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183 otomicGisotropicGhyperfineGpropertiesGforGfirstGrowGelementsGPpVtQGrevisitedWWGJournalpofpChemicalp
PhysicsTG2022TG[cdTGZabaZb 3.9 2

182 slaboratedGthermochemicalGtreatmentGofGvtTGq“TG’TGandGv“hGwnsightGintoGvso−GandGitsGextensionsWG
JournalpofpChemicalpPhysicsTG2021TG[ccTG[fb[Zg 3.9 4

181 snthalpyGofGtormationGofGqv“GP“xalicGocidQGfromGvighVzevelGqalculationsGandGtheGoctiveG
−hermochemicalG−ablesGopproachWGJournalpofpPhysicalpChemistrypATG2019TG[]aTGabf[Vabgd 2.8 5

180 rensityGtunctionalG−heoryGandGtheGpasisG etG−runcationG”roblemGwithGqorrelationGqonsistentGpasisG
 etshGslephantGinGtheG—oomGorG‘ouseGinGtheGqlosetmWGJournalpofpPhysicalpChemistrypATG2018TG[]]TG]cgfV]dZa2.8 11

179 oGtheoreticalGstudyGofGtheGadiabaticGandGverticalGionizationGpotentialsGofGwaterWGJournalpofpChemicalp
PhysicsTG2018TG[bfTG]abaZf 3.9 4

178 snthalpyGofGtormationGofG’vGPvydrazineQG—evisitedWGJournalpofpPhysicalpChemistrypATG2017TG[][TGd[feVd[gf2.8 21

177 sstimatingGtheGintrinsicGlimitGofGtheGtellerV”etersonVrixonGcompositeGapproachGwhenGappliedGtoG
adiabaticGionizationGpotentialsGinGatomsGandGsmallGmoleculesWGJournalpofpChemicalpPhysicsTG2017TG[beTGZab[Za3.9 9

176 −heGwmpactGofGzargerGpasisG etsGandGsxplicitlyGqorrelatedGqoupledGqlusterG−heoryGonGtheG
tellerâ��”etersonâ��rixonGqompositeG‘ethodWGAnnualpReportspinpComputationalpChemistryTG2016TGbeVef 1.8 20

175 opplicationGofGaGconvergentTGcompositeGcoupledGclusterGapproachGtoGboundGstateTGadiabaticG
electronGaffinitiesGinGatomsGandGsmallGmoleculesWGJournalpofpChemicalpPhysicsTG2016TG[bbTGZ[b[Zc 3.9 17

174  tatisticalGslectronicG tructureGqalibrationG tudyGofGtheGqq rP−RQVt[]bG‘ethodGforGotomizationG
snergiesWGJournalpofpPhysicalpChemistrypATG2015TG[[gTGeaecVfe 2.8 11

173 wmprovedGaccuracyGbenchmarksGofGsmallGmoleculesGusingGcorrelationGconsistentGbasisGsetsWG
HighlightspinpTheoreticalpChemistryTG2015TGa[Vbd 1

172 oGsystematicGapproachGtoGverticallyGexcitedGstatesGofGethyleneGusingGconfigurationGinteractionGandG
coupledGclusterGtechniquesWGJournalpofpChemicalpPhysicsTG2014TG[b[TG[ZbaZ] 3.9 27

171 wmprovedGaccuracyGbenchmarksGofGsmallGmoleculesGusingGcorrelationGconsistentGbasisGsetsWG
TheoreticalpChemistrypAccountsTG2014TG[aaTG 1.9 59

170 octiveG−hermochemicalG−ableshGdissociationGenergiesGofGseveralGhomonuclearGfirstVrowGdiatomicsG
andGrelatedGthermochemicalGvaluesWGTheoreticalpChemistrypAccountsTG2014TG[aaTG[ 1.9 72

169 onGexpandedGcalibrationGstudyGofGtheGexplicitlyGcorrelatedGqq rP−QVt[]bGmethodGusingGlargeGbasisG
setGstandardGqq rP−QGatomizationGenergiesWGJournalpofpChemicalpPhysicsTG2013TG[agTGZfb[[Z 3.9 43

168 penchmarksGofGimprovedGcompleteGbasisGsetGextrapolationGschemesGdesignedGforGstandardGqq rP−QG
atomizationGenergiesWGJournalpofpChemicalpPhysicsTG2013TG[afTGZeb[Za 3.9 66

167 onharmonicGzeroGpointGvibrationalGenergieshGtippingGtheGscalesGinGaccurateGthermochemistryG
calculationsmWGJournalpofpChemicalpPhysicsTG2013TG[afTGZbba[[ 3.9 49
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166 qhemicalGaccuracyGinGabGinitioGthermochemistryGandGspectroscopyhGcurrentGstrategiesGandGfutureG
challengesWGTheoreticalpChemistrypAccountsTG2012TG[a[TG[ 1.9 317

165 vighVlevelGabGinitioGenthalpiesGofGformationGofG]TcVdimethylfuranTG]VmethylfuranTGandGfuranWGJournalp
ofpPhysicalpChemistrypATG2012TG[[dTG[[edfVec 2.8 32

164 veatsGofGformationGofG‘vxqlyGP‘GkG iTG”TGosTG bQGcompoundsGandGmainGgroupGfluoridesGfromGhighG
levelGelectronicGstructureGcalculationsWGJournalpofpPhysicalpChemistrypATG2012TG[[dTGae[eV]e 2.8 12

163 oG”racticalGuuideGtoG—eliableGtirstG”rinciplesGqomputationalG−hermochemistryG”redictionsGocrossG
theG”eriodicG−ableWGAnnualpReportspinpComputationalpChemistryTG2012TG[V]f 1.8 74

162 turtherGbenchmarksGofGaGcompositeTGconvergentTGstatisticallyGcalibratedGcoupledVclusterVbasedG
approachGforGthermochemicalGandGspectroscopicGstudiesWGMolecularpPhysicsTG2012TG[[ZTG]af[V]agg 1.7 139

161 qhemicalGaccuracyGinGabGinitioGthermochemistryGandGspectroscopyhGcurrentGstrategiesGandGfutureG
challengesG2012TG[d[V[fZ

160 obGinitioGcoupledGclusterGdeterminationGofGtheGheatsGofGformationGofGq]v]t]TGq]t]TGandGq]tbWG
JournalpofpPhysicalpChemistrypATG2011TG[[cTG[bbZVc[ 2.8 34

159 obGinitioGcoupledGclusterGdeterminationGofGtheGequilibriumGstructuresGofGcisVGandG
transV[T]VdifluoroethyleneGandG[T[VdifluoroethyleneWGJournalpofpPhysicalpChemistrypATG2011TG[[cTGgbVf 2.8 25

158 “nGtheGeffectivenessGofGqq rP−QGcompleteGbasisGsetGextrapolationsGforGatomizationGenergiesWG
JournalpofpChemicalpPhysicsTG2011TG[acTGZbb[Z] 3.9 210

157 qorrectionGtoGâ��obGwnitioGqoupledGqlusterGreterminationGofGtheGveatsGofGtormationGofGq]v]t]TGq]t]TG
andGq]tbâ��WGJournalpofpPhysicalpChemistrypATG2011TG[[cTGa[f]Va[f] 2.8 6

156 −hermodynamicGpropertiesGofGarsenicGcompoundsGandGtheGheatGofGformationGofGtheGosGatomGfromG
highGlevelGelectronicGstructureGcalculationsWGJournalpofpPhysicalpChemistrypATG2011TG[[cTG[bddeVed 2.8 14

155  tructuresGandGheatsGofGformationGofGsimpleGalkaliGmetalGcompoundshGhydridesTGchloridesTGfluoridesTG
hydroxidesTGandGoxidesGforGziTG’aTGandGyWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGb]e]Vf[ 2.8 31

154 —efinedGtheoreticalGestimatesGofGtheGatomizationGenergiesGandGmolecularGstructuresGofGselectedG
smallGoxygenGfluoridesWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGd[aV]a 2.8 34

153 wnfraredGspectraGofGqtP]QkqvrGandGqtP]QkqrP]QhGscaledGquantumVchemicalGforceGfieldsGandGanG
equilibriumGstructureGforG[T[VdifluoroethyleneWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGgaZgV[f 2.8 17

152 qalibrationGstudyGofGtheGqq rP−QVt[]aXbGmethodsGforGq]GandGsmallGhydrocarbonsWGJournalpofp
ChemicalpPhysicsTG2010TG[aaTG[fb[Z] 3.9 50

151  tructuresGandGheatsGofGformationGofGsimpleGalkalineGearthGmetalGcompoundshGfluoridesTGchloridesTG
oxidesTGandGhydroxidesGforGpeTG‘gTGandGqaWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGgabgVcf 2.8 37

150 vighGlevelGcoupledGclusterGdeterminationGofGtheGstructureTGfrequenciesTGandGheatGofGformationGofG
waterWGJournalpofpChemicalpPhysicsTG2009TG[a[TG[cbaZd 3.9 34

149 vighGlevelGabGinitioGenergiesGandGstructuresGforGtheGrotamersGofG[TaVbutadieneWGJournalpofpPhysicalp
ChemistrypATG2009TG[[aTG[dZ[Ve 2.8 36

(2009-2012)

3



148 veatsGofGformationGofGtheGv[T]“m nGPmTGnGkGZVaQGmoleculesGfromGelectronicGstructureGcalculationsWG
JournalpofpPhysicalpChemistrypATG2009TG[[aTG[[abaVca 2.8 50

147 oGsurveyGofGfactorsGcontributingGtoGaccurateGtheoreticalGpredictionsGofGatomizationGenergiesGandG
molecularGstructuresWGJournalpofpChemicalpPhysicsTG2008TG[]gTG]Zb[Zc 3.9 302

146 obGinitioGstructuresGforGgZGdegreesGVtwistedGsVtransV[TaVbutadieneGandGcyclooctatetraenehGtheGnakedG
sp]Vsp]GbondWGJournalpofpPhysicalpChemistrypATG2008TG[[]TG][a[Va 2.8 35

145 −heGqq rP−QGcompleteGbasisGsetGlimitGforG’eGrevisitedWGJournalpofpChemicalpPhysicsTG2008TG[]gTG[gb[[c 3.9 38

144 VibrationalGspectroscopyGofG[T[VdifluorocyclopropaneVdZTGVd]TGandGVdbhGtheGequilibriumGstructureGofG
difluorocyclopropaneWGJournalpofpPhysicalpChemistrypATG2007TG[[[TG]bgfVcZd 2.8 20

143 pasisG etsGforGobGwnitioG‘olecularG“rbitalGqalculationsGandGwntermolecularGwnteractionsWGReviewspinp
ComputationalpChemistryTG2007TG[Vba 22

142 ”robingGtheGlimitsGofGaccuracyGinGelectronicGstructureGcalculationshGisGtheoryGcapableGofGresultsG
uniformlyGbetterGthanGIchemicalGaccuracyImWGJournalpofpChemicalpPhysicsTG2007TG[]dTG[[b[Zc 3.9 82

141  ourcesGofGerrorGinGelectronicGstructureGcalculationsGonGsmallGchemicalGsystemsWGJournalpofpChemicalp
PhysicsTG2006TG[]bTGZcb[Ze 3.9 168

140
qommentGonGâ��”opleGversusGrunningGbasisGsetsGforGgroupGwoGmetalGhydridesGandGsomeGotherGsecondG
rowGhydrideshG−heGcaseGagainstGaGreGtactoGstandardâ��GbyG—WoWGyleinGandG‘WoWGπottolaGσqhemWG”hysWG
zettWGb[gGP]ZZdQG]cbâ��]cf]WGChemicalpPhysicspLettersTG2006TGbaZTGbcgVbda

2.5 7

139
snthalpiesGofGformationGofGgasVphaseG’aTG’aVTG’cSTGandG’cVGfromGobGinitioGmolecularGorbitalGtheoryTG
stabilityGpredictionsGforG’cPSQ’aPVQGandG’cPSQ’cPVQTGandGexperimentalGevidenceGforGtheGinstabilityGofG
’cPSQ’aPVQWGJournalpofpthepAmericanpChemicalpSocietyTG2004TG[]dTGfabVba

16.4 182

138 −heGgasGandGsolutionGphaseGaciditiesGofGv’“TGv““’“TGv“’“TGandGv“’“]WGInternationalpJournalpofp
MasspSpectrometryTG2003TG]]eTGb][Vbaf 1.9 37

137
qoupledGqlusterG−heoryGreterminationGofGtheGveatsGofGtormationGofGqombustionV—elatedG
qompoundshGGq“TGvq“TGq“]TGvq“]TGv“q“TGvqP“Q“vTGandGvqP“Q““vWGJournalpofpPhysicalpChemistryp
ATG2003TG[ZeTG[dZbV[d[e

2.8 94

136 ‘olecularG tructureTGVibrationalGtrequenciesTGandGsnergeticsGofGtheGvq“TGv“q“TGandGvq“]GonionsWG
JournalpofpPhysicalpChemistrypATG2003TG[ZeTG[fdV[gZ 2.8 40

135 qollisionVwnducedGrissociationGandG−heoreticalG tudiesGofGogSPmethanolQnTGnGkG[â��GbWGJournalpofp
PhysicalpChemistrypATG2003TG[ZeTG]f]gV]faf 2.8 17

134 oG’onparametrizedGobGwnitioGreterminationGofGtheGveatGofGtormationGofGvydroxylamineTG’v]“vWG
JournalpofpPhysicalpChemistrypATG2003TG[ZeTG[Zb[gV[Zb]e 2.8 25

133 qoupledGqlusterG−heoryGandG‘ultireferenceGqonfigurationGwnteractionG tudyGofGt“TGt]“TGt“]TGandG
t““tWGJournalpofpPhysicalpChemistrypATG2003TG[ZeTGgdb[Vgdc[ 2.8 83

132 occurateGabGinitioGstudyGofGtheGenergeticsGofGphosphorusGnitridehGveatGofGformationTGionizationG
potentialTGandGelectronGaffinityWGJournalpofpChemicalpPhysicsTG2003TG[[fTGf]gZVf]gc 3.9 28

131 ”erformanceGofGcoupledGclusterGtheoryGinGthermochemicalGcalculationsGofGsmallGhalogenatedG
compoundsWGJournalpofpChemicalpPhysicsTG2003TG[[fTGac[ZVac]] 3.9 184
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130 recompositionG”athwaysGofG”eroxynitrousGocidhGGuasV”haseGandG olutionGsnergeticsWGJournalpofp
PhysicalpChemistrypATG2002TG[ZdTGa[g[Va[gd 2.8 77

129 “nGtheGsnthalpyGofGtormationGofGvydroxylG—adicalGandGuasV”haseGpondGrissociationGsnergiesGofG
WaterGandGvydroxylWGJournalpofpPhysicalpChemistrypATG2002TG[ZdTG]e]eV]ebe 2.8 422

128 ‘etalGwonGpindingh´ GonGslectronicG tructureG tudyGofG‘SPrimethylGstherQnTG‘GkGquTGogTGandGouGandG
PnkG[â��bQTGqomplexesWGJournalpofpPhysicalpChemistrypATG2002TG[ZdTGc[adVc[ba 2.8 17

127 ”romiseGandGchallengeGofGhighVperformanceGcomputingTGwithGexamplesGfromGmolecularGmodellingWG
PhilosophicalpTransactionspSeriespA,pMathematical,pPhysical,pandpEngineeringpSciencesTG2002TGadZTG[ZegV[Zc3 9

126 veatsGofGformationGandGionizationGenergiesGofG’vxTGxkZâ��aWGJournalpofpChemicalpPhysicsTG2001TG[[cTG]cedV]cf[3.9 112

125 sxtendedGbenchmarkGstudiesGofGcoupledGclusterGtheoryGthroughGtripleGexcitationsWGJournalpofp
ChemicalpPhysicsTG2001TG[[cTGabfbVabgd 3.9 236

124 svidenceGforGaGzowerGsnthalpyGofGtormationGofGvydroxylG—adicalGandGaGzowerGuasV”haseGpondG
rissociationGsnergyGofGWaterWGJournalpofpPhysicalpChemistrypATG2001TG[ZcTG[Vb 2.8 161

123 oGcompleteGbasisGsetGestimateGofGcationVˇ�GbondGstrengthshG’aSPethyleneQGandG’aSPbenzeneQWG
ChemicalpPhysicspLettersTG2000TGa]]TGcbaVcbf 2.5 90

122 −heoreticalGstudyGofGcationXetherGcomplexeshG[cVcrownVcGandGitsGalkaliGmetalGcomplexesWG
InternationalpJournalpofpMasspSpectrometryTG2000TG]Z[TGb[Vcf 1.9 45

121 parrierGforGtheGv]q“Vlv]Sq“GreactionhGoGdiscrepancyGbetweenGhighVlevelGelectronicGstructureG
calculationsGandGexperimentWGJournalpofpChemicalpPhysicsTG2000TG[[aTG][fV]]d 3.9 51

120 oGqq r−GstudyGofGtheGeffectsGofGhigherGorderGcorrelationGonGspectroscopicGconstantsWGwWGtirstGrowG
diatomicGhydridesWGJournalpofpChemicalpPhysicsTG2000TG[[]TGcdZbVcd[Z 3.9 107

119 ”erformanceGofGqq r−GforGdiatomicGdissociationGenergiesWGJournalpofpChemicalpPhysicsTG2000TG[[aTGbfcVbga3.9 168

118 ”redictingGtheGveatsGofGtormationGofG‘odelGvydrocarbonsGupGtoGpenzeneWGJournalpofpPhysicalp
ChemistrypATG2000TG[ZbTGaZbfVaZcd 2.8 140

117 ‘olecularGrynamicsG tudyGofGWaterâ��penzeneGwnteractionsGatGtheGziquidXVaporGwnterfaceGofGWaterWG
JournalpofpPhysicalpChemistrypBTG2000TG[ZbTGbbZaVbbZe 3.4 42

116 −heoreticalGqonformationalGonalysisGofG−hiacrownG‘acrocyclesWGJournalpofpPhysicalpChemistrypATG
2000TG[ZbTGdc]VddZ 2.8 68

115 oG−heoreticalGreterminationGofGtheGveatsGofGtormationGofGturanTG−etrahydrofuranTG−vtV]VylTGandG
−vtVaVylWGJournalpofpPhysicalpChemistrypATG2000TG[ZbTGgZ[eVgZ]c 2.8 35

114 sstimatingGtheG trengthGofGtheGWaterX ingleVzayerGuraphiteGwnteractionWGJournalpofpPhysicalp
ChemistrypATG2000TG[ZbTGgge[Vggec 2.8 119

113 −heG‘olecularG tructureGandGwonizationG”otentialGofG i]hGG−heG—oleGofGtheGsxcitedG tatesGinGtheG
”hotoionizationGofG i]WGJournalpofpPhysicalpChemistrypATG2000TG[ZbTG]a]dV]aa] 2.8 28
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112 pindingGsnthalpiesGforGolkaliGqationâ��penzeneGqomplexesG—evisitedWGJournalpofpPhysicalpChemistrypATG
2000TG[ZbTG[[b[bV[[b[g 2.8 115

111 ’ovelGpindingG‘odesGinG−etramethoxycalixσb]areneh´ GwmplicationsGforGzigandGresignWGJournalpofpthep
AmericanpChemicalpSocietyTG2000TG[]]TG[ZZfaV[ZZfg 16.4 48

110 oGcomparisonGofGtechniquesGforGpredictingGhigherGorderGcorrelationGeffectshGriatomicGdissociationG
energiesWGJournalpofpChemicalpPhysicsTG1999TG[[[TGbaeaVbaf] 3.9 75

109 obGinitioGstudyGofGtheGWolffGrearrangementGofGqdvb“GintermediateGinGtheGgasGphaseWGRussianp
ChemicalpBulletinTG1999TGbfTG[db]V[dbd 1.7 3

108  tructuresGandGbindingGenthalpiesGofG‘SPv]“QnGclustersTG‘kquTGogTGouWGJournalpofpChemicalpPhysicsTG
1999TG[[ZTG[becV[bg[ 3.9 105

107  trengthGofGtheGpenzeneâ��WaterGvydrogenGpondWGJournalpofpPhysicalpChemistrypATG1999TG[ZaTGeccfVecd[ 2.8 136

106 —eVexaminationGofGatomizationGenergiesGforGtheGuaussianV]GsetGofGmoleculesWGJournalpofpChemicalp
PhysicsTG1999TG[[ZTGfafbVfagd 3.9 251

105 −heoreticalG tudyGofGtheGveatsGofGtormationGofG mallG iliconVqontainingGqompoundsWGJournalpofp
PhysicalpChemistrypATG1999TG[ZaTGdb[aVdb[g 2.8 118

104 veatsGofGtormationGofG impleG”erfluorinatedGqarbonGqompoundsWGJournalpofpPhysicalpChemistrypATG
1999TG[ZaTGbebbVbec[ 2.8 129

103 qomputationalGqhemistryGinGtheGsnvironmentalG‘olecularG ciencesGzaboratoryG1999TG][cV]]f 2

102
onGexaminationGofGintrinsicGerrorsGinGelectronicGstructureGmethodsGusingGtheGsnvironmentalG
‘olecularG ciencesGzaboratoryGcomputationalGresultsGdatabaseGandGtheGuaussianV]GsetWGJournalpofp
ChemicalpPhysicsTG1998TG[ZfTG[cbV[ed

3.9 235

101 veatsGofGtormationGofGqt]TGtq“TGandGqt]“WGJournalpofpPhysicalpChemistrypATG1998TG[Z]TGf]ZgVf][d 2.8 100

100 veatsGofGtormationGofG impleGporonGqompoundsWGJournalpofpPhysicalpChemistrypATG1998TG[Z]TGeZcaVeZcg 2.8 84

99 −heoreticalG tudyGofGqationXstherGqomplexesh´ GolkaliG‘etalGqationsGwithG[T]VrimethoxyethaneGandG
[]VqrownVbWGJournalpofpPhysicalpChemistrypATG1998TG[Z]TGaf[aVaf[g 2.8 87

98 qonfigurationGinteractionGcalculationsGonGtheGstateGofGq”GandGtheGVGtransitionGbandsWG‘iscellaneousG
propertiesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1998TGa[TGcZcaVcZec 1.3 12

97 wmprovedGestimatesGofGtheGtotalGcorrelationGenergyGinGtheGgroundGstateGofGtheGwaterGmoleculeWG
JournalpofpChemicalpPhysicsTG1997TG[ZdTGeeZdVeeZf 3.9 32

96 oG−heoreticalGqaseG tudyGofG ubstituentGsffectsGandG‘icrosolvationGonGtheGpindingG pecificityGofG
qrownGsthersWGJournalpofpPhysicalpChemistrypATG1997TG[Z[TGe]g]Ve]gf 2.8 36

95 occurateGqalculationsGofGtheGslectronGoffinityGandGwonizationG”otentialGofGtheG‘ethylG—adicalWG
JournalpofpPhysicalpChemistrypATG1997TG[Z[TGgbZcVgbZg 2.8 60
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94 obGwnitio tudyGofG‘Sh[fVqrownVdG‘icrosolvationWGJournalpofpPhysicalpChemistrypATG1997TG[Z[TG]e]aV]ea[ 2.8 103

93 −heoreticalG tudyGofGqationXstherGqomplexeshGG−heGolkaliG‘etalsGandGrimethylGstherWGJournalpofp
PhysicalpChemistrypATG1997TG[Z[TGd[]cVd[a[ 2.8 57

92 vydrogenGfluoridehGaGcriticalGcomparisonGofGtheoreticalGandGexperimentalGresultsWGComputationalpandp
TheoreticalpChemistryTG1997TGbZZTGdgVg] 35

91 −owardsGaGconfirmationGofGtheoreticalGpredictionsGofGselectedGspectroscopicGconstantsGforGtheGstateG
ofG”’WGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1996TG]gTGdZdgVdZeb 1.3 6

90 onGobGwnitioGwnvestigationGofGtheG tructureGandGolkalineGsarthGrivalentGqationG electivityGofG
[fVqrownVdWGJournalpofpthepAmericanpChemicalpSocietyTG1996TG[[fTGdZc]VdZcg 16.4 91

89 vydrogenGpondGsnergyGofGtheGWaterGrimerWGThepJournalpofpPhysicalpChemistryTG1996TG[ZZTG]ggaV]gge 433

88 −heGstructureGandGbindingGenergyGofGySâ��etherGcomplexeshGoGcomparisonGofG‘”]TG—wV‘”]TGandG
densityGfunctionalGmethodsWGJournalpofpChemicalpPhysicsTG1996TG[ZcTG[gbZV[gcZ 3.9 55

87 −heGroleGofGdatabasesGinGsupportGofGcomputationalGchemistryGcalculationsWGJournalpofpComputationalp
ChemistryTG1996TG[eTG[ce[V[cfd 3.5 1909

86 qonfigurationVinteractionGcalculationsGofGmiscellaneousGpropertiesGofGtheGq”GandGmoleculeshGwWGq”G
groundGstateWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1996TG]gTGc]faVcaZa 1.3 15

85 slectronGspinGresonanceGrareGgasGmatrixGstudiesGofG[]q“]â��TG[aq“]â��TGandGq[e“â��]hGqomparisonGwithG
abGinitioGcalculationsWGJournalpofpChemicalpPhysicsTG1996TG[ZcTGcde]Vcdfd 3.9 16

84
qationâ��stherGqomplexesGinGtheGuasG”hasehGGpondGrissociationGsnergiesGandGsquilibriumG tructuresG
ofGziSP[T]VdimethoxyethaneQxTGxGkG[GandG]TGandGziSP[]VcrownVbQWGThepJournalpofpPhysicalpChemistryTG
1996TG[ZZTG[d[[dV[d[]c

140

83 qationâ��stherGqomplexesGinGtheGuasG”hasehGGpondGrissociationGsnergiesGandGsquilibriumG tructuresG
ofGziSσ“PqvaQ]]xTGxGkG[â��bWGThepJournalpofpPhysicalpChemistryTG1996TG[ZZTG[dZcV[d[b 138

82 ricationâ��WaterGwnteractionshGG‘]SPv]“QnGqlustersGforGolkalineGsarthG‘etalsG‘GkG‘gTGqaTG rTGpaTGandG
—aWGThepJournalpofpPhysicalpChemistryTG1996TG[ZZTGbegZVbege 140

81 −heGroleGofGdatabasesGinGsupportGofGcomputationalGchemistryGcalculationsG1996TG[eTG[ce[ 75

80 −heGdipoleGmomentGandGmagneticGhyperfineGpropertiesGofGtheGexcitedGoG]˛£SPasˇ�QG—ydbergGstateGofG
nitricGoxideWGJournalpofpChemicalpPhysicsTG1995TG[ZaTGac[eVac]c 3.9 17

79 onGextendedGbasisGsetGabGinitioGstudyGofGalkaliGmetalGcationâ��waterGclustersWGJournalpofpChemicalp
PhysicsTG1995TG[ZaTGac]dVacb] 3.9 214

78
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwwwWG pectroscopicGpropertiesGofGtheG
o[”igstateTGtheGo[”igVGΠ[ igmagStransitionGbandsGandGaGcomparisonGwithGtheGresultsGforGtheG
Π[ igmagSTGaa igmauSTGandGba”i]TgstatesGandGrelatedGtransitionGbandsWGJournalpofpPhysicspB:p
Atomic,pMolecularpandpOpticalpPhysicsTG1995TG]fTGa[acVa[bd

1.3 8

77
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwwWG pectroscopicGpropertiesGofGtheG
ba˛ ]TgstateTGtheGba˛ ]TgVGaa˛£uStransitionGbandsGandGtheGaa˛£uSstateGrevisitedWGJournalpofpPhysicspB:p
Atomic,pMolecularpandpOpticalpPhysicsTG1995TG]fTG[agaV[b[Z

1.3 11
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76 qationVWaterGwnteractionshG−heG‘SPv]“QnGqlustersGforGolkaliG‘etalsTG‘GkGziTG’aTGyTG—bTGandGqsWGThep
JournalpofpPhysicalpChemistryTG1995TGggTGaZdZVaZde 222

75
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwWG”otentialGenergyGcurvesGofGtheG
Π[ igmagSandGaa igmauSstatesGofG”]iGspectroscopicGpropertiesWGJournalpofpPhysicspB:pAtomic,p
MolecularpandpOpticalpPhysicsTG1994TG]eTG[dceV[deZ

1.3 15

74 onGextendedGbasisGsetGabGinitioGstudyGofGziSPv]“QnTGnk[â��dWGJournalpofpChemicalpPhysicsTG1994TG[ZZTGbgf[Vbgge3.9 151

73 onGobGwnitioGwnvestigationGofGtheG tructureGandGolkaliG‘etalGqationG electivityGofG[fVqrownVdWG
JournalpofpthepAmericanpChemicalpSocietyTG1994TG[[dTG[ZdceV[Zddg 16.4 335

72 −heG’atureGofGySXqrownGstherGwnteractionshGoGvybridG–uantumG‘echanicalV‘olecularG‘echanicalG
 tudyWGThepJournalpofpPhysicalpChemistryTG1994TGgfTG[ZbdcV[Zbed 154

71 qommentGonGtheGvyperfineG tructureGofGtheGΠ]W”wWGuroundG tateGofG’itricG“xideWGThepJournalpofp
PhysicalpChemistryTG1994TGgfTG[ZaecV[Zaec 4

70
qonfigurationGinteractionGcalculationsGonGtheGΠ[ igmaSgroundGstateGandGlowVlyingGo[”iGand[reltaG
excitedGstatesGofGtheG”’GmoleculeWGwwWG”otentialGenergyGcurvesGofGtheGo[”iGand[reltaGexcitedGstatesG
ofG”’GandGspectroscopicGpropertiesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1993
TG]dTG[g[cV[gab

1.3 13

69 −heGuseGofGsystematicGsequencesGofGwaveGfunctionsGforGestimatingGtheGcompleteGbasisGsetTGfullG
configurationGinteractionGlimitGinGwaterWGJournalpofpChemicalpPhysicsTG1993TGgfTGeZcgVeZe[ 3.9 526

68
oGcomparisonGofGunrestrictedGvartreeâ��tockVGandGrestrictedGopenVshellGvartreeâ��tockVbasedG
methodsGforGdeterminingGtheGmagneticGhyperfineGparametersGofG’“GPΠG]˛ QWGJournalpofpChemicalp
PhysicsTG1993TGggTG]f]gV]fbZ

3.9 60

67 obGinitioGstudyGofGhydrogenGbondingGinGtheGphenolâ��waterGsystemWGJournalpofpComputationalp
ChemistryTG1993TG[bTG[Z]eV[Zac 3.5 92

66
ValenceGelectronGmomentumGdistributionsGofGtheGhydrogenGhalidesWGwWGqomparisonGofGs‘ G
measurementsGandGcalculationsGusingGvartreeâ��tockGlimitGandGconfigurationGinteractionG
wavefunctionsGforGhydrogenGfluorideWWGChemicalpPhysicsTG1993TG[e[TGaZaVa[e

2.3 18

65
qonfigurationGinteractionGcalculationsGonGtheGΠ[ igmaSgroundGstateGandGlowVlyingGo[”iGand[reltaG
excitedGstatesGofGtheG”’GmoleculeWGwWG”otentialGenergyGcurveGofGtheGΠ[ igmaSstateGofG”’WG
‘iscellaneousGspectroscopicGobservablesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysics
TG1992TG]cTGbbaaVbbbc

1.3 18

64 opplicationGofGsystematicGsequencesGofGwaveGfunctionsGtoGtheGwaterGdimerWGJournalpofpChemicalp
PhysicsTG1992TGgdTGd[ZbVd[[b 3.9 1007

63 −heoreticalGandGneonGmatrixGelectronGspinGresonanceGstudiesGofGtheGmethanolGcationhGqva“vSTG
qva“rSTGqv]r“vSTGandG[aqva“vSWGJournalpofpChemicalpPhysicsTG1992TGgeTGcadaVcaed 3.9 40

62 sxploitingGregularityGinGsystematicGsequencesGofGwavefunctionsGwhichGapproachGtheGfullGqwGlimitWG
TheoreticapChimicapActaTG1992TGfaTGa[Vcc 39

61 ‘olecularGorbitalGstudiesGofGhyperfineGcouplingGconstantsGinGtheGv]q’GandGvPv“Qq’GradicalsWGThep
JournalpofpPhysicalpChemistryTG1991TGgcTGbeZ]VbeZf 46

60 −heoreticalGopproachesGtoGs —G pectroscopyG1991TGb]gVbcc 7

59 obGinitioGcalculationsGofGtheG[aqGmagneticGhyperfineGparametersGinGqS]GusingGnumericalGandG
uaussianGbasisGsetGmethodsWGChemicalpPhysicspLettersTG1990TG[ecTGd]gVda] 2.5 9
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58 qonfigurationGinteractionGcalculationsGonGtheGpropaneGradicalGcationTGqavGSfWGTheoreticapChimicap
ActaTG1990TGeeTG[[[V[]] 18

57 vartreeVtockGlimitGandGconfigurationGinteractionGcalculationsGofGtheGionVmoleculeGoverlapGamplitudeG
forGhydrogenGfluoridehGqomparisonGwithGs‘ GexperimentsWGChemicalpPhysicsTG1990TG[beTGbcVcZ 2.3 13

56 onGabGinitioGstudyGofGtheGmagneticGhyperfineGpropertiesGofGtâ��]P]˛£SuQWGJournalpofpChemicalpPhysicsTG
1990TGgaTGcegVcfg 3.9 54

55 −heGelectronGaffinityGofGoxygenhGoGsystematicGconfigurationGinteractionGapproachWGJournalpofp
ChemicalpPhysicsTG1989TGgZTG[Z]bV[ZaZ 3.9 65

54 ’eonGmatrixGelectronGspinGresonanceGandGtheoreticalGinvestigationsGofG[ZT[[pv]TG[]T[aqvâ��]TGandG
[]T[aqvS]WGJournalpofpChemicalpPhysicsTG1989TGg[TGbbdfVbbed 3.9 45

53 slectronGspinGresonanceGinvestigationsGofG[[p[]qTG[[p[aqTGandG[Zp[]qGinGneonTGargonTGandGkryptonG
matricesGatGbGyhGGqomparisonGwithGtheoreticalGresultsWGJournalpofpChemicalpPhysicsTG1989TGgZTGdgZVdgg 3.9 58

52 oGmultireferenceGqwGdeterminationGofGtheGisotropicGhyperfineGconstantsGforGfirstGrowGatomsGpâ��tWG
JournalpofpChemicalpPhysicsTG1988TGffTGecfZVecfe 3.9 93

51
−heGgenerationGofG[]qa[”GandG[aqa[”GbyGreactiveGlaserGvaporizationGforGrareGgasGmatrixGelectronG
spinGresonanceGstudieshGqomparisonGwithGabGinitioGtheoreticalGcalculationsWGJournalpofpChemicalp
PhysicsTG1988TGffTGabb[VabcZ

3.9 21

50 qwGeffectsGonGoneVelectronGpropertieshGtheGcaseGofGtheGelectricGquadrupoleGmomentGofG“q WGJournalp
ofpPhysicspB:pAtomicpandpMolecularpPhysicsTG1987TG]ZTGca]cVcaab 4

49 s —GandGabGinitioGtheoreticalGstudiesGofGtheGcationGradicalsG[b’SbGandG[c’SbhG−heGtrappingGofG
ionâ��neutralGreactionGproductsGinGneonGmatricesGatGbGyWGJournalpofpChemicalpPhysicsTG1987TGfeTGffcVfge 3.9 82

48 “neVelectronGpropertiesGofGseveralGsmallGmoleculesGusingGnearGvartreeâ��tockGlimitGbasisGsetsWG
JournalpofpChemicalpPhysicsTG1987TGfdTGab]bVabbZ 3.9 221

47 zaserGsputteringGgenerationGofGp]GforGs —GmatrixGisolationGstudieshGcomparisonGwithGabGinitioGqwG
theoreticalGcalculationsWGJournalpofpthepAmericanpChemicalpSocietyTG1987TG[ZgTGac][Vac]c 16.4 57

46 obGinitioGstudiesGofGσ[W[W[]VGandGσ]W]W]]propellaneWGJournalpofpthepAmericanpChemicalpSocietyTG1987TG
[ZgTGb[aaVb[ag 16.4 63

45 slectronGmomentumGspectroscopyGofGtheGvalenceGorbitalsGofGv]“GandGr]“hG–uantitativeG
comparisonsGusingGvartreeâ��tockGlimitGandGcorrelatedGwavefunctionsWGChemicalpPhysicsTG1987TG[[aTG[gVb] 2.3 169

44 pasisGsetGselectionGforGmolecularGcalculationsWGChemicalpReviewsTG1986TGfdTGdf[Vdgd 68.1 680

43 ’eonGmatrixGs —GandGqwGtheoreticalGinvestigationGofG[ZptSGandG[[ptShG”hotoionizationGofGptGfromG
reactiveGlaserGsputteringGandGhighGtemperatureGsourcesWGJournalpofpChemicalpPhysicsTG1986TGfcTGcbaeVcbbc3.9 29

42 ’eonGmatrixGs —GandGqwGtheoreticalGinvestigationGofGoltSiGphotoionizationGofGoltGfromGthermalGandG
laserGsputteringGgenerationGmethodsWGJournalpofpthepAmericanpChemicalpSocietyTG1986TG[ZfTGcZdcVcZe[ 16.4 39

41 −heoreticalGinvestigationsGofGtheGelectronicGstatesGofGporphyrinsWGwwwWGzowVlyingGelectronicGstatesGofG
porphinatoironPwwQWGInternationalpJournalpofpQuantumpChemistryTG1985TG]fTGeeaVegd 2.1 36
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40 rifficultiesGinabGinitioGqwGcalculationsGofGtheGhyperfineGstructureGofGsmallGradicalsWGTheoreticapChimicap
ActaTG1985TGdfTGceVde 86

39 −heoreticalGinvestigationsGofGtheGelectronicGstatesGofGporphyrinsWGwVWGzowVlyingGelectronicGstatesGofG
bisammineporphinatoironPwwQWGInternationalpJournalpofpQuantumpChemistryTG1985TG]fTGegeVf]] 2.1 4

38 −heoreticalGinvestigationsGofGteGporphyrinsWGVWGzowVlyingGelectronicGstatesGofG
bisammineporphinatoironPwwwQWGInternationalpJournalpofpQuantumpChemistryTG1985TG]fTGf]aVfb] 2.1 4

37 obGinitioGmultireferenceGqwGdeterminationsGofGtheGelectronGaffinityGofGcarbonGandGoxygenWGJournalpofp
ChemicalpPhysicsTG1985TGf]TGb[acVb[b[ 3.9 54

36  omeGaspectsGofGtheGtripletGdiVWpiWVmethaneGrearrangementhGcomparisonGofGtheGringGopeningGofG
cyclopropyldicarbinylGandGcyclopropylcarbinylWGJournalpofpthepAmericanpChemicalpSocietyTG1985TG[ZeTGcZcbVcZcg16.4 12

35 obGinitioGcalculationsGonGtheGdiphosphineGradicalGcationGP”]vbSWcntdotWQWGJournalpofpthepAmericanp
ChemicalpSocietyTG1985TG[ZeTG]cgdV]cge 16.4 10

34
−heGgenerationGandGtrappingGofGtheGhighVtemperatureGoxosilyliumylGcationGradicalsGP]f i“SGandG
]g i“SQGinGneonGmatrixesGatGbGyiGanGs —GandGabGinitioGqwGtheoreticalGinvestigationWGJournalpofpthep
AmericanpChemicalpSocietyTG1985TG[ZeTG]fceV]fdb

16.4 56

33 obGinitioGconfigurationGinteractionGcalculationsGofGtheGhyperfineGstructureGinGsmallGradicalsWGJournalp
ofpChemicalpPhysicsTG1984TGfZTG[ZZdV[Z[e 3.9 158

32 ‘olecularGpropertiesGofGwaterWGChemicalpPhysicspLettersTG1984TG[ZbTGcbVcf 2.5 52

31 WhyGisGthereGaGmolecularGrelativisticGeffectmWGInternationalpJournalpofpQuantumpChemistryTG1984TG]dTGbfgVbgc2.1 9

30
s —GandGabGinitioGtheoreticalGstudiesGofGtheGcationGradicalsG[]q]G[d“S]TG[]T[aq]G[d“S]TG
[aq]G[d“S]TG[]q]G[dT[e“S]TG[]q]G[e“S]TGandG[]T[aq]G[dT[e“S]GisolatedGinGneonGmatricesGatGbGyWG
−heGuseGofGmatrixGisolationGforGtrappingGionâ��neutralGreactionGproductsWGJournalpofpChemicalpPhysicsTG
1984TGfZTGbcgaVbdZb

3.9 46

29 ollylicGresonanceGVGwhenGisGitGunimportantmWGJournalpofpthepAmericanpChemicalpSocietyTG1984TG[ZdTG]c[aV]c[g16.4 48

28 obGinitioGcalculationGofGtheGtransitionGstateGforGtheGqopeGrearrangementWGJournalpofpthepAmericanp
ChemicalpSocietyTG1984TG[ZdTGaad]Vaada 16.4 49

27
sxperimentalGevidenceGforGaGq]vGP]p[QGgroundVstateGstructureGofGtheGmethaneGcationGradicalhGs —G
andGabGinitioGqwGinvestigationsGofGmethaneGcationGradicalsGPqvbSGandGqr]v]SQGinGneonGmatrixesGatGbG
yWGJournalpofpthepAmericanpChemicalpSocietyTG1984TG[ZdTGaeZZVaeZ[

16.4 108

26 obGinitioGstudyGofGmVbenzoquinodimethaneWGJournalpofpthepAmericanpChemicalpSocietyTG1983TG[ZcTG[eg[V[egc16.4 69

25 ‘q qtXqwGinvestigationGofGtheGlowVlyingGpotentialGenergyGsurfacesGofGtheGformyloxylGradicalTG
vq“]WcntdotWWGJournalpofpthepAmericanpChemicalpSocietyTG1983TG[ZcTG[bcgV[bdd 16.4 87

24 WhenGisGallylicGresonanceGunimportantmWGJournalpofpthepAmericanpChemicalpSocietyTG1983TG[ZcTGaabeVaabf 16.4 16

23 qanGanyGinformationGaboutGreactionGpathsGbeGobtainedGfromGtheGreducedGmassmWGComputationalpandp
TheoreticalpChemistryTG1983TG[ZaTG[eeV[f[ 1

David F Feller

10



22 obGinitioGcalculationGofGtheGzeroVfieldGsplittingGparametersGofGvinylmethyleneWGThepJournalpofpPhysicalp
ChemistryTG1983TGfeTGbfaaVbfag 7

21 ‘ulticonfigurationalGselfVconsistentGfieldGstudyGofGtheGr]hGdissociationGofGexcitedVstateGethyleneWG
ThepJournalpofpPhysicalpChemistryTG1983TGfeTG]e][V]e]] 3

20 obGwnitioGqwGqalculationsGofGtheGsnergyGrifferenceGbetweenG−rimethylenemethaneGandGputadieneWG
IsraelpJournalpofpChemistryTG1983TG]aTG[ZcV[Zf 3.4 20

19 oGtheoreticalGdeterminationGofGtheGelectronGaffinityGofGmethyleneWGJournalpofpChemicalpPhysicsTG1982
TGeeTGd[abVd[ba 3.9 34

18 obGinitioGcalculationGofGtheGpropertiesGandGtheGgeometryGofGtheGlowestGtripletGstateGofGpyrazineWGThep
JournalpofpPhysicalpChemistryTG1982TGfdTG[cfaV[cff 12

17 obGinitioGcalculationsGofGtheGrelativeGenergiesGofGtripletG]TbVdimethylenecyclobutaneV[TaVdiylGandG
singletG]TbVdimethylenebicycloσ[W[WZ]butaneWGJournalpofpthepAmericanpChemicalpSocietyTG1982TG[ZbTG[][dV[][f16.4 8

16 qoncertedGdihydrogenGexchangeGbetweenGethaneGandGethyleneWG qtGandGt“— GcalculationsGofGtheG
barrierWGJournalpofpthepAmericanpChemicalpSocietyTG1982TG[ZbTGgdZVgde 16.4 56

15 oGtheoreticalGstudyGofGtheGacetaldehydeVderivedGradicalWGJournalpofpthepAmericanpChemicalpSocietyTG
1982TG[ZbTG]gcdV]gcg 16.4 51

14 ”otentialGsurfaceGforGtheGmethylenecyclopropaneGrearrangementWGJournalpofpthepAmericanpChemicalp
SocietyTG1982TG[ZbTGgdeVge] 16.4 52

13 —vtGandGtwoVconfigurationG qtGcalculationsGareGinappropriateGforGconjugatedGdiradicalsWG
TetrahedronTG1982TGafTGeaeVeag 2.4 60

12 −heoreticalGstudyGofGconcertedGvsWGstepwiseGfragmentationGofG]VcarbenaV[TaVdioxolaneWGJournalpofp
thepAmericanpChemicalpSocietyTG1981TG[ZaTG]ccfV]cdZ 16.4 10

11 −heGpotentialGsurfaceGforGtheGcyclobutadieneGradicalGcationWGJournalpofpthepAmericanpChemicalp
SocietyTG1981TG[ZaTGce]cVce]g 16.4 36

10 qalculationGofGzeroGfieldGsplittingGparametersGforGtrimethylenemethaneWGJournalpofpChemicalpPhysicsTG
1981TGebTG]]cdV]]cg 3.9 30

9 onGapproximationGtoGfrozenGnaturalGorbitalsGthroughGtheGuseGofGtheGvartreeâ��tockGexchangeG
potentialWGJournalpofpChemicalpPhysicsTG1981TGebTGageeVageg 3.9 184

8 oGpossibleGrelativisticGcontributionGtoGtheGsingletVtripletGseparationGinGmethyleneWGChemicalpPhysicsp
LettersTG1980TGdgTG]Z[V]Z] 2.5 7

7 —elativisticGcorrectionsGforGmethyleneWGChemicalpPhysicspLettersTG1980TGedTGb[dVb[e 2.5 45

6 rependenceGofGtheGsingletVtripletGsplittingGinGheterosubstitutedGcarbenesGonGtheGheteroatomG
electronegativityGandGconformationWGChemicalpPhysicspLettersTG1980TGe[TG]]V]d 2.5 45

5 oGtheoreticalGstudyGofGpathsGforGdecompositionGandGrearrangementGofGdihydroxycarbeneWGJournalpofp
ComputationalpChemistryTG1980TG[TG[cfV[dd 3.5 28

(1980-1983)

11



4 −heGcyclicGisomerGofGq“]WGJournalpofpChemicalpPhysicsTG1980TGeaTGbc[eVbc]Z 3.9 12

3 ”otentialGsurfacesGforGP’vQa]SGσtriaziridenylGdication]WGJournalpofpthepAmericanpChemicalpSocietyTG
1980TG[Z]TGcaZ]Vca[[ 16.4 22

2  ystematicGapproachGtoGextendedGevenVtemperedGorbitalGbasesGforGatomicGandGmolecularG
calculationsWGTheoreticapChimicapActaTG1979TGc]TG]a[V]c[ 151

1 −heGsingletGandGtripletGstateGrotationalGpotentialGsurfacesGforGdihydroxycarbeneWGJournalpofpChemicalp
PhysicsTG1979TGe[TGbgfe 3.9 41
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