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k Paper IF Citations

182 ufficientKimplementationKofKtheKgaugeXindependentKatomicKorbitalKmethodKforK–’·KchemicalKshiftK
calculationsYKJournalnofnthenAmericannChemicalnSocietyWK1990WKaabWKhbeaXhbf` 16.4 5418

181 äystematicKabKinitioKgradientKcalculationKofKmolecularKgeometriesWKforceKconstantsWKandKdipoleK
momentKderivativesYKJournalnofnthenAmericannChemicalnSocietyWK1979WKa`aWKbee`Xbef` 16.4 1942

180 sonvergenceKaccelerationKofKiterativeKsequencesYKtheKcaseKofKscfKiterationYKChemicalnPhysicsnLettersWK
1980WKgcWKcicXcih 2.5 1825

179
sombinationKofKtheoreticalKabKinitioKandKexperimentalKinformationKtoKobtainKreliableKharmonicK
forceKconstantsYKäcaledKquantumKmechanicalKSQ’TKforceKfieldsKforKglyoxalWKacroleinWKbutadieneWK
formaldehydeWKandKethyleneYKJournalnofnthenAmericannChemicalnSocietyWK1983WKa`eWKg`cgXg`dg

16.4 1350

178 sanKSsemiTlocalKdensityKfunctionalKtheoryKaccountKforKtheK‘ondonKdispersionKforcesoYKChemicaln
PhysicsnLettersWK1994WKbbiWKageXah` 2.5 888

177
öheKcalculationKofKabKinitioKmolecularKgeometriesjKefficientKoptimizationKbyKnaturalKinternalK
coordinatesKandKempiricalKcorrectionKbyKoffsetKforcesYKJournalnofnthenAmericannChemicalnSocietyWK
1992WKaadWKhaiaXhb`a

16.4 852

176 ‘ocalizabilityKofKdynamicKelectronKcorrelationYKChemicalnPhysicsnLettersWK1983WKa``WKaeaXaed 2.5 684

175 tirectKäcalingKofK rimitiveK−alenceKvorceKsonstantsj´ KqnKqlternativeKqpproachKtoKäcaledKQuantumK
’echanicalKvorceKvieldsYKJournalnofnPhysicalnChemistrynAWK1998WKa`bWKadabXadbd 2.8 475

174 —rbitalXinvariantKformulationKandKsecondXorderKgradientKevaluationKinK’ˆ‚llerX lessetKperturbationK
theoryYKTheoreticanChimicanActaWK1986WKfiWKcegXcfh 466

173 weometryKoptimizationKbyKdirectKinversionKinKtheKiterativeKsubspaceYKJournalnofnMolecularnStructureWK
1984WKaadWKcaXcd 3.4 461

172 qnKefficientKabKinitioKgradientKprogramYKTheoreticanChimicanActaWK1979WKe`WKbiiXcab 448

171 vorceKfieldWKdipoleKmomentKderivativesWKandKvibronicKconstantsKofKbenzeneKfromKaKcombinationKofK
experimentalKandKabKinitioKquantumKchemicalKinformationYKJournalnofnChemicalnPhysicsWK1981WKgdWKciiiXd`ad3.9 415

170 vourthXorderK’oZllerâ�� lessettKperturbationKtheoryKinKtheKlocalKcorrelationKtreatmentYKyYK’ethodYK
JournalnofnChemicalnPhysicsWK1987WKhfWKiadXibb 3.9 411

169 ‘ocalKconfigurationKinteractionjKqnKefficientKapproachKforKlargerKmoleculesYKChemicalnPhysicsnLetters
WK1985WKaacWKacXah 2.5 398

168 ‘igandKredoxKeffectsKinKtheKsynthesisWKelectronicKstructureWKandKreactivityKofKanKalkylXalkylK
crossXcouplingKcatalystYKJournalnofnthenAmericannChemicalnSocietyWK2006WKabhWKacageXhc 16.4 388

167 xighKaccuracyKbenchmarkKcalculationsKonKtheKbenzeneKdimerKpotentialKenergyKsurfaceYKChemicaln
PhysicsnLettersWK2007WKddgWKbgXcb 2.5 248

166 somparisonKofKtheKboysKandK ipekâ��’ezeyKlocalizationsKinKtheKlocalKcorrelationKapproachKandK
automaticKvirtualKbasisKselectionYKJournalnofnComputationalnChemistryWK1993WKadWKgcfXgd` 3.5 243
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165 öheKlocalKcorrelationKtreatmentYKyyYKymplementationKandKtestsYKJournalnofnChemicalnPhysicsWK1988WKhhWKahhdXahi`3.9 241

164 öheKaccuracyKofKquantumKchemicalKmethodsKforKlargeKnoncovalentKcomplexesYKJournalnofnChemicaln
TheorynandnComputationWK2013WKiWKccfdXccgd 6.4 223

163 äecondKandKthirdKderivativesKofKvariationalKenergyKexpressionsjKqpplicationKtoKmulticonfigurationalK
selfXconsistentKfieldKwaveKfunctionsYKJournalnofnChemicalnPhysicsWK1983WKghWKe`dcXe`ea 3.9 211

162 øxvKnaturalKorbitalsKforKdefiningKandKstartingK’sXäsvKcalculationsYKJournalnofnChemicalnPhysicsWK
1988WKhhWKdibfXdicc 3.9 210

161 weneralizedK’oZllerâ�� lessetKperturbationKtheoryjKäecondKorderKresultsKforKtwoXconfigurationWK
openXshellKexcitedKsingletWKandKdoubletKwaveKfunctionsYKJournalnofnChemicalnPhysicsWK1989WKi`WKcfdgXcfei3.9 207

160 ufficientKeliminationKofKbasisKsetKsuperpositionKerrorsKbyKtheKlocalKcorrelationKmethodjKqccurateKabK
initioKstudiesKofKtheKwaterKdimerYKJournalnofnChemicalnPhysicsWK1993WKihWKbag`Xbage 3.9 204

159 qnalyticalKenergyKgradientsKforKlocalKsecondXorderK’oZllerâ�� lessetKperturbationKtheoryYKJournalnofn
ChemicalnPhysicsWK1998WKa`hWKeaheXeaic 3.9 190

158 subicKforceKconstantsKandKequilibriumKgeometryKofKmethaneKfromKxartreeâ��vockKandKcorrelatedK
wavefunctionsYKJournalnofnChemicalnPhysicsWK1978WKfhWKe`ggXe`he 3.9 185

157
öheKunrestrictedKnaturalKorbitalâ��completeKactiveKspaceKSø–—â��sqäTKmethodjKqnKinexpensiveK
alternativeKtoKtheKcompleteKactiveKspaceâ��selfXconsistentXfieldKSsqäâ��äsvTKmethodYKJournalnofn
ChemicalnPhysicsWK1989WKi`WKcfcgXcfdf

3.9 180

156 somparisonKofK–’·KähieldingsKsalculatedKfromKxartreeâ��vockKandKtensityKvunctionalKWaveK
vunctionsKøsingKwaugeXyncludingKqtomicK—rbitalsYKThenJournalnofnPhysicalnChemistryWK1996WKa``WKfca`Xfcaf 178

155 ’ultipoleKapproximationKofKdistantKpairKenergiesKinKlocalK’ bKcalculationsYKChemicalnPhysicsnLettersWK
1998WKbi`WKadcXadi 2.5 167

154 qnKefficientKreformulationKofKtheKclosedXshellKselfXconsistentKelectronKpairKtheoryYKJournalnofn
ChemicalnPhysicsWK1984WKhaWKai`aXai`e 3.9 163

153 sonsistentKgeneralizationKofKtheK’ˆ‚llerX lessetKpartitioningKtoKopenXshellKandKmulticonfigurationalK
äsvKreferenceKstatesKinKmanyXbodyKperturbationKtheoryYKChemicalnPhysicsnLettersWK1987WKad`WKbbeXbca 2.5 146

152 tirectKøseKofKtheKwradientKforKynvestigatingK’olecularKunergyKäurfacesK1977WKaecXahe 141

151 qnKimprovedKfXcawUKbasisKsetKforKfirstXrowKtransitionKmetalsYKJournalnofnChemicalnPhysicsWK2003WKaahWKgggeXgghb3.9 137

150 öheoreticalKpredictionKofKvibrationalKspectraYKaYKöheKinXplaneKforceKfieldKandKvibrationalKspectraKofK
pyridineYKJournalnofnthenAmericannChemicalnSocietyWK1984WKa`fWKbgfeXbgfi 16.4 131

149 qbKinitioKgeometryKoptimizationKforKlargeKmoleculesK1997WKahWKadgcXadhc 127

148 qKperspectiveKonKtheKsqä öbKmethodYKInternationalnJournalnofnQuantumnChemistryWK2011WKaaaWKcbgcXcbgi2.1 122

(2011-1988)
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147 qnalyticalKterivativeK’ethodsKinKQuantumKshemistryYKAdvancesninnChemicalnPhysicsWK2007WKbdaXbhf 119

146
öheoreticalKpredictionKofKvibrationalKspectraYKbYKvorceKfieldWKspectroscopicallyKrefinedKgeometryWKandK
reassignmentKofKtheKvibrationalKspectrumKofKnaphthaleneYKJournalnofnthenAmericannChemicalnSocietyWK
1985WKa`gWKfdhgXfdid

16.4 119

145 qssessmentKofKtheKxandyâ��sohenKoptimizedKexchangeKdensityKfunctionalKforKorganicKreactionsYK
JournalnofnChemicalnPhysicsWK2002WKaagWKaddaXaddi 3.9 116

144 tirectKinversionKinKtheKiterativeKsubspaceKStyyäTKoptimizationKofKopenXshellWKexcitedXstateWKandKsmallK
multiconfigurationKäsvKwaveKfunctionsYKJournalnofnChemicalnPhysicsWK1986WKhdWKegbhXegcd 3.9 115

143 somparisonKofKtheKabKinitioKforceKconstantsKofKethaneWKethyleneKandKacetyleneYKMolecularnPhysicsWK
1974WKbgWKdgcXdi` 1.7 113

142 QuantumKchemistryKinKparallelKwithK QäYKJournalnofnComputationalnChemistryWK2009WKc`WKcagXce 3.5 101

141 öheKadiabaticKcorrectionKtoKmolecularKpotentialKsurfacesKinKtheKäsvKapproximationYKChemicalnPhysicsn
LettersWK1984WKa`cWKdfcXdfe 2.5 97

140 qKsystematicKstudyKofKtheKconvergenceKandKadditivityKofKcorrelationKandKbasisKsetKeffectsKonKtheK
forceKconstantsKofKsmallKmoleculesjKxvWKxs–WKandK–xcYKJournalnofnChemicalnPhysicsWK1983WKgiWKcchbXccia 3.9 96

139 tvöXäQ’KvorceKvieldKforK–ickelK orphinejKKyntrinsicK·ufflingYKJournalnofnPhysicalnChemistrynAWK1999WK
a`cWKacegXacff 2.8 95

138 äecondXorderK’ˆ‚llerâ�� lessetKcalculationsKwithKdualKbasisKsetsYKJournalnofnChemicalnPhysicsWK2003WK
aahWKidigXie`c 3.9 92

137
salculatedKandKuxperimentalKweometriesKandKynfraredKäpectraKofK’etalKörisXqcetylacetonatesjKK
−ibrationalKäpectroscopyKasKaK robeKofK’olecularKätructureKforKyonicKsomplexesYK artKyYKJournalnofn
PhysicalnChemistrynAWK2001WKa`eWKbchXbdd

2.8 91

136 −ibrationalKqssignmentKandKtefiniteKxarmonicKvorceKvieldKforK orphineYKbYKsomparisonKwithK
–onresonanceK·amanKtataYKThenJournalnofnPhysicalnChemistryWK1996WKa``WKaciheXaciib 88

135 xbWK–eWKandK–bKunergiesKofKuncapsulationKintoKsf`KuvaluatedKwithKtheK’ Wra†KvunctionalYKJournaln
ofnChemicalnTheorynandnComputationWK2006WKbWKghbXe 6.4 87

134 ydentificationKofKysomersKfromKsalculatedK−ibrationalKäpectraYKqKtensityKvunctionalKätudyKofK
öetrachlorinatedKtibenzodioxinsYKJournalnofnthenAmericannChemicalnSocietyWK1995WKaagWKdafgXdagb 16.4 87

133 xartreeXvockKcalculationKofKtheKharmonicKforceKconstantsKandKequilibriumKgeometryKofK
formaldehydeYKTheoreticanChimicanActaWK1974WKcbWKbecXbfd 87

132 öheKvourierKtransformKsoulombKmethodjKufficientKandKaccurateKcalculationKofKtheKsoulombK
operatorKinKaKwaussianKbasisYKJournalnofnChemicalnPhysicsWK2002WKaagWKghbgXghce 3.9 85

131 qKlowXscalingKmethodKforKsecondKorderK’ˆ‚llerâ�� lessetKcalculationsYKJournalnofnChemicalnPhysicsWK
2001WKaaeWKcigeXcihc 3.9 84

130 vockKmatrixKdynamicsYKChemicalnPhysicsnLettersWK2004WKchfWKbgbXbgh 2.5 80
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129 ätructureKandKfundamentalKvibrationsKofKphenoxylKradicalYKJournalnofnChemicalnPhysicsWK1994WKa``WKe`bcXe`ce3.9 79

128 qKreliableKandKefficientKfirstKprinciplesXbasedKmethodKforKpredictingKp†SaTKvaluesYKbYK—rganicKacidsYK
JournalnofnPhysicalnChemistrynAWK2010WKaadWKdcbXdb 2.8 78

127 qKspaceXsavingKmodificationKofKtavidsonRsKeigenvectorKalgorithmYKJournalnofnComputationaln
ChemistryWK1990WKaaWKaafdXaafh 3.5 78

126  otentialKsymmetryKbreakingWKstructureKandKdefiniteKvibrationalKassignmentKforKazulenejK
’ulticonfigurationalKandKdensityKfunctionalKresultsYKJournalnofnChemicalnPhysicsWK1995WKa`cWKefe`Xeffa 3.9 77

125 qccuracyKofKtheKthreeXbodyKfragmentKmolecularKorbitalKmethodKappliedKtoK’ˆ‚llerX lessetK
perturbationKtheoryYKJournalnofnComputationalnChemistryWK2007WKbhWKadgfXadhd 3.5 76

124 äelectionKofKactiveKspacesKforKmulticonfigurationalKwavefunctionsYKJournalnofnChemicalnPhysicsWK2015
WKadbWKbdda`d 3.9 73

123 öheKgeometryKofKsomeKamidesKobtainedKfromKabKinitioKcalculationsYKJournalnofnMolecularnStructureWK
1979WKegWKbeiXbg` 3.4 73

122 vorceKsonstantsKandKtipoleK’omentKterivativesKofKqmmoniaKfromKxartreeXvockKsalculationsYK
JournalnofnChemicalnPhysicsWK1972WKegWKcccgXccd` 3.9 73

121 qssessmentKofKdensityKfunctionalKmethodsKforKnuclearKmagneticKresonanceKshieldingKcalculationsYK
JournalnofnChemicalnPhysicsWK2003WKaaiWKace`Xaceg 3.9 72

120 qccurateKmolecularKintegralsKandKenergiesKusingKcombinedKplaneKwaveKandKwaussianKbasisKsetsKinK
molecularKelectronicKstructureKtheoryYKJournalnofnChemicalnPhysicsWK2002WKaafWKggieXgh`e 3.9 71

119 qKbenchmarkKcomparisonKofKˇ�Zˇ�KandKˇ�Zˇ�KdispersionjKtheKdimersKofKnaphthaleneKandKdecalinWKandK
coroneneKandKperhydrocoroneneYKJournalnofnthenAmericannChemicalnSocietyWK2012WKacdWKageb`Xe 16.4 70

118 yntegralKtransformationKwithKlowXorderKscalingKforKlargeKlocalKsecondXorderK’ˆ‚llerâ�� lessetK
calculationsK1998WKaiWKabdaXabed 70

117 öheoreticalKandKuxperimentalKätudyKofKtheK−ibrationalKäpectraKofKtheK˛–WK˛†WKandK˛·K hasesKofK
—ctahydroXaWcWeWgXtetranitroXaWcWeWgXtetrazocineKSx’αTYKJournalnofnPhysicalnChemistrynBWK2002WKa`fWKa`eidXa`f`d3.4 68

116 qbKinitioKpredictionKofKvibrationalKspectrajKqKdatabaseKapproachYKVibrationalnSpectroscopyWK1990WKaWKaeiXafe2.1 68

115 öheKmolecularKstructureKofKtolueneYKJournalnofnMolecularnStructureWK1980WKffWKbhaXbhg 3.4 68

114 qccurateKcorrelatedKcalculationKofKtheKintermolecularKpotentialKsurfaceKinKtheKcoroneneKdimerYK
MolecularnPhysicsWK2010WKa`hWKbdiXbeg 1.7 66

113 qKreliableKandKefficientKfirstKprinciplesXbasedKmethodKforKpredictingKp†SaTKvaluesYKaYK’ethodologyYK
JournalnofnPhysicalnChemistrynAWK2010WKaadWKdbeXca 2.8 66

112 qnKaccurateKinXplaneKforceKfieldKforKporphineYKqKscaledKquantumKmechanicalKstudyYKChemicalnPhysicsn
LettersWK1995WKbdgWKcgiXche 2.5 65

(1995-1994)
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111 qssessmentKofKtheK—‘β KandK—c‘β KdensityKfunctionalsKforKfirstXrowKtransitionKmetalsYKJournalnofn
ComputationalnChemistryWK2003WKbdWKaahdXia 3.5 64

110 −ibrationalKenergyKlevelsKofKhydrogenKcyanideYKJournalnofnChemicalnPhysicsWK1986WKheWKehchXehdf 3.9 64

109 sonvexâ��concaveKstackingKofKcurvedKconjugatedKnetworksjKrenchmarkKcalculationsKonKtheK
corannuleneKdimerYKChemicalnPhysicsnLettersWK2011WKeabWKaeeXaf` 2.5 63

108 öheKinnerXhydrogenKmigrationKinKfreeKbaseKporphyrinYKTheoreticalnChemistrynAccountsWK1997WKigWKeiXff 1.9 62

107 q–q‘βöysq‘Ktu·y−qöy−uKöusx–yQøuäKq–tKöxuKsq‘sø‘qöy—–K—vK−yr·qöy—–q‘Kä usö·qYK
AdvancednSeriesninnPhysicalnChemistryWK1995WKaaiaXabd` 61

106
ynvestigationKofKtheKbasisKofKtheKvalenceKshellKelectronKpairKrepulsionKmodelKbyKabKinitioKcalculationK
ofKgeometryKvariationsKinKaKseriesKofKtetrahedralKandKrelatedKmoleculesYKJournalnofnthenAmericann
ChemicalnSocietyWK1979WKa`aWKb``bXb`a`

16.4 61

105 öheKtiltKandKasymmetryKofKmethylKgroupsKinKasymmetricKenvironmentsYKJournalnofnthenAmericann
ChemicalnSocietyWK1977WKiiWKeeg`Xeegd 16.4 61

104  arallelKsalculationKofKsoupledKslusterKäinglesKandKtoublesKWaveKvunctionsKøsingKqrrayKvilesYK
JournalnofnChemicalnTheorynandnComputationWK2007WKcWKacfhXgg 6.4 60

103 qKnewKparallelKalgorithmKofK’ bKenergyKcalculationsYKJournalnofnComputationalnChemistryWK2006WKbgWKd`gXac3.5 58

102
’ethodsKforKparallelKcomputationKofKäsvK–’·KchemicalKshiftsKbyKwyq—KmethodjKufficientKintegralK
calculationWKmultiXvockKalgorithmWKandKpseudodiagonalizationYKJournalnofnComputationalnChemistryWK
1997WKahWKhafXhbe

3.5 52

101 ätructuresKofKsomeKfluorinatedKbenzenesKdeterminedKbyKabKinitioKcomputationYKJournalnofn
ComputationalnChemistryWK1982WKcWKcddXcec 3.5 52

100 ufficientK arallelKymplementationKofKtheKssätKuxternalKuxchangeK—peratorKandKtheK erturbativeK
öriplesKSöTKunergyKsalculationYKJournalnofnChemicalnTheorynandnComputationWK2008WKdWKaeheXib 6.4 50

99 öheK erformanceKofKtheKxandyZsohenKvunctionalsWK—‘β KandK—c‘β WKforKtheKsomputationKofK
xydrocarbonK ericyclicK·eactionKqctivationKrarriersâ� YKJournalnofnPhysicalnChemistrynAWK2004WKa`hWKbieiXbife2.8 49

98  ossibilitiesKandKlimitationsKofKabKinitioKcalculationKofKvibrationalKspectraYKJournalnofnMolecularn
StructureWK1995WKcdgWKbicXc`h 3.4 49

97 weometryKoptimizationKinKdelocalizedKinternalKcoordinatesjKqnKefficientKquadraticallyKscalingK
algorithmKforKlargeKmoleculesYKJournalnofnChemicalnPhysicsWK1999WKaa`WKdihfXdiia 3.9 47

96 öheKforceKconstantsKofKbenzenejK‘ocalKmanyXbodyKperturbationKtheoryKvsKnewKexperimentYKJournaln
ofnChemicalnPhysicsWK1986WKheWKag`cXag`d 3.9 47

95 −ibrationalKenergyKlevelsKofKmethylKfluorideYKJournalnofnChemicalnPhysicsWK1987WKhfWKe`hhXe`ic 3.9 46

94 qbKinitioKinvestigationKofKgeometryKchangesKduringKinversionKofK–xcWK–xbvWK–xvbWK–vcKandK xcWK
 xbvWK xvbWK vcYKJournalnofnChemicalnPhysicsWK1977WKffWKegfiXeggf 3.9 46
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93 qccurateKpredictionKofKprotonKchemicalKshiftsYKyYKäubstitutedKaromaticKhydrocarbonsYKJournalnofn
ComputationalnChemistryWK2001WKbbWKahhgXahie 3.5 45

92 weometryKoptimizationKofKlargeKbiomoleculesKinKredundantKinternalKcoordinatesYKJournalnofn
ChemicalnPhysicsWK2000WKaacWKfeffXfegb 3.9 44

91
qnalyticalKderivativesWKforcesWKforceKconstantsWKmolecularKgeometriesWKandKrelatedKresponseK
propertiesKinKelectronicKstructureKtheoryYKWileynInterdisciplinarynReviews:nComputationalnMolecularn
ScienceWK2014WKdWKafiXaha

7.9 42

90 sâ��x´•´•´•—KxydrogenKrondKbetweenK–X’ethylK’aleimideKandKtimethylKäulfoxidejKKqKsombinedK–’·K
andKqbKynitioKätudyYKJournalnofnPhysicalnChemistrynAWK2003WKa`gWKdfhcXdfhg 2.8 41

89 ufficientKcalculationKofKcanonicalK’ bKenergiesYKChemicalnPhysicsnLettersWK2001WKcddWKedcXeeb 2.5 41

88 qnKefficientKdirectKmethodKforKgeometryKoptimizationKofKlargeKmoleculesKinKinternalKcoordinatesYK
JournalnofnChemicalnPhysicsWK1998WKa`iWKfegaXfegf 3.9 40

87 qKnewKgridXbasedKmethodKforKtheKdirectKcomputationKofKexcitedKmolecularKvibrationalKstatesjKtestK
applicationKtoKformaldehydeYKComputationalnandnTheoreticalnChemistryWK1995WKcdaWKaXaa 39

86 öheKstructureKofKsomeKnitrogenKheteroaromaticsYKComputationalnandnTheoreticalnChemistryWK1982WK
hhWKgiXhi 39

85  redictingKtheKvibrationalKspectraKofKsomeKsimpleKfluorocarbonsKbyKdirectKscalingKofKprimitiveK
valenceKforceKconstantsYKJournalnofnComputationalnChemistryWK1998WKaiWKaahgXab`d 3.5 37

84 öheKinterpretationKofKcomplianceKconstantsKandKtheirKsuitabilityKforKcharacterizingKhydrogenKbondsK
andKotherKweakKinteractionsYKJournalnofnthenAmericannChemicalnSocietyWK2006WKabhWKaacbdXe 16.4 37

83 qnKefficientKparallelKalgorithmKforKtheKcalculationKofKcanonicalK’ bKenergiesYKJournalnofn
ComputationalnChemistryWK2002WKbcWKaae`Xf 3.5 36

82 qbKinitioKxartreeXvockKcalculationKofKtheKforceKconstantsKandKgeometryKofKx–vbKandKxb–vYK
MolecularnPhysicsWK1977WKccWKaefeXaeg` 1.7 36

81 –ewKparallelKalgorithmKforK’ bKenergyKgradientKcalculationsYKJournalnofnComputationalnChemistryWK
2007WKbhWKb`cdXdb 3.5 35

80 qbKinitioKcalculationKofKforceKconstantsKforKtheKlinearKmoleculesKxs–WKvs–WKSs–TbKandKtheKionK–bvVYK
MolecularnPhysicsWK1975WKc`WKaabcXaaca 1.7 35

79 tensityKfunctionalKbasedKvibrationalKstudyKofKconformationalKisomersjK’olecularKrearrangementKofK
benzofuroxanYKJournalnofnComputationalnChemistryWK1997WKahWKdhiXe`` 3.5 34

78 vorceKconstantsWKvibrationalKassignmentKandKgeometryKofKmethylKamineKfromKhartreeâ��fockK
calculationsYKJournalnofnMolecularnStructureWK1975WKbiWKbciXbdf 3.4 34

77 qccurateKpredictionKofKprotonKchemicalKshiftsYKyyYK eptideKanaloguesYKJournalnofnComputationaln
ChemistryWK2002WKbcWKdibXg 3.5 33

76 öheKtautomersKofKuraciljKqKlocalKcorrelationKtreatmentYKInternationalnJournalnofnQuantumnChemistryWK
1993WKdgWKdiXeh 2.1 33

(1993-2001)
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75 öheoreticalKequilibriumKgeometryWKvibrationalKfrequenciesKandKtheKfirstKelectronicKtransitionKenergyK
ofKxssYKMolecularnPhysicsWK1983WKe`WKaciXaea 1.7 33

74 rasisKsetKandKcorrelationKeffectsKinKtheKcalculationKofKseleniumK–’·KshieldingsYKChemicalnPhysicsn
LettersWK1994WKbbeWKbh`Xbhd 2.5 32

73 äcaledKquantumKmechanicalKSäQ’TKforceKfieldKandKvibrationalKassignmentKforKhexatrieneYK
ComputationalnandnTheoreticalnChemistryWK1987WKaeaWKcdaXced 32

72 vorceKfieldKandKvibrationalKassignmentKforKcyclobutaneKfromKaKcombinationKofKabKinitioKcalculationsK
andKexperimentalKdataYKComputationalnandnTheoreticalnChemistryWK1982WKhiWKaXac 32

71 öheKsizeKconsistencyKofKmultiXreferenceK’ˆ‚llerâ�� lessetKperturbationKtheoryYKMolecularnPhysicsWK1998
WKicWKdcaXdci 1.7 31

70 xalfXprojectedKxartreeâ��vockKnaturalKorbitalsKforKdefiningKsqäâ��äsvKactiveKspacesYKInternationaln
JournalnofnQuantumnChemistryWK1993WKdeWKaccXaff 2.1 31

69 öheKmolecularKstructureWKvibrationalKforceKfieldWKspectralKfrequenciesWKandKinfraredKintensitiesKofK
sxc —vbYKComputationalnandnTheoreticalnChemistryWK1982WKhgWKaacXabd 31

68 renchmarkK·elativeKunergiesKforK‘argeKWaterKslustersKwithKtheKweneralizedKunergyXrasedK
vragmentationK’ethodYKJournalnofnChemicalnTheorynandnComputationWK2017WKacWKbfifXbg`d 6.4 28

67 öheKgX–orbornadienylKsationjKqnK–’·Zyw‘—K−alidationKofKitsKabKinitioKätructureYKAngewandten
ChemienInternationalnEditionninnEnglishWK1989WKbhWKa`dbXa`dd 28

66 öransitionKstateKvibrationalKanalysisKforKtheKmethylKisocyanideKrearrangementWKsxc–sKYfwdarwYK
sxcs–YKJournalnofnthenAmericannChemicalnSocietyWK1980WKa`bWKcgahXcgbc 16.4 27

65 qbKinitioKstudyKofKtheKforceKconstantsKofKinorganicKmoleculesK—–vKandK–vcYKJournalnofnMolecularn
SpectroscopyWK1974WKeaWKaceXada 1.3 26

64 qnKefficientKatomicKorbitalKbasedKsecondXorderK’ˆ‚llerX lessetKgradientKprogramYKJournalnofn
ChemicalnPhysicsWK2004WKab`WKaadbcXca 3.9 24

63 sombinedKexperimentalZtheoreticalKrefinementKofKindoleKringKgeometryKusingKdeuteriumKmagneticK
resonanceKandKabKinitioKcalculationsYKJournalnofnthenAmericannChemicalnSocietyWK2003WKabeWKabbfhXgf 16.4 24

62 ’ethodsKforKfindingKunrestrictedKxartreeXvockKsolutionsKandKmultipleKsolutionsYKThenJournalnofn
PhysicalnChemistryWK1990WKidWKeedhXeeea 24

61 wyq—K–uclearK’agneticKähieldingKöensorsKinKvreeKraseK orphyrinKandKinK’agnesiumKandKδincK
’etalloporphyrinsYKJournalnofnPhysicalnChemistrynAWK1999WKa`cWKdb`Xdbe 2.8 23

60 weometryKoptimizationKofKatomicKmicroclustersKusingKinverseXpowerKdistanceKcoordinatesYKJournaln
ofnChemicalnPhysicsWK1996WKa`eWKaaa``Xaaa`g 3.9 23

59 sommentsKonKtheKmolecularKgeometryKofKferrocenejKöheKdangersKofKusingKquantumKchemistryK
programsKasKblackKboxesYKJournalnofnComputationalnChemistryWK2009WKc`WKhhaXc 3.5 22

58 ·amanKspectrumKofKcoronenejKaKscaledKquantumKmechanicalKforceKfieldKstudyYKJournalnofnRamann
SpectroscopyWK1998WKbiWKdgcXdha 2.3 22
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57 öheKcomputedKforceKconstantsKandKvibrationalKspectraKofKcubaneYKJournalnofnMolecularnSpectroscopy
WK1984WKa`cWKbfhXbh` 1.3 22

56 qrrayKfilesKforKcomputationalKchemistryjK’ bKenergiesYKJournalnofnComputationalnChemistryWK2007WK
bhWKabaeXb` 3.5 21

55 xartreeâ��vockKandKsecondXorderK’oZllerâ�� lessetKperturbationKtheoryKcalculationsKofKtheKca K
nuclearKmagneticKresonanceKshieldingKtensorKinK xcYKJournalnofnChemicalnPhysicsWK1993WKiiWKghaiXghbd 3.9 19

54 öheKunrestrictedKnaturalKorbitalXrestrictedKactiveKspaceKmethodjKmethodologyKandKimplementationYK
TheoreticalnChemistrynAccountsWK1998WKa``WKabXb` 1.9 18

53 qbKinitioKxartreeâ��vockKcalculationKofKtheKelasticKelectronKscatteringKcrossKsectionKofKsulphurK
hexafluorideYKJournalnofnChemicalnPhysicsWK1983WKgiWKaheXaia 3.9 18

52 ymportanceKofKtensorKasymmetryKforKtheKanalysisKofKbxK–’·KspectraKfromKdeuteratedKaromaticK
ringsYKJournalnofnthenAmericannChemicalnSocietyWK2005WKabgWKagdhhXic 16.4 17

51 vindingKsymmetryKbreakingKxartreeXvockKsolutionsjKöheKcaseKofKtripletKinstabilityYKJournalnofn
ChemicalnPhysicsWK2016WKadeWKafda`b 3.9 16

50 ·ecentKdevelopmentsKinKtheK QäKprogramYKWileynInterdisciplinarynReviews:nComputationalnMolecularn
ScienceWK2012WKbWKfcXgb 7.9 15

49 tasKgX–orbornadienylX†ationjKdieK–’·Zyw‘—Xrestˆ⁄tigungKseinerKmitKabXinitioX’ethodenK
berechnetenKätrukturYKAngewandtenChemieWK2006WKa`aWKa`fcXa`fe 3.6 15

48 ufficientKgeometryKoptimizationKofKmolecularKclustersYKJournalnofnComputationalnChemistryWK2000WK
baWKfiXgf 3.5 15

47 qKpotentialKsurfaceKforKtheKinteractionKbetweenKwaterKandKcoroneneKasKaKmodelKforKaKhydrophobicK
surfaceYKMolecularnPhysicsWK2009WKa`gWKaaigXab`g 1.7 14

46 qccuracyKandKefficiencyKofKatomicKbasisKsetKmethodsKversusKplaneKwaveKcalculationsKwithKultrasoftK
pseudopotentialsKforKt–qKbaseKmoleculesYKJournalnofnComputationalnChemistryWK2005WKbfWKeiiXf`e 3.5 14

45 ’odelingKlocalizedKelectronKpairKcorrelationKenergiesYKJournalnofnChemicalnPhysicsWK1995WKa`cWKeffbXefgc 3.9 14

44 ruildingKaKdatabaseKofKforceKconstantsKbasedKonKscaledKabKinitioKSäQ’TKresultsYKyYKshlorobenzenesYK
SpectrochimicanActanPartnA:nMolecularnSpectroscopyWK1993WKdiWKadiiXaead 14

43 qKtestKofKtheKapproximateKcoupledKclusterKdoublesKapproximationYKChemicalnPhysicsnLettersWK1986WK
acaWKchdXchh 2.5 14

42 øltrafastKQuantumK’echanicsZ’olecularK’echanicsK’onteKsarloKsimulationsKusingKgeneralizedK
multipoleKpolarizabilitiesYKChemicalnPhysicsnLettersWK2012WKec`WKaXi 2.5 13

41  arallelKtensityKvunctionalKöheoryKunergiesKusingKtheKvourierKöransformKsoulombK’ethodâ� YKJournaln
ofnPhysicalnChemistrynAWK2004WKa`hWKc`d`Xc`dg 2.8 13

40 sonsiderationsKregardingKtheKlocalKtreatmentKofK‘aplaceKtransformK’  öYKChemicalnPhysicsnLettersWK
1996WKbdhWKbbcXbbg 2.5 13

(1996-1984)
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39 qbKinitioKstudyKofKtheKgeometryWKstretchingWKvibrationsWKandKassignmentKofKtheKobservedKfrequenciesK
ofKtheKgroundKstateKsfxKShexatriynylTKradicalYKJournalnofnChemicalnPhysicsWK1992WKigWKaf`bXaf`e 3.9 13

38 qKbenchmarkKquantumKchemicalKstudyKofKtheKstackingKinteractionKbetweenKlargerKpolycondensedK
aromaticKhydrocarbonsYKTheoreticalnChemistrynAccountsWK2011WKac`WKdaiXdbg 1.9 12

37 ufficientKcalculationKofKtheKenergyKofKaKmoleculeKinKanKarbitraryKelectricKfieldYKInternationalnJournaln
ofnQuantumnChemistryWK2009WKa`iWKbaacXbab` 2.1 12

36 –ewtonianKmolecularKdynamicsKinKgeneralKcurvilinearKinternalKcoordinatesYKChemicalnPhysicsnLettersWK
2002WKcecWKd``Xd`f 2.5 12

35 salculationKofKfullyKoptimizedKgeometriesKofKfiveXKandKsixXmemberedKheterocyclesKbyKtheKs–t—K
forceKmethodYKTheoreticanChimicanActaWK1973WKcbWKadeXae` 12

34 sompleteKassignmentKofKvibrationalKspectraKofKaWeXcyclooctadieneâ��aKtheoreticalKandKexperimentalK
infraredKandK·amanKstudyYKSpectrochimicanActanPartnA:nMolecularnSpectroscopyWK1993WKdiWKbegXbg` 11

33 −ibrationalKassignmentKofKävdYKJournalnofnMolecularnStructureWK1974WKbaWKaehXafd 3.4 11

32 öheKvibrationalKspectrumKofKaWdXdioxaneKinKaqueousKsolutionKâ��KtheoryKandKexperimentYKNewnJournaln
ofnChemistryWK2016WKd`WKgffcXgfg` 3.6 11

31 qutomaticKsonstructionKofKtheKynitialK—rbitalsKforKufficientKweneralizedK−alenceKrondKsalculationsK
ofK‘argeKäystemsYKJournalnofnChemicalnTheorynandnComputationWK2019WKaeWKadaXaec 6.4 11

30  arallelKstoredXintegralKandKsemidirectKxartreeXvockKandKtvöKmethodsKwithKdataKcompressionYK
JournalnofnComputationalnChemistryWK2003WKbdWKaedXf` 3.5 10

29 qbKinitioKevidenceKforKtheKstepwiseKmechanismKofKtheK’c‘affertyKrearrangementKofKtheKbutanalK
radicalKcationYKJournalnofnComputationalnChemistryWK1992WKacWKahcXahf 3.5 10

28 —nKtheKcalculationKofKelasticKelectronKscatteringKcrossKsectionsKfromKmolecularKwavefunctionsjKsvdK
andKsxdYKComputationalnandnTheoreticalnChemistryWK1984WKa`hWKadiXaei 10

27  arallelKimplementationKofKxartreeâ��vockKandKdensityKfunctionalKtheoryKanalyticalKsecondK
derivativesYKMolecularnPhysicsWK2004WKa`bWKbdgeXbdhd 1.7 9

26 shemicalKshiftKanisotropiesKinKsiliconKcontainingKthreeXmemberedKringsYKqnKabKinitioKstudyYKChemicaln
PhysicsnLettersWK1995WKbdaWKcicXcih 2.5 9

25
sharactersKforKsymmetricKandKantisymmetricKhigherKpowersKofKrepresentationsjKqpplicationKtoKtheK
numberKofKanharmonicKforceKconstantsKinKsymmetricalKmoleculesYKJournalnofnComputationaln
ChemistryWK1989WKa`WKiceXich

3.5 9

24 somparisonKofK’ethodsKforKqctiveK—rbitalKäelectionKinK’ulticonfigurationalKsalculationsYKJournalnofn
ChemicalnTheorynandnComputationWK2020WKafWKgcbhXgcda 6.4 9

23 WhatKysKtheK riceKofK—penXäourceKäoftwareoYKJournalnofnPhysicalnChemistrynLettersWK2015WKfWKbgeaXd 6.4 8

22 öheKuthidiumXøqZqøKyntercalationKäitejKuffectKofK’odelKvragmentationKandKrackboneKshargeKätateYK
JournalnofnChemicalnTheorynandnComputationWK2011WKgWKbf``Xi 6.4 8
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21  arallelKtvöKgradientsKusingKtheKvourierKöransformKsoulombKmethodYKJournalnofnComputationaln
ChemistryWK2007WKbhWKbehaXh 3.5 8

20 öheoreticalKstudyKonKtheKstructuresWKforceKfieldWKandKvibrationalKspectraKofKcyclooctatetraeneKandK
cyclooctatetraeneXdhYKSpectrochimicanActanPartnA:nMolecularnSpectroscopyWK1993WKdiWKiecXifd 8

19 öheKringKpuckeringKpotentialKofKoxetanejKlocalKcorrelationKresultsYKChemicalnPhysicsnLettersWK1986WK
acbWKbiXca 2.5 8

18 tensityKfunctionalKimplementationKofKaKwaussianXweightedKoperatorKforKspinKdensitiesYKPhysicaln
ChemistrynChemicalnPhysicsWK2000WKbWKbacaXbace 3.6 7

17 ätabilityKofK–ovelK—xoXKandKshloroXäubstitutedKörioxanesYKJournalnofnthenAmericannChemicalnSocietyWK
1999WKabaWKheddXhedh 16.4 7

16 öheKinXplaneKforceKfieldKofKnitrylKfluorideYKMolecularnPhysicsWK1976WKcbWKafiXagf 1.7 6

15 qnalyticalKunergyKwradientsKforKtheKslusterXinX’oleculeK’ bK’ethodKandKytsKqpplicationKtoK
weometryK—ptimizationsKofK‘argeKäystemsYKJournalnofnChemicalnTheorynandnComputationWK2019WKaeWKcfbcXcfcd6.4 5

14 ufficientKcalculationKofKtheKdensityKresponseKfunctionKfromKgeneralizedKpolarizabilitiesYKTheoreticaln
ChemistrynAccountsWK2016WKaceWKa 1.9 5

13 δundelXtypeKxXbondingKinKbiomolecularKionsYKJournalnofnthenAmericannSocietynfornMassnSpectrometryWK
2014WKbeWKaeaaXd 3.5 5

12 sommentKonKâ��â��vorceKinKäsvKtheoriesâ��â��YKJournalnofnChemicalnPhysicsWK1983WKgiWKbdiaXbdib 3.9 5

11
rackboneKstructureKconfirmationKandKsideKchainKconformationKrefinementKofKaKbradykininKmimicK
r†’XhbdKbyKcomparingKcalculatedKSaTxWKSacTsKandKSaiTvKchemicalKshiftsKwithKexperimentYKJournalnofn
BiomolecularnStructurenandnDynamicsWK2002WKb`WKgaXh`

3.6 3

10 ·eplyKtoKtheKcommentsKonK‘ufficientKcalculationKofKcanonicalK’ bKenergiesRKbyKqYK†ˆ¶hnKandKsYK
xˆ⁄ttigYKChemicalnPhysicsnLettersWK2002WKcehWKcedXcef 2.5 2

9 öheKgeometriesKofKchlorobenzenesKasKobtainedKfromKabKinitioKcalculationsKempiricallyKcorrectedKbyK
offsetKforcesYKComputationalnandnTheoreticalnChemistryWK1992WKbggWKadgXaf` 2

8 qbKinitioKgeometryKoptimizationKforKlargeKmoleculesK1997WKahWKadgc 2

7 qpproximateKvorceKsonstantsKfromKøncoupledKäelfXsonsistentKvieldK erturbationKöheoryKøsingK
–onhybridKtensityKvunctionalKöheoryYKJournalnofnPhysicalnChemistrynAWK2017WKabaWKcdhXcef 2.8 1

6 qKvestschriftKinKhonorKofKähigeruK–agaseYKTheoreticalnChemistrynAccountsWK2011WKac`WKabiXaeb 1.9 1

5 −ariationalKformulationKandKgradientKevaluationKforKcoupledKelectronKpairKapproximationsjKqKmodelK
studyYKInternationalnJournalnofnQuantumnChemistryWK2009WKbdWKbegXbfc 2.1 1

4 –aturalKchargeKdensitiesKforKtheKevaluationKofK’sXäsvKenergyKderivativesKwithoutKdensityKmatrixK
transformationYKChemicalnPhysicsnLettersWK1989WKaefWKe`aXe`d 2.5 1

(1989-2007)
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3 qbKinitioKgeometryKoptimizationKforKlargeKmoleculesK1997WKahWKadgc 1

2 rreakingKestablishedKparadigmsjKaKtributeKtoKWilfriedK’eyerRsKcontributionsKtoKabKinitioKquantumK
chemistryYKMolecularnPhysicsWK2020WKaahWKeagc`iic 1.7

1 sompactKrepresentationKofKgeneralizedKmolecularKpolarizabilitiesKandKefficientKcalculationKofK
polarizationKenergyKinKanKarbitraryKelectricKfieldYKInternationalnJournalnofnQuantumnChemistryWebfgib 2.1
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