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n Paper IF Citations

121 zwsTlKzighKaccuracyKextrapolatedKabKinitioKthermochemistryYKJournaloofoChemicaloPhysicsWK2004WK
cdcWKccgkkXhce 3.9 606

120 MulticonfigurationKselfXconsistentKfieldKandKmultireferenceKconfigurationKinteractionKmethodsKandK
applicationsYKChemicaloReviewsWK2012WKccdWKcbjXjc 68.1 462

119 MultiXreferenceKaveragedKquadraticKcoupledXclusterKmethodlKaKsizeXextensiveKmodificationKofK
multiXreferenceKu†YKChemicaloPhysicsoLettersWK1993WKdcfWKfjcXfjj 2.5 386

118
zighXlevelKmultireferenceKmethodsKinKtheKquantumXchemistryKprogramKsystemKuäLUMtUSlK
snalyticKMRXu†SvKandKMRXsQuuKgradientsKandKMRXsQuuXLRTKforKexcitedKstatesWKyUysKspinâ��orbitKu†K
andKparallelKu†KdensityYKPhysicaloChemistryoChemicaloPhysicsWK2001WKeWKhhfXhie

3.6 369

117 sKprogressKreportKonKtheKstatusKofKtheKuäLUMtUSKMRu†KprogramKsystemYKInternationaloJournaloofo
QuantumoChemistryWK1988WKefWKcfkXchg 2.1 343

116 zighXaccuracyKextrapolatedKabKinitioKthermochemistryYK††YKMinorKimprovementsKtoKtheKprotocolKandK
aKvitalKsimplificationYKJournaloofoChemicaloPhysicsWK2006WKcdgWKhfcbj 3.9 277

115 †UésuKuriticalKwvaluationKofKThermochemicalKéropertiesKofKSelectedKRadicalsYKéartK†YKJournaloofo
PhysicaloandoChemicaloReferenceoDataWK2005WKefWKgieXhgh 4.3 275

114 snalyticKevaluationKofKnonadiabaticKcouplingKtermsKatKtheKMRXu†KlevelYK†YKxormalismYKJournaloofo
ChemicaloPhysicsWK2004WKcdbWKieddXk 3.9 270

113 sKgeneralKstateXselectiveKmultireferenceKcoupledXclusterKalgorithmYKJournaloofoChemicaloPhysicsWK
2002WKcciWKkjbXkkb 3.9 227

112 snalyticKevaluationKofKnonadiabaticKcouplingKtermsKatKtheKMRXu†KlevelYK††YKMinimaKonKtheKcrossingK
seamlKformaldehydeKandKtheKphotodimerizationKofKethyleneYKJournaloofoChemicaloPhysicsWK2004WKcdbWKieebXk3.9 208

111 spproximatelyKextensiveKmodificationsKofKtheKmultireferenceKconfigurationKinteractionKmethodlKsK
theoreticalKandKpracticalKanalysisYKJournaloofoChemicaloPhysicsWK1995WKcbeWKehbbXehcd 3.9 205

110 sKgeneralKmultireferenceKconfigurationKinteractionKgradientKprogramYKJournaloofoChemicaloPhysicsWK
1992WKkhWKdbjgXdbkj 3.9 198

109 MultireferenceKspproachesKforKwxcitedKStatesKofKMoleculesYKChemicaloReviewsWK2018WKccjWKidkeXiehc 68.1 181

108 snalyticKcalculationKofKtheKdiagonalKtornXäppenheimerKcorrectionKwithinKconfigurationXinteractionK
andKcoupledXclusterKtheoryYKJournaloofoChemicaloPhysicsWK2006WKcdgWKcffccc 3.9 164

107 uoupledXclusterKtechniquesKforKcomputationalKchemistrylKTheKuxäURKprogramKpackageYKJournaloofo
ChemicaloPhysicsWK2020WKcgdWKdcfcbj 3.9 156

106 uolumbusâ��aKprogramKsystemKforKadvancedKmultireferenceKtheoryKcalculationsYKWileyo
InterdisciplinaryoReviews:oComputationaloMolecularoScienceWK2011WKcWKckcXckk 7.9 147

105 snalyticKfirstKderivativesKforKgeneralKcoupledXclusterKandKconfigurationKinteractionKmodelsYKJournalo
ofoChemicaloPhysicsWK2003WKcckWKdkkcXebbf 3.9 138

P u00e9ter G Szalay

2



104 vecompositionKmodesKofKdioxiraneWKmethyldioxiraneKandKdimethyldioxiraneKâ��KaKuuSvSTTWKMRXsQuuK
andKvxTKinvestigationYKChemicaloPhysicsoLettersWK1998WKdkdWKkiXcbk 2.5 121

103 zighXLevelKwlectronKuorrelationKualculationsKonKxormamideKandKtheKResonanceKModelYKJournaloofo
PhysicaloChemistryoAWK1997WKcbcWKcfbbXcfbj 2.8 118

102 MultistateKvibronicKinteractionsKinKtheKbenzeneKradicalKcationYK††YKQuantumKdynamicalKsimulationsYK
JournaloofoChemicaloPhysicsWK2002WKcciWKdhgiXdhic 3.9 114

101 sKsystematicKtheoreticalKinvestigationKofKtheKvalenceKexcitedKstatesKofKtheKdiatomicKmoleculesKtdWK
udWKádKandKädYKTheoreticaloChemistryoAccountsWK2001WKcbgWKddiXdfe 1.9 102

100
snalyticKenergyKderivativesKforKcoupledXclusterKmethodsKdescribingKexcitedKstateslKyeneralK
formulasKandKcomparisonKofKcomputationalKcostsYKInternationaloJournaloofoQuantumoChemistryWK1995
WKggWKcgcXche

2.1 101

99
snalyticKUzxXuuSvSTTKsecondKderivativeslKimplementationKandKapplicationKtoKtheKcalculationKofKtheK
vibrationXrotationKinteractionKconstantsKofKáuäKandKáuSYKTheoreticaloChemistryoAccountsWK1998WK
cbbWKgXcc

1.9 97

98 tenchmarkingKuoupledKulusterKMethodsKonKValenceKSingletKwxcitedKStatesYKJournaloofoChemicalo
TheoryoandoComputationWK2014WKcbWKeigiXhg 6.4 94

97 slternativeKansˆ⁄tzeKinKsingleKreferenceKcoupledXclusterKtheoryYK†††YKsKcriticalKanalysisKofKdifferentK
methodsYKJournaloofoChemicaloPhysicsWK1995WKcbeWKdjcXdkj 3.9 90

96 áewKanalyticalKmodelKforKtheKozoneKelectronicKgroundKstateKpotentialKsurfaceKandKaccurateKabKinitioK
vibrationalKpredictionsKatKhighKenergyKrangeYKJournaloofoChemicaloPhysicsWK2013WKcekWKcefebi 3.9 88

95 MultistateKvibronicKinteractionsKinKtheKbenzeneKradicalKcationYK†YKwlectronicKstructureKcalculationsYK
JournaloofoChemicaloPhysicsWK2002WKcciWKdhfgXdhgh 3.9 85

94
tenchmarkKstudiesKonKtheKbuildingKblocksKofKvásYKcYKSuperiorityKofKcoupledKclusterKmethodsKinK
describingKtheKexcitedKstatesKofKnucleobasesKinKtheKxranckXuondonKregionYKJournaloofoPhysicalo
ChemistryoAWK2012WKcchWKhibdXcb

2.8 80

93 zilbertKspaceKmultireferenceKcoupledXclusterKmethodsYK††YKsKmodelKstudyKonKzjYKJournaloofoChemicalo
PhysicsWK1992WKkiWKfdjkXfebb 3.9 79

92 TautomersKofKcytosineKandKtheirKexcitedKelectronicKstateslKaKmatrixKisolationKspectroscopicKandK
quantumKchemicalKstudyYKPhysicaloChemistryoChemicaloPhysicsWK2011WKceWKhikkXjbi 3.6 73

91 SpinXrestrictedKopenXshellKcoupledXclusterKtheoryKforKexcitedKstatesYKJournaloofoChemicaloPhysicsWK
2000WKccdWKfbdiXfbeh 3.9 67

90 SpinXrestrictedKopenXshellKcoupledXclusterKtheoryYKJournaloofoChemicaloPhysicsWK1997WKcbiWKkbdjXkbej 3.9 66

89 voesKtheKMreefKstructureMKatKtheKozoneKtransitionKstateKtowardsKtheKdissociationKexistqKáewKinsightK
fromKcalculationsKandKultrasensitiveKspectroscopyKexperimentsYKPhysicaloReviewoLettersWK2014WKcceWKcfebbd7.4 61

88 wxcitationKenergiesKandKtransitionKmomentsKbyKtheKmultireferenceKaveragedKquadraticKcoupledK
clusterKSMRXsQuuTKmethodYKPhysicaloChemistryoChemicaloPhysicsWK2000WKdWKdbhiXdbie 3.6 61

87 StationaryKpointsKonKtheKScKpotentialKenergyKsurfaceKofKudzdYKJournaloofoChemicaloPhysicsWK1994WK
cbcWKeghXehg 3.9 61

(1994-1998)
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86 TowardKanKimprovedKgroundKstateKpotentialKenergyKsurfaceKofKozoneYKJournaloofoPhysicaloChemistryo
AWK2010WKccfWKkkdiXeg 2.8 58

85 áewKVersionsKofKspproximatelyKwxtensiveKuorrectedKMultireferenceKuonfigurationK†nteractionK
Methodsâ� YKTheoJournaloofoPhysicaloChemistryWK1996WKcbbWKhdjjXhdki 58

84 snalyticKenergyKgradientsKforKtheKtwoXdeterminantKcoupledKclusterKmethodKwithKapplicationKtoK
singletKexcitedKstatesKofKbutadieneKandKozoneYKJournaloofoChemicaloPhysicsWK1994WKcbcWKfkehXfkff 3.9 53

83 tenchmarkingKforKperturbativeKtripleXexcitationsKinKwwXwäMXuuKmethodsYKJournaloofoPhysicalo
ChemistryoAWK2013WKcciWKdghkXik 2.8 51

82 sKsystematicKcoupledXclusterKinvestigationKofKstructureKandKvibrationalKfrequenciesKofKtheKlowestK
electronicKstatesKofKketenylKradicalYKChemicaloPhysicsoLettersWK1992WKckeWKgieXgik 2.5 51

81 snalyticKevaluationKofKtheKnonadiabaticKcouplingKvectorKbetweenKexcitedKstatesKusingK
equationXofXmotionKcoupledXclusterKtheoryYKJournaloofoChemicaloPhysicsWK2009WKcecWKcdfcbf 3.9 49

80
sccurateKabKinitioKdeterminationKofKtheKadiabaticKpotentialKenergyKfunctionKandKtheK
tornXäppenheimerKbreakdownKcorrectionsKforKtheKelectronicKgroundKstateKofKLizKisotopologuesYK
JournaloofoChemicaloPhysicsWK2011WKcefWKbkfebh

3.9 48

79 SuxKandKelectronKcorrelationKstudiesKonKstructuresKandKharmonicKinXplaneKforceKfieldsKofKethyleneWK
transKcWeXbutadieneWKandKallXtransKcWeWgXhexatrieneYKJournaloofoChemicaloPhysicsWK1987WKjiWKegebXegej 3.9 48

78 éathologicKalterationsKofKtheKouterKretinaKinKstreptozotocinXinducedKdiabetesK2014WKggWKehjhXkk 46

77 TowardsKaKspinXadaptedKcoupledXclusterKtheoryKforKhighXspinKopenXshellKstatesYKJournaloofoChemicalo
PhysicsWK2006WKcdfWKcdfcbg 3.9 45

76
zighXqualityKtheoreticalKpotentialKenergyKsurfaceKforKtedKbyKusingKtheKmultireferenceKaveragedK
quadraticKcoupledXclusterKSMRXsQuuTKmethodKandKlargeKbasisKsetsYKChemicaloPhysicsoLettersWK1996WK
dgjWKfbbXfbj

2.5 45

75 éerturbativeKtreatmentKofKtheKelectronXcorrelationKcontributionKtoKtheKdiagonalKtornXäppenheimerK
correctionYKJournaloofoChemicaloPhysicsWK2007WKcdiWKbcfcbd 3.9 44

74 TheKinteractionKbetweenKcytosineKtautomersKandKwaterlKanKMédKandKcoupledKclusterKelectronK
correlationKstudyYKChemicaloPhysicsoLettersWK2002WKeghWKejeXekb 2.5 42

73 yeometryKrelaxationKeffectsKinKtheKcKctuKandKdKcsgKstatesKofKtransXcWeXbutadieneYKChemicaloPhysicsWK
1989WKcebWKdckXddj 2.3 42

72 snKabKinitioKstudyKofKtheKstructureKandKvibrationalKspectraKofKallylKandKcWfXpentadienylKradicalsYK
JournaloofoChemicaloPhysicsWK1990WKkeWKcdfhXcdgh 3.9 42

71 tenchmarkKThermochemistryKofKtheKzydroperoxylKRadicalâ� YKJournaloofoPhysicaloChemistryoAWK2004WK
cbjWKeckgXeckk 2.8 41

70 QuantumKchemicalKcoupledKclusterKstudyKofKtheKstructureKandKspectraKofKtheKgroundKandKfirstK
excitedKstatesKofKtheKketenylKradicalYKChemicaloPhysicsoLettersWK1996WKdheWKkcXkk 2.5 40

69 sKnewKaccurateKgroundXstateKpotentialKenergyKsurfaceKofKethyleneKandKpredictionsKforKrotationalK
andKvibrationalKenergyKlevelsYKJournaloofoChemicaloPhysicsWK2014WKcfcWKcbfebc 3.9 39
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68 wquationXofXmotionKcoupledXclusterKmethodsKforKionizedKstatesKwithKanKapproximateKtreatmentKofK
tripleKexcitationsYKJournaloofoChemicaloPhysicsWK2005WKcddWKcgfcbi 3.9 39

67 sccuracyKofKuoupledKulusterKwxcitationKwnergiesKinKviffuseKtasisKSetsYKJournaloofoChemicaloTheoryo
andoComputationWK2017WKceWKdbdXdbk 6.4 37

66 TripletKinstabilityKinKdoubletKsystemsYKJournaloofoChemicaloPhysicsWK2004WKcdcWKihdfXec 3.9 37

65 wquilibriumKyeometryKofKtheKwthynylKSuuzTKRadicalâ� YKJournaloofoPhysicaloChemistryoAWK2004WKcbjWKebebXebef2.8 36

64 tenchmarkKstudiesKonKtheKbuildingKblocksKofKvásYKeYKWatsonXurickKandKstackedKbaseKpairsYKJournalo
ofoPhysicaloChemistryoAWK2013WKcciWKecfkXgi 2.8 35

63 VacuumKUltravioletKSpectroscopyKofKtheKuarbonKMoleculeKueKinKMatrixK†solatedKStatelKKwxperimentK
andKTheoryYKJournaloofoPhysicaloChemistryoAWK2002WKcbhWKgiikXgijj 2.8 35

62 TheoreticalKpredictionKofKtheKspinXorbitKsplittingKinKtheKáuäWKáuSWKzuuäKandKzuuSKradicalsYKJournalo
ofoChemicaloPhysicsWK1997WKcbhWKfehXfei 3.9 32

61 sbKinitioKdeterminationKofKtheKheatKofKformationKofKketenylKSzuuäTKandKethynylKSuuzTKradicalsYK
MolecularoPhysicsWK2005WKcbeWKdcgkXdchj 1.7 32

60 tenchmarkKstudiesKonKtheKbuildingKblocksKofKvásYKdYKwffectKofKbiologicalKenvironmentKonKtheK
electronicKexcitationKspectrumKofKnucleobasesYKJournaloofoPhysicaloChemistryoAWK2012WKcchWKjjgcXhb 2.8 31

59 TheKproblemKofKinteroperabilitylKsKcommonKdataKformatKforKquantumKchemistryKcodesYKInternationalo
JournaloofoQuantumoChemistryWK2007WKcbiWKdbjdXdbkc 2.1 31

58 wlectronicKstatesKofKketeneYKJournaloofoChemicaloPhysicsWK1996WKcbgWKcbefXcbfg 3.9 31

57 TheKuKKdsdKexcitedKstateKofKáädlKwvidenceKforKaKusKequilibriumKstructureKandKaKfailureKofKsomeK
spinXrestrictedKreferenceKwavefunctionsYKJournaloofoChemicaloPhysicsWK1997WKcbiWKdgdgXdgdj 3.9 30

56 MultiXmodeKvibronicKinteractionsKinKtheKfiveKlowestKelectronicKstatesKofKtheKfluorobenzeneKradicalK
cationYKChemicaloPhysicsWK2006WKedkWKhgXig 2.3 29

55 sKáewKtenchmarkKSetKforKwxcitationKwnergyKofKuhargeKTransferKStateslKSystematicK†nvestigationKofK
uoupledKulusterKTypeKMethodsYKJournaloofoChemicaloTheoryoandoComputationWK2020WKchWKfdceXfddg 6.4 27

54 ReinterpretationKofKtheKUVKspectrumKofKcytosinelKonlyKtwoKelectronicKtransitionsqYKChemPhysChemWK
2009WKcbWKchbeXh 3.2 27

53 TheKaccuracyKofKmolecularKbondKlengthsKcomputedKbyKmultireferenceKelectronicKstructureKmethodsYK
ChemicaloPhysicsWK2008WKefkWKeiXgi 2.3 27

52 xäRTRsáKinterfaceKforKcodeKinteroperabilityKinKquantumKchemistrylKtheKQguostKlibraryYKJournaloofo
ChemicaloInformationoandoModelingWK2007WKfiWKcdicXi 6.1 26

51 StructureKandKspectraKofKtheKthioketenylKSzuuSTKradicalKinKitsKgroundKandKfirstKexcitedKstatesK
obtainedKbyKabKinitioKcoupledXclusterKmethodsYKJournaloofoChemicaloPhysicsWK1996WKcbgWKdiegXdife 3.9 26

(1996-2005)
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50 †nvestigationKofKtheK†mpactKofKvifferentKTermsKinKtheKSecondKärderKzamiltonianKonKwxcitationK
wnergiesKofKValenceKandKRydbergKStatesYKJournaloofoChemicaloTheoryoandoComputationWK2016WKcdWKgfiiXgfjd6.4 25

49 TheoreticalKpredictionKofKtheKelectronicKexcitedKstatesKandKresonanceKRamanKintensitiesKinK
formamideKfromKcoupledKclusterKcalculationsYKChemicaloPhysicsoLettersWK1997WKdibWKfbhXfcd 2.5 25

48 UnimolecularKRearrangementKofKtransXxäáäKtoKxáädYKsKéossibleKModelKSystemKforKstmosphericK
áitrateKxormationâ� YKJournaloofoPhysicaloChemistryoAWK2004WKcbjWKihekXihfd 2.8 24

47 TheKenthalpyKofKformationKofKd††KuzYKMolecularoPhysicsWK2002WKcbbWKejikXejje 1.7 24

46 sccurateKcdvKdipoleKmomentKsurfacesKofKethyleneYKChemicaloPhysicsoLettersWK2015WKhekWKdigXdjd 2.5 22

45 TheKgeneralityKofKtheKyUysKMRu†KapproachKinKuäLUMtUSKforKtreatingKcomplexKquantumKchemistryYK
JournaloofoChemicaloPhysicsWK2020WKcgdWKcefccb 3.9 22

44 MultireferenceKaveragedKquadraticKcoupledXclusterKSMRXsQuuTKmethodKbasedKonKtheKfunctionalKofK
theKtotalKenergyYKChemicaloPhysicsWK2008WKefkWKcdcXcdg 2.3 22

43 tenchmarkingKcoupledKclusterKmethodsKonKsingletKexcitedKstatesKofKnucleobasesYKJournaloofo
MolecularoModelingWK2014WKdbWKdgbe 2 21

42 RelativeKstabilitiesKofKtheKsXcisKandKgaucheKstructuresKofKcWeXbutadieneYKTheoJournaloofoPhysicalo
ChemistryWK1989WKkeWKhhdkXhhec 21

41 snalyticalKwnergyKyradientsKinKRangeXSeparatedKzybridKvensityKxunctionalKTheoryKwithKRandomK
éhaseKspproximationYKJournaloofoChemicaloTheoryoandoComputationWK2014WKcbWKckhjXik 6.4 19

40 sccuracyKofKuoupledKulusterKwxcitedKStateKéotentialKwnergyKSurfacesYKJournaloofoChemicaloTheoryo
andoComputationWK2018WKcfWKgjgkXgjhk 6.4 19

39
sreKabKinitioKquantumKchemistryKmethodsKableKtoKpredictKvibrationalKstatesKupKtoKtheKdissociationK
limitKforKmultiXelectronKmoleculesKcloseKtoKspectroscopicKaccuracyqYKPhysicaloChemistryoChemicalo
PhysicsWK2011WKceWKehgfXk

3.6 18

38 xirstXprinciplesKcalculationKofKelectronKspinXrotationKtensorsYKJournaloofoPhysicaloChemistryoAWK2010WK
ccfWKkdfhXgd 2.8 18

37 uodeKinteroperabilityKandKstandardKdataKformatsKinKquantumKchemistryKandKquantumKdynamicslKTheK
QgavguostKdataKmodelYKJournaloofoComputationaloChemistryWK2014WKegWKhccXdc 3.5 17

36 sccuracyKofKSpinXuomponentXScaledKuudKwxcitationKwnergiesKandKéotentialKwnergyKSurfacesYKJournalo
ofoChemicaloTheoryoandoComputationWK2019WKcgWKggdeXggec 6.4 16

35
TäWsRvSKSTsTwXSéwu†x†uKxäRMULsT†äáKäxKMULT†RwxwRwáuwKuäUéLwvXuLUSTwRKTzwäRYlK
uäUéLwvKwLwuTRäáKés†RKsééRäX†MsT†äáSKSuwésTKLwsv†áyKTäKMULT†RwxwRwáuwK
uäáx†yURsT†äáK†áTwRsuT†äáKSMRXu†TKTYéwKwQUsT†äáSYKRecentoAdvancesoinoComputationalWK1997
WKjcXcde

16

34 SpinXrestrictedKcoupledXclusterKtheoryKwithKtripleKexcitationsYKJournaloofoChemicaloPhysicsWK2002WK
cciWKijidXijjc 3.9 16

33 uombinedK–ahnâ��TellerKandKéseudoX–ahnâ��TellerKwffectsKinKtheKtenzeneKRadicalKuationYKAdvancesoino
QuantumoChemistryWK2003WKffWKckkXdci 1.4 14
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32 TheoreticalKstudyKofKtheKexcitationKspectrumKofKazomethaneYKChemicaloPhysicsWK2011WKejbWKkXch 2.3 13

31
slternativeKansˆ⁄tzeKinKcoupledXclusterKtheoryYK†VYKuomparisonKforKtheKtwoKelectronKproblemKandKtheK
roleKofKexclusionKprincipleKviolatingKSwéVTKtermsYKInternationaloJournaloofoQuantumoChemistryWK1992WK
ffWKjgXcbh

2.1 13

30 sccuracyKofKSpinXuomponentKScaledKsvuSdTKwxcitationKwnergiesKandKéotentialKwnergyKSurfacesYK
JournaloofoChemicaloTheoryoandoComputationWK2020WKchWKfhjXfif 6.4 13

29
uoupledXulusterKStudyKofKSpectroscopicKuonstantsKofKtheKslkaliKMetalKviatomicslKyroundKandKtheK
SingletKwxcitedKStatesKofKáadWKáaLiWKáa—WKandKáaRbYKCollectionoofoCzechoslovakoChemicalo
CommunicationsWK2005WKibWKkgcXkij

12

28 sKprioriKresultsKforKmolecularKgeometryWKscaledKquantumKmechanicalKSSQMTKforceKfieldWKandK
vibrationalKspectraKofKpyridazineYKTheoJournaloofoPhysicaloChemistryWK1993WKkiWKceghXcehe 12

27 vetailsKofKtheKexcitedXstateKpotentialKenergyKsurfacesKofKadenineKbyKcoupledKclusterKtechniquesYK
JournaloofoPhysicaloChemistryoAWK2014WKccjWKhckiXdbi 2.8 11

26
éhotodissociationKofKzätrYK†YKsbKinitioKpotentialKenergyKsurfacesKforKtheKthreeKlowestKelectronicK
statesKandKcalculationKofKrotationalâ��vibrationalKenergyKlevelsKandKwaveKfunctionsYKJournaloofo
ChemicaloPhysicsWK1999WKccbWKjffjXjfhb

3.9 11

25 QuantumKchemicalKMédKresultsKonKsomeKhydratesKofKcytosinelKbindingKsitesWKenergiesKandKtheKfirstK
hydrationKshellYKPhysicaloChemistryoChemicaloPhysicsWK2015WKciWKdkjjbXkb 3.6 10

24 uanKcoupledXclusterKmethodsKbeKusedKtoKdescribeKexcitedKstatesKofKtheKbuildingKblocksKofKvásqYK
InternationaloJournaloofoQuantumoChemistryWK2013WKcceWKcjdcXcjdi 2.1 8

23 yeometryKrelaxationKeffectsKinKtheKcKctdKandKdKcscKstatesKofKcisXcWeXbutadieneYKChemicaloPhysicsWK
1990WKcfcWKeggXehe 2.3 8

22
viagonalKtornXäppenheimerKcorrectionsKtoKtheKgroundKelectronicKstateKpotentialKenergyKsurfacesK
ofKozonelKimprovementKofKabKinitioKvibrationalKbandKcentersKforKtheKäWKäKandKäKisotopologuesYK
PhysicaloChemistryoChemicaloPhysicsWK2020WKddWKdfdgiXdfdhk

3.6 8

21 uonfigurationK†nteractionlKuorrectionsKforKSizeXuonsistency 8

20 uharacterizationKofKtheKexcitedKstatesKofKvásKbuildingKblockslKaKcoupledKclusterKcomputationalK
studyYKPhysicaloChemistryoChemicaloPhysicsWK2016WKcjWKdegkhXhbh 3.6 7

19
xourierKTransformKMicrowaveKSpectrumKofKéropeneXeXdKSuzquzuzvTWKQuadrupoleKuouplingK
uonstantsKofKveuteriumWKandKaKSemiexperimentalKwquilibriumKStructureKofKéropeneYKJournaloofo
PhysicaloChemistryoAWK2017WKcdcWKecggXechh

2.8 6

18 †mprovingKtheKsccuracyKofKtheKuhargeKTransferK†ntegralsKäbtainedKbyKuoupledKulusterKTheoryWK
MtéTSdTWKandKTvvxTYKJournaloofoChemicaloTheoryoandoComputationWK2015WKccWKgibgXcc 6.4 6

17 uomparisonKofKsigmaXpointKfiltersKforKstateKestimationKofKdiabetesKmodelsK2014WK 6

16 StructureKandKéhotoelectronKSpectrumKofKTetramethyldiarsaneYKJournaloofotheoAmericanoChemicalo
SocietyWK1997WKcckWKcckdhXccked 16.4 6

15 änKtheKxuáSqxuSáSTKreactionlKsKmatrixKisolationKandKtheoreticalKstudyYKJournaloofoMolecularo
SpectroscopyWK2015WKecbWKjXcg 1.3 4

(2015-2011)
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14 vevelopmentKofKhighlyKaccurateKapproximateKschemeKforKcomputingKtheKchargeKtransferKintegralYK
JournaloofoChemicaloPhysicsWK2015WKcfeWKbifcbk 3.9 4

13 éotentialKenergyKsurfacesKofKchargeKtransferKstatesYKMolecularoPhysicsWK2020WKccjWKeciihkbe 1.7 4

12 vimolKwmissionKofKäxygenKMadeKéossibleKbyKRepulsiveK†nteractionYKJournaloofoPhysicaloChemistryo
LettersWK2017WKjWKeeghXeehc 6.4 4

11 änKourKeffortsKconstructingKaKproperKmultireferenceKcoupledXclusterKmethodYKMolecularoPhysicsWK
2010WKcbjWKebggXebhg 1.7 3

10 LongXtermKpredictionKforKTcvMKmodelKduringKstateXfeedbackKcontrolK2016WK 2

9 wfficientKSparseKMatrixKslgorithmKtoKSpeedKUpKtheKualculationKofKtheKLadderKTermKinKuoupledK
ulusterKérogramsYKJournaloofoChemicaloTheoryoandoComputationWK2012WKjWKecbjXcj 6.4 2

8 QuasiXModelXtasedKuontrolKofKTypeKcKviabetesKMellitusYKJournaloofoElectricaloandoComputero
EngineeringWK2011WKdbccWKcXcd 1.9 2

7 †mprovedKvescriptionKofKuhargeXTransferKéotentialKwnergyKSurfacesKviaKSpinXuomponentXScaledK
uudKandKsvuSdTKMethodsYKJournaloofoChemicaloTheoryoandoComputationWK2021WKciWKfekXffk 6.4 2

6 áMRKandKquantumKchemicalKanalysisKofKeXSdXmethlyXdXphenylhydrazinylTcyclohexXdXenXcXoneYK
JournaloofoMolecularoModelingWK2014WKdbWKddke 2 1

5 sbKinitioKcoupledXclusterKstudyKofKd††KradicalsKinKgroundKandKexcitedKstateslKapplicationKtoKáuäKandK
áuSYKJournaloofoMolecularoStructureWK1997WKfcbXfccWKebgXebk 3.4 1

4 UncertaintiesKandKModelingKwrrorsKofKTypeKcKviabetesKModelsYKLectureoNotesoinoBioengineeringWK2016
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