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l Paper IF Citations

198 αheJˇ�WdonatingJabilityJofJheteroatomsJinJ˛–WsubstitutedJmethylJcationsXJTetrahedronVJ1975VJb]VJb[gdWb[gg 2.4 22

197 pJlocalizedJorbitalJstudyJofJtheJrearrangementsJrwbrwJWmJrwalrwaJandJRrwbSarJWmJrwbrwlrwaXJ
ChemicalpPhysicspLettersVJ1976VJbfVJa]fWaad 2.5 12

196 SruJralculationsJonJexcitedJstatesXJChemicalpPhysicspLettersVJ1976VJcbVJchbWchg 2.5 8

195 txcitedJstatesJandJphotochemistryJofJsaturatedJmoleculesXJabJinitioJcalculationsJonJmethaneXJ
ChemicalpPhysicspLettersVJ1976VJccVJd[fWd]] 2.5 13

194 –olecularJorbitalJstudiesJofJtheJ—–−JhydrogenJbondJshiftXJChemicalpPhysicsVJ1976VJ]bVJ]gfW]hc 2.3 22

193 veometryJoptimizationsJwithJaJsmallJcontractedJgaussianJbasisJsetXJChemicalpPhysicsVJ1976VJ]aVJ]b]W]bf 2.3 5

192 pbJinitioJcalculationJofJtheJforceJfieldJofJtheJhydrogenJfluorideJdimerXJ1976VJe]VJ]W][ 89

191 pJnewJalgorithmJforJmolecularJgeometryJoptimizationJwithJillustrativeJapplicationJtoJmethylamineXJ
JournalpofpChemicalpPhysicsVJ1976VJedVJ]ha[W]hae 3.9 28

190 SelfWconsistentJmolecularJorbitalJmethodsXJXxXXJSplitWvalenceJvaussianWtypeJbasisJsetsJforJberylliumXJ
JournalpofpChemicalpPhysicsVJ1977VJeeVJgfhWgg[ 3.9 127

189 –olecularJconformationsJofJmethylJformateJandJmethylJvinylJetherJfromJabJinitioJmolecularJorbitalJ
calculationsXJJournalpofpMolecularpStructureVJ1977VJbeVJ]bbW]cf 3.4 46

188 –olecularJconformationsJofJformicJanhydrideJandJdivinylJetherJanJabJinitioJmolecularJorbitalJstudyXJ
JournalpofpMolecularpStructureVJ1977VJbhVJag]Wahb 3.4 11

187 OnJtheJyahnâ��αellerJdistortionJinJtheJcyclopropenylJradicalXJChemicalpPhysicsVJ1977VJabVJcbfWcca 2.3 21

186 αheJdynamicsJofJrOJproductionJfromJtheJreactionJofJORbäSJwithJ]WandJaWbutyneXJChemicalpPhysicsVJ
1977VJadVJbdbWbdh 2.3 11

185 pJtheoreticalJstudyJofJtheJchemicalJreactionJbetweenJethyleneJandJ—awaXJChemicalpPhysicspLettersVJ
1977VJcfVJadhWaec 2.5 5

184 pJ–x—sOYbWJandJionJcyclotronJresonanceJstudyJofJsomeJrfwfOUJionsXJChemicalpPhysicspLettersVJ
1977VJd]VJhdWhg 2.5 10

183 pJcomparativeJabWinitioJmolecularJorbitalJstudyJofJammoniaJoxideJandJtrifluoramineJoxideXJ1977VJ
][VJ]hfWa]g 7

182 pJtheoreticalJinvestigationJofJsubstitutedJalkylideneJcarbenesXJ1978VJ]hVJcdddWcddg 9
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181 tlectronicJstructuresJandJgeometriesJofJ—WOWuJcompoundsiJuluorinatedJhydroxylaminesXJ1978VJ]aVJ]abW]be 10

180 pbJinitioJstructuresJofJallyllithiumXJ1978VJ]d[VJ]We 70

179 StructuralJandJenergeticJpredictionsJforJanionsJfromJaJmodifiedJwartreeâ��uockJprocedureXJChemicalp
PhysicsVJ1978VJb[VJc]dWcaa 2.3 10

178 αheoreticalJstudiesJofJtheJeffectJofJelectronJcorrelationJonJtheJgeometryJandJbarriersJtoJinternalJ
rotationJinJhydrogenJperoxideXJChemicalpPhysicsVJ1978VJb]VJ]ffW]ge 2.3 10

177 αheJgaucheJeffectXJTetrahedronVJ1978VJbcVJahdbWahdh 2.4 72

176 rhelationJofJcarbocationsJbyJpolyethersJandJpolyaminesXJTetrahedronVJ1978VJbcVJafdfWafea 2.4 1

175 αheJstructureJofJvinylJalcoholXJJournalpofpMolecularpStructureVJ1978VJcbVJaefWaf] 3.4 43

174 pbJinitioJcomputationJofJforceJconstantsXJJournalpofpMolecularpStructureVJ1978VJcgVJacbWacg 3.4 9

173 pnJpqJinitioJstudyJofJtheJdependenceJofJmolecularJgeometryJonJbasisJsetXJJournalpofpMolecularp
StructureVJ1978VJchVJa]dWa]h 3.4 12

172 tlectrostaticJforceJstudyJwithJfloatingJwavefunctionXJShapeJofJtheJwaOJmoleculeXJChemicalpPhysicsp
LettersVJ1978VJdcVJbcfWbda 2.5 12

171
txcitedJstatesJandJphotochemistryJofJsaturatedJmoleculesXJ–inimalJplusJ−ydbergJbasisJsetJ
calculationsJonJtheJverticalJspectraJofJrwcVJraweVJrbwgVJandJnWrcw][XJChemicalpPhysicspLettersVJ
1978VJdhVJc[bWc[h

2.5 17

170 αheJmethylsilyleneWsilaethyleneWsilylcarbeneJisomerizationXJChemicalpPhysicspLettersVJ1978VJdcVJhW]b 2.5 30

169 ärotonJaffinityJcorrelationsJforJalkylJchloridesXJChemicalpPhysicspLettersVJ1978VJdbVJdadWdah 2.5 5

168 pbWinitioJmolecularJorbitalJstudiesJonJrnwâ�ƒXJhydrogenJbondedJsystemsXJChemicalpPhysicspLettersVJ
1978VJdhVJaeWah 2.5 28

167 αheoreticalJstudiesJofJequilibriumJgeometriesJofJpwnJmoleculesXJChemicalpPhysicspLettersVJ1978VJdcVJdfWe[2.5 11

166 ähotoionizationJofJrwbOwVJrsbOwVJandJrwbOsiJsissociativeJionizationJmechanismsJandJionicJ
structuresXJJournalpofpChemicalpPhysicsVJ1978VJehVJb[ccWb[dc 3.9 74

165 tlectrostaticJuorceJStudyJwithJuloatingJWaveJuunctionXJromparativeJStudyJonJtheJOriginsJofJtheJ
–olecularJShapesJofJrwbUandJ—wbXJBulletinpofpthepChemicalpSocietypofpJapanVJ1978VJd]VJ]b]dW]bab 5.1 1

164 äseudopotentialJcalculationsJonJhydrogenJbondedJsystemsJiJwaOVJrwbOwJandJwrOOwJdimersXJ
MolecularpPhysicsVJ1979VJbgVJ]gedW]gfc 1.7 6

(1979-1978)
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163
αheoreticalJdeterminationJofJmolecularJstructureJandJconformationXJxπXJtlectronicJeffectsJ
influencingJtheJstabilityJofJmethylJsubstitutedJprimaryJozonidesaSVbSXJJournalpofpChemicalpPhysicsVJ
1979VJf[VJ]h]]W]haf

3.9 20

162 üuantumJchemicalJcalculationsJofJbondedJandJnonbondedJinteractionsJinJsaturatedJhydrocarbonsVJ
aminesVJalcoholsVJandJethersXJJournalpofpChemicalpPhysicsVJ1979VJf]VJbd]cWbdab 3.9 6

161 –olecularJbeamJelectricJdeflectionJstudyJofJammoniaJpolymersXJJournalpofpChemicalpPhysicsVJ1979VJ
f[VJcggcWcgge 3.9 93

160 vradientJtechniquesJforJopenWshellJrestrictedJwartreeâ��uockJandJmulticonfigurationJ
selfWconsistentWfieldJmethodsXJJournalpofpChemicalpPhysicsVJ1979VJf]VJ]dadW]db[ 3.9 189

159 OnJtheJmechanismJofJmethylJionJcondenstionJreactionsJwithJmethaneVJammoniaJandJhydrogenJ
sulfideXJChemicalpPhysicspLettersVJ1979VJefVJcceWcch 2.5 2

158 pJmolecularJorbitalJstudyJofJlithiumJionJassociationJwithJbasesXJxXJαheJcarbonylJbasesJ−arOXJ
ChemicalpPhysicsVJ1979VJc[VJbahWbbd 2.3 19

157 …iaSaJandJ…iaSiJanJabJinitioJstudyXJJournalpofpMolecularpStructureVJ1979VJdeVJ]cfW]da 3.4 6

156 πinylJisocyanateJandJvinylcyanoJetheriJabJinitioJstudiesJofJgeometriesJandJconformationsXJJournalpofp
MolecularpStructureVJ1979VJdfVJad]Wadg 3.4 4

155 üuantumJtheoryJofJtheJstructureJandJbondingJinJproteinsXJJournalpofpMolecularpStructureVJ1979VJdbVJ][bW]]h3.4 37

154 ärotonJtransferJreactionsJofJwrOUJatJahgJzXJ1979VJahVJ]dbW]eh 26

153 tnergyJpartitioningJaccompanyingJfragmentationJofJprotonatedJmethanolXJ1979VJb[VJgbWha 23

152 αheJstructureJandJformationJofJmethyllithiumJionicJfragmentsXJ1979VJ]fdVJ]Wh 6

151 −ingJsizeJeffectsJonJ]VaWshiftsJinJcarbocationsXJ1979VJa[VJc[dfWc[e[ 5

150 veometryJpredictionsJforJˇ�WbondedJmoleculesJusingJsimplifiedJ–OJtheoryXJTetrahedronVJ1979VJbdVJaghWaha2.4 1

149 rorrelationJeffectsJinJconformationalJproblemsXJChemicalpPhysicspLettersVJ1979VJeeVJ]hdW]hg 2.5 8

148 OnJtheJelectronicJstructureJofJ—OwJRhyponitrousJacidJmonomerSJinJtheJgroundJstateXJChemicalp
PhysicspLettersVJ1979VJefVJ][hW]]c 2.5 38

147 αheJOrbitalJxnteractionJppproachJtoJStructuralJandJronformationalJäroblemsJinJOrganicJrhemistryXJ
IsraelpJournalpofpChemistryVJ1980VJa[VJbeWca 3.4 12

146 γmsetzungenJvonJrhlorwasserstoffJmitJbW–ethylW]WbutiniJrycloWadditionsWJundJ
γmlagerungsreaktionenJˆ…berJπinylWzationenXJ1980VJ]]bVJdhgWe[e 3
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145 –ethoxideJsurfaceJcomplexesJonJlithiumXJChemicalpPhysicspLettersVJ1980VJfaVJ]deW]e] 2.5 5

144 αheoreticalJstudyJofJtheJammoniaJtrimerXJChemicalpPhysicspLettersVJ1980VJehVJa]eWa]g 2.5 11

143 rontributionJaJlQetudeJtheoriqueJdeJlaJliaisonJhydrogeneXJπxxXJlesJcomplexesJ−uJâ�ƒwuJR−JlJrwbJVJ—wJaJ
VJOwJVJwSXJ1980VJ]eVJ]b]W]cf 5

142 pnJabJinitioJmolecularJorbitalJstudyJofJtheJrwanOUâ��JisomersiJαheJstabilityJofJtheJhydroxymethyleneJ
radicalJcationXJ1980VJbbVJgfWhb 20

141 rorrelationJdiagramJapproachJtoJtheJdissociativeJionizationJmechanismsJofJmethanolXJ1980VJbdVJ]d]W]f[ 28

140 pnJapproachJtoJpolyatomicJuranckWrondonJintegralsXJ1980VJgcVJd[bWd]h 11

139 soubleWbondJtautomersJofJaWmethoxyazocineiJmodelJcalculationsXJJournalpofpMolecularpStructureVJ
1980VJebVJ]b]W]bb 3.4 2

138 pJtheoreticalJapproachJtoJsubstituentJeffectsXJTetrahedronVJ1980VJbeVJefbWefe 2.4 19

137 üuantumJtheoryJofJmolecularJelectronicJstructureXJ1980VJcbVJ][edW]]cc 72

136 pJsystematicJtheoreticalJstudyJofJharmonicJvibrationalJfrequenciesiJαheJammoniumJionJ—wcUJandJ
otherJsimpleJmoleculesXJJournalpofpChemicalpPhysicsVJ1980VJfbVJab][Wab]g 3.9 168

135 XäSVJγäSJandJthermalJdesorptionJstudiesJofJalcoholJadsorptionJonJruR]][SXJSurfacepScienceVJ1980VJ
hdVJ]h[Wa[e 1.8 297

134 pJtheoreticalJinvestigationJofJtheJstructureJandJreactivityJofJcarbonWcentredJradicalsXJComputationalp
andpTheoreticalpChemistryVJ1981VJgdVJ]bbW]da 31

133 pJcomparativeJanalysisJofJvariousJgradientJmethodsJforJgeometryJoptimizationJatJtheJabJinitioJ
SruW–OJlevelXJComputationalpandpTheoreticalpChemistryVJ1981VJgeVJ]abW]ah 2

132 ronformationsJofJtripletJcarbonylJcompoundsiJuormaldehydeVJacetaldehydeVJpropionaldehydeJandJ
acetoneXJComputationalpandpTheoreticalpChemistryVJ1981VJgeVJ]b]W]cf 20

131 üuantitativeJorbitalJanalysisJofJabJinitioJSrun–OJcomputationsXJComputationalpandpTheoreticalp
ChemistryVJ1981VJgeVJ]ebW]fa 13

130 ppproachingJtheJwartreeWuockJlimitJforJorganotransitionJmetalJcomplexesXJComputationalpandp
TheoreticalpChemistryVJ1981VJfeVJ]]fW]bd 21

129 αheJgeometricJandJelectronicJstructuresJofJoxocarbonsXJpnJabJinitioJmolecularJorbitalJstudyXJ
ComputationalpandpTheoreticalpChemistryVJ1981VJfeVJ]W][ 22

128 pnJabJinitioJreinvestigationJofJtheJgeometricJandJelectronicJstructureJofJboronJtrioxideXJ
ComputationalpandpTheoreticalpChemistryVJ1981VJfeVJahWbd 5

(1981-1980)
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127 StructureJandJäropertiesJofJureeW−adicalsXJpJαheoreticalJrontributionXJ1981VJadbWbbc 3

126 –ultiplizitˆ⁄tJundJtnergieaufspaltungJinJplkylcarbenenXJ1981VJa]VJaadWaad 3

125 veometriesJandJrotationalJbarriersJofJalkylamidesJandJlithiumJalkylamidesXXJ1981VJaaVJha]Whac 5

124 αheJstabilizingJeffectJofJdJorbitalsJonJtheJcentralJnitrogenJatomJinJnitrogenWoxygenJmoleculesJandJ
ionsXJChemicalpPhysicspLettersVJ1981VJg[VJgbWge 2.5 25

123 pJtheoreticalJstudyJonJtheJstabilityJofJtheJrb——JradicalJandJitsJdecompositionJpathXJChemicalp
PhysicspLettersVJ1981VJgbVJfgWga 2.5 7

122 –echanismsJandJratesJofJtheJreactionsJofJrwbOJandJrwaOwJradicalsJwithJwJatomsXJ1981VJ]gVJgb]Wgca 35

121 pJtheoreticalJinvestigationJofJ˛–WsubstituentsJonJtheJstructureVJprotonJaffinitiesJandJinversionJ
barriersJofJsilylJanionsXJTetrahedronVJ1981VJbfVJ]][dW]]]a 2.4 23

120 pJcomparativeJabJinitioJstudyJofJtheJstructuresVJdipoleJmomentsVJforceJfieldsVJandJanharmonicJ
frequenciesJofJformamideJandJthioformamideXJ1981VJghVJfeWha 20

119 OemoJanalysisJofJabJinttioJscfâ��moJcomputationsXJconformationalJpreferencesJandJasymmetriesJinJ
methylJderivativesXJJournalpofpMolecularpStructureVJ1981VJf[VJ][dW]a[ 3.4 0

118
StudiesJofJhydrogenJbondingJinJtheJvaporJphaseJbyJmeasurementJofJthermalJconductivityJandJ
molecularJorbitalJcalculationsiJ–ethanolâ��waterJbinaryJmixturesXJJournalpofpChemicalpPhysicsVJ1981VJ
fdVJdh[[Wdh[f

3.9 15

117 αheoreticalJstudyJofJhydrogenWbondedJtrimersXJαhreeWbodyJnonadditiveJinteractionsJbetweenJ
ammoniaJmoleculesXJJournalpofpChemicalpPhysicsVJ1981VJfcVJ]]]gW]]ac 3.9 16

116 —earJdegenerateJrearrangementJbetweenJtheJradicalJcationsJofJformaldehydeJandJ
hydroxymethyleneXJJournalpofpChemicalpPhysicsVJ1981VJfcVJe]fWea] 3.9 33

115 αheJstructureJofJrrwUXJJournalpofpChemicalpPhysicsVJ1981VJfcVJca]bWca]c 3.9 17

114 αwtJt…trα−O—xrJSα−γrαγ−tJp—sJäwYSxrp…Jä−Oät−αxtSJOuJαwxO—xα−OSOJrO–äOγ—sSâ��pJ
üγp—αγ–Jrwt–xrp…JSαγsYXJ1981VJ]]VJbadWbbc 22

113 pcidWxnducedJureeW−adicalJsecompositionJofJwydroperoxidesiJüuantalJralculationsXJ1981VJ]dVJdafWdba 6

112 ttudeJabJinitioJdeJlaJstructureJetJdeJlQisomerisationJdeJlQhyponitriteJdeJlithiumXJComputationalpandp
TheoreticalpChemistryVJ1982VJghVJ]abW]b[ 2

111 αheoreticalJstudiesJonJtheJgeometricJandJelectronicJstructureJofJsubstitutedJSr—JisomersXJ
ComputationalpandpTheoreticalpChemistryVJ1982VJgeVJabhWadb 8

110
wowJwellJdoesJtheJwartreeâ��uockJmodelJpredictJequilibriumJgeometriesJofJtransitionJmetalJ
complexesnJ…argeWscaleJ…rpOâ��SruJstudiesJonJferroceneJandJdecamethylferroceneXJJournalpofp
ChemicalpPhysicsVJ1982VJffVJa[[aWa[[h

3.9 104
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109 ähotoelectronJspectrumJofJtheJwaterJdimerXJChemicalpPhysicspLettersVJ1982VJgfVJ]hfWa[[ 2.5 91

108 OnJtheJstructuresJandJrelativeJenergiesJofJrwbunJisomersXJChemicalpPhysicspLettersVJ1982VJhaVJea[Wead 2.5 16

107 pbJinitioJrxJstudyJonJtheJsingletWtripletJseparationJofJethylideneVJrwbrwXJChemicalpPhysicspLettersVJ
1982VJhaVJcdhWce] 2.5 14

106 pnomericJeffectJinJsulfurWcontainingJsystemsiJpnJpbWinitioJstudyXJ1982VJ][cVJa]Wba 19

105 –olecularJfragmentationsJäartJXxxXJ–assJspectralJfragmentationJofJpyridineXJJournalpofpMolecularp
StructureVJ1982VJh]VJbdbWbf] 3.4 1

104 αheoreticalJmodelsJforJactivationJofJrOaJtowardsJhydrationJRrOaJUJwaOJWmJwarObSJbyJcationicJ
bindingJsitesXJChemicalpPhysicsVJ1982VJedVJ][fW]]] 2.3 10

103 pbJinitioJcalculationsJasJfirstJstepJtowardsJtheJstructureJofJfreeJradicalsXJxXJgeometriesJandJenergiesJ
ofJtheJethylJanalogsJ—warwbUJandJrwa—wbUXJChemicalpPhysicsVJ1982VJfbVJ]cdW]db 2.3 6

102 αheJmagnitudeJofJdestabilizationJofJstabilizedJcationsJbyJcyanoJandJtrifluoromethylJgroupsXJ1982VJ
abVJbgbWbge 9

101 γnusualJlowWenergyJisomersJforJsimpleJradicalJcationsXJChemicalpPhysicsVJ1983VJfdVJbabWbah 2.3 39

100 tlectronicJandJmolecularJstructureJofJtheJwaterJdimerJcationXJpJtheoreticalJstudyXJChemicalpPhysicsp
LettersVJ1983VJhdVJdfhWdgb 2.5 27

99 pbJinitioJmolecularJorbitalJcalculationsJofJtheJfirstJtwoJadiabaticJionizationsJofJtheJwaterJdimerXJ
ChemicalpPhysicspLettersVJ1983VJheVJccaWcce 2.5 23

98 –odelJcalculationJofJtheJintrinsicJbarrierJforJprotonJtransferJinJaJcarbonJacidXJChemicalpPhysicsp
LettersVJ1983VJheVJcdgWceb 2.5 17

97 pnJabJinitioJstudyJofJhalogenWolefinJmolecularJcomplexesXJJournalpofpMolecularpStructureVJ1983VJhcVJbebWbfa3.4 1

96 pJsymmetricalJbridgedJhydrogenJbondJinJorganicJcompoundsXJJournalpofpMolecularpStructureVJ1983VJ
haVJa[dWa]e 3.4 2

95 αheJxonizationJofJplkanesXJIsraelpJournalpofpChemistryVJ1983VJabVJa]Wbe 3.4 84

94 αheJuseJofJtransformationJmatricesJtoJfollowJtheJchangeJinJelectronicJstructureJofJsomeJsimpleJ
organicJmoleculesJuponJionizationXJComputationalpandpTheoreticalpChemistryVJ1983VJ][cVJabbWabh 6

93 vroundJstateJstructuresJofJthiocyanogenJandJitsJcationXJComputationalpandpTheoreticalpChemistryVJ
1983VJ][cVJac]Wace 1

92 –olecularJfragmentationsXJComputationalpandpTheoreticalpChemistryVJ1983VJh]VJbdbWbf] 8

(1983-1982)
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91 pnJabJinitioJstudyJofJhalogenâ��olefinJmolecularJcomplexesXJComputationalpandpTheoreticalp
ChemistryVJ1983VJhcVJbebWbfa 2

90
pJtheoreticalJstudyJofJtheJeffectJofJelectronWwithdrawingJsubstituentsJonJsiliceniumJcationsJandJ
silylJanionsiJromparisonJwithJtheJanalogousJcarbeniumJionsJandJcarbanionsXJComputationalpandp
TheoreticalpChemistryVJ1983VJ][cVJb[bWb]b

9

89 pJsymmetricalJbridgedJhydrogenJbondJinJorganicJcompoundsXJComputationalpandpTheoreticalp
ChemistryVJ1983VJhaVJa[dWa]e 5

88 αheJweaklyJexothermicJrearrangementJofJmethoxyJradicalJRrwbOnSJtoJtheJhydroxymethylJradicalJ
RrwaOwnSXJJournalpofpChemicalpPhysicsVJ1983VJfgVJgcdWgdb 3.9 137

87 pJmultiWreferenceJapproachJtoJenergyJdecompositionJforJmolecularJinteractionsXJMolecularpPhysicsVJ
1983VJcgVJ]bcdW]bdd 1.7 20

86 αheoreticalJstudyJofJtheJpropertiesJofJmethylJradicalXJJournalpofpChemicalpPhysicsVJ1983VJfgVJb]]aWb]ba 3.9 86

85 −adikalkationenJvonJrarbenYsipolkomplexenXJNachrichtenpAuspDerpChemieVJ1983VJb]VJcd]Wcdc 23

84 rhemicalJapplicationJofJtheJsaddleJpointJvariationalJmethodXJxXJOxygenJ]sJvacancyJionsJofJ
formaldehydeXJJournalpofpChemicalpPhysicsVJ1984VJg[VJcba[Wcbac 3.9 2

83 πibrationalJfrequenciesJforJtheJclassicalJandJnonclassicalJformsJofJprotonatedJacetyleneâ��rawUbXJ
JournalpofpChemicalpPhysicsVJ1984VJg]VJc[bcWc[bf 3.9 26

82 pnJabJinitioJcalculationJofJtheJfrequenciesJandJx−JintensitiesJofJtheJstretchingJvibrationsJofJw—aUXJ
ChemicalpPhysicspLettersVJ1984VJ][fVJdbdWdc] 2.5 85

81 αheJfirstJexperimentalJobservationJofJelectronicJtransitionsJinJraUJandJrasUXJChemicalpPhysicsVJ
1984VJh]VJ]e]W]ee 2.3 37

80 pnJinvestigationJofJcorrelationJeffectsJinJtransitionWmetalJsandwichJcomplexesXJwartreeWuockJ
studiesJonJaJseriesJofJmetallocenesXJChemicalpPhysicspLettersVJ1984VJ][eVJaeeWaf[ 2.5 43

79 pnJabJinitioJmolecularJorbitalJstudyJofJtheJpotentialJenergyJsurfaceJofJtheJ—awJWmJ—aJUJwJsystemXJ
ChemicalpPhysicspLettersVJ1984VJ][bVJcbfWcca 2.5 58

78 romputationJofJtheJdirectJadiabaticJchannelJforJtheJrelaxationJofJelectronicallyJexcitedJraJwdJ
radicalJtoJgiveJwJUJraJwcXJChemicalpPhysicspLettersVJ1984VJ][hVJcdWch 2.5 17

77 αheJethyleneJradicalJcationiJαwistedJorJplanarnXJChemicalpPhysicspLettersVJ1984VJ]][VJcdhWceb 2.5 35

76
αheJquantumJmechanicalJcalculationJofJrotationalJspectraXJpJcomparisonJofJmethodsJforJrawaVJ
wr—VJw—rVJwrOUVJ—awUVJrOJandJ—aXJäredictionsJforJwr—wUVJrOwUVJwqOVJwq—wVJandJwquUXJJournalp
ofpChemicalpPhysicsVJ1984VJg[VJbfa[Wd

3.9 63

75 xntermolecularJinteractionsJiJuseJofJsmallJbasisJsetsJinJabJinitioJcalculationsXJComputationalpandp
TheoreticalpChemistryVJ1984VJ][fVJchWdf 6

74 αheJroleJofJ˛‡WcarboxyclutamicJacidJRvlaSJinJbloodJclottingJproteinsiJpJtheoreticalJstudyJofJ
–gâ��malonateJcomplexesXJComputationalpandpTheoreticalpChemistryVJ1984VJ][gVJ]fbW]fg 5

Citation Report

8



73 ronformationalJanalysisJofJallylJalcoholXJpnJabJinitioJmolecularJorbitalJstudyXJComputationalpandp
TheoreticalpChemistryVJ1984VJ][gVJaahWabh 14

72 SymmetryWadaptedJexpansionJandJstableWconformationJminimaJofJtheJinteractionJpotentialJofJtheJ
waOJâ�ƒJwuJcomplexXJMolecularpPhysicsVJ1984VJd]VJbabWbb] 1.7 1

71 αheJmethyleneammoniumJradicalJcationJRrwa—wbUSXJChemicalpPhysicspLettersVJ1985VJ]]eVJcfcWcff 2.5 14

70 pmmoniaJdimeriJpJsurprisingJstructureXJJournalpofpChemicalpPhysicsVJ1985VJgbVJea[]Wea[g 3.9 151

69 αheoreticalJstudiesJofJtheJreactionsJofJwr—JwithJatomicJhydrogenXJJournalpofpChemicalpPhysicsVJ
1985VJgaVJaag[Waahc 3.9 97

68 −otationalJspectraJandJstructureJofJtheJammoniaâ��waterJcomplexXJJournalpofpChemicalpPhysicsVJ1985VJ
gbVJbfegWbffc 3.9 98

67 pnJabJinitioJstudyJofJRrnwnXSUJhydrogenJbondsJincludingJbiologicalJsystemsXJComputationalpandp
TheoreticalpChemistryVJ1985VJ]bbVJ]bhW]ce 6
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functionalJmethodXJMolecularpPhysicsVJ1986VJdfVJ]acfW]aec 1.7 109
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TheoreticalpChemistryVJ1988VJ]g]VJbe]Wbfd 10

53 pJuourierJtransformJinfraredJstudyJofJtheJsJandJ]brJsubstitutedJrawbJvinylJradicalJinJsolidJargonXJ
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41 ralculatedJpropertiesJofJtheJweakJcomplexesJbetweenJmethaneJandJhydrogenJcyanideXJChemicalp
PhysicspLettersVJ1990VJ]efVJaafWaba 2.5 9
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23 suαJcomputationalJstudiesJofJintramolecularJhydrogenWbondingJinteractionsJinJaJmodelJsystemJforJ
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14 pJdensityJfunctionalJtheoryJforJstudyingJionizationJprocessesJinJwaterJclustersXJJournalpofpPhysicalp
ChemistrypAVJ2011VJ]]dVJdfbdWcc 2.8 48
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