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205 qompσrisonFofFexplicitlyFcorrelσtedFlocσlFcoupledUclusterFmethodsFwithFvσriousFchoicesFofFvirtuσlF
orbitσlsVFPhysicaliChemistryiChemicaliPhysicsTF2012TF[bTFecg[UdXb 3.6 82

(2012-1989)
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204
TheFtSvrUlrtPvtQSvPrQFreσctionFrevisitedhF”uσsiclσssicσlFtrσjectoryFstudyFonFσnFσbFinitioFpotentiσlF
energyFsurfσceFσndFcompσrisonFwithFmoleculσrFbeσmFexperimentsVFJournaliofiChemicaliPhysicsTF
1995TF[X]TFg]bfUg]d]

3.9 81

203 onσlyticσlFenergyFgrσdientsFforFsecondUorderFmultireferenceFperturbσtionFtheoryFusingFdensityF
fittingVFJournaliofiChemicaliPhysicsTF2013TF[afTF[Xb[Xb 3.9 80

202 qσlculσtionFofFsmoothFpotentiσlFenergyFsurfσcesFusingFlocσlFelectronFcorrelσtionFmethodsVFJournali
ofiChemicaliPhysicsTF2006TF[]cTF[fb[[X 3.9 80

201 TheFqw“T]FmethodhFqouplingFofFmultiUreferenceFconfigurσtionFinterσctionFσndFmultiUreferenceF
perturbσtionFtheoryVFopplicσtionFtoFtheFchromiumFdimerVFMoleculariPhysicsTF2004TF[X]TF]adgU]aeg 1.7 79

200 qhσpterFbF’nFtheF—electionFofFromσinsFσndF’rbitσlF“σirsFinFzocσlFqorrelσtionFTreσtmentsVFAnnuali
ReportsiiniComputationaliChemistryTF2006TF]TFcaUfX 1.8 78

199 occurσteFmultireferenceFconfigurσtionFinterσctionFcσlculσtionsFofFtheFpotentiσlFenergyFfunctionFσndF
theFdissociσtionFenergyFofF‘]VFJournaliofiChemicaliPhysicsTF1991TFgbTF[]dbU[]eX 3.9 78

198 TowσrdFσccurσteFbσrriersFforFenzymσticFreσctionshF”†W††FcσseFstudyFonFpUhydroxybenzoσteF
hydroxylσseVFJournaliofiChemicaliPhysicsTF2008TF[]fTFX]c[Xb 3.9 75

197 occurσteFcσlculσtionFofFσnhσrmonicFvibrσtionσlFfrequenciesFofFmediumFsizedFmoleculesFusingFlocσlF
coupledFclusterFmethodsVFJournaliofiChemicaliPhysicsTF2007TF[]dTF[ab[Xf 3.9 75

196 zocσlFcorrelσtionFmethodsFwithFσFnσturσlFlocσlizedFmoleculσrForbitσlFbσsisVFMoleculariPhysicsTF2007TF
[XcTF]ecaU]ed[ 1.7 75

195 wmpσctFofFlocσlFσndFdensityFfittingFσpproximσtionsFonFhσrmonicFvibrσtionσlFfrequenciesVFJournaliofi
PhysicaliChemistryiATF2006TF[[XTF]XdXUb 2.8 75

194 wntegrσlUdirectFelectronFcorrelσtionFmethodsVFMoleculariPhysicsTF1999TFgdTFe[gUeaa 1.7 73

193 snergeticsFσndFspinUFσndF˛�UdoubletFselectivityFinFtheFinfrσredFmultiphotonFdissociσtionF
v‘aPøFF[oâ��QUl‘]PøF[˛£SgQS‘vPøFa˛£â��TσF[˛�QhFTheoryVFJournaliofiChemicaliPhysicsTF1988TFfgTF[affU[bXX 3.9 72

192 qorrelσtionFregionsFwithinFσFlocσlizedFmoleculσrForbitσlFσpproσchVFJournaliofiChemicaliPhysicsTF2008TF
[]fTF[bb[Xd 3.9 71

191 wmpσctFofFlocσlFσpproximσtionsFonF†“]FvibrσtionσlFfrequenciesVFSpectrochimicaiActaiyiPartiA:i
MoleculariandiBiomoleculariSpectroscopyTF1999TFccTFdbeUdcf 4.4 71

190 TheoreticσlFspinâ��rovibronicF]o[P˛ uQâ��]p[FspectrumFofFtheFv]’STFvr’STFσndFr]’SFcσtionsVFJournali
ofiChemicaliPhysicsTF1993TFgfTFc]]]Uc]ab 3.9 71

189 —pinUorbitFinterσctionFinFheσvyFgroupF[aFσtomsFσndFTlorVFChemicaliPhysicsTF1997TF][eTF[gU]e 2.3 70

188 wntegrσlFtrσnsformσtionFwithFlowUorderFscσlingFforFlσrgeFlocσlFsecondUorderF†ˆ‚llerâ��“lessetF
cσlculσtionsF1998TF[gTF[]b[U[]cb 70

187 obFinitioFstudyFofFtheF’]FbindingFinFdicopperFcomplexesVFTheoreticaliChemistryiAccountsTF2005TF[[bTFaXgUa[e1.9 70
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186 onσlyticσlFenergyFgrσdientsFforFlocσlFcoupledUclusterFmethodsVFPhysicaliChemistryiChemicaliPhysicsTF
2001TFaTFbfcaUbfd] 3.6 70

185
”uσntumFmechσnicσlFσndFquσsiclσssicσlFsimulσtionsFofFmoleculσrFbeσmFexperimentsFforFtheF
tSv]UlvtSvFreσctionFonFtwoFσbFinitioFpotentiσlFenergyFsurfσcesVFJournaliofiChemicaliPhysicsTF1998TF
[XgTFe]]bUe]ae

3.9 70

184 qσlculσtionFofFtheFelectronicFspectrumFforForâ��’vVFJournaliofiChemicaliPhysicsTF1990TFgaTFaadeUaaef 3.9 70

183 sxplicitlyFcorrelσtedFcompositeFthermochemistryFofFtrσnsitionFmetσlFspeciesVFJournaliofiChemicali
PhysicsTF2013TF[agTFXgbaX] 3.9 69

182 TheForbitσlUspecificFvirtuσlFlocσlFtriplesFcorrectionhF’—´UzPTQVFJournaliofiChemicaliPhysicsTF2013TF[afTFXcb[Xg3.9 69

181 TimeUdependentFquσntumFsimulσtionsFofFtv]â��FphotoelectronFspectrσFonFnewFσbFinitioFpotentiσlF
energyFsurfσcesFforFtheFσnionicFσndFtheFneutrσlFspeciesVFChemicaliPhysicsiLettersTF1997TF]fXTFbaXUbaf 2.5 69

180 ”uσntumUmechσnicσlFcσlculσtionFofFtheFthermσlFrσteFconstσntFforFtheFv]SqlUlvSvqlFreσctionVF
ChemicaliPhysicsiLettersTF1999TFa[aTFdbeUdcb 2.5 68

179 oFtheoreticσlFrotσtionσllyFresolvedFinfrσredFspectrumFforFv]’SFPøF]p[QVFJournaliofiChemicaliPhysicsTF
1989TFg[TF]f[fU]faa 3.9 68

178 obFinitioFrelσtivisticFpseudopotentiσlFstudyFofFsmσllFsilverFσndFgoldFsulfideFclustersFP†]—QnTFnk[FσndF
]VFJournaliofiChemicaliPhysicsTF1998TF[XgTFaXgdUa[Xe 3.9 67

177 obFinitioFinvestigσtionFofFtheFboundFrovibrσtionσlFstσtesFinFtheFelectronicFgroundFstσteFofFve‘S]VF
JournaliofiChemicaliPhysicsTF1988TFfgTF][efU][fb 3.9 67

176 obFinitioFcσlculσtionsFofFrσdiσtiveFtrσnsitionFprobσbilitiesFinF—vTF—vSTFσndF—vâ��VFJournaliofiChemicali
PhysicsTF1985TFfaTFbdd[Ubdde 3.9 67

175 obFinitioFcσlculσtionsFofFcoupledFpotentiσlFenergyFsurfσcesFforFtheFqlP]“aW]T]“[W]QFSFv]FreσctionVF
PhysicaliChemistryiChemicaliPhysicsTF2004TFdTFbgec 3.6 66

174 zocσlFcompleteFσctiveFspσceFsecondUorderFperturbσtionFtheoryFusingFpσirFnσturσlForbitσlsF
P“‘’Uqo—“T]QVFJournaliofiChemicaliPhysicsTF2016TF[bcTF[]b[[c 3.9 66

173
sxperimentσlFσndFtheoreticσlFstudiesFofFtheFdfUd[XFinterσctionFbetweenF“dPwwQFσndFouPwQhF
bisPchloro[PphenylthiomethylQdiphenylphosphineΔgoldPwQQUFdichloropσllσdiumPwwQFσndFrelσtedF
systemsVFInorganiciChemistryTF2000TFagTFbefdUg]

5.1 65

172 qommunicσtionhFwmprovedFpσirFσpproximσtionsFinFlocσlFcoupledUclusterFmethodsVFJournaliofi
ChemicaliPhysicsTF2015TF[b]TF[][[X] 3.9 63

171 TheoreticσlFrotσtionσlâ��vibrσtionσlFspectrumFofFv]—VFJournaliofiChemicaliPhysicsTF1989TFgXTFefaUegb 3.9 63

170 TheFeffectFofFlocσlFσpproximσtionsFinFcoupledUclusterFwσveFfunctionsFonFdipoleFmomentsFσndFstσticF
dipoleFpolσrisσbilitiesVFPhysicaliChemistryiChemicaliPhysicsTF2004TFdTF]XcgU]Xdc 3.6 62

169 —cσlσbleFslectronFqorrelσtionF†ethodsVFbVF“σrσllelFsxplicitlyFqorrelσtedFzocσlFqoupledFqlusterFwithF
“σirF‘σturσlF’rbitσlsFP“‘’Uzqq—rUt[]QVFJournaliofiChemicaliTheoryiandiComputationTF2017TF[aTFbfe[Ubfgd6.4 61

(2017-2001)
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168 penchmσrkF—tudiesFforFsxplicitlyFqorrelσtedF“erturbσtionUFσndFqoupledFqlusterFTheoriesVF
jσvσscripthfilterformulσrP´·a´·QVFZeitschriftiFuriPhysikalischeiChemieTF2010TF]]bTFbgaUc[[ 3.1 61

167 TheFphotodissociσtionFofFql’]hF“otentiσlFenergyFsurfσcesFofF’ql’UlqlS’]VFJournaliofiChemicali
PhysicsTF1996TF[XcTFgf]aUgfa] 3.9 61

166 oFfullUqwFstudyFofFtheFenergeticsFofFtheFreσctionFtFSFv]FUlFvtSvVFChemicaliPhysicsiLettersTF1991TF[fcTFcccUcd[2.5 60

165 TheFelectronicFgroundFstσteFofF[tePq’QaFP‘’QΔPUQFhFσFspectroscopicFσndFtheoreticσlFstudyVF
AngewandteiChemieiyiInternationaliEditionTF2014TFcaTF[egXUb 16.4 59

164 pentFvσlenceFexcitedFstσtesFofFq’]VFJournaliofiChemicaliPhysicsTF1992TFgeTFfaf]Ufaff 3.9 59

163 ‘†–FchemicσlFshiftFcσlculσtionsFwithinFlocσlFcorrelσtionFmethodshFtheFuwo’Uz†“]FσpproσchVF
PhysicaliChemistryiChemicaliPhysicsTF2000TF]TF]XfaU]XgX 3.6 58

162 —cσlσbleFslectronFqorrelσtionF†ethodsVF]VF“σrσllelF“‘’Uz†“]Ut[]FwithF‘eσrFzineσrF—cσlingFinFtheF
†oleculσrF—izeVFJournaliofiChemicaliTheoryiandiComputationTF2015TF[[TFc]g[UaXb 6.4 56

161 vighUoccurσcyFqomputσtionFofF–eσctionFpσrriersFinFsnzymesVFAngewandteiChemieTF2006TF[[fTFeX[XUeX[a3.6 56

160 ‘ewFσbFinitioFpotentiσlFenergyFsurfσcesFforFtheFtSFv]FreσctionVFJournaliofiChemicaliPhysicsTF2007TF
[]eTF[ebaX] 3.9 56

159
—cσlσbleFslectronFqorrelσtionF†ethodsVFcVF“σrσllelF“erturbσtiveFTriplesFqorrectionFforFsxplicitlyF
qorrelσtedFzocσlFqoupledFqlusterFwithF“σirF‘σturσlF’rbitσlsVFJournaliofiChemicaliTheoryiandi
ComputationTF2018TF[bTF[gfU][c

6.4 56

158 †q—qtFcσlculσtionFofFtheFdipoleFmomentFfunctionFofFq’VFMoleculariPhysicsTF1981TFbbTF[[[U[]a 1.7 55

157 sfficientFsxplicitlyFqorrelσtedFqoupledUqlusterFopproximσtionsVFChallengesiandiAdvancesiini
ComputationaliChemistryiandiPhysicsTF2010TFceaUd[g 0.7 54

156 rifferentiσlFcrossFsectionsFfromFquσntumFcσlculσtionsFonFcoupledFobFinitioFpotentiσlFenergyF
surfσcesFσndFscσtteringFexperimentsFforFqlP]“QSv]FreσctionsVFPhysicaliReviewiLettersTF2003TFg[TFX[a]X[ 7.4 54

155 sxperimentσlFσndFtheoreticσlFdifferentiσlFcrossFsectionsFforFtheFreσctionsFqlSv]Wr]VFJournaliofi
ChemicaliPhysicsTF2001TF[[bTF[Xdd]U[Xde] 3.9 52

154 ´ibrσtionσlFrelσxσtionFofF‘]FbyFcollisionFwithFveFσtomsVFJournaliofiChemicaliPhysicsTF1986TFfbTFaeffUaege3.9 52

153 obFwnitioF—imulσtionFofF†oleculσrFpeσmFsxperimentsFforFtheFtFSFv]FUlFvtFSFvF–eσctionVFJournaliofi
PhysicaliChemistryiATF1997TF[X[TFdbXaUdb[b 2.8 51

152 “‘’Uqs“oFσndF†q—qtU—qs“FcσlculσtionsFofFtrσnsitionFprobσbilitiesFinF’vTFvtSTFσndFvqlSVFJournaliofi
ChemicaliPhysicsTF1984TFfXTFfa[Ufag 3.9 51

151
 nimoleculσrFdissociσtionFdynσmicsFofFhighlyFvibrσtionσllyFexcitedFrq’PøFF]oQVFwwVFqσlculσtionFofF
resonσnceFenergiesFσndFwidthsFσndFcompσrisonFwithFhighUresolutionFspectroscopicFdσtσVFJournaliofi
ChemicaliPhysicsTF1997TF[XdTFcacgUcaef

3.9 50
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150 †ultireferenceFqwFcσlculσtionsFofFrσdiσtiveFtrσnsitionFprobσbilitiesFbetweenFlowFlyingFquσrtetFstσtesF
ofFtheFq]SFionVFJournaliofiElectroniSpectroscopyiandiRelatediPhenomenaTF1986TFb[TF]fgU]gd 1.7 50

149 oFjointFexperimentσlFσndFtheoreticσlFstudyFofFoF]˛ UløF]˛£SFelectronicFenergyFtrσnsferFinFtheFq‘F
moleculeFinducedFbyFcollisionsFwithFheliumVFJournaliofiChemicaliPhysicsTF1993TFgfTFfcfXUfcg] 3.9 49

148 –oleFofFtunnelingFinFtheFenzymeFglutσmσteFmutσseVFJournaliofiPhysicaliChemistryiBTF2012TF[[dTF[adf]Ug 3.4 48

147 TheoreticσlFinvestigσtionFofFcollisionFinducedFrotσtionσlFσlignmentFinF‘S]â��veVFJournaliofiChemicali
PhysicsTF1990TFgaTFbdfeUbdgf 3.9 48

146 †ultireferenceUqwFcσlculσtionsFofFrσdiσtiveFtrσnsitionFprobσbilitiesFinFqâ��]VFJournaliofiChemicali
PhysicsTF1984TFfXTFcXfcUcXff 3.9 48

145 “otentiσlFenergyFsurfσcesFforFtheFq‘PøF]˛£SToF]˛ QorFsystemFσndFinelσsticFscσtteringFwithinFtheFoF
stσteVFJournaliofiChemicaliPhysicsTF2000TF[[]TFef[Ueg[ 3.9 47

144 ”uσntumFscσtteringFstudiesFofFelectronicσllyFinelσsticFcollisionsFofF‘S]PøF]˛£SgTFoF]˛ uQFwithFveVF
JournaliofiChemicaliPhysicsTF1994TF[XXTF[gcaU[gde 3.9 46

143 obFinitioFcσlculσtionsFofFlowFlyingFstσtesFofFtheFpvSFσndFolvSFionsVFJournaliofiChemicaliPhysicsTF1982
TFeeTFaccgUaceX 3.9 46

142 wmprovedFintermoleculσrFwσterFpotentiσlFfromFglobσlFgeometryFoptimizσtionFofFsmσllFwσterF
clustersFusingFlocσlF†“]VFChemicaliPhysicsTF1998TF]agTFcd[Uce] 2.3 45

141 zocσlFσndFdensityFfittingFσpproximσtionsFwithinFtheFshortUrσngeWlongUrσngeFhybridFschemehF
σpplicσtionFtoFlσrgeFnonUbondedFcomplexesVFPhysicaliChemistryiChemicaliPhysicsTF2008TF[XTFaacaUe 3.6 45

140 TheFaV“wVfFVrσrwVFaV—wu†oVuSFtrσnsitionFinFnitrogenFP‘]]SQVFTheiJournaliofiPhysicaliChemistryTF1991TF
gcTF][]cU][]e 45

139 qommunicσtionhFnonUσdiσbσticFcouplingFσndFresonσncesFinFtheFtFSFv]FreσctionFσtFlowFenergiesVF
JournaliofiChemicaliPhysicsTF2011TF[abTF]a[[X[ 3.9 44

138
”uσsiUqlσssicσlFTrσjectoryF—tudyFofFtheFtFSFr]FVfwdσrwVFrtFSFrF–eσctionFonFσF‘ewFσbFwnitioF“otentiσlF
snergyF—urfσceVFqompσrisonFwithF†oleculσrFpeσmFsxperimentσlF–esultsVFTheiJournaliofiPhysicali
ChemistryTF1994TFgfTF[XddcU[XdeX

44

137 –eσctionFpσthFfollowingFbyFquσdrσticFsteepestFdescentVFTheoreticaliChemistryiAccountsTF1998TF[XXTF][UaX1.9 43

136 retσilsFσndFconsequencesFofFtheFnonσdiσbσticFcouplingFinFtheFqlP]“QFSFv]FreσctionVFFaradayi
DiscussionsTF2004TF[]eTFcgUe] 3.6 43

135 qonvergenceFofFpreitâ��“σuliFspinâ��orbitFmσtrixFelementsFwithFbσsisFsetFsizeFσndFconfigurσtionF
interσctionFspσcehFTheFhσlogenFσtomsFtTFqlTFσndFprVFJournaliofiChemicaliPhysicsTF2000TF[[]TFcd]bUcda] 3.9 43

134 ÃeσklyFboundF‘evtVFJournaliofiChemicaliPhysicsTF1989TFg[TFe[[Ue][ 3.9 43

133 occurσteFthermochemistryFfromFexplicitlyFcorrelσtedFdistinguishσbleFclusterFσpproximσtionVFJournali
ofiChemicaliPhysicsTF2015TF[b]TFXdb[[[ 3.9 42

(2015-1986)
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132 ’nFtheFσssignmentFofFtheFelectronicσllyFexcitedFsingletFstσtesFinFlineσrFq’]VFChemicaliPhysicsi
LettersTF1988TF[bdTF]aXU]ac 2.5 42

131 “σrσllelFσndFzowU’rderF—cσlingFwmplementσtionFofFvσrtreeUtockFsxchσngeF singFzocσlFrensityF
tittingVFJournaliofiChemicaliTheoryiandiComputationTF2016TF[]TFa[]]Uab 6.4 41

130 obFinitioFcσlculσtionsFofFσdiσbσticFσndFdiσbσticFpotentiσlFenergyFsurfσcesFofFqlP]“QmvqlP[˛£SQFvσnFderF
ÃσσlsFcomplexVFJournaliofiChemicaliPhysicsTF2001TF[[cTFaXfcUaXgf 3.9 41

129 –otσtionσllyFinelσsticFσndFboundFstσteFdynσmicsFofFv]U’vPø]˛ QVFMoleculariPhysicsTF1994TFfaTFbXcUb]f 1.7 40

128 —econdUorderF†q—qtFoptimizσtionFrevisitedVFwVFwmprovedFσlgorithmsFforFfσstFσndFrobustF
secondUorderFqo——qtFconvergenceVFJournaliofiChemicaliPhysicsTF2019TF[cXTF[gb[Xd 3.9 39

127 onFσccurσteFpotentiσlFenergyFfunctionFofFtheFv]â��FionFσtFlσrgeFinternucleσrFdistσncesVFChemicali
PhysicsiLettersTF1984TF[[[TF][[U][b 2.5 39

126  nlinkedFclusterFσndFrelσtivisticFcontributionsFtoFtheFbondingFinFqu]VFChemicaliPhysicsiLettersTF1985TF
[[aTFbc[Ubcd 2.5 39

125 obFinitioFcσlculσtionsFofFrσdiσtiveFtrσnsitionFprobσbilitiesFinFtheFø[˛£SFgroundFstσteFofFtheF‘’SFionVF
JournaliofiMoleculariSpectroscopyTF1982TFgdTFad]Uade 1.3 39

124
TheFdynσmicsFofFtheFprototypeFσbstrσctionFreσctionFqlP]“aW]T[W]QFSFv]hFoFcompσrisonFofFcrossedF
moleculσrFbeσmFexperimentsFwithFexσctFquσntumFscσtteringFcσlculσtionsFonFcoupledFσbFinitioF
potentiσlFenergyFsurfσcesVFPhysicaliChemistryiChemicaliPhysicsTF2004TFdTFcXXe

3.6 36

123 qompσrσtiveFcσlculσtionsFforFtheFoUfrσmeFmoleculesF[—P†“vaQ]ΔFP†kquTFogTFouQFσtFlevelsFupFtoF
qq—rPTQVFChemicaliPhysicsiLettersTF2005TFbXcTF[bfU[c] 2.5 36

122 onσlyticσlFenergyFgrσdientsFforFmulticonfigurσtionFselfUconsistentFfieldFwσveFfunctionsFwithFfrozenF
coreForbitσlsVFJournaliofiChemicaliPhysicsTF1991TFgbTFdeXfUde[c 3.9 36

121 obFinitioFcσlculσtionFofFpotentiσlFenergyFsurfσcesFσndFspectroscopicFpropertiesFofFv]—FσndFva—SVF
JournaliofiChemicaliPhysicsTF1986TFfcTFc[XeUc[[d 3.9 36

120 obFinitioFstudyFofFtheFenergeticsFofFtheFspinUσllowedFσndFspinUforbiddenFdecompositionFofFv‘aVF
JournaliofiChemicaliPhysicsTF1990TFgaTFaaXeUaa[f 3.9 35

119 TheFethyleneFrσdicσlFcσtionhFTwistedForFplσnσrmVFChemicaliPhysicsiLettersTF1984TF[[XTFbcgUbda 2.5 35

118 TowσrdsFσccurσteFσbFinitioFcσlculσtionsFonFtheFvibrσtionσlFmodesFofFtheFσlkσlineFeσrthFmetσlF
hydridesVFPhysicaliChemistryiChemicaliPhysicsTF2005TFeTFa[]aUc 3.6 34

117
sxchσngeUcorrelσtionFenergiesFσndFcorrelσtionFholesFforFsomeFtwoUFσndFfourUelectronFσtomsFσlongFσF
nonlineσrFσdiσbσticFconnectionFinFdensityFfunctionσlFtheoryVFInternationaliJournaliofiQuantumi
ChemistryTF2003TFg[TFfbUga

2.1 34

116
wntegrσlFσndFdifferentiσlFstσteUtoUstσteFcrossUsectionsFforFtheFreσctionsFtSr]PvikXTjiQUlrtPvfTjfQSrhFoF
compσrisonFbetweenFthreeUdimensionσlFquσntumFmechσnicσlFσndFexperimentσlFresultsVFJournaliofi
ChemicaliPhysicsTF1996TF[XbTF]ebaU]ebc

3.9 34

115 obFinitioFcσlculσtionsFofFrσdiσtiveFtrσnsitionFprobσbilitiesFinFtheFø[ˇ�SFstσteFofF—i’FσndFtheFøF]ˇ�SσndF
oF]F˛ FstσtesFofF—i’SVFChemicaliPhysicsTF1982TFeaTF[dgU[ef 2.3 34
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114
obFinitioFstudyFofFtheFphotodissociσtionFofFvq’FinFtheFfirstFσbsorptionFbσndhFThreeUdimensionσlF
wσveFpσcketFcσlculσtionsFincludingFtheFøF]omâ��ˆ�]omF–ennerâ��TellerFcouplingVFJournaliofiChemicali
PhysicsTF1997TF[XdTFa[fdUa]Xb

3.9 33

113
oFquσntumFmechσnicσlFσndFquσsiUclσssicσlFtrσjectoryFstudyFofFtheFqlSv]FreσctionFσndFitsFisotopicF
vσriσntshFrependenceFofFtheFintegrσlFcrossFsectionFonFtheFcollisionFenergyFσndFreσgentFrotσtionVF
JournaliofiChemicaliPhysicsTF2001TF[[cTF]XebU]Xf[

3.9 33

112 poundFelectronicFstσtesFofFvqlâ��VFJournaliofiChemicaliPhysicsTF1986TFfcTFe]a]Ue]bX 3.9 33

111 qommunicσtionhF†ultipoleFσpproximσtionsFofFdistσntFpσirFenergiesFinFlocσlFcorrelσtionFmethodsF
withFpσirFnσturσlForbitσlsVFJournaliofiChemicaliPhysicsTF2016TF[bcTF]X[[X[ 3.9 33

110 rerFelektronischeFurundzustσndFvonF[tePq’QaP‘’QΔâ��hFeineFspektroskopischeFundFtheoretischeF
—tudieVFAngewandteiChemieTF2014TF[]dTF[f]XU[f]b 3.6 32

109 TheoreticσlFpotentiσlFenergyFfunctionFσndFrovibronicFspectrumFofFq’S]PøF]˛ gQVFJournaliofiChemicali
PhysicsTF1991TFgbTFfXeXUfXf] 3.9 32

108 obFinitioFcσlculσtionFofFtheFdipoleFmomentFfunctionFofFhydrogenFiodideVFChemicaliPhysicsiLettersTF
1981TFefTFa[[Ua[c 2.5 32

107 –eductiveFhσlfUreσctionFofFσldehydeFoxidoreductσseFtowσrdFσcetσldehydehFobFinitioFσndFfreeFenergyF
quσntumFmechσnicσlWmoleculσrFmechσnicσlFcσlculσtionsVFJournaliofiChemicaliPhysicsTF2010TF[a]TFXac[X[ 3.9 31

106 —hortUrσngeFdensityFfunctionσlsFinFcombinσtionFwithFlocσlFlongUrσngeFσbFinitioFmethodshFopplicσtionF
toFnonUbondedFcomplexesVFChemicaliPhysicsTF2008TFabdTF]ceU]dc 2.3 31

105
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