
Henrik Koch

ListfoffPublicationsfbyfYearfinf
DescendingfOrder

Source:fhttps:vvexalyucomvauthortpdfv63997xyvhenriktkochtpublicationstbytyearupdf

Version:f2x24tx4t27f

ThisfdocumentfhasfbeenfgeneratedfbasedfonfthefpublicationsfandfcitationsfrecordedfbyfexalyucomufForf

theflatestfversionfoffthisfpublicationflistsfvisitftheflinkfgivenfaboveu

ThefthirdfcolumnfisfthefimpactffactorfnIFofoffthefjournalsfandftheffourthfcolumnfisfthefnumberfoff

citationsfoffthefarticleu

155
papers

15,337
citations

49
h-index

123
g-index

168
ext. papers

16,358
ext. citations

3.9
avg, IF

6.34
L-index



i Paper IF Citations

155 wxcitedKstateKabsorptionKofKv—sKbasesKinKtheKgasKphaseKandKinKchloroformKsolutionlKaKcomparativeK
quantumKmechanicalKstudy[[KPhysicaloChemistryoChemicaloPhysicsWK2022WK 3.6 1

154 ΣheKeffectKofKmidbondKfunctionsKonKinteractionKenergiesKcomputedKusingK–øcKandKuuSvSΣT[KJournalo
ofoComputationaloChemistryWK2022WKedWKbcbXbdb 3.5 1

153 –olecularKorbitalKtheoryKinKcavityK−wvKenvironments[[KNatureoCommunicationsWK2022WKbdWKbdgi 17.4 3

152 ”inearXScalingK‘mplementationKofK–ultilevelKzartreeXxockKΣheory[KJournaloofoChemicaloTheoryoando
ComputationWK2021WK 6.4 2

151
øredictionsKofKøreXedgeKxeaturesKinKΣimeXResolvedK—earXwdgeKXXrayKsbsorptionKxineKStructureK
SpectroscopyKfromKzoleXzoleKΣammXvancoffXspproximatedKvensityKxunctionalKΣheory[KJournaloofo
ChemicaloTheoryoandoComputationWK2021WKbhWKhbcaXhbdd

6.4 0

150 ‘ntermolecularKinteractionsKinKopticalKcavitieslKsnKabKinitioK−wvKstudy[KJournaloofoChemicaloPhysicsWK
2021WKbfeWKakebbd 3.9 31

149 wquationXofXmotionKcoupledXclusterKmethodKwithKdoubleKelectronXattachingKoperatorslKΣheoryWK
implementationWKandKbenchmarks[KJournaloofoChemicaloPhysicsWK2021WKbfeWKbbebbf 3.9 9

148 vescribingKgroundKandKexcitedKstateKpotentialKenergyKsurfacesKforKmolecularKphotoswitchesKusingK
coupledKclusterKmodels[KJournaloofoComputationaloChemistryWK2021WKecWKbebkXbeck 3.5 1

147 —ewKandKwfficientK‘mplementationKofKuud[KJournaloofoChemicaloTheoryoandoComputationWK2021WKbhWKbbhXbcg6.4 13

146 tiorthonormalKxormalismKforK—onadiabaticKuoupledKulusterKvynamics[KJournaloofoChemicaloTheoryo
andoComputationWK2021WKbhWKbchXbdi 6.4 0

145 wnergyXtasedK–olecularKOrbitalK”ocalizationKinKaKSpecificKSpatialKRegion[KJournaloofoChemicaloTheoryo
andoComputationWK2021WKbhWKbdkXbfa 6.4 6

144 –ultilevelKuucKandKuuSvKinKReducedKOrbitalKSpaceslKwlectronicKwxcitationsKinK”argeK–olecularK
Systems[KJournaloofoChemicaloTheoryoandoComputationWK2021WKbhWKhbeXhcg 6.4 9

143 –ultilevelKvensityKxunctionalKΣheory[KJournaloofoChemicaloTheoryoandoComputationWK2021WKbhWKhkbXiad 6.4 8

142 wxcitedXStateKsbsorptionKofKμracilKinKtheKyasKøhaselK–appingKtheK–ainKvecayKøathsKbyKvifferentK
wlectronicKStructureK–ethods[KJournaloofoChemicaloTheoryoandoComputationWK2021WKbhWKbgdiXbgfc 6.4 6

141 StrongKuouplingKbetweenK”ocalizedKSurfaceKølasmonsKandK–oleculesKbyKuoupledKulusterKΣheory[K
NanooLettersWK2021WKcbWKgggeXggha 11.5 9

140 ΣransientKresonantKsugerX–eitnerKspectraKofKphotoexcitedKthymine[KFaradayoDiscussionsWK2021WKcciWKfffXfha3.6 2

139
uombiningKmultilevelKzartreeXxockKandKmultilevelKcoupledKclusterKapproachesKwithKmolecularK
mechanicslKaKstudyKofKelectronicKexcitationsKinKsolutions[KPhysicaloChemistryoChemicaloPhysicsWK2021WK
cdWKeebdXeecf

3.6 8
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138 uoupledKulusterKΣheoryKforK–olecularKøolaritonslKuhangingKyroundKandKwxcitedKStates[KPhysicalo
ReviewoXWK2020WKbaWK 9.1 34

137 eKb[alKsnKopenKsourceKelectronicKstructureKprogramKwithKemphasisKonKcoupledKclusterKandKmultilevelK
methods[KJournaloofoChemicaloPhysicsWK2020WKbfcWKbiebad 3.9 34

136 sccurateKvescriptionKofKøhotoionizationKvynamicalKøarameters[KJournaloofoPhysicaloChemistryo
LettersWK2020WKbbWKfddaXfddh 6.4 13

135 –ultilevelKuucKandKuuSvK–ethodsKwithKuorrelatedK—aturalKΣransitionKOrbitals[KJournaloofoChemicalo
TheoryoandoComputationWK2020WKbgWKbhkXbik 6.4 15

134 scceleratedKmultimodelK—ewtonXtypeKalgorithmsKforKfasterKconvergenceKofKgroundKandKexcitedK
stateKcoupledKclusterKequations[KJournaloofoChemicaloPhysicsWK2020WKbfdWKabebae 3.9 4

133 wquationXofX–otionK–”uuSvKandKuuSvXinXzxKOscillatorKStrengthsKandKΣheirKspplicationKtoKuoreK
wxcitations[KJournaloofoChemicaloTheoryoandoComputationWK2020WKbgWKgigkXgihk 6.4 10

132 ΣimeXdependentKcoupledXclusterKtheoryKforKultrafastKtransientXabsorptionKspectroscopy[KPhysicalo
ReviewoAWK2020WKbacWK 2.6 7

131 XXrayKandKμπKSpectraKofKylycineKwithinKuoupledKulusterK”inearKResponseKΣheory[KJournaloofoPhysicalo
ChemistryoAWK2019WKbcdWKkhabXkhbb 2.8 7

130 snKOrbitalK‘nvariantKSimilarityKuonstrainedKuoupledKulusterK–odel[KJournaloofoChemicaloTheoryoando
ComputationWK2019WKbfWKfdigXfdkh 6.4 4

129 snKefficientKalgorithmKforKuholeskyKdecompositionKofKelectronKrepulsionKintegrals[KJournaloofo
ChemicaloPhysicsWK2019WKbfaWKbkebbc 3.9 27

128 ObservationKofKμltrafastK‘ntersystemKurossingKinKΣhymineKbyKwxtremeKμltravioletKΣimeXResolvedK
øhotoelectronKSpectroscopy[KJournaloofoPhysicaloChemistryoAWK2019WKbcdWKgikhXgkad 2.8 19

127
SpinKadaptedKimplementationKofKwO–XuuSvKforKtripletKexcitedKstateslKørobingKintersystemK
crossingsKofKacetylacetoneKatKtheKcarbonKandKoxygenK“Xedges[KJournaloofoChemicaloPhysicsWK2019WK
bfbWKbeebah

3.9 6

126 snKanalysisKofKtheKperformanceKofKcoupledKclusterKmethodsKforK“XedgeKcoreKexcitationsKandK
ionizationsKusingKstandardKbasisKsets[KAdvancesoinoQuantumoChemistryWK2019WKhkWKcebXcgb 1.4 21

125 sKtheoreticalKandKexperimentalKbenchmarkKstudyKofKcoreXexcitedKstatesKinKnitrogen[KJournaloofo
ChemicaloPhysicsWK2018WKbeiWKagebag 3.9 21

124 ”argeXScaleKwlectronKuorrelationKualculationslKRankXReducedKxullKuonfigurationK‘nteraction[KJournalo
ofoChemicaloTheoryoandoComputationWK2018WKbeWKebdkXebfa 6.4 21

123 ørobingKultrafastKˇ�ˇ�U]nˇ�UKinternalKconversionKinKorganicKchromophoresKviaK“XedgeKresonantK
absorption[KNatureoCommunicationsWK2017WKiWKck 17.4 101

122 SolventKwffectsKonKOpticalKRotationlKOnKtheKtalanceKbetweenKzydrogenKtondingKandKShiftsKinK
vihedralKsngles[KJournaloofoPhysicaloChemistryoAWK2017WKbcbWKehgfXehhh 2.8 7

121 vensityXtasedK–ultilevelKzartreeXxockK–odel[KJournaloofoChemicaloTheoryoandoComputationWK2017WK
bdWKfcicXfcka 6.4 20

(2017-2020)
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120 ResolvingKtheK—otoriousKuaseKofKuonicalK‘ntersectionsKforKuoupledKulusterKvynamics[KJournaloofo
PhysicaloChemistryoLettersWK2017WKiWKeiabXeiah 6.4 22

119 ΣautomerizationKofKΣhymineKμsingKμltravioletK”ight[KLangmuirWK2017WKddWKkgggXkghc 4 2

118 urossingKconditionsKinKcoupledKclusterKtheory[KJournaloofoChemicaloPhysicsWK2017WKbehWKbgebaf 3.9 31

117 uorrelatedKnaturalKtransitionKorbitalsKforKcoreKexcitationKenergiesKinKmultilevelKcoupledKclusterK
models[KJournaloofoChemicaloPhysicsWK2017WKbegWKbeebak 3.9 22

116 sKReaxxxKforceKfieldKforKsodiumKintrusionKinKgraphiticKcathodes[KPhysicaloChemistryoChemicaloPhysicsWK
2016WKbiWKdbedbXdbeea 3.6 13

115 uhemicallyKaccurateKenergyKbarriersKofKsmallKgasKmoleculesKmovingKthroughKhexagonalKwaterKrings[K
PhysicaloChemistryoChemicaloPhysicsWK2016WKbiWKbhidbXf 3.6 2

114 —earXwdgeKXXrayKsbsorptionKxineKStructureKwithinK–ultilevelKuoupledKulusterKΣheory[KJournaloofo
ChemicaloTheoryoandoComputationWK2016WKbcWKcgddXed 6.4 29

113 OpticalKRotationKfromKuoupledKulusterKandKvensityKxunctionalKΣheorylKΣheKRoleKofKtasisKSetK
uonvergence[KJournaloofoChemicaloTheoryoandoComputationWK2016WKbcWKfdfXei 6.4 18

112 ΣransientK—wXsxSKSpectroscopyKatKtheKOxygenKwdgelKøinningKvownKˇ�ˇ�U]nˇ�UK‘nternalKuonversionK
2016WK 1

111 øotentialKwnergyKSurfacesKandKuhargeKΣransferKofKøszXSodiumXøszKuomplexes[KChemPhysChemWK
2016WKbhWKckaiXbf 3.2 3

110 ΣheKmultilevelKuudKcoupledKclusterKmodel[KJournaloofoChemicaloPhysicsWK2016WKbefWKaeebbb 3.9 28

109 OpticalKRotationKualculationsKforKaKSetKofKøyrroleKuompounds[KJournaloofoPhysicaloChemistryoAWK2016WK
bcaWKhdfbXga 2.8 12

108 OpticalKRotationKualculationsKforKxluorinatedKslcoholsWKsminesWKsmidesWKandKwsters[KJournaloofo
PhysicaloChemistryoAWK2016WKbcaWKhkhdXhkig 2.8 9

107 vensityKxunctionalKΣheoryKStudyKonKtheK‘nteractionsKofK–etalK‘onsKwithK”ongKuhainKveprotonatedK
uarboxylicKscids[KJournaloofoPhysicaloChemistryoAWK2015WKbbkWKbabkfXcad 2.8 28

106 uommunicationlKXXrayKabsorptionKspectraKandKcoreXionizationKpotentialsKwithinKaKcoreXvalenceK
separatedKcoupledKclusterKframework[KJournaloofoChemicaloPhysicsWK2015WKbedWKbibbad 3.9 110

105 ΣheKvaltonKquantumKchemistryKprogramKsystem[KWileyoInterdisciplinaryoReviews:oComputationalo
MolecularoScienceWK2014WKeWKcgkXcie 7.9 956

104 sKbenchmarkKstudyKofKelectronicKexcitationKenergiesWKtransitionKmomentsWKandKexcitedXstateKenergyK
gradientsKonKtheKnicotineKmolecule[KJournaloofoChemicaloPhysicsWK2014WKbebWKccebbe 3.9 22

103 –ultiXlevelKcoupledKclusterKtheory[KJournaloofoChemicaloPhysicsWK2014WKbebWKccebaf 3.9 36
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102 sssessmentKofKdensityKfunctionalsKforKvanKderKWaalsKcomplexesKofKsodiumKandKbenzene[KMolecularo
PhysicsWK2013WKbbbWKbcbbXbcbi 1.7 5

101 ΣheKextendedKuucKmodelKwuuc[KMolecularoPhysicsWK2013WKbbbWKbbakXbbbi 1.7 16

100 ΣheKuuSvSΣTKmodelKwithKuholeskyKdecompositionKofKorbitalKenergyKdenominators[KInternationalo
JournaloofoQuantumoChemistryWK2011WKbbbWKdekXdff 2.1 8

99 uholeskyKvecompositionKΣechniquesKinKwlectronicKStructureKΣheory[KChallengesoandoAdvancesoino
ComputationaloChemistryoandoPhysicsWK2011WKdabXded 0.7 61

98 uholeskyKdecompositionXbasedKdefinitionKofKatomicKsubsystemsKinKelectronicKstructureKcalculations[K
JournaloofoChemicaloPhysicsWK2010WKbdcWKcaebaf 3.9 18

97 uoupledKclusterKresponseKtheoryKinKparameterKsubspaces[KInternationaloJournaloofoQuantumo
ChemistryWK2009WKbakWKhaiXhbg 2.1 1

96 ΣheKbenzeneXargonKgroundXstateKintermolecularKpotentialKenergyKsurfaceKrevisited[KJournaloofo
PhysicaloChemistryoAWK2009WKbbdWKfcbcXg 2.8 19

95 –ethodKspecificKuholeskyKdecompositionlKcoulombKandKexchangeKenergies[KJournaloofoChemicalo
PhysicsWK2008WKbckWKbdebah 3.9 48

94 πariationKofKpolarizabilityKinKtheK[enVc]KannuleneKserieslKfromK[cc]XKtoK[gg]Xannulene[KPhysicalo
ChemistryoChemicaloPhysicsWK2008WKbaWKdgbXf 3.6 14

93 sccurateKabKinitioKdensityKfittingKforKmulticonfigurationalKselfXconsistentKfieldKmethods[KJournaloofo
ChemicaloPhysicsWK2008WKbckWKacebbd 3.9 145

92 uoupledKclusterKcalculationsKofKinteractionKenergiesKinKbenzeneâ��fluorobenzeneKvanKderKWaalsK
complexes[KChemicaloPhysicsoLettersWK2007WKeebWKddcXddf 2.5 13

91 tasisKsetKlimitsKofKtheKsecondKorderK–ollerXølessetKcorrelationKenergiesKofKwaterWKmethaneWK
acetyleneWKethyleneWKandKbenzene[KJournaloofoChemicaloPhysicsWK2007WKbchWKbeebae 3.9 27

90 uarbonKnanoringslKsKchallengeKtoKtheoreticalKchemistry[KChemPhysChemWK2006WKhWKcfadXh 3.2 34

89 xastKnoniterativeKorbitalKlocalizationKforKlargeKmolecules[KJournaloofoChemicaloPhysicsWK2006WKbcfWKbhebab 3.9 119

88 sbKinitioKpotentialXenergyKsurfaceKandKrovibrationalKstatesKofKtheKzu—XzulKcomplex[KJournaloofo
ChemicaloPhysicsWK2006WKbceWKcaedbf 3.9 11

87 sbKinitioKcalculationKofKopticalKrotationKinKSøTXSVTX[e]triangulane[KJournaloofotheoAmericanoChemicalo
SocietyWK2005WKbchWKbdgiXk 16.4 72

86
øolarizabilityKandKopticalKrotationKcalculatedKfromKtheKapproximateKcoupledKclusterKsinglesKandK
doublesKuucKlinearKresponseKtheoryKusingKuholeskyKdecompositions[KJournaloofoChemicaloPhysicsWK
2004WKbcaWKiiihXkh

3.9 99

85 øolarizabilitiesKofKsmallKannulenesKfromKuholeskyKuucKlinearKresponseKtheory[KChemicaloPhysicso
LettersWK2004WKdkaWKbhaXbhf 2.5 21
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84 OriginKinvariantKcalculationKofKopticalKrotationKwithoutKrecourseKtoK”ondonKorbitals[KChemicalo
PhysicsoLettersWK2004WKdkdWKdbkXdcg 2.5 142

83
srgonKbroadeningKofKtheKbduOKRSaTKandKRShTKtransitionsKinKtheKfundamentalKbandKatKtemperaturesK
betweenKiaKandKckhK“lKcomparisonKbetweenKexperimentKandKtheory[KJournaloofoMolecularo
SpectroscopyWK2003WKcccWKbdbXbeb

1.3 19

82 uoupledKclusterKcalculationsKofKtheKverticalKexcitationKenergiesKofKtetracyanoethylene[KJournaloofo
ChemicaloPhysicsWK2003WKbbiWKicbgXiccc 3.9 12

81 ReducedKscalingKinKelectronicKstructureKcalculationsKusingKuholeskyKdecompositions[KJournaloofo
ChemicaloPhysicsWK2003WKbbiWKkeibXkeie 3.9 342

80 StudyKofKtheKbenzeneq—cKintermolecularKpotentialXenergyKsurface[KJournaloofoChemicaloPhysicsWK
2003WKbbiWKbcdaXbceb 3.9 15

79 tenzeneâ��argonKtripletKintermolecularKpotentialKenergyKsurface[KJournaloofoChemicaloPhysicsWK2003WK
bbkWKehgcXehgh 3.9 18

78 uomputationalKandKexperimentalKinvestigationKofKintermolecularKstatesKandKforcesKinKtheK
benzeneâ��heliumKvanKderKWaalsKcomplex[KJournaloofoChemicaloPhysicsWK2003WKbbkWKbckfgXbckge 3.9 27

77 ΣheoreticalKabsorptionKspectrumKofKtheKsrâ��uOKvanKderKWaalsKcomplex[KJournaloofoChemicaloPhysicsWK
2003WKbbiWKkfkgXkgah 3.9 8

76 ‘mplementationKofKelectronicKgroundKstatesKandKsingletKandKtripletKexcitationKenergiesKinKcoupledK
clusterKtheoryKwithKapproximateKtriplesKcorrections[KJournaloofoChemicaloPhysicsWK2002WKbbgWKfkgdXfkha 3.9 30

75
ΣheKeffectKofKintermolecularKinteractionsKonKtheKelectricKpropertiesKofKheliumKandKargon[K‘‘‘[K
−uantumKstatisticalKcalculationsKofKtheKdielectricKsecondKvirialKcoefficients[KJournaloofoChemicalo
PhysicsWK2002WKbbhWKcgakXcgbi

3.9 57

74 RovibrationalKstructureKofKtheKsrâ��uOKcomplexKbasedKonKaKnovelKthreeXdimensionalKabKinitioK
potential[KJournaloofoChemicaloPhysicsWK2002WKbbhWKgfgcXgfhc 3.9 45

73 sKcoupledKclusterKcalculationKofKtheKspectrumKofKurea[KChemicaloPhysicsoLettersWK2001WKdeiWKegkXehg 2.5 9

72 uommentKonKâ��ΣheKimportanceKofKhighXorderKcorrelationKeffectsKforKtheKuOâ��uOKinteractionK
potentialâ��K[uhem[Køhys[K”ett[KdbeKSbkkkTKdcg][KChemicaloPhysicsoLettersWK2001WKddeWKebkXecd 2.5 22

71 yaugeKinvariantKcoupledKclusterKresponseKtheoryKusingKoptimizedKnonorthogonalKorbitals[KJournalo
ofoChemicaloPhysicsWK2001WKbbeWKgkidXgkkd 3.9 73

70
ΣheKheliumâ��WKneonâ��WKandKargonâ��cyclopropaneKvanKderKWaalsKcomplexeslKsbKinitioKgroundKstateK
intermolecularKpotentialKenergyKsurfacesKandKintermolecularKdynamics[KJournaloofoChemicaloPhysicsWK
2001WKbbfWKiedbXiedk

3.9 78

69 øropagatorKualculationsKofKwlectronicKSpectraKofKøhotochromicKSpirooxazines[KMolecularoCrystalso
andoLiquidoCrystalsWK2000WKdefWKikXke 1

68 SizeXintensiveKdecompositionKofKorbitalKenergyKdenominators[KJournaloofoChemicaloPhysicsWK2000WK
bbdWKfaiXfbd 3.9 41

67 stomicKintegralKdrivenKsecondKorderKpolarizationKpropagatorKcalculationsKofKtheKexcitationKspectraK
ofKnaphthaleneKandKanthracene[KJournaloofoChemicaloPhysicsWK2000WKbbcWKebhdXebif 3.9 122
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66 ΣheoreticalKelectronicKabsorptionKandKnaturalKcircularKdichroismKspectraKofKSâ��TXtransXcyclooctene[K
JournaloofoChemicaloPhysicsWK2000WKbbcWKcbdkXcbeh 3.9 25

65 uoupledXclusterKcalculationsKonKferroceneKandKitsKprotonatedKderivativeslKΣowardsKtheKfinalKwordK
onKtheKmechanismKofKprotonationKofKferroceneq[KJournaloofoChemicaloPhysicsWK2000WKbbdWKiaakXiabe 3.9 21

64
ΣheKeffectKofKintermolecularKinteractionsKonKtheKelectricKpropertiesKofKheliumKandKargon[K‘[KsbKinitioK
calculationKofKtheKinteractionKinducedKpolarizabilityKandKhyperpolarizabilityKinKzecKandKsrc[KJournalo
ofoChemicaloPhysicsWK1999WKbbbWKbaakkXbabah

3.9 74

63 yaugeKinvariantKcoupledKclusterKresponseKtheory[KJournaloofoChemicaloPhysicsWK1999WKbbaWKidbiXidch 3.9 87

62 uoupledKclusterKresponseKcalculationKofKnaturalKchiropticalKspectra[KJournaloofoChemicaloPhysicsWK
1999WKbbaWKciidXcikc 3.9 72

61
ΣheKeffectKofKintermolecularKinteractionsKonKtheKelectricKpropertiesKofKheliumKandKargon[K‘‘[KΣheK
dielectricWKrefractivityWK“errWKandKhyperpolarizabilityKsecondKvirialKcoefficients[KJournaloofoChemicalo
PhysicsWK1999WKbbbWKbabaiXbabbi

3.9 44

60 sbKinitioKcalculationKofKtheKfrequencyXdependentKinteractionKinducedKhyperpolarizabilityKofKsrc[K
JournaloofoChemicaloPhysicsWK1999WKbbaWKcihcXciic 3.9 46

59 sccurateKintermolecularKgroundKstateKpotentialKofKtheKsrâ��—cKcomplex[KJournaloofoChemicaloPhysicsWK
1999WKbbaWKifcfXifdc 3.9 34

58 yroundKstateKbenzeneâ��argonKintermolecularKpotentialKenergyKsurface[KJournaloofoChemicaloPhysicsWK
1999WKbbbWKbkiXcae 3.9 86

57 tenzeneXargonKSbKintermolecularKpotentialKenergyKsurface[KJournaloofoChemicaloPhysicsWK1999WKbbbWKfkccXfkci3.9 43

56 sKsecondXorderKdoublesKcorrectionKtoKexcitationKenergiesKinKtheKrandomXphaseKapproximation[K
ChemicaloPhysicsoLettersWK1998WKcieWKehXff 2.5 36

55 ΣheKzartreeâ��xockKmagnetizabilityKofKuga[KChemicaloPhysicsoLettersWK1998WKcifWKcafXcak 2.5 15

54 tasisXsetKconvergenceKinKcorrelatedKcalculationsKonK—eWK—cWKandKzcO[KChemicaloPhysicsoLettersWK1998WK
cigWKcedXcfc 2.5 1786

53 yaugeKinvarianceKofKtheKcoupledKclusterKoscillatorKstrength[KChemicaloPhysicsoLettersWK1998WKckdWKcfbXcga2.5 29

52 ΣheKvibrationalKandKtemperatureKdependenceKofKtheKindirectKnuclearKspinâ��spinKcouplingKconstantsK
ofKtheKoxoniumKSzdOVTKandKhydroxylKSOzâ��TKions[KChemicaloPhysicsWK1998WKcdiWKdifXdkk 2.3 46

51 sccurateKabKinitioKrovibronicKspectrumKofKtheKXKb˛£gVKandKtKb˛£uVKstatesKinKsrc[KJournaloofoChemicalo
PhysicsWK1998WKbakWKbacffXbacgc 3.9 31

50 OnKtheKtimeXdependentK”agrangianKapproachKinKquantumKchemistry[KJournaloofoChemicaloPhysicsWK
1998WKbaiWKfbkeXfcae 3.9 19

49 ‘ntegralXdirectKcoupledKclusterKcalculationsKofKfrequencyXdependentKpolarizabilitiesWKtransitionK
probabilitiesKandKexcitedXstateKproperties[KJournaloofoChemicaloPhysicsWK1998WKbaiWKciabXcibg 3.9 178

(1998-2000)
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48 ΣheKuottonâ��–outonKeffectKofKliquidKwater[KøartK‘‘lKΣheKsemiXcontinuumKmodel[KJournaloofoChemicalo
PhysicsWK1998WKbaiWKfkkXgad 3.9 18

47 ΣheKbenzeneâ��argonKcomplexlKsKgroundKandKexcitedKstateKabKinitioKstudy[KJournaloofoChemicaloPhysics
WK1998WKbaiWKchieXchka 3.9 139

46 ucelKRingKorKfullereneq[KJournaloofoChemicaloPhysicsWK1998WKbaiWKdcbdXdcbh 3.9 26

45
uommentKonKâ��xrequencyXdependentKequationXofXmotionKcoupledKclusterKhyperpolarizabilitieslK
ResolutionKofKtheKdiscrepancyKbetweenKtheoryKandKexperimentKforKzxqâ��K[’[Kuhem[Køhys[KbahWKbaicdK
SbkkhT][KJournaloofoChemicaloPhysicsWK1998WKbakWKdckdXdckf

3.9 11

44
uommentKonKâ��ResponseKtoKâ��uommentKonKâ��xrequencyXdependentKequationXofXmotionKcoupledK
clusterKhyperpolarizabilitieslKResolutionKofKtheKdiscrepancyKbetweenKtheoryKandKexperimentKforK
zxqâ��Kâ��Kâ��K[’[Kuhem[Køhys[KbakWKkcabKSbkkiT][KJournaloofoChemicaloPhysicsWK1998WKbakWKkcaeXkcae

3.9 2

43 ΣheKuudKmodellKsnKiterativeKcoupledKclusterKapproachKincludingKconnectedKtriples[KJournaloofo
ChemicaloPhysicsWK1997WKbagWKbiaiXbibi 3.9 362

42 xirstXorderKoneXelectronKpropertiesKinKtheKintegralXdirectKcoupledKclusterKsinglesKandKdoublesK
model[KJournaloofoChemicaloPhysicsWK1997WKbahWKiekXigg 3.9 117

41 tasisXsetKconvergenceKofKcorrelatedKcalculationsKonKwater[KJournaloofoChemicaloPhysicsWK1997WKbagWKkgdkXkgeg3.9 1932

40 uoupledKclusterKresponseKfunctionsKrevisited[KJournaloofoChemicaloPhysicsWK1997WKbagWKiafkXiahc 3.9 97

39 sKsystematicKabKinitioKstudyKofKtheKwaterKdimerKinKhierarchiesKofKbasisKsetsKandKcorrelationKmodels[K
TheoreticaloChemistryoAccountsWK1997WKkhWKbfaXbfh 1.9 173

38 –ultipleKbasisKsetsKinKcalculationsKofKtriplesKcorrectionsKinKcoupledXclusterKtheory[KTheoreticalo
ChemistryoAccountsWK1997WKkhWKbgeXbhg 1.9 79

37 xrequencyXdependentKfirstKhyperpolarizabilitiesKusingKcoupledKclusterKquadraticKresponseKtheory[K
ChemicaloPhysicsoLettersWK1997WKcgkWKeciXede 2.5 119

36 xullKconfigurationâ��interactionKandKstateKofKtheKartKcorrelationKcalculationsKonKwaterKinKaKvalenceK
doubleXzetaKbasisKwithKpolarizationKfunctions[KJournaloofoChemicaloPhysicsWK1996WKbaeWKiaahXiabf 3.9 235

35 SurprisingKcasesKofKdivergentKbehaviorKinK–o]llerâ��ølessetKperturbationKtheory[KJournaloofoChemicalo
PhysicsWK1996WKbafWKfaicXfaka 3.9 175

34 ”argeXscaleKcalculationsKofKexcitationKenergiesKinKcoupledKclusterKtheorylKΣheKsingletKexcitedKstatesK
ofKbenzene[KJournaloofoChemicaloPhysicsWK1996WKbafWKgkcbXgkdk 3.9 173

33 wfficientKparallelKimplementationKofKresponseKtheorylKualculationsKofKtheKsecondKhyperpolarizabilityK
ofKpolyacenes[KChemicaloPhysicsoLettersWK1996WKcfdWKbXh 2.5 45

32 vynamicKuuSvKpolarisabilitiesKofKuzxdKandKuzuld[KChemicaloPhysicsoLettersWK1996WKcfdWKdhdXdhg 2.5 11

31 wxcitationKenergiesKofKzcOWK—cKandKucKinKfullKconfigurationKinteractionKandKcoupledKclusterKtheory[K
ChemicaloPhysicsoLettersWK1996WKcfgWKbifXbke 2.5 210
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30 OnKtheKinherentKdivergenceKinKtheK–ˆ‚llerXølessetKseries[KΣheKneonKatomKâ��KaKtestKcase[KChemicalo
PhysicsoLettersWK1996WKcgbWKdgkXdhi 2.5 74

29 ‘ntegralKdirectKcalculationKofKuucKexcitationKenergieslKsingletKexcitedKstatesKofKbenzene[KChemicalo
PhysicsoLettersWK1996WKcgdWKfdaXfdk 2.5 51

28 øerturbativeKtripleKexcitationKcorrectionsKtoKcoupledKclusterKsinglesKandKdoublesKexcitationK
energies[KJournaloofoChemicaloPhysicsWK1996WKbafWKbefbXbefk 3.9 196

27 ΣheKmolecularKstructureKofKferrocene[KJournaloofoChemicaloPhysicsWK1996WKbaeWKkfciXkfda 3.9 92

26 ΣheKintegralXdirectKcoupledKclusterKsinglesKandKdoublesKmodel[KJournaloofoChemicaloPhysicsWK1996WK
baeWKebfhXebgf 3.9 146

25 RandomXphaseKcalculationsKofKfrequencyXdependentKpolarizabilitiesKandKhyperpolarizabilitiesKofK
longKpolyeneKchains[KPhysicaloReviewoBWK1995WKfbWKbekekXbekfh 3.3 29

24 SuxKcalculationsKofKtheK—–RKshieldingKtensorKforKtheKethylenicKcarbonKatomKinKudule[KMolecularo
PhysicsWK1995WKifWKghbXghd 1.7 5

23 ResponseKfunctionsKinKtheKuudKiterativeKtripleKexcitationKmodel[KJournaloofoChemicaloPhysicsWK1995WK
badWKheckXheeb 3.9 451

22 ΣheKsecondXorderKapproximateKcoupledKclusterKsinglesKandKdoublesKmodelKuuc[KChemicaloPhysicso
LettersWK1995WKcedWKeakXebi 2.5 1409

21 wxcitationKenergiesKofKtzWKuzcKandK—eKinKfullKconfigurationKinteractionKandKtheKhierarchyKuuSWKuucWK
uuSvKandKuudKofKcoupledKclusterKmodels[KChemicaloPhysicsoLettersWK1995WKceeWKhfXic 2.5 217

20 StaticKpolarizabilitiesKandKdipoleKmomentKderivativesKforKtheKclosedKshellKcoupledKclusterKsinglesK
andKdoublesKwaveKfunction[KJournaloofoChemicaloPhysicsWK1994WKbabWKekfgXekgd 3.9 18

19 ualculationKofKsizeXintensiveKtransitionKmomentsKfromKtheKcoupledKclusterKsinglesKandKdoublesK
linearKresponseKfunction[KJournaloofoChemicaloPhysicsWK1994WKbaaWKedkdXeeaa 3.9 192

18 truecknerKcoupledKclusterKresponseKfunctions[KInternationaloJournaloofoQuantumoChemistryWK1994WK
ekWKidfXiei 2.1 20

17 ualculationKofKfrequencyXdependentKpolarizabilitiesKusingKcoupledXclusterKresponseKtheory[K
ChemicaloPhysicsoLettersWK1994WKcbkWKdaXdf 2.5 106

16 sKdirectKatomicKorbitalKdrivenKimplementationKofKtheKcoupledKclusterKsinglesKandKdoublesKSuuSvTK
model[KChemicaloPhysicsoLettersWK1994WKcciWKcddXcdi 2.5 115

15 xrequencyKdependentKhyperpolarizabilitiesKofKpolyynes[KJournaloofoChemicaloPhysicsWK1993WKkiWKhcckXhcdf3.9 31

14
virectKatomicKorbitalKbasedKselfXconsistentXfieldKcalculationsKofKnonlinearKmolecularKproperties[K
spplicationKtoKtheKfrequencyKdependentKhyperpolarizabilityKofKparaXnitroaniline[KJournaloofo
ChemicaloPhysicsWK1993WKkiWKgebhXgecd

3.9 87

13 uomparisonKofKcoupledXclusterKandKtruecknerKcoupledXclusterKcalculationsKofKmolecularKproperties[K
ChemicaloPhysicsoLettersWK1993WKcbbWKkeXbaa 2.5 64

(1993-1996)
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12 ”inearKsuperpositionKofKoptimizedKnonXorthogonalKSlaterKdeterminantsKforKsingletKstates[KChemicalo
PhysicsoLettersWK1993WKcbcWKbkdXcaa 2.5 20

11 −uarticKcoupledKclusterKforceKfieldsKforKtheKdiazeneKisomers[KChemicaloPhysicsoLettersWK1993WKcbfWKfhgXfib2.5 8

10 ”argeKscaleKrandomKphaseKcalculationsKforKdirectKselfXconsistentKfieldKwavefunctions[KChemicalo
PhysicsWK1993WKbhcWKbdXca 2.3 28

9 sKvariationalKmatrixKdecompositionKappliedKtoKfullKconfigurationXinteractionKcalculations[KChemicalo
PhysicsoLettersWK1992WKbkiWKfbXfi 2.5 6

8 snalyticalKcalculationKofKfullKconfigurationKinteractionKresponseKpropertieslKspplicationKtoKte[K
JournaloofoChemicaloPhysicsWK1991WKkfWKhehkXheif 3.9 50

7 tranchingKratiosKforKtheKdissociativeKdecayKofKtripletKzc[KPhysicaloReviewoAWK1991WKeeWKebhbXebhk 2.6 29

6 uoupledKclusterKresponseKfunctions[KJournaloofoChemicaloPhysicsWK1990WKkdWKddddXddee 3.9 885

5 wxcitationKenergiesKfromKtheKcoupledKclusterKsinglesKandKdoublesKlinearKresponseKfunctionK
SuuSv”RT[KspplicationsKtoKteWKuzVWKuOWKandKzcO[KJournaloofoChemicaloPhysicsWK1990WKkdWKddefXddfa 3.9 491

4 veterminationKofKtheKtransitionKdipoleKmomentK˛…iXpbSRTKinKzcKfromKtheKmeasurementKofKvibrationalK
waveKfunctions[KJournaloofoChemicaloPhysicsWK1990WKkdWKdiihXdika 3.9 6

3 uoupledKclusterKenergyKderivatives[KsnalyticKzessianKforKtheKclosedXshellKcoupledKclusterKsinglesKandK
doublesKwaveKfunctionlKΣheoryKandKapplications[KJournaloofoChemicaloPhysicsWK1990WKkcWKekceXekea 3.9 214

2 ΣheKinfraredKspectrumKofKwater[KtasisKsetKdependenceKatKtheKsingleKandKdoubleKexcitationKcoupledK
clusterKSuuSvTKlevelKofKtheory[KChemicaloPhysicsoLettersWK1988WKbekWKbbiXbcc 2.5 13

1 virectKiterativeKRøsKcalculations[KspplicationsKtoKethyleneWKbenzeneKandKcytosine[KChemicaloPhysicsWK
1988WKbbkWKckhXdag 2.3 36
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