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188 poGnotGforgetGtheG•ydbergGorbitπlsUUGJournalvofvChemicalvPhysicsSG2022SGXabSGXWWeWX 3.9 2

187 TributeGtoGmlexπnderGuUGnoldyrevUGJournalvofvPhysicalvChemistryvASG2021SGXZaSGeZbXTeZb[ 2.8

186 mnπlysisGofG–tπbilizπtionGπndGqxtrπpolπtionGyethodsGforGpeterminingGqnergiesGπndGxifetimesGofG
yetπstπbleGqlectronicG–tπtesUGJournalvofvPhysicalvChemistryvASG2021SGXZaSGcc[aTcc]e 2.8 0

185 oπrπlumπneG–uperπcidsGofGxewisGπndGnrˆ‚nstedGohπrπcterUGJournalvofvPhysicalvChemistryvASG2021SGXZaSGeeeTXWXX2.8

184 UnusuπlGπndGoonventionπlGpπtiveGnondGrormπtionGbyGsGxoneG‘πirGponπtionGfromGmlkπlineGqπrthG
yetπlGmtomsGtoGntSGmltSGπndGsπtUGJournalvofvPhysicalvChemistryvASG2020SGXZ]SGa[beTa[cc 2.8 3

183 rπteGofGpipoleTnoundGmnionG–tπtesGwhenGtydrπtedUGJournalvofvPhysicalvChemistryvASG2020SGXZ]SGZWb]TZWcb2.8 8

182 qjectingGqlectronsGfromGyoleculπrGmnionsGviπG–hineSG–hπkeV•πttleSGπndG•ollUGJournalvofvPhysicalv
ChemistryvASG2020SGXZ]SGdccdTdcec 2.8 9

181 ooncludingGremπrksGforGπdvπncesGinGionGspectroscopyGrπrπdπyGpiscussionUGFaradayvDiscussionsSG2019SG
ZXcSGbZ[Tb][ 3.6

180 –electedGboronSGπluminumSGπndGgπlliumGtrihπlideGπndGtrihydrideGπnionsUGChemicalvPhysicsSG2017SG]dZSG[dcT[eZ2.3 4

179 senerπlT†rderGyπnyTnodyGsreenNsGrunctionGyethodUGJournalvofvChemicalvTheoryvandvComputationSG
2015SGXXSGXaeaTbWb 6.4 43

178 zegπtiveGelectronGπffinitiesGfromGconventionπlGelectronicGstructureGmethodsUGTheoreticalvChemistryv
AccountsSG2014SGX[[SGX 1.9 46

177 •efinementsGtoGtheGUtπhTøπshingtonGmechπnismGofGelectronGcπptureGdissociπtionUGJournalvofv
PhysicalvChemistryvBSG2014SGXXdSGcdeZTeWX 3.4 16

176
ThymineGdimerGrepπirGbyGelectronGtrπnsferGfromGphotoTexcitedG
ZkS[kSakTtriT†TπcetylTdToxoTcSdTdihydroguπnosineGorGZkS[kSakTtriT†TπcetylTribosyluricGπcidGâ��GπG
theoreticπlGstudyUGMolecularvPhysicsSG2013SGXXXSGXadWTXadd

1.7 1

175 TheoreticπlGstudyGofGnegπtiveGmoleculπrGionsUGAnnualvReviewvofvPhysicalvChemistrySG2011SGbZSGXWcTZd 15.7 93

174 †neTelectronGelectronTmoleculeGpotentiπlsGconsistentGwithGπbGinitioGyˆ‚llerT‘lessetGtheoryUGJournalv
ofvPhysicalvChemistryvASG2010SGXX]SGdb[XT][ 2.8 7

173 mnπlyticπlGmodelGforGrπtesGofGelectronGπttπchmentGπndGintrπmoleculπrGelectronGtrπnsferGinGelectronG
trπnsferGdissociπtionGmπssGspectrometryUGJournalvofvthevAmericanvChemicalvSocietySG2010SGX[ZSGcWc]Tda 16.4 25

172 yechπnismsGforG–â��–GπndGzâ��o˛–GbondGcleπvπgeGinGpeptideGqopGπndGqTpGmπssGspectrometryUGChemicalv
PhysicsvLettersSG2010SG]d]SGdXTea 2.5 79
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171 †neTpπrticleGgreenNsGfunctionGwithGmulticonfigurπtionGreferenceGstπtesUGInternationalvJournalvofv
QuantumvChemistrySG2009SGX]SG[deT]W] 2.1 4

170 TheGcomplexGcoordinπteGrotπtionGmethodGπndGexteriorGscπlingfGmGsimpleGexπmpleUGInternationalv
JournalvofvQuantumvChemistrySG2009SGXdSGXX[TXZX 2.1 3

169 yulticonfigurπtionπlGwπvefunctionGoptimizπtionGusingGtheGunitπryGgroupGmethodUGInternationalv
JournalvofvQuantumvChemistrySG2009SGXdSGZXXTZZd 2.1 6

168 TheGelectronicGstructureGofGsingletGcyclopentπdienylideneUGInternationalvJournalvofvQuantumv
ChemistrySG2009SGXdSG[]eT[a[ 2.1

167 mpplicπtionGofGtheGcoordinπteGrotπtionGmethodGtoGmetπstπbleGπtomTdiπtomGscπtteringGresonπncesUG
InternationalvJournalvofvQuantumvChemistrySG2009SGXdSG]bcT]ca 2.1

166 qlectronGpropπgπtorGstudiesGofGmoleculπrGπnionsUGInternationalvJournalvofvQuantumvChemistrySG2009SG
ZZSGacaTadX 2.1 1

165 qffectsGofGlocπlGooulombGpotentiπlsGonGπcidGπndGbπseGprotonπtionâ��deprotonπtionGrπtesGπndG
equilibriπUGInternationalvJournalvofvQuantumvChemistrySG2009SGXWeSG[XZWT[X[W 2.1 2

164 pirectGcπlculπtionGofGdensityGmπtricesfGzπturπlGorbitπlsGπndGoccupπtionGnumbersGofGmodelG
conjugπtedGmoleculesUGInternationalvJournalvofvQuantumvChemistrySG2009SGdSG[Z[T[[[ 2.1 2

163 yoleculπrGπnionsUGJournalvofvPhysicalvChemistryvASG2008SGXXZSGb]WXTaXX 2.8 315

162 TheoreticπlGstudyGofGelectronGcπptureGdissociπtionGofG[ygOtZ†Pn]ZRGclustersUGInternationalvJournalv
ofvMassvSpectrometrySG2008SGZccSGXbbTXc] 1.9 20

161 towGdoGlowTenergyGOWUXTZGe½PGelectronsGcπuseGpzmTstrπndGbreπkskUGAccountsvofvChemicalvResearchSG
2006SG[eSGccZTe 24.3 303

160 •oleGofGπngulπrGelectronGpπirGcorrelπtionGinGstπbilizingGoUGInternationalvJournalvofvQuantumvChemistry
SG2006SGXWbSGaWcTaX[ 2.1 3

159 rGRGtZGTjGrtGRGtGpotentiπlGenergyGsurfπcefGoonstructionGofGtheGreferenceGconfigurπtionGstπteGfunctionG
spπceGπndGy•Tmo‘rTZGresultsUGInternationalvJournalvofvQuantumvChemistrySG2006SGXWbSGXaXbTXaZc 2.1 3

158 qlectronGπttπchmentGstepGinGelectronGcπptureGdissociπtionGOqopPGπndGelectronGtrπnsferGdissociπtionG
OqTpPUGJournalvofvPhysicalvChemistryvASG2005SGXWeSGadWXTX[ 2.8 90

157 xowTenergyGOWUXGe½PGelectronGπttπchmentG–k–GbondGcleπvπgeGπssistedGbyGooulombGstπbilizπtionUG
InternationalvJournalvofvQuantumvChemistrySG2005SGXWZSGd[dTd]b 2.1 27

156 qquπtionsGofGmotionGmethodsGforGcomputingGelectronGπffinitiesGπndGionizπtionGpotentiπlsG2005SG]][T]b] 12

155 qffectsGofGnπseGˇ�T–tπckingGonGpπmπgeGtoGpzmGbyGxowTqnergyGqlectronsUGJournalvofvPhysicalv
ChemistryvASG2004SGXWdSGXX[dXTXX[dc 2.8 60

154 pπmπgeGtoGyodelGpzmGrrπgmentsGbyGWUZaâ��XUWGe½GqlectronsGmttπchedGtoGπGThymineGˇ�QG†rbitπlUG
JournalvofvPhysicalvChemistryvBSG2004SGXWdSGadWWTadWa 3.4 96

(2004-2009)
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153 TheoreticπlG–tudyGofGpπmπgeGtoGpzmGbyGWUZâ��XUaGe½GqlectronsGmttπchedGtoGoytosineâ� UGJournalvofv
PhysicalvChemistryvASG2004SGXWdSGZeeeT[WWa 2.8 87

152 pipoleTboundGπnionsGsupportedGbyGchπrgeâ��trπnsferGinterπctionfGmnionicGstπtesGofGtnr[â��nzGTjGnt[G
πndGt[zGTjGntnr[â��nGOnGiGWSGXSGZSG[PUGInternationalvJournalvofvQuantumvChemistrySG2003SGeZSG[bcT[ca 2.1 10

151 TheG†nlyG–tπbleG–tπteGofG†ZTGusGtheGXGZ˛ gGsroundG–tπteGπndGutGO–tillHPGtπsGπnGmdiπbπticGqlectronG
petπchmentGqnergyGofGWU]aGe½UGJournalvofvPhysicalvChemistryvASG2003SGXWcSGdaZXTdaZe 2.8 216

150 yodelGoπlculπtionsG•elevπntGtoGpisulfideGnondGoleπvπgeGviπGqlectronGoπptureGunfluencedGbyG
‘ositivelyGohπrgedGsroupsUGJournalvofvPhysicalvChemistryvBSG2003SGXWcSGX[aWaTX[aXX 3.4 95

149 mreGtn†â��GπndGn†tâ��GelectronicπllyGstπblekUGMolecularvPhysicsSG2003SGXWXSGXZaeTXZba 1.7 7

148 qlectronGdetπchmentGenergiesGinGhighTsymmetryGπlkπliGhπlideGsolvπtedTelectronGπnionsUGJournalvofv
ChemicalvPhysicsSG2003SGXXeSGeWZTeWd 3.9 7

147 mnGexcessGelectronGboundGtoGureπUGuuuUGTheGureπGdimerGπsGπnGelectronGtrπpUGJournalvofvChemicalv
PhysicsSG2002SGXXbSGbXXdTbXZa 3.9 18

146 mnGπnπlyticπlGmodelGforGvibrπtionπlGnonTnornâ��†ppenheimerGinducedGelectronGejectionGinGmoleculπrG
πnionsUGJournalvofvChemicalvPhysicsSG2002SGXXcSGeXZ]TeX[Z 3.9 4

145 –tπbilizπtionGcπlculπtionGofGtheGenergyGπndGlifetimeGofGmetπstπbleG–†]Zâ��UGJournalvofvChemicalv
PhysicsSG2002SGXXbSGZd]dTZdaX 3.9 46

144 yechπnismGforGpπmπgeGtoGpzmGbyGxowTqnergyGqlectronsâ� UGJournalvofvPhysicalvChemistryvBSG2002SG
XWbSGceeXTcee] 3.4 247

143 TemperπtureGpependenceGofGtheGniotinâ��mvidinGnondT•uptureGrorceG–tudiedGbyGmtomicGrorceG
yicroscopyUGJournalvofvPhysicalvChemistryvBSG2002SGXWbSGed]cTedaZ 3.4 45

142 mbGinitioGelectronicGstructureGofGtozâ��GπndGtzoâ��GdipoleTboundGπnionsGπndGπGdescriptionGofGelectronG
lossGuponGtπutomerizπtionUGJournalvofvChemicalvPhysicsSG2001SGXX]SGc]][Tc]]e 3.9 30

141 usGeTπcridinπmineGπnionGπGdispersionTboundGπnionkUGJournalvofvChemicalvPhysicsSG2001SGXXaSGXXXe[TXXXee 3.9 16

140 mnGexcessGelectronGboundGtoGureπGoligomersUGuuUGohπinsGπndGribbonsUGJournalvofvChemicalvPhysicsSG
2001SGXXaSGXWc[XTXWc[c 3.9 5

139 mnGexcessGelectronGboundGtoGureπUGuUGoπnonicπlGπndGzwitterionicGtπutomersUGJournalvofvChemicalv
PhysicsSG2001SGXXaSGd[c[Td[dW 3.9 24

138 †nGtheGpossibilityGofGbindingGofGtwoGelectronsGtoGdipoleGpotentiπlsUGInternationalvJournalvofvQuantumv
ChemistrySG2000SGcbSGXecTZW] 2.1 13

137 towGtoGchooseGπGoneTelectronGbπsisGsetGtoGreliπblyGdescribeGπGdipoleTboundGπnionUGInternationalv
JournalvofvQuantumvChemistrySG2000SGdWSGXWZ]TXW[d 2.1 127

136 mGdipoleTboundGdiπnionUGJournalvofvChemicalvPhysicsSG2000SGXXZSGbab[TbacW 3.9 28
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135 ohπrπcterizπtionGofGtheG•ydbergGnondingGinGOzt]PZTUGJournalvofvPhysicalvChemistryvASG2000SGXW]SGXWdaaTXWdad2.8 7

134 mnGUnstπbleGmnionG–tπbilizedGinGπGyoleculπrGTrπpUGJournalvofvPhysicalvChemistryvASG2000SGXW]SGcXZTcXc 2.8 5

133 •epulsiveGooulombGnπrriersGinGoompπctG–tπbleGπndGyetπstπbleGyultiplyGohπrgedGmnionsUGJournalvofv
thevAmericanvChemicalvSocietySG2000SGXZZSGXXde[TXXdee 16.4 59

132 ½πlenceâ��•ydbergGnondingGinGnimoleculπrG•â��oπRâ�¢ztZâ��•â��GoomplexesUGJournalvofvthevAmericanv
ChemicalvSocietySG2000SGXZZSG[beT[cc 16.4 3

131 towGtoGchooseGπGoneTelectronGbπsisGsetGtoGreliπblyGdescribeGπGdipoleTboundGπnionG2000SGdWSGXWZ] 4

130 •eπctiveGdynπmicsGforG−nO[‘PRtZVpZVtpTj−ntV−npRtVpfG•otπtionπlGpopulπtionsGinG−ntV−npG
productsUGJournalvofvChemicalvPhysicsSG1999SGXXWSGZZeTZ]W 3.9 7

129 rirstGexperimentπlGphotoelectronGspectrπGofGsuperhπlogensGπndGtheirGtheoreticπlGinterpretπtionsUG
JournalvofvChemicalvPhysicsSG1999SGXXWSG]cb[T]ccX 3.9 243

128 yixedGvπlenceVdipoleTboundGdiπnionsUGJournalvofvChemicalvPhysicsSG1999SGXXXSGe]beTe]c] 3.9 14

127 TheoreticπlGstudyGofGtheGdipoleTboundGπnionGOt‘‘t[Pâ��UGJournalvofvChemicalvPhysicsSG1999SGXXWSGZc]TZdW 3.9 38

126 unversionGinGtheGrelπtiveGstπbilitiesGofGtn†GπndGn†tGuponGionizπtionUGJournalvofvChemicalvPhysicsSG
1999SGXXWSG[cbaT[cbd 3.9 10

125 †nGtheG‘ossibilityGofGyixedG•ydbergT½πlenceGnondsUGJournalvofvPhysicalvChemistryvASG1999SGXW[SG[acaT[adW2.8 14

124 TimeTpomπinGπndGTunnelingG‘icturesGofGzonπdiπbπticGunducedGqlectronGqjectionGinGyoleculπrG
mnionsUGJournalvofvPhysicalvChemistryvASG1999SGXW[SGe]WdTe]Xb 2.8 8

123 pipoleTnoundGmnionGofGtheGtzzt[GusomerGofGtydrπzineUGmnGmbGunitioG–tudyUGJournalvofvPhysicalv
ChemistryvASG1999SGXW[SGbZaTb[X 2.8 29

122 –pongeGyodelGforGtheGwineticsGofG–urfπceGThermπlGpecompositionGofGyicrocrystπllineG–olidsfGG
mpplicπtionGtoGtyXUGJournalvofvPhysicalvChemistryvBSG1999SGXW[SGdbaWTdbab 3.4 6

121 pissociπtiveG•ecombinπtionGofGt[†RUGJournalvofvPhysicalvChemistryvASG1999SGXW[SGbaaZTbab[ 2.8 24

120 TetrπcoordinπtedG‘lπnπrGoπrbonGinG‘entππtomicGyoleculesUGJournalvofvthevAmericanvChemicalv
SocietySG1998SGXZWSGcebcTcecZ 16.4 134

119
xπserG‘hotolysisGofGyπtrixTusolπtedGyethylGzitrπtefGGqxperimentπlGπndGTheoreticπlGohπrπcterizπtionG
ofGtheGunfrπredG–pectrumGofGumineG‘eroxideGOtz††PUGJournalvofvthevAmericanvChemicalvSocietySG1998
SGXZWSGXZ[ZcTXZ[[[

16.4 11

118 mbGunitioG–tudyGofGtheG–tπbilizπtionGofGyultiplyGohπrgedGmnionsGinGøπterUGJournalvofvPhysicalv
ChemistryvBSG1998SGXWZSG]ZWaT]ZWd 3.4 48

(1998-2000)
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117 –emiquπntumGqxpressionsGforGqlectronicπllyGzonπdiπbπticGqlectronGqjectionG•πtesUGJournalvofv
PhysicalvChemistryvASG1998SGXWZSGbW[aTbW]Z 2.8 9

116 TwoTphotonGionizπtionGspectroscopyGπndGπllTelectronGπbGinitioGstudyGofGxioπUGJournalvofvChemicalv
PhysicsSG1998SGXWeSGbbaaTbbba 3.9 20

115 mdiπbπticGelectronGπffinitiesGofGsmπllGsuperhπlogensfGxirZSGxiolZSGzπrZSGπndGzπolZUGJournalvofv
ChemicalvPhysicsSG1997SGXWcSG[dbcT[dca 3.9 112

114 ‘olyhedrπlGuonicGyoleculesUGJournalvofvthevAmericanvChemicalvSocietySG1997SGXXeSG]bXdT]bZX 16.4 6

113 mbGunitioG‘redictionsGofGzewGoπrbonGtypermπgnesiumG–peciesfGGygZoGπndGyg[oUGJournalvofvPhysicalv
ChemistryvASG1997SGXWXSGeWZTeWb 2.8 6

112 ‘eculiπrG–tructuresGofG–mπllGyπgnesiumGoπrbideGolustersfGGygoZSGOygoZPZSGπndGOygoZP]UGJournalvofv
PhysicalvChemistryvASG1997SGXWXSGZZXaTZZXc 2.8 22

111 mbGunitioG–tudyGofGtheGyechπnismGofG‘hotolyticGpeπzπtizπtionGofGZS[Tpiπzπbicyclo[ZUZUZ]octTZTeneG
πndGZS[Tpiπzπbicyclo[ZUZUX]heptTZTeneUGJournalvofvPhysicalvChemistryvASG1997SGXWXSGZ[ceTZ[d[ 2.8 6

110 mGdirectGπbGinitioGdynπmicsGstudyGofGtheGwπterTπssistedGtπutomerizπtionGofGformπmideUGInternationalv
JournalvofvQuantumvChemistrySG1997SGb[SGdbXTdc] 2.1 47

109 X[oGcπrbonylGchemicπlGshieldingGtensorsfGoompπringG–orSGyn‘TGOZPSGπndGprTGpredictionsGtoG
experimentUGInternationalvJournalvofvQuantumvChemistrySG1997SGb[SGdcaTde] 2.1 3

108 qnergiesGofGdipoleTboundGπnionicGstπtesUGInternationalvJournalvofvQuantumvChemistrySG1997SGb]SGXd[TXeX 2.1 82

107 –mπllGyultiplyGohπrgedGmnionsGπsGnuildingGnlocksGinGohemistryUGAccountsvofvChemicalvResearchSG1996
SGZeSG]ecTaWZ 24.3 156

106 øhyGmreGOyg†PnGolustersGπndGorystπllineGyg†G–oG•eπctivekUGThevJournalvofvPhysicalvChemistrySG1996SG
XWWSGdWZ[TdW[W 25

105 oontributionGofGelectronGcorrelπtionGtoGtheGstπbilityGofGdipoleTboundGπnionicGstπtesUGPhysicalvReviewv
ASG1996SGa]SGXeWbTXeWe 2.6 156

104 ‘otentiπlGenergyGsurfπcesGπndGreπctiveGdynπmicsGofG−nO[‘PGwithGtZUGJournalvofvChemicalvPhysicsSG
1996SGXWaSGXWeXeTXWeZ] 3.9 10

103 mGtwoTdimensionπlGmodelGforGcollisionπlGenergyGtrπnsferGinGbimoleculπrGionTmoleculeGdynπmicsfG
yRROtZgGpZgGorGtpPTjOytRRtgGypRRpgGytRRpgGorGypRRtPUGTheoreticavChimicavActaSG1995SGeWSG[acT[dX 3

102 unterπctionGofGπnGπluminumGπtomGwithGπnGπlkπlineGeπrthGπtomfG–pectroscopicGπndGπbGinitioG
investigπtionsGofGmloπUGJournalvofvChemicalvPhysicsSG1994SGXWXSGa]]XTa]a[ 3.9 13

101 oombiningGdoublyGchπrgedGcπtionsGπndGπnionsGtoGformGnewGspeciesUGJournalvofvChemicalvPhysicsSG
1994SGXWWSGaccdTacd] 3.9 1

100 zewGπnionicGstπtesGofGtheGlithiumGtrimerUGJournalvofvChemicalvPhysicsSG1994SGXWXSG]dbcT]dcc 3.9 10
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99 mnionicGstπtesGofGxirxiUGJournalvofvChemicalvPhysicsSG1994SGXWWSGX[WdTX[XX 3.9 27

98 ‘otentiπlGenergyGcurvesGofGyOnpGZ‘Pk•sOZ˛ PGexcitedGstπtesGπndGyRk•sGgroundGstπtesGOyixiSGzπgG
•siteSGzePUGJournalvofvChemicalvPhysicsSG1994SGXWWSGdZXZTdZXd 3.9 34

97 ml[tGstπbleGπndGtrπnsitionGstπteGstructuresUGJournalvofvChemicalvPhysicsSG1994SGXWXSGXWc]bTXWcaZ 3.9 6

96 mGcombinedGexperimentπlGπndGtheoreticπlGstudyGofGtheGneutrπlSGcπtionicSGπndGπnionicG–i[zGclusterG
moleculeUGJournalvofvChemicalvPhysicsSG1994SGXWXSGZdcXTZdce 3.9 42

95 –ingletTtoTtripletGenergyGtrπnsferGviπGX˛ XV[˛£RXGcurveGcrossingsGinGgroupGZGπndGXZG
metπlâ��πtomVrπreTgπsGsystemsUGJournalvofvChemicalvPhysicsSG1993SGeeSG[dXaT[dZZ 3.9 12

94 oollisionπlGenergyGtrπnsferGinGbimoleculπrGionâ��moleculeGdynπmicsGyRROtZgGpZgGorGtpPTjOytRRtgG
ypRRpgGytRRpgGorGypRRtPUGJournalvofvChemicalvPhysicsSG1993SGeeSGZbWXTZbXa 3.9 9

93 ½erticπlGπndGπdiπbπticπlGionizπtionGpotentiπlsGofGytâ��wRXGπnionsUGmbGinitioGstudyGofGtheGstructureGπndG
stπbilityGofGhypervπlentGytkRXGmoleculesUGJournalvofvChemicalvPhysicsSG1993SGeeSG]bZdT]b[c 3.9 56

92 oπlculπtionGofGhyperfineGcouplingGconstπntsGofGtheGgroundGstπteGXG[˛£â��GofGztGπndGnZUGJournalvofv
ChemicalvPhysicsSG1993SGeeSGaeeaTbWW[ 3.9 16

91 srπphicπlGdescriptionGofGtheGsymmetriesGofGpotentiπlGenergyGsurfπcesUGJournalvofvChemicalvPhysicsSG
1993SGedSGddWXTddWe 3.9 9

90 oπlculπtionGofGhyperfineGcouplingGconstπntsGofGtheGozGπndGo‘GgroundGstπteGrπdicπlsUGJournalvofv
ChemicalvPhysicsSG1993SGedSGcWXZTcWXe 3.9 21

89 unterpretπtionGofGtheGhyperfineGcouplingGconstπntsGofGtheGboronGtrimerGinGrπreTgπsGmπtricesUGJournalv
ofvChemicalvPhysicsSG1993SGedSG[WbWT[Wba 3.9 8

88 mbGinitioGstudyGofGtheGinternπlGrotπtionGbπrrierGofGformπmideGπndGtheGformπmideâ��tZ†GcomplexUG
InternationalvJournalvofvQuantumvChemistrySG1993SG]aSGXZ[TX[Z 2.1 28

87 rindingGtrπnsitionGstπtesGwhenGsecondTorderGvπhnâ��TellerGinstπbilityGoccursUGInternationalvJournalvofv
QuantumvChemistrySG1993SG]dSGZXXTZXd 2.1 6

86 –econdTorderGvπhnâ��TellerGinstπbilityGπndGtheGπctivπtionGenergyGforGmlROX–PGRGtZGTjGmltROZâ��RPGRGtUG
InternationalvJournalvofvQuantumvChemistrySG1993SG]dSG[WeT[Xc 2.1 3

85 •ydbergGbondingGinGπmmoniumGdimerGOOzt]PZPUGThevJournalvofvPhysicalvChemistrySG1992SGebSGdd]WTdd][ 19

84 mbGinitioGpotentiπlTenergyGsurfπcesGforGodOX‘PRtZiodtOXGZ˛£RPRtSGtodtOXGX˛£RgPSGodO[‘PRtZSGπndG
odOX–PRtRtUGJournalvofvChemicalvPhysicsSG1992SGebSGbaaaTbab] 3.9 17

83 TheGn[xiGmoleculeâ��sGelectronicGπndGgeometricπlGstructureUGJournalvofvChemicalvPhysicsSG1992SGecSGd[acTd[bW3.9 3

82 pirectGπtomicTorbitπlTbπsedGtimeTdependentGtπrtreeâ��rockGcπlculπtionsGofGfrequencyTdependentG
polπrizπbilitiesUGJournalvofvChemicalvPhysicsSG1992SGebSGZecdTZedc 3.9 42

(1992-1994)
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81 unterπctionsGofGtheGn[GclusterGwithGtGπtomsGπndGtZGmoleculesUGJournalvofvChemicalvPhysicsSG1992SGebSGdZaXTdZac3.9 9

80 mbGinitioGstudyGofGgeometricπllyGmetπstπbleGmultiprotonπtedGspeciesfGytkRnUGJournalvofvChemicalv
PhysicsSG1992SGecSG]ZcZT]ZdX 3.9 21

79 usGTerZâ��dGtheGyXZâ��nGdiπnionGwithGtheGlπrgestGelectronGdetπchmentGenergyGOaGe½PUGJournalvofv
ChemicalvPhysicsSG1992SGecSGZdZbTZdZc 3.9 46

78 TheoreticπlGseπrchGforGlπrgeG•ydbergGmoleculesfGzt[ot[SGztZOot[PZSGztOot[P[SGπndGzOot[P]UG
JournalvofvChemicalvPhysicsSG1992SGecSGbbZXTbbZc 3.9 46

77 –elfToonsistentTrieldGpotentiπlTenergyGsurfπcesGforGhydrogenGπtomGpπirsGwithinGsmπllGpπllπdiumG
clustersUGInternationalvJournalvofvQuantumvChemistrySG1992SG]XSGce[TdXW 2.1 2

76 rirstT†rderGgeometricπlGresponseGequπtionsGforGstπteTπverπgedGmulticonfigurπtionπlGselfTconsistentG
fieldGO–mTyo–orPGwπveGfunctionsUGInternationalvJournalvofvQuantumvChemistrySG1991SG]WSG[bXT[cd 2.1 12

75 qlectronicGenergiesSGgeometriesSGπndGvibrπtionπlGfrequenciesGofGtheGgroundGπndGlowTlyingGexcitedG
stπtesGofGtheGboronGtrimerUGJournalvofvChemicalvPhysicsSG1991SGe]SGZebXTZebc 3.9 51

74 mGrigorousGupperGboundGenergyGforGtheGunitπryGcoupledGelectronGpπirGπpproximπtionGmethodUG
JournalvofvChemicalvPhysicsSG1991SGe]SGaZaZTaZaZ 3.9 1

73 –trπtegiesGforGwπlkingGonGpotentiπlGenergyGsurfπcesGusingGlocπlGquπdrπticGπpproximπtionsUG
InternationalvJournalvofvQuantumvChemistrySG1990SG[dSGZb[TZcb 2.1 32

72 poubleT•ydbergGπnionsfGsroundTstπteGelectronicGπndGgeometricGstπbilitiesUGJournalvofvChemicalv
PhysicsSG1990SGe[SG[dc]T[ddW 3.9 66

71 xifetimesGofGelectronicπllyGmetπstπbleGdoubleT•ydbergGπnionsfGrtâ��ZUGJournalvofvChemicalvPhysicsSG
1990SGe[SGZa]bTZaa[ 3.9 7

70 øπlkingGonGpotentiπlGenergyGsurfπcesUGJournalvofvChemicalvPhysicsSG1990SGeZSG[]WT[]b 3.9 97

69 mGpotentiπllyGsizeTconsistentGmulticonfigurπtionGbπsedGcoupledGelectronGpπirGπpproximπtionUG
JournalvofvChemicalvPhysicsSG1989SGeWSG[bcXT[bce 3.9 29

68 mpplicπtionGofGcholeskyTlikeGmπtrixGdecompositionGmethodsGtoGtheGevπluπtionGofGπtomicGorbitπlG
integrπlsGπndGintegrπlGderivπtivesUGInternationalvJournalvofvQuantumvChemistrySG1989SG[bSGbc[Tbdd 2.1 44

67 yodifiedGrotπtionπllyGπdiπbπticGmodelGforGrotπtionπlGπutoionizπtionGofGdipoleTboundGmoleculπrG
πnionsUGJournalvofvChemicalvPhysicsSG1989SGeXSGbdadTbdba 3.9 40

66 mGunitπryGmulticonfigurπtionπlGcoupledTclusterGmethodfGTheoryGπndGπpplicπtionsUGJournalvofv
ChemicalvPhysicsSG1988SGddSGee[TXWWZ 3.9 132

65
‘ropensityGrulesGforGvibrπtionTrotπtionTinducedGelectronGdetπchmentGofGdiπtomicGπnionsfG
πpplicπtionGtoGπmidogenOXTPGionGUfwdπrwUGimidogenGRGelectronUGThevJournalvofvPhysicalvChemistrySG
1988SGeZSG[WdbT[WeX

16

64 mbGinitioGstudiesGofGtheGstructuresGπndGenergiesGofGtheGtâ��OtZ†PGπndGtâ��OtZ†PZGcomplexesUGJournalv
ofvChemicalvPhysicsSG1987SGdcSGZebaTZeca 3.9 37
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63 yoVllerâ��‘lessetGperturbπtionGtheoryGforGvπnGderGøππlsGcomplexesGboundGbyGelectronGcorrelπtionG
effectsfGsroundGstπtesGofGtheGmrGπndGygGdimersUGJournalvofvChemicalvPhysicsSG1987SGdcSG[abeT[ace 3.9 68

62 TheoreticπlGstudyGofGoZGπndGoâ��ZGfGXGX˛£RgGSGπG[˛ uGSGXGZ˛£RgGSGπndGnGZ˛£RuGpotentiπlsUGJournalvofv
ChemicalvPhysicsSG1987SGdbSGbecZTbedX 3.9 36

61 mbGinitioGelectronicGstructureGofGπnionsUGChemicalvReviewsSG1987SGdcSGa[aTaaa 68.1 317

60
•eplyGtoGâ��â��oommentGonfGâ��Trπnslπtionâ��rotπtionGinvπriπnceGforGzTpπrticleGsystemsfGunternπlG
coordinπtesGπndGseπrchGforGstπtionπryGpointsGinGreducedGspπcesâ��Gâ��â��UGJournalvofvChemicalvPhysicsSG1986SG
d]SG[adXT[adX

3.9 4

59 •esonπnceGstπteGenergiesGπndGlifetimesGviπGπnπlyticGcontinuπtionGofGstπbilizπtionGgrπphsUGJournalvofv
ChemicalvPhysicsSG1986SGd]SG]]bZT]]be 3.9 32

58 mpplicπtionGofGspectrπlGquπntizπtionGtoGmetπstπbleGstπtesGofGoGXmâ��pozUGJournalvofvChemicalvPhysicsSG
1986SGdaSGadZbTad[c 3.9 5

57 TrπnslπtionTrotπtionGinvπriπnceGforGzTpπrticleGsystemsfGunternπlGcoordinπtesGπndGseπrchGforG
stπtionπryGpointsGinGreducedGspπcesUGJournalvofvChemicalvPhysicsSG1985SGd[SG[aWWT[aWb 3.9 10

56 –emiclπssicπlGvibrπtionπlGwπveGfunctionsGforGelectronicπllyGexcitedGpozfGmGhighlyGquπntumG
mechπnicπlGsystemUGJournalvofvChemicalvPhysicsSG1985SGdZSG]XeeT]ZZW 3.9 6

55 mssociπtiveGelectronGdetπchmentfG†â��RtTj†tReâ��UGJournalvofvChemicalvPhysicsSG1985SGd[SG[dddT[de[ 3.9 15

54 TrπnslπtionπlGπndGrotπtionπlGsymmetriesGinGintegrπlGderivπtivesUGJournalvofvChemicalvPhysicsSG1985SG
dZSG]abbT]acb 3.9 17

53 •olesG‘lπyedGbyGyetπstπbleG–tπtesGinGohemistryUGACSvSymposiumvSeriesSG1984SG[TXb 0.4 13

52 pissociπtionGofGvibronicGstπtesGofGoâ��XmkGpozfG’uπntumGtreπtmentUGJournalvofvChemicalvPhysicsSG
1984SGdWSGXcbTXda 3.9 11

51 seometricπlGderivπtivesGofGdipoleGmomentsGπndGpolπrizπbilitiesUGInternationalvJournalvofvQuantumv
ChemistrySG1984SGZaSGXX[aTXXaW 2.1 27

50 ooordinπteGrotπtionGstudiesGofGtâ��SGteâ��SGneâ��SGygâ��GresonπncesfGnπsisGsetGπndGconfigurπtionGlistG
dependenceUGInternationalvJournalvofvQuantumvChemistrySG1983SGZ[SGXcZ[TXc[d 2.1 10

49 mbGinitioGπnπlyticπlGmoleculπrGgrπdientsGπndGtessiπnsUGJournalvofvChemicalvPhysicsSG1983SGceSG[[]T[ac 3.9 145

48 mGmulticonfigurπtionGselfTconsistentTfieldGgroupGfunctionGmethodGforGproblemsGwithGrepeπtingG
potentiπlsUGJournalvofvChemicalvPhysicsSG1983SGceSGbXW]TbXXX 3.9 15

47 •esolventGoperπtorGπpproπchGtoGmπnyTbodyGperturbπtionGtheoryUGuUGolosedGshellsUGJournalvofv
ChemicalvPhysicsSG1982SGcbSGXecZTXecd 3.9 5

46 †nGtheGlowestGsigmπGπndGpiGπnionGstπtesGofGneZGπndGne[UGJournalvofvChemicalvPhysicsSG1982SGccSGaZaWTaZaZ3.9 14

(1982-1987)
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45 •esolventGoperπtorGπpproπchGtoGmπnyTbodyGperturbπtionGtheoryUGuuUG†penGshellsUGJournalvofv
ChemicalvPhysicsSG1982SGcbSGXeceTXee] 3.9 17

44 •esolventGoperπtorGπpproπchGtoGmπnyTbodyGperturbπtionGtheoryUGuuuUGmpplicπtionsUGJournalvofv
ChemicalvPhysicsSG1982SGcbSGXeeaTZWWZ 3.9 8

43 mpplicπtionsGofGmulticonfigurπtionπlGcoupledTclusterGtheoryUGJournalvofvChemicalvPhysicsSG1982SGcbSG]a]dT]aae3.9 102

42 oompπrisonGofGtheGconvergenceGchπrπcteristicsGofGsomeGiterπtiveGwπveGfunctionGoptimizπtionG
methodsUGJournalvofvChemicalvPhysicsSG1982SGcbSGa][Taac 3.9 147

41 oomplexGcoordinπteGrotπtionGcπlculπtionGofGbrπnchingGrπtiosUGInternationalvJournalvofvQuantumv
ChemistrySG1982SGZXSGcZcTc[e 2.1 30

40 ooordinπteGrotπtedGTptrGexcitπtionGenergiesGxiâ��GX–GTjGX‘UGInternationalvJournalvofvQuantumv
ChemistrySG1982SGZZSGZcaTZdd 2.1 4

39 ‘ropensityGrulesGforGvibrπtionTinducedGelectronGdetπchmentGofGπnionsUGJournalvofvthevAmericanv
ChemicalvSocietySG1981SGXW[SG[ecXT[ecb 16.4 115

38 TheGcoupledTclusterGmethodGwithGπGmulticonfigurπtionGreferenceGstπteUGInternationalvJournalvofv
QuantumvChemistrySG1981SGXeSGZWcTZXb 2.1 159

37 TheG–iegertGmethodsGinGresonπnceGscπtteringfG•elπtionGtoGxZGmethodsUGInternationalvJournalvofv
QuantumvChemistrySG1981SGZWSGcceTcdW 2.1 5

36 •esonπnceGstπteGlifetimesGfromGstπbilizπtionGgrπphsUGJournalvofvChemicalvPhysicsSG1981SGcaSGZ]baTZ]bc 3.9 122

35 oommentGonGtheGelectronicGstructureGofGsmπllGberylliumGπndGmπgnesiumGclustersGπndGtheirGπnionsUG
JournalvofvChemicalvPhysicsSG1980SGcZSGZddeTZdeW 3.9 23

34 yonteGoπrloGsimulπtionGofGsmπllGhydrπteGclustersGofGz†â��ZUGJournalvofvChemicalvPhysicsSG1980SGc[SGXdX]TXdZb3.9 25

33 mnπlysisGofGtheGâ��â��chπrgeGresonπnceâ��â��GtrπnsitionGinGπnthrπceneGdimerGπnionUGJournalvofvChemicalv
PhysicsSG1980SGcZSG]ZaT]Zd 3.9 19

32 –houldGoneGuseGcomplexGbπsisGfunctionsGinGcoordinπteGrotπtionGcπlculπtionsGonGmoleculeskUGJournalv
ofvChemicalvPhysicsSG1980SGc[SGeeZTee[ 3.9 2

31 oomplexGcoordinπteGrotπtionGofGtheGelectronGpropπgπtorUGJournalvofvChemicalvPhysicsSG1980SGc[SGZdadTZdbb3.9 68

30 ‘olπrizπtionGsreenNsGfunctionGwithGmulticonfigurπtionGselfTconsistentTfieldGreferenceGstπtesUG
InternationalvJournalvofvQuantumvChemistrySG1979SGXbSGXZWeTXZ[c 2.1 18

29 mnGexperimentπlGπndGtheoreticπlGdeterminπtionGofGtheGelectronGπffinityGofGtheGethynylGrπdicπlSGtoZkUG
JournalvofvChemicalvPhysicsSG1979SGcXSGZWac 3.9 35

28 xineGshπpesGofGchπrgeTtrπnsferGspectrπUGJournalvofvChemicalvPhysicsSG1979SGcWSG]ec]T]edX 3.9 5
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27 qlectronicGspectroscopyGinGcondensedGmediπfGTheGlowestGnTˇ�QGtrπnsitionGofGtheGsolvπtedGnitriteG
πnionUGJournalvofvChemicalvPhysicsSG1979SGcXSGbWTbc 3.9 6

26 pynπmicsGofGmoleculesGinGcontπctGwithGπnGexternπlGmediumGπtGequilibriumUGInternationalvJournalvofv
QuantumvChemistrySG1978SGX[SGaa[TabZ 2.1 9

25 zπtureGofGtheGπutodetπchingGsubGZ‘´‰GthresholdGstπtesGofGtheGπlkπliGπnionsUGInternationalvJournalvofv
QuantumvChemistrySG1978SGX]SG[[[T[[b 2.1 6

24 qxcessGelectronsGinGcondensedGmediπfGTheoryGofGopticπlGπbsorptionGspectrumGinGmoleculπrG
solutionsUGJournalvofvChemicalvPhysicsSG1978SGbdSG]XaT][Z 3.9 35

23 qlectronicGspectrocopyGinGcondensedGmediπfG–pectrπGofGstyreneGπndGcycloToctπtetrπeneGπnionsUG
JournalvofvChemicalvPhysicsSG1978SGbeSGaa[dTaa]] 3.9 3

22 piffusionGofGexcessGelectronsGinGoneTGπndGtwoTcomponentGmoleculπrGsolutionsUGmGtheoreticπlGmodelUG
JournalvofvChemicalvPhysicsSG1978SGbdSGXbeaTXcWW 3.9 1

21 –pectroscopyGofGbinπryGsolutionsUGTheGbenzeneâ��iodineGchπrgeTtrπnsferGspectrumUGJournalvofv
ChemicalvPhysicsSG1978SGbeSGX]WbTX]Xc 3.9 11

20 qlectronicGstructureGofGsmπllGmetπlGclustersUGuuUGmnionsGofGxiZSGxizπSGπndGzπZUGJournalvofvChemicalv
PhysicsSG1978SGbeSGXcddTXcde 3.9 17

19 mGcπlculπtionGofGtheGelectronGdetπchmentGenergyGofGz†Zâ��UGJournalvofvChemicalvPhysicsSG1977SGbbSGZ]ZcTZ][W3.9 34

18 mnGπnπlysisGofGtheGnπturπlGorbitπlGtheoryGofGionizπtionGpotentiπlsUGJournalvofvChemicalvPhysicsSG1977SG
bbSGXWbcTXWbe 3.9 11

17 qxcessGelectronsGinGcondensedGmediπUGmGmodelGforGmigrπtionGinGdiluteGmoleculπrGsolutionsUGJournalv
ofvChemicalvPhysicsSG1977SGbcSG[deT[ed 3.9 14

16 mGsurveyGofGsomeGtheoreticπlGstudiesGofGnegπtiveGionsUGInternationalvJournalvofvQuantumvChemistrySG
1977SGXXSGecXTecd 2.1 4

15 mGzoteGonGpifferencesGnetweenG†perπtorTxevelGπndGrunctionTxevelGqquπtionsGofGyotionUG
InternationalvJournalvofvQuantumvChemistrySG1977SGXZSGZZcTZZe 2.1 7

14 mGcπlculπtionGofGtheGelectronGπffinityGofGtheGlithiumGmoleculeUGJournalvofvChemicalvPhysicsSG1976SGb]SG]a]dT]aaW3.9 28

13 TheGelectronGpropπgπtorGπndGsuperoperπtorGresolventUGJournalvofvChemicalvPhysicsSG1976SGb]SG]a]XT]a][ 3.9 42

12 mnπlysisGofGtheGequπtionTofTmotionGtheoryGofGelectronGπffinitiesGπndGionizπtionGpotentiπlsUGChemicalv
PhysicsSG1976SGX]SGX]aTXad 2.3 24

11 TheoreticπlGstudiesGofGmoleculπrGionsUGuonizπtionGpotentiπlsGofGozâ��GπndGn†â��UGJournalvofvChemicalv
PhysicsSG1976SGb]SG[bXWT[bX] 3.9 46

10 TheoreticπlGstudiesGofGmoleculπrGionsfGneâ��ZUGJournalvofvChemicalvPhysicsSG1976SGbaSGXbWXTXbWZ 3.9 24

(1976-1979)
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9 mGcπlculπtionGofGtheGphotodetπchmentGenergyGofGztZâ��UGJournalvofvChemicalvPhysicsSG1976SGbaSGa[e[Ta[ec 3.9 13

8 ‘erturbπtiveGsolutionGofGequπtionsGofGmotionGforGexcitπtionGπndGionizπtionGprocessesUGJournalvofv
ChemicalvPhysicsSG1976SGb]SGX]X[TX]Xd 3.9 28

7 mGcompleteGtreπtmentGofGtheGelectronGpropπgπtorGthroughGthirdGorderUGJournalvofvChemicalvPhysicsSG
1975SGb[SGa[WZTa[W] 3.9 72

6 TheoreticπlGstudiesGofGmoleculπrGionsUG½erticπlGionizπtionGpotentiπlsGofGhydrogenGfluorideUGJournalvofv
ChemicalvPhysicsSG1974SGbXSGZbcWTZbc] 3.9 39

5 pirectGπnπlyticπlGcπlculπtionGofGfirstTorderGdensityGmπtrixGelementsGthroughGthirdGorderUGJournalvofv
ChemicalvPhysicsSG1973SGaeSGZ][bTZ]]W 3.9 12

4 TheoryGofGelectronGπffinitiesGofGsmπllGmoleculesUGJournalvofvChemicalvPhysicsSG1973SGadSG]deeT]eWc 3.9 245

3 qnergyT–hiftGTheoryGofGxowTxyingGqxcitedGqlectronicG–tπtesGofGyoleculesUGJournalvofvChemicalv
PhysicsSG1972SGacSG[cdcT[ceZ 3.9 52

2 pirectGoπlculπtionGofGrirstTGπndG–econdT†rderGpensityGyπtricesUGTheGtigherG•‘mGyethodUGJournalvofv
ChemicalvPhysicsSG1971SGaaSGXZXdTXZ[W 3.9 72

1 rirstTGπndG–econdT†rderGpensityGyπtricesGofG–ymmetryT‘rojectedG–ingleTpeterminπntG
øπvefunctionsUGJournalvofvChemicalvPhysicsSG1969SGaXSGZebT[WX 3.9 9
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