020VJaecVJbadaad 3.9 3

10 ymprovedJversionJofJparallelJprogrammingJinterfaceJforJdistributedJdataJwithJmultipleJhelperJ
serversXJComputeroPhysicsoCommunicationsVJ2011VJahbVJae]bWae]f 4.2 2

9 sollinsJconjectureJandJinformationJentropyJinJdissociatingJdiatomicJmoleculesXJPhysicaloReviewoAVJ
2021VJa]cVJ 2.6 2

8 ynformationJentropyJasJaJmeasureJofJtheJcorrelationJenergyJassociatedJwithJtheJcumulantXJPhysicalo
ReviewoAVJ2021VJa]cVJ 2.6 2

7 ”icholasJsharlesJxandyXJagJzuneJaidaJâ��JbJ–ctoberJb]abXJBiographicaloMemoirsoofoFellowsoofotheo
RoyaloSocietyVJ2015VJfaVJadeWaf] 0.1 1

6 urratumJtoJâ��wenerationJofJfunctionalJderivativesJinJKohnWShamJdensityWfunctionalJtheoryâ��J[somputXJ
—hysXJsommunXJa]]JRaiigSJicâ��ih]XJComputeroPhysicsoCommunicationsVJ1997VJa]cVJieWif 4.2 1

5 —erturbationWadaptedJperturbationJtheoryXXJJournaloofoChemicaloPhysicsVJ2022VJaefVJ]aaa]a 3.9 1

4 ulectronJsorrelationJinJSmallJ“oleculesJandJtheJsonfigurationJynteractionJ“ethodJ1990VJbaaWbcc 1

3 ΠheJroleJofJspinâ��orbitJeffectsJinJtheJmobilityJofJ”UJionsJmovingJinJaJheliumJgasJatJlowJtemperatureXJ
EuropeanoPhysicaloJournaloDVJ2020VJgdVJa 1.3 0

2 ΠheJdeterminationJofJpointJgroupsJfromJimpreciseJmolecularJgeometriesXJJournaloofoMathematicalo
ChemistryVJ2022VJf]VJafa 2.1

1 qccurateJsonfigurationJynteractionJsomputationsJofJ—otentialJunergyJSurfacesJusingJ“assivelyJ
—arallelJsomputersJ1999VJbcgWbdh
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