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k Paper IF Citations

225 sxcitedV·tateHrynamicsHofHaH·ubstitutedHtluoreneHrerivativeWHöheHqentralHRoleHofHvydrogenH
pondingHwnteractionsHwithHtheH·olventWHJournalhofhPhysicalhChemistryhBUH2021UH[]cUH[]]b]V[]]ca 3.4 2

224 wntramolecularHRelaxationHrynamicsH†ediatedHbyH·olventV·oluteHwnteractionsHofH·ubstitutedH
tluoreneHrerivativesWH·oluteH·tructuralHrependenceWHJournalhofhPhysicalhChemistryhBUH2021UH[]cUH[]bfdV[]bgg3.4

223 vighVlevelHcoupledVclusterHenergeticsHbyHmergingHmomentHexpansionsHwithHselectedHconfigurationH
interactionWHJournalhofhChemicalhPhysicsUH2021UH[ccUH[eb[[b 3.9 2

222 vighVlevelHcoupledVclusterHenergeticsHbyH†onteHqarloHsamplingHandHmomentHexpansionshHturtherH
detailsHandHcomparisonsWHJournalhofhChemicalhPhysicsUH2021UH[cbUH[]b[Ya 3.9 6

221 wsHsxternallyHqorrectedHqoupledHqlusterHolwaysHpetterHöhanHtheHønderlyingHöruncatedH
qonfigurationHwnteractionmWHJournalhofhChemicalhTheoryhandhComputationUH2021UH[eUHbYYdVbY]e 6.4 7

220 qontrollingH±uantumHwnterferenceHbetweenH₃irtualHandHripoleHöwoVPhotonH pticalHsxcitationH
PathwaysHøsingHPhaseV·hapedHzaserHPulsesWHJournalhofhPhysicalhChemistryhAUH2021UH[]cUHecabVecbb 2.8 2

219 wnternalHqonversionHbetweenHprightHQ[RHandHrarkHQ]RH·tatesHinHsVVputadieneHandHsVVvexatrieneWH
JournalhofhPhysicalhChemistryhLettersUH2021UH[]UHge]YVge]g 6.4 4

218 ±uantumHcomputationHsolvesHaHhalfVcenturyVoldHenigmahHslusiveHvibrationalHstatesHofHmagnesiumH
dimerHfoundWHSciencehAdvancesUH2020UHdUHeaaybYcf 14.3 5

217 wsoenergeticHtwoVphotonHexcitationHenhancesHsolventVtoVsoluteHexcitedVstateHprotonHtransferWH
JournalhofhChemicalhPhysicsUH2020UH[caUH]]baY[ 3.9 3

216 PhotoluminescenceUHphotophysicsUHandHphotochemistryHofHtheH₃pâ��HdefectHinHhexagonalHboronH
nitrideWHPhysicalhReviewhBUH2020UH[Y]UH 3.3 21

215 öheHuroundH·tateHslectronicHsnergyHofHpenzeneWHJournalhofhPhysicalhChemistryhLettersUH2020UH[[UHfg]]Vfg]g6.4 52

214  ptimizationHofHtheHReaxHforceHfieldHforHtheHlithiumVoxygenHsystemHusingHaHhighHfidelityHchargeH
modelWHJournalhofhChemicalhPhysicsUH2020UH[caUHYfb[Ye 3.9 5

213 ·tericHeffectsHinHlightVinducedHsolventHprotonHabstractionWHPhysicalhChemistryhChemicalhPhysicsUH2020UH
]]UH[gd[aV[gd]] 3.6 4

212 occeleratingHconvergenceHofHequationVofVmotionHcoupledVclusterHcomputationsHusingHtheH
semiVstochasticHqqQPi±RHformalismWHMolecularhPhysicsUH2020UH[[fUHe[f[ecg] 1.7 9

211 RecentHdevelopmentsHinHtheHgeneralHatomicHandHmolecularHelectronicHstructureHsystemWHJournalhofh
ChemicalhPhysicsUH2020UH[c]UH[cb[Y] 3.9 274

210 ProtonHobstractionH†ediatesHwnteractionsHbetweenHtheH·uperHPhotobaseHtRYV·pHandH·urroundingH
olcoholH·olventWHJournalhofhPhysicalhChemistryhBUH2019UH[]aUHfbbfVfbcd 3.4 8

209 occurateHexcitedVstateHenergeticsHbyHaHcombinationHofH†onteHqarloHsamplingHandH
equationVofVmotionHcoupledVclusterHcomputationsWHJournalhofhChemicalhPhysicsUH2019UH[cYUH[[[[Y[ 3.9 24

Piotr Piecuch

2



208 opplicationHofHtheHcoupledVclusterHqqQPi±RHapproachesHtoHtheHmagnesiumHdimerWHMolecularhPhysicsUH
2019UH[[eUH[bfdV[cYd 1.7 7

207 opplicationHofHtheHqqQPi±RHvierarchyHofHqoupledVqlusterH†ethodsHtoHtheHperylliumHrimerWHJournalh
ofhPhysicalhChemistryhAUH2018UH[]]UH[acYV[adf 2.8 25

206 qommunicationhHopproachingHexactHquantumHchemistryHbyHclusterHanalysisHofHfullHconfigurationH
interactionHquantumH†onteHqarloHwaveHfunctionsWHJournalhofhChemicalhPhysicsUH2018UH[bgUH[c[[Y[ 3.9 47

205 temtosecondHrealVtimeHprobingHofHreactionsH††X₃wwhHöheHpredissociationHofHsodiumHiodideHinHtheHoH
YTHstateWHChemicalhPhysicshLettersUH2017UHdfaUH[][V[]e 2.5 4

204
sconomicalHroublyHslectronVottachedHsquationVofV†otionHqoupledVqlusterH†ethodsHwithHanH
octiveV·paceHöreatmentHofHöhreeVParticleV neVvoleHandHtourVParticleVöwoVvoleHsxcitationsWH
JournalhofhPhysicalhChemistryhAUH2017UH[][UHabdgVabfc

2.8 12

203
wntricaciesHofHvanHderH−aalsHwnteractionsHinH·ystemsHwithHslongatedHpondsHRevealedHbyH
slectronVuroupsHsmbeddingHandHvighVzevelHqoupledVqlusterHopproachesWHJournalhofhChemicalh
TheoryhandhComputationUH2017UH[aUHcbYbVcb[g

6.4 12

202 qombiningHactiveVspaceHcoupledVclusterHapproachesHwithHmomentHenergyHcorrectionsHviaHtheH
qqQPi±RHmethodologyhHconnectedHquadrupleHexcitationsWHMolecularhPhysicsUH2017UH[[cUH]fdYV]fg[ 1.7 27

201 qonvergingHvighVzevelHqoupledVqlusterHsnergeticsHbyH†onte´ qarloH·amplingHandH†omentH
sxpansionsWHPhysicalhReviewhLettersUH2017UH[[gUH]]aYYa 7.4 56

200
·ystematicHdesignHofHactiveHspacesHforHmultiVreferenceHcalculationsHofHsingletVtripletHgapsHofHorganicH
diradicalsUHwithHbenchmarksHagainstHdoublyHelectronVattachedHcoupledVclusterHdataWHJournalhofh
ChemicalhPhysicsUH2017UH[beUH[db[]Y

3.9 18

199 qoupledVclusterHinterpretationHofHtheHphotoelectronHspectrumHofHogaHQWRWHJournalhofhChemicalh
PhysicsUH2016UH[bcUHYfbaYd 3.9 3

198 ueometriesUHpindingHsnergiesUHwonizationHPotentialsUHandHslectronHoffinitiesHofH†etalHqlustershH
†gnYUH´–H[UHnHkH[â��eWHJournalhofhPhysicalhChemistryhCUH2016UH[]YUH[a]ecV[a]fd 3.8 27

197 obHinitioHcoupledVclusterHandHmultiVreferenceHconfigurationHinteractionHstudiesHofHtheHlowVlyingH
electronicHstatesHofH[U]UaUbVcyclobutanetetraoneWHMolecularhPhysicsUH2016UH[[bUHdgcVeYf 1.7 2

196 penchmarkingHtheHcompletelyHrenormalisedHequationVofVmotionHcoupledVclusterHapproachesHforH
verticalHexcitationHenergiesWHMolecularhPhysicsUH2015UH[[aUHaYfcVa[]e 1.7 32

195
PerformanceHofHtheHcompletelyHrenormalizedHequationVofVmotionHcoupledVclusterHmethodHinH
calculationsHofHexcitedVstateHpotentialHcutsHofHwaterWHComputationalhandhTheoreticalhChemistryUH2014
UH[YbYV[Yb[UH]YVab

2 8

194
roublyHelectronVattachedHandHdoublyHionisedHequationVofVmotionHcoupledVclusterHmethodsHwithHfullH
andHactiveVspaceHtreatmentsHofHbVparticleâ��]VholeHandHbVholeâ��]VparticleHexcitationshHtheHroleHofH
orbitalHchoicesWHMolecularhPhysicsUH2014UH[[]UHfdfVffc

1.7 19

193 qommunicationhHqoupledVclusterHinterpretationHofHtheHphotoelectronHspectrumHofHouâ��mWHJournalhofh
ChemicalhPhysicsUH2014UH[b[UH[Y[[Y] 3.9 6

192
oerobicHoxidationHofHmethanolHtoHformicHacidHonHoufVhHbenchmarkHanalysisHbasedHonHcompletelyH
renormalizedHcoupledVclusterHandHdensityHfunctionalHtheoryHcalculationsWHJournalhofhPhysicalh
ChemistryhAUH2013UH[[eUH[Yb[dV]e

2.8 17

191 svaluationHofHdensityHfunctionalHmethodsHonHtheHgeometricHandHenergeticHdescriptionsHofHspeciesH
involvedHinHquTVpromotedHcatalysisWHJournalhofhMolecularhModelingUH2013UH[gUHcbceVde 2 6
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190 qommunicationhHreterminingHtheHlowestVenergyHisomerHofHoufhH]rUHorHnotH]rWHJournalhofhChemicalh
PhysicsUH2013UH[agUHYg[[Y[ 3.9 22

189 slectronicHstructureHofHtheH·[HstateHinHmethylcobalaminhHinsightHfromHqo··qtX†qVX±rPö]UH
s †Vqq·rUHandHörVrtöHcalculationsWHJournalhofhComputationalhChemistryUH2013UHabUHgfeV[YYb 3.5 49

188
roublyHelectronVattachedHandHdoublyHionizedHequationVofVmotionHcoupledVclusterHmethodsHwithH
bVparticleV]VholeHandHbVholeV]VparticleHexcitationsHandHtheirHactiveVspaceHextensionsWHJournalhofh
ChemicalhPhysicsUH2013UH[afUH[gb[Y]

3.9 63

187 sxtensionHofHcoupledVclusterHtheoryHwithHaHnoniterativeHtreatmentHofHconnectedHtriplyHexcitedH
clustersHtoHthreeVbodyHvamiltoniansWHPhysicalhReviewhCUH2013UHffUH 2.7 51

186 qommunicationhHexistenceHofHtheHdoublyHexcitedHstateHthatHmediatesHtheHphotoionizationHofH
azuleneWHJournalhofhChemicalhPhysicsUH2013UH[afUH]Y[[Y] 3.9 13

185
retailedHchemicalHkineticHmodelingHofHxPV[YHQexoVtetrahydrodicyclopentadieneRHhighVtemperatureH
oxidationhHsxploringHtheHroleHofHbiradicalHspeciesHinHinitialHdecompositionHstepsWHInternationalhJournalh
ofhChemicalhKineticsUH2012UHbbUH[egV[ga

1.4 38

184
†ergingHoctiveV·paceHandHRenormalizedHqoupledVqlusterH†ethodsHviaHtheHqqQPi±RHtormalismUHwithH
penchmarkHqalculationsHforH·ingletVöripletHuapsHinHpiradicalH·ystemsWHJournalhofhChemicalhTheoryh
andhComputationUH2012UHfUHbgdfVff

6.4 44

183 wncorporatingHaHcompletelyHrenormalizedHcoupledHclusterHapproachHintoHaHcompositeHmethodHforH
thermodynamicHpropertiesHandHreactionHpathsWHJournalhofhChemicalhPhysicsUH2012UH[adUH[bb[Yg 3.9 22

182
qombiningHactiveVspaceHcoupledVclusterHmethodsHwithHmomentHenergyHcorrectionsHviaHtheHqqQPi±RH
methodologyUHwithHbenchmarkHcalculationsHforHbiradicalHtransitionHstatesWHJournalhofhChemicalh
PhysicsUH2012UH[adUH[bb[Yb

3.9 49

181
öheHqobaltV†ethylHpondHrissociationHinH†ethylcobalaminhH–ewHpenchmarkHonalysisHpasedHonH
rensityHtunctionalHöheoryHandHqompletelyHRenormalizedHqoupledVqlusterHqalculationsWHJournalhofh
ChemicalhTheoryhandhComputationUH2012UHfUH[feYVgb

6.4 78

180 ±uantumH·ystemsHinHqhemistryHandHPhysicsWHProgresshinhTheoreticalhChemistryhandhPhysicsUH2012UH 0.6 2

179 odvancesHinHtheHöheoryHofH±uantumH·ystemsHinHqhemistryHandHPhysicsWHProgresshinhTheoreticalh
ChemistryhandhPhysicsUH2012UH 0.6 3

178
·hiftsHinHsxcitationHsnergiesHwnducedHbyHvydrogenHpondinghHoHqomparisonHofHtheHsmbeddingHandH
·upermolecularHöimeVrependentHrensityHtunctionalHöheoryHqalculationsHwithHtheH
squationVofV†otionHqoupledVqlusterHResultsWHProgresshinhTheoreticalhChemistryhandhPhysicsUH2012UH][gV]bf

0.6 7

177
·ymmetryVadaptedVclusterHconfigurationVinteractionHandHequationVofVmotionHcoupledVclusterH
studiesHofHelectronicallyHexcitedHstatesHofHcopperHtetrachlorideHandHcopperHtetrabromideHdianionsWH
ChemicalhPhysicsUH2012UHaggUHgbV[[Y

2.3 7

176 piorthogonalHmomentHexpansionsHinHcoupledVclusterHtheoryhHReviewHofHkeyHconceptsHandHmergingH
theHrenormalizedHandHactiveVspaceHcoupledVclusterHmethodsWHChemicalhPhysicsUH2012UHbY[UH[fYV]Y] 2.3 61

175
ueometriesHandHadiabaticHexcitationHenergiesHofHtheHlowVlyingHvalenceHstatesHofHq–qUHq]–UH–aandH
–q HstudiedHwithHtheHelectronVattachedHandHionizedHequationVofVmotionHcoupledVclusterH
methodologiesWHPhysicahScriptaUH2011UHfbUHY]f[[Y

2.6 9

174 smbeddingHvsH·upermolecularH·trategiesHinHsvaluatingHtheHvydrogenVpondingVwnducedH·hiftsHofH
sxcitationHsnergiesWHJournalhofhChemicalhTheoryhandhComputationUH2011UHeUH[dbeV[ddd 6.4 56

173 riffusionHofHotomicH xygenHonHtheH·iQ[YYRH·urfaceWHJournalhofhPhysicalhChemistryhCUH2010UH[[bUH[]dbgV[]dcf3.8 15
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172
†ultilevelHextensionHofHtheHclusterVinVmoleculeHlocalHcorrelationHmethodologyhHmergingH
coupledVclusterHandH†ˆ‚llerVPlessetHperturbationHtheoriesWHJournalhofhPhysicalhChemistryhAUH2010UH
[[bUHde][Ve

2.8 92

171
wmprovedHdesignHofHorbitalHdomainsHwithinHtheHclusterVinVmoleculeHlocalHcorrelationHframeworkhH
singleVenvironmentHclusterVinVmoleculeHansatzHandHitsHapplicationHtoHlocalHcoupledVclusterHapproachH
withHsinglesHandHdoublesWHJournalhofhPhysicalhChemistryhAUH2010UH[[bUHfdbbVce

2.8 79

170 qomparisonHofHtheHcompletelyHrenormalizedHequationVofVmotionHcoupledVclusterHandH±uantumH
†onteHqarloHresultsHforHtheHlowVlyingHelectronicHstatesHofHmethyleneWHMolecularhPhysicsUH2010UH[YfUH]daaV]dbd1.7 13

169 octiveVspaceHcoupledVclusterHmethodsWHMolecularhPhysicsUH2010UH[YfUH]gfeVaY[c 1.7 68

168 †ethodHofHmomentsHforHtheHcontinuousHtransitionHbetweenHtheHprillouinâ��−ignerVtypeHandH
Rayleighâ��·chrˆ¶dingerVtypeHmultireferenceHcoupledHclusterHtheoriesWHMolecularhPhysicsUH2009UH[YeUH[]YgV[]][1.7 34

167 zocalHqorrelationHqalculationsHøsingH·tandardHandHRenormalizedHqoupledVqlusterH†ethodsH2009UH 9

166 zocalHcorrelationHcalculationsHusingHstandardHandHrenormalizedHcoupledVclusterHapproachesWHJournalh
ofhChemicalhPhysicsUH2009UH[a[UH[[b[Yg 3.9 177

165
zeftVeigenstateHcompletelyHrenormalizedHequationVofVmotionHcoupledVclusterHmethodshHReviewHofH
keyHconceptsUHextensionHtoHexcitedHstatesHofHopenVshellHsystemsUHandHcomparisonHwithH
electronVattachedHandHionizedHapproachesWHInternationalhJournalhofhQuantumhChemistryUH2009UH[YgUHa]dfVaaYb

2.1 97

164 qenterVofVmassHproblemHinHtruncatedHconfigurationHinteractionHandHcoupledVclusterHcalculationsWH
PhysicshLetterswhSectionhB:hNuclearwhElementaryhParticlehandhHighyEnergyhPhysicsUH2009UHdegUHaabVaag 4.2 10

163 odvancesHinHtheHöheoryHofHotomicHandH†olecularH·ystemsWHProgresshinhTheoreticalhChemistryhandh
PhysicsUH2009UH 0.6 3

162 öhermochemicalHkineticsHforHmultireferenceHsystemshHadditionHreactionsHofHozoneWHJournalhofh
PhysicalhChemistryhAUH2009UH[[aUHcefdVgg 2.8 106

161 obHinitioHcoupledVclusterHandHconfigurationHinteractionHcalculationsHforH [dHusingHtheH₃øq †H
interactionWHPhysicalhReviewhCUH2009UHegUH 2.7 12

160 odvancesHinHtheHöheoryHofHotomicHandH†olecularH·ystemsWHProgresshinhTheoreticalhChemistryhandh
PhysicsUH2009UH 0.6 6

159
zowVlyingHvalenceHexcitedHstatesHofHq–qUHq]–UH–aUHandH–q HstudiedHusingHtheHelectronVattachedH
andHionizedHsymmetryVadaptedVclusterHconfigurationVinteractionHandHequationVofVmotionH
coupledVclusterHmethodologiesWHMolecularhPhysicsUH2009UH[YeUHfe[VffY

1.7 15

158 zinearH·calingHzocalHqorrelationHsxtensionsHofHtheH·tandardHandHRenormalizedHqoupledVqlusterH
†ethodsWHProgresshinhTheoreticalhChemistryhandhPhysicsUH2009UH[a[V[gc 0.6 4

157 trontiersHinH±uantumH·ystemsHinHqhemistryHandHPhysicsWHProgresshinhTheoreticalhChemistryhandh
PhysicsUH2008UH 0.6 5

156 ·tereoelectronicHeffectsHonHmolecularHgeometriesHandHstateVenergyHsplittingsHofHligatedH
monocopperHdioxygenHcomplexesWHJournalhofhPhysicalhChemistryhAUH2008UH[[]UHaecbVde 2.8 56

155 preakingHbondsHofHopenVshellHspeciesHwithHtheHrestrictedHopenVshellHsizeHextensiveHleftHeigenstateH
completelyHrenormalizedHcoupledVclusterHmethodWHJournalhofhPhysicalhChemistryhAUH2008UH[[]UH[[feaVfb 2.8 27
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154 sxtrapolatingHpotentialHenergyHsurfacesHbyHscalingHelectronHcorrelationhHisomerizationHofH
bicyclobutaneHtoHbutadieneWHJournalhofhChemicalhPhysicsUH2008UH[]fUH[cb[[d 3.9 21

153
oHcomparativeHassessmentHofHtheHperturbativeHandHrenormalizedHcoupledHclusterHtheoriesHwithHaH
noniterativeHtreatmentHofHtripleHexcitationsHforHthermochemicalHkineticsUHincludingHaHstudyHofHbasisH
setHandHcoreHcorrelationHeffectsWHJournalhofhChemicalhPhysicsUH2008UH[]fUHYbb[Yf

3.9 20

152 qoupledVclusterHandHconfigurationVinteractionHcalculationsHforHoddVoHheavyHnucleiWHPhysicalhReviewh
LettersUH2008UH[Y[UHYc]cY[ 7.4 11

151 opplicationHofHrenormalizedHcoupledVclusterHmethodsHtoHpotentialHfunctionHofHwaterWHTheoreticalh
ChemistryhAccountsUH2008UH[]YUHcgVef 1.9 30

150
piorthogonalHmethodHofHmomentsHofHcoupledVclusterHequationshHolternativeHderivationUHfurtherH
considerationsUHandHapplicationHtoHaHmodelHmagneticHsystemWHInternationalhJournalhofhQuantumh
ChemistryUH2008UH[YfUH][]fV][bg

2.1 11

149  nHtheHsignificanceHofHquadruplyHexcitedHclustersHinHcoupledVclusterHcalculationsHforHtheHlowVlyingH
statesHofHp–HandHq]WHChemicalhPhysicshLettersUH2008UHbd[UHa][Va]d 2.5 25

148
oHcomparisonHofHsingleVreferenceHcoupledVclusterHandHmultiVreferenceHconfigurationHinteractionH
methodsHforHrepresentativeHcutsHofHtheHpotentialHenergyHsurfaceWHComputationalhandhTheoreticalh
ChemistryUH2008UHfcgUH]]V]g

14

147
sxtensionHofHtheHrenormalizedHcoupledVclusterHmethodsHexploitingHleftHeigenstatesHofHtheH
similarityVtransformedHhamiltonianHtoHopenVshellHsystemshHaHbenchmarkHstudyWHJournalhofhPhysicalh
ChemistryhAUH2007UH[[[UH[[acgVf]

2.8 160

146 qoupledVclusterHandHconfigurationVinteractionHcalculationsHforHheavyHnucleiWHPhysicalhReviewhLettersUH
2007UHgfUH[[]cY[ 7.4 27

145 qoupledVclusterHtheoryHforHthreeVbodyHvamiltoniansWHPhysicalhReviewhCUH2007UHedUH 2.7 129

144
octiveVspaceHsymmetryVadaptedVclusterHconfigurationVinteractionHandHequationVofVmotionH
coupledVclusterHmethodsHforHhighHaccuracyHcalculationsHofHpotentialHenergyHsurfacesHofHradicalsWH
JournalhofhChemicalhPhysicsUH2007UH[]dUH[db[[[

3.9 44

143 preakingHbondsHwithHtheHleftHeigenstateHcompletelyHrenormalizedHcoupledVclusterHmethodWHJournalh
ofhChemicalhPhysicsUH2007UH[]eUH[eb[Yd 3.9 59

142 –ewHolternativesHforHoccurateHslectronicH·tructureHqalculationsHofHPotentialHsnergyH·urfacesH
wnvolvingHpondHpreakingWHACShSymposiumhSeriesUH2007UHaeVea 0.4 7

141
qomputationalHinvestigationHofHtheHconrotatoryHandHdisrotatoryHisomerizationHchannelsHofH
bicycloπ[W[WY]butaneHtoHbutaV[UaVdienehHaHcompletelyHrenormalizedHcoupledVclusterHstudyWHJournalhofh
PhysicalhChemistryhAUH2007UH[[[UHeabVb]

2.8 46

140 RenormalizedHcoupledVclusterHmethodshHöheoreticalHfoundationsHandHapplicationHtoHtheHpotentialH
functionHofHwaterWHProgresshinhTheoreticalhChemistryhandhPhysicsUH2007UHdaV[][ 0.6 14

139 öwoHnewHclassesHofHnonViterativeHcoupledVclusterHmethodsHderivedHfromHtheHmethodHofHmomentsHofH
coupledVclusterHequationsWHMolecularhPhysicsUH2006UH[YbUH][bgV][e] 1.7 101

138 qoupledVclusterHcalculationsHforHvalenceHsystemsHaroundH [dWHPhysicalhReviewhCUH2006UHebUH 2.7 61

137 – –wösRoöw₃sHq øPzsrVqzø·ösRH†söv r·Ht RHsXqwösrHszsqöR –wqH·öoös·H2006UHbcV[Yd 5
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136 q øPzsrVqzø·ösRHövs RYHt RH–øqzswWHInternationalhJournalhofhModernhPhysicshBUH2006UH]YUHcaafVcabc1.1 4

135 öheoreticalHcharacterizationHofHendVonHandHsideVonHperoxideHcoordinationHinHligatedHqu] ]HmodelsWH
JournalhofhPhysicalhChemistryhAUH2006UH[[YUH[[cceVdf 2.8 72

134 sxperimentalHandHtheoreticalHø₃HcharacterizationsHofHacetylacetoneHandHitsHisomersWHJournalhofh
PhysicalhChemistryhAUH2006UH[[YUHag]YVd 2.8 50

133 wsHtheHmechanismHofHtheHπ]T]]HcycloadditionHofHcyclopentyneHtoHethyleneHconcertedHorHbiradicalmHoH
completelyHrenormalizedHcoupledHclusterHstudyWHJournalhofhPhysicalhChemistryhAUH2006UH[[YUHadeVef 2.8 36

132 öheoreticalHmodelsHonHtheHqu] ]HtortureHtrackhHmechanisticHimplicationsHforHoxytyrosinaseHandH
smallVmoleculeHanaloguesWHJournalhofhPhysicalhChemistryhAUH2006UH[[YUH[gg[V]YYb 2.8 157

131
öheHøsefulnessHofHsxponentialH−aveHtunctionHsxpansionsHsmployingH neVHandHöwoVpodyHqlusterH
 peratorsHinHslectronicH·tructureHöheoryhHöheHsxtendedHandHueneralizedHqoupledVqlusterH†ethodsWH
AdvanceshinhQuantumhChemistryUH2006UHc[UH[Vce

1.4 40

130 sfficientHformulationHandHcomputerHimplementationHofHtheHactiveVspaceHelectronVattachedHandH
ionizedHequationVofVmotionHcoupledVclusterHmethodsWHJournalhofhChemicalhPhysicsUH2006UH[]cUH]ab[Ye 3.9 87

129 outomatedHderivationHandHparallelHcomputerHimplementationHofHrenormalizedHandHactiveVspaceH
coupledVclusterHmethodsWHInternationalhJournalhofhQuantumhChemistryUH2006UH[YdUHegVge 2.1 51

128
sxtensionHofHtheHactiveVspaceHequationVofVmotionHcoupledVclusterHmethodsHtoHradicalHsystemshHöheH
soVs †qq·rtHandHwPVs †qq·rtHapproachesWHInternationalhJournalhofhQuantumhChemistryUH2006UH
[YdUH]fcbV]feb

2.1 27

127 ·ingleVreferenceUHsizeVextensiveUHnonViterativeHcoupledVclusterHapproachesHtoHbondHbreakingHandH
biradicalsWHChemicalhPhysicshLettersUH2006UHb[fUHbdeVbeb 2.5 171

126 sxtrapolatingHpotentialHenergyHsurfacesHbyHscalingHelectronHcorrelationHatHaHsingleHgeometryWH
ChemicalhPhysicshLettersUH2006UHbaYUHbbfVbca 2.5 31

125 –onViterativeHcoupledVclusterHmethodsHemployingHmultiVreferenceHperturbationHtheoryHwaveH
functionsWHComputationalhandhTheoreticalhChemistryUH2006UHee[UHfgV[Yb 21

124
wntriguingHaccuraciesHofHtheHexponentialHwaveHfunctionHexpansionsHexploitingHfiniteHtwoVbodyH
correlationHoperatorsHinHcalculationsHforHmanyVelectronHsystemsWHComputationalhandhTheoreticalh
ChemistryUH2006UHedfUHaV[d

5

123 RenormalizedHcoupledVclusterHmethodsHexploitingHleftHeigenstatesHofHtheHsimilarityVtransformedH
vamiltonianWHJournalhofhChemicalhPhysicsUH2005UH[]aUH]]b[Yc 3.9 364

122 octiveVspaceHcoupledVclusterHstudyHofHelectronicHstatesHofHpeaWHJournalhofhChemicalhPhysicsUH2005UH
[]aUHYeba[g 3.9 58

121
palancingHdynamicHandHnondynamicHcorrelationHforHdiradicalHandHaromaticHtransitionHstateshHaH
renormalizedHcoupledVclusterHstudyHofHtheHcopeHrearrangementHofH[UcVhexadieneWHJournalhofhtheh
AmericanhChemicalhSocietyUH2005UH[]eUH]dYfV[b

16.4 54

120 –onViterativeHcorrectionsHtoHextendedHcoupledVclusterHenergiesHemployingHtheHgeneralizedHmethodH
ofHmomentsHofHcoupledVclusterHequationsWHMolecularhPhysicsUH2005UH[YaUH][g[V]][a 1.7 46

119 obVinitioHcoupledVclusterHstudyHofH[d WHPhysicalhReviewhLettersUH2005UHgbUH][]cY[ 7.4 90

(2005-2006)
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118
qanHaHsingleVreferenceHapproachHprovideHaHbalancedHdescriptionHofHgroundHandHexcitedHstatesmHoH
comparisonHofHtheHcompletelyHrenormalizedHequationVofVmotionHcoupledVclusterHmethodHwithH
multireferenceHquasidegenerateHperturbationHtheoryHnearHaHconicalHintersectionHandHalongHaH
photodissociationHcoordinateHinHammoniaWHJournalhofhPhysicalhChemistryhAUH2005UH[YgUH[[dbaVd

2.8 17

117 −hereHdoesHtheHplanarVtoVnonplanarHturnoverHoccurHinHsmallHgoldHclustersmWHJournalhofhthehAmericanh
ChemicalhSocietyUH2005UH[]eUH[YbgVc] 16.4 198

116 sxtensiveHgeneralizationHofHrenormalizedHcoupledVclusterHmethodsWHJournalhofhChemicalhPhysicsUH
2005UH[]]UHYeb[Ye 3.9 94

115 –uclearH·tructureHqalculationsHwithHqoupledHqlusterH†ethodsHfromH±uantumHqhemistryWHNuclearh
PhysicshAUH2005UHec]UH]ggVaYf 1.3 16

114 obHinitioHcoupledHclusterHcalculationsHforHnucleiHusingHmethodsHofHquantumHchemistryWHEuropeanh
PhysicalhJournalhAUH2005UH]cUHbfcVbff 2.5 3

113 pridgingHquantumHchemistryHandHnuclearHstructureHtheoryhHqoupledVclusterHcalculationsHforHclosedVH
andHopenVshellHnucleiWHAIPhConferencehProceedingsUH2005UH 0 2

112 sxtensionHofHrenormalizedHcoupledVclusterHmethodsHincludingHtripleHexcitationsHtoHexcitedH
electronicHstatesHofHopenVshellHmoleculesWHJournalhofhChemicalhPhysicsUH2005UH[]]UH][b[Ye 3.9 109

111
öheHX[·igmagTUHp[reltagUHandHpPH[·igmagTHstatesHofHq]hHaHcomparisonHofHrenormalizedH
coupledVclusterHandHmultireferenceHmethodsHwithHfullHconfigurationHinteractionHbenchmarksWH
JournalhofhChemicalhPhysicsUH2005UH[]]UH[]b[Yb

3.9 92

110 octiveVspaceHequationVofVmotionHcoupledVclusterHmethodsHforHexcitedHstatesHofHradicalsHandHotherH
openVshellHsystemshHsoVs †qq·rtHandHwPVs †qq·rtWHJournalhofhChemicalhPhysicsUH2005UH[]aUH[ab[[a 3.9 95

109 qomparisonHofHlowVorderHmultireferenceHmanyVbodyHperturbationHtheoriesWHJournalhofhChemicalh
PhysicsUH2005UH[]]UH[ab[Yc 3.9 58

108 qoupledVclusterHcalculationsHforHgroundHandHexcitedHstatesHofHclosedVHandHopenVshellHnucleiHusingH
methodsHofHquantumHchemistryWHJournalhofhPhysicshG:hNuclearhandhParticlehPhysicsUH2005UHa[UH·[]g[V·[]gg2.9 8

107 obHinitioHcoupledHclusterHcalculationsHforHnucleiHusingHmethodsHofHquantumHchemistryH2005UHbfcVbff

106
†ethodHofHmomentsHofHcoupledVclusterHequationshHaHnewHformalismHforHdesigningHaccurateH
electronicHstructureHmethodsHforHgroundHandHexcitedHstatesWHTheoreticalhChemistryhAccountsUH2004UH
[[]UHabgVaga

1.9 174

105 –ewHclassesHofHnonViterativeHenergyHcorrectionsHtoHmultiVreferenceHcoupledVclusterHenergiesWH
MolecularhPhysicsUH2004UH[Y]UH]b]cV]bbg 1.7 54

104 öheHslectronicH·tructureHandH₃ibrationalH·pectrumHoftransVv–  â� WHJournalhofhPhysicalhChemistryhAUH
2004UH[YfUH]fgaV]gYa 2.8 40

103 RenormalizedHqoupledVqlusterHqalculationsHofHReactiveHPotentialHsnergyH·urfaceshHHöheHpetvH
·ystemâ� WHJournalhofhPhysicalhChemistryhAUH2004UH[YfUHffefVffga 2.8 29

102 qombinedHcoupledVclusterHandHmanyVbodyHperturbationHtheoriesWHJournalhofhChemicalhPhysicsUH2004UH
[][UH[][geV]Ye 3.9 156

101 –ewHcoupledVclusterHmethodsHwithHsinglesUHdoublesUHandHnoniterativeHtriplesHforHhighHaccuracyH
calculationsHofHexcitedHelectronicHstatesWHJournalhofhChemicalhPhysicsUH2004UH[]YUH[e[cVaf 3.9 282
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100 qoupledHclusterHcalculationsHofHgroundHandHexcitedHstatesHofHnucleiWHPhysicalhReviewhLettersUH2004UH
g]UH[a]cY[ 7.4 109

99 sxactnessHofHtwoVbodyHclusterHexpansionsHinHmanyVbodyHquantumHtheoryWHPhysicalhReviewhLettersUH
2003UHgYUH[[aYY[ 7.4 36

98 †ethodHofHmomentsHofHcoupledVclusterHequationshHöheHquasivariationalHandHquadraticH
approximationsWHJournalhofhChemicalhPhysicsUH2003UH[[gUH]gc[V]gd] 3.9 28

97 –ewHolternativesHforHslectronicH·tructureHqalculationshHRenormalizedUHsxtendedUHandHueneralizedH
qoupledVqlusterHöheoriesWHProgresshinhTheoreticalhChemistryhandhPhysicsUH2003UH[[gV]Yd 0.6 31

96 †ethodHofH†omentsHofHqoupledVqlusterHsquationshHsxternallyHqorrectedHopproachesHsmployingH
qonfigurationHwnteractionH−aveHtunctionsWHInternationalhJournalhofhMolecularhSciencesUH2002UHaUHbecVbge 6.3 26

95 öheH·tateVøniversalH†ultiVReferenceHqoupledVqlusterHöheoryhHonH verviewHofH·omeHRecentH
odvancesWHInternationalhJournalhofhMolecularhSciencesUH2002UHaUHdedVeYg 6.3 49

94
poundHandHquasiVboundHstatesHofHtheHzimtvHvanHderH−aalsHmoleculehHöheHeffectsHofHtheHpotentialH
energyHsurfaceHandHofHtheHbasisHsetHsuperpositionHerrorWHComputationalhandhTheoreticalhChemistryUH
2002UHcg[UH[c[V[eb

10

93 sfficientHcomputerHimplementationHofHtheHrenormalizedHcoupledVclusterHmethodshHöheHRVqq·rπö]UH
RVqq·rQöRUHqRVqq·rπö]UHandHqRVqq·rQöRHapproachesWHComputerhPhysicshCommunicationsUH2002UH[bgUHe[Vgd4.2 420

92
RenormalizedHcoupledVclusterHcalculationsHofHreactiveHpotentialHenergyHsurfaceshHoHcomparisonHofH
theHqq·rQöRUHrenormalizedHqq·rQöRUHandHfullHconfigurationHinteractionHresultsHforHtheHcollinearHpetvH
systemWHJournalhofhChemicalhPhysicsUH2002UH[[eUHad[eVad]b

3.9 34

91 qoupledHquasidiabaticHpotentialHenergyHsurfacesHforHzitvWHJournalhofhChemicalhPhysicsUH2002UH[[dUHfaca 3.9 40

90 RecentHadvancesHinHelectronicHstructureHtheoryhH†ethodHofHmomentsHofHcoupledVclusterHequationsH
andHrenormalizedHcoupledVclusterHapproachesWHInternationalhReviewshinhPhysicalhChemistryUH2002UH][UHc]eVdcc7 235

89 †ethodHofH†omentsHofHqoupledVqlusterHsquationshHoH–ewHöheoreticalHtrameworkHforHresigningH
JplackVpoxJHopproachesHforH†olecularHPotentialHsnergyH·urfacesWHACShSymposiumhSeriesUH2002UHa[Vdb 0.4 25

88
sxtensionHofHtheHmethodHofHmomentsHofHcoupledVclusterHequationsHtoHexcitedHstateshHöheHtriplesH
andHquadruplesHcorrectionsHtoHtheHequationVofVmotionHcoupledVclusterHsinglesHandHdoublesH
energiesWHJournalhofhChemicalhPhysicsUH2002UH[[dUHeb[[Veb]a

3.9 78

87 qanH– ]THexistHinHbentHorHcyclicHformsmWHChemicalhPhysicshLettersUH2001UHaabUHaf[Vafd 2.5 3

86 öheHstateVuniversalHmultiVreferenceHcoupledVclusterHtheoryHwithHperturbativeHdescriptionHofH
coreâ��virtualHexcitationsWHChemicalhPhysicshLettersUH2001UHaabUHfgVgf 2.5 40

85 oHcomparisonHofHtheHrenormalizedHandHactiveVspaceHcoupledVclusterHmethodshHPotentialHenergyH
curvesHofHpvHandHt]WHChemicalhPhysicshLettersUH2001UHabbUH[dcV[ec 2.5 133

84 sxcitedVstateHpotentialHenergyHcurvesHofHqvThHaHcomparisonHofHtheHs †qq·rtHandHfullHs †qq·röH
resultsWHChemicalhPhysicshLettersUH2001UHabeUH]aeV]bd 2.5 111

83 öheHactiveVspaceHequationVofVmotionHcoupledVclusterHmethodsHforHexcitedHelectronicHstateshHtullH
s †qq·rtWHJournalhofhChemicalhPhysicsUH2001UH[[cUHdbaVdc[ 3.9 239

(2001-2004)

9



82 qanHordinaryHsingleVreferenceHcoupledVclusterHmethodsHdescribeHtheHpotentialHenergyHcurveHofH–]mH
öheHrenormalizedHqq·röQ±RHstudyWHChemicalhPhysicshLettersUH2001UHabbUH[edV[fb 2.5 95

81 sxtensionHofHtheHmethodHofHmomentsHofHcoupledVclusterHequationsHtoHaHmultireferenceHwaveH
operatorHformalismWHComputationalhandhTheoreticalhChemistryUH2001UHcbeUH[g[V]Yf 80

80
qanHordinaryHsingleVreferenceHcoupledVclusterHmethodsHdescribeHpotentialHenergyHsurfacesHwithH
nearlyHspectroscopicHaccuracymHöheHrenormalizedHcoupledVclusterHstudyHofHtheHvibrationalHspectrumH
ofHvtWHJournalhofhChemicalhPhysicsUH2001UH[[cUHcegdVcfYb

3.9 53

79
–ewHtypeHofHnoniterativeHenergyHcorrectionsHforHexcitedHelectronicHstateshHsxtensionHofHtheHmethodH
ofHmomentsHofHcoupledVclusterHequationsHtoHtheHequationVofVmotionHcoupledVclusterHformalismWH
JournalhofhChemicalhPhysicsUH2001UH[[cUH]gddV]gef

3.9 102

78 PhotodissociationHofHzitvHandH–atvHvanHderH−aalsHcomplexeshHoHsemiclassicalHtrajectoryHstudyWH
JournalhofhChemicalhPhysicsUH2001UH[[cUHegbcVegc] 3.9 39

77 qompleteHsetHofHsolutionsHofHtheHgeneralizedHplochHequationWHInternationalhJournalhofhQuantumh
ChemistryUH2000UHfYUHeceVef[ 2.1 37

76 poundHandHquasiVboundHstatesHofHtheHzimtvHvanHderH−aalsHmoleculeWHInternationalhJournalhofh
QuantumhChemistryUH2000UHfYUHg[dVgaa 2.1 13

75 zifetimesHandHdissociationHpathwaysHofHtheHquasiVboundHstatesHofHtheH–amtvHvanHderH−aalsH
moleculeWHJournalhofhMolecularhStructureUH2000UHcccUHbaVdY 3.4 5

74 ParallelizationHofHmultiVreferenceHcoupledVclusterHmethodWHParallelhComputingUH2000UH]dUHg[aVgba 1 28

73 wnH·earchHofHtheHRelationshipHbetweenH†ultipleH·olutionsHqharacterizingHqoupledVqlusterHöheoriesWH
ComputationalhChemistryhyhReviewshofhCurrenthTrendsUH2000UH[V[Yb 60

72 qompleteHsetHofHsolutionsHofHmultireferenceHcoupledVclusterHequationshHöheHstateVuniversalH
formalismWHPhysicalhReviewhAUH2000UHd[UH 2.6 82

71 RenormalizedHqq·rQöRHandHqq·rQö±RHapproacheshHrissociationHofHtheH–]HtripleHbondWHJournalhofh
ChemicalhPhysicsUH2000UH[[aUHcdbbVcdc] 3.9 193

70 poundHandHquasiboundHstatesHofHtheH–amtvHvanHderH−aalsHmoleculeWHJournalhofhChemicalhPhysicsUH
2000UH[[]UH[fgV]Y] 3.9 19

69 oHueneralHReactionHPathHrualVzevelHrirectHrynamicsHqalculationHofHtheHReactionHofHvydroxylH
RadicalHwithHrimethylH·ulfideWHJournalhofhPhysicalhChemistryhAUH2000UH[YbUHfeegVfefd 2.8 17

68 öheHmethodHofHmomentsHofHcoupledVclusterHequationsHandHtheHrenormalizedHqq·rπö]UHqq·rQöRUH
qq·rQö±RUHandHqq·röQ±RHapproachesWHJournalhofhChemicalhPhysicsUH2000UH[[aUH[fVac 3.9 361

67 öheHactiveVspaceHequationVofVmotionHcoupledVclusterHmethodsHforHexcitedHelectronicHstateshHöheH
s †qq·rtHapproachWHJournalhofhChemicalhPhysicsUH2000UH[[aUHfbgYVfcY] 3.9 133

66 rynamicsHofHharpooningHstudiedHbyHtransitionHstateHspectroscopyWHwwWHzimmtvWHJournalhofhChemicalh
PhysicsUH2000UH[[aUHgfgeVggYY 3.9 28

65 ParallelizationHofHaHlegacyHresearchHprogramHusingH pen†PWHACMhSIGPLANhFortranhForumUH2000UH[gUH[dV]a0.6
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64 poundHandHquasiVboundHstatesHofHtheHzimtvHvanHderH−aalsHmoleculeH2000UHfYUHg[d 1

63 qompleteHsetHofHsolutionsHofHtheHgeneralizedHplochHequationH2000UHfYUHece 1

62 qoupledVclusterHmethodsHwithHinternalHandHsemiVinternalHtriplyHandHquadruplyHexcitedHclustershH
qq·rtHandHqq·rtqHapproachesWHJournalhofhChemicalhPhysicsUH1999UH[[YUHd[YaVd[]] 3.9 219

61 wnfraredHabsorptionHlineHstrengthsHofHtheH–amtvHvanHderH−aalsHmoleculeWHJournalhofhChemicalhPhysics
UH1999UH[[YUHcdabVcdaf 3.9 8

60 s †XqqhHoH–ewHqoupledVqlusterH†ethodHforHslectronicHsxcitedH·tatesWHAdvanceshinhQuantumh
ChemistryUH1999UHabUH]gcVafY 1.4 99

59 qoupledVclusterHmethodsHwithHinternalHandHsemiVinternalHtriplyHexcitedHclustershH₃ibrationalH
spectrumHofHtheHvtHmoleculeWHJournalhofhChemicalhPhysicsUH1999UH[[[UHddegVddg] 3.9 84

58 ₃ibrationalHdependenceHofHtheHdipoleHmomentHandHradiativeHtransitionHprobabilitiesHinHtheHX[·igmaH
THstateHofHvthHaHlinearVresponseHcoupledVclusterHstudyWHMolecularhPhysicsUH1998UHgbUHccVdb 1.7 10

57 PotentialHenergyHsurfacesHofH–atvWHJournalhofhChemicalhPhysicsUH1998UH[YfUHcabgVcaee 3.9 50

56
öheHphotoabsorptionHspectrumHofH–amtvHvanHderH−aalsHmoleculehHqomparisonHofHtheoryHandH
experimentHforHaHharpooningHreactionHstudiedHbyHtransitionHstateHspectroscopyWHJournalhofhChemicalh
PhysicsUH1998UH[YfUHcaefVcagY

3.9 37

55 öheHstateVselectiveHcoupledHclusterHmethodHforHquasiVdegenerateHelectronicHstatesWHMolecularh
PhysicsUH1998UHgbUH]]cV]ab 1.7 53

54 ₃ibrationalHdependenceHofHtheHdipoleHmomentHandHradiativeHtransitionHprobabilitiesHinHtheHX[˛£TH
stateHofHvthHaHlinearVresponseHcoupledVclusterHstudyWHMolecularhPhysicsUH1998UHgbUHccVdb 1.7 12

53 rynamicsHofHharpooningHstudiedHbyHtransitionHstateHspectroscopyH–a´•´•´•tvWHFaradayhDiscussionsUH1997
UH[YfUHb[[Vb]c 3.6 31

52 öheHconvergenceHofHenergyHexpansionsHforHmoleculesHinHelectrostaticHfieldshHoHlinearVresponseH
coupledVclusterHstudyWHJournalhofhMathematicalhChemistryUH1997UH][UHc[VeY 2.1 13

51 PotentialHenergyHcurvesHforHtheHvtâ��HandHqvatâ��HanionshHaHcoupledHclusterHstudyWHJournalhofhMolecularh
StructureUH1997UHbadVbaeUHcYaVcad 3.4 21

50 †olecularHquadrupoleHmomentHfunctionsHofHvtHandH–]WHwWHobHinitioHlinearVresponseHcoupledVclusterH
resultsWHJournalhofhChemicalhPhysicsUH1996UH[YbUHbdggVbe[c 3.9 74

49 †olecularHquadrupoleHmomentHfunctionsHofHvtHandH–]WHwwWHRovibrationalHeffectsWHJournalhofhChemicalh
PhysicsUH1996UH[YbUHbe[dVbe]e 3.9 19

48 ·tateVselectiveHmultireferenceHcoupledVclusterHtheoryhHwnHpursuitHofHpropertyHcalculationWHJournalhofh
ChemicalhPhysicsUH1996UH[YbUHdcf]Vdcfg 3.9 54

47 †olecularHquadrupoleHmomentHfunctionHofHammoniaWHJournalhofhChemicalhPhysicsUH1996UH[YcUH[[YdfV[[Yeb3.9 16

(1996-2000)
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46  rthogonallyHspinVadaptedHsingleVreferenceHcoupledVclusterHformalismhHzinearHresponseHcalculationH
ofHhigherVorderHstaticHpropertiesWHJournalhofhChemicalhPhysicsUH1996UH[YbUHfcddVfcfc 3.9 47

45
opproximateHaccountHofHconnectedHquadruplyHexcitedHclustersHinHsingleVreferenceHcoupledVclusterH
theoryHviaHclusterHanalysisHofHtheHprojectedHunrestrictedHvartreeVtockHwaveHfunctionWHPhysicalh
ReviewhAUH1996UHcbUH[][YV[]b[

2.6 108

44
qoupledVqlusterHapproachesHwithHanHapproximateHaccountHofHtriplyHandHquadruplyHexcitedHclustershH
wmplementationHofHtheHorthogonallyHspinVadaptedHqqrHTH·öQqqrRUHqq·rHTHöQqq·rRUHandHoqP±HTH
·öQoqP±RHformalismsWHInternationalhJournalhofhQuantumhChemistryUH1995UHccUH[aaV[bd

2.1 44

43  rthogonallyHspinVadaptedHsingleVreferenceHcoupledVclusterHformalismhHzinearHresponseHcalculationH
ofHstaticHpropertiesWHJournalhofhChemicalhPhysicsUH1995UH[Y]UHdc[[Vdc]b 3.9 51

42
wmprovedHcomputationalHstrategyHforHtheHstateVselectiveHcoupledVclusterHtheoryHwithHsemiVinternalH
triexcitedHclustershHPotentialHenergyHsurfaceHofHtheHvtHmoleculeWHJournalhofhChemicalhPhysicsUH1995UH
[YaUHgaa[Vgabd

3.9 93

41 PropertyHsvaluationHøsingHtheHöwoVReferenceH·tateVøniversalHqoupledVqlusterH†ethodWHThehJournalh
ofhPhysicalhChemistryUH1995UHggUH[cacbV[cadf 38

40 preakingHbondsHwithHtheHstateVselectiveHmultireferenceHcoupledVclusterHmethodHemployingHtheH
singleVreferenceHformalismWHJournalhofhChemicalhPhysicsUH1995UH[Y]UHfgfVgYb 3.9 65

39 ·tateVselectiveHmultiVreferenceHcoupledVclusterHtheoryHemployingHtheHsingleVreferenceHformalismhH
opplicationHtoHanHexcitedHstateHofHvfWHJournalhofhChemicalhPhysicsUH1995UH[Y]UHaaY[VaaYd 3.9 32

38 ·tateVselectiveHmultireferenceHcoupledVclusterHtheoryHemployingHtheHsingleVreferenceHformalismhH
wmplementationHandHapplicationHtoHtheHvfHmodelHsystemWHJournalhofhChemicalhPhysicsUH1994UH[YYUHceg]VcfYg3.9 178

37
 rthogonallyHspinVadaptedHstateVuniversalHcoupledVclusterHformalismhHwmplementationHofHtheH
completeHtwoVreferenceHtheoryHincludingHcubicHandHquarticHcouplingHtermsWHJournalhofhChemicalh
PhysicsUH1994UH[Y[UHcfecVcfgY

3.9 107

36 ·olvingHtheHsingleVreferenceHcoupledVclusterHequationsHinvolvingHhighlyHexcitedHclustersHinH
quasidegenerateHsituationsWHJournalhofhChemicalhPhysicsUH1994UH[YYUHcfceVcfdg 3.9 46

35 oHstudyHofH[o[Vap[HseparationHinHqv]HusingHorthogonallyHspinVadaptedHstateVuniversalHandH
stateVspecificHcoupledVclusterHmethodsWHChemicalhPhysicshLettersUH1994UH]]bUH]deV]eb 2.5 52

34 onHabHinitioHdeterminationHofH[o[Vap[HenergyHgapHinHqv]HusingHorthogonallyHspinVadaptedH
stateVuniversalHandHstateVspecificHcoupledVclusterHmethodsWHChemicalhPhysicshLettersUH1994UH]aYUHaeeVafd 2.5 39

33 ·tateVselectiveHmultiVreferenceHcoupledVclusterHtheoryHusingHmultiVconfigurationH
selfVconsistentVfieldHorbitalsWHoHmodelHstudyHonHvfWHChemicalhPhysicshLettersUH1994UH]][UH[][V[]f 2.5 55

32 opplicationHofHvilbertVspaceHcoupledVclusterHtheoryHtoHsimpleHQv]R]HmodelHsystemsWHwwWH–onplanarH
modelsWHPhysicalhReviewhAUH1994UHbgUHabegVac[b 2.6 110

31 öheHnonadditiveHinteractionsHinHtheHor]vtHandHor]vqlHclustershHonHabHinitioHstudyWHJournalhofh
ChemicalhPhysicsUH1993UHggUHdea]Vdeb[ 3.9 46

30 opplicationHofHvilbertVspaceHcoupledVclusterHtheoryHtoHsimpleHQv]R]HmodelHsystemshHPlanarHmodelsWH
PhysicalhReviewhAUH1993UHbeUH]eafV]ef] 2.6 201

29 oHstateVselectiveHmultireferenceHcoupledVclusterHtheoryHemployingHtheHsingleVreferenceHformalismWH
JournalhofhChemicalhPhysicsUH1993UHggUH[fecV[gYY 3.9 286
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28 opproximateHaccountHofHconnectedHquadruplyHexcitedHclustersHinHmultiVreferenceHvilbertHspaceH
coupledVclusterHtheoryWHopplicationHtoHplanarHvbHmodelsWHChemicalhPhysicshLettersUH1993UH][YUH]baV]c] 2.5 43

27
†oPzsHsymbolicHcomputationHofHtheHlongVrangeHmanyVbodyHintermolecularHpotentialshHöhreeVbodyH
inductionHforcesHbetweenHtwoHatomsHandHaHlinearHmoleculeWHInternationalhJournalhofhQuantumh
ChemistryUH1993UHbeUH]d[VaYc

2.1 9

26 slectronHcorrelationHinHoneHdimensionhHqoupledHclusterHapproachesHtoHcyclicHpolyeneHˇ�VelectronH
modelsWHInternationalhJournalhofhQuantumhChemistryUH1992UHb]UH[acV[db 2.1 38

25 pehaviorHofHcoupledHclusterHenergyHinHtheHstronglyHcorrelatedHlimitHofHtheHcyclicHpolyeneHmodelWH
qomparisonHwithHtheHexactHresultsWHInternationalhJournalhofhQuantumhChemistryUH1992UHb]UH[dcV[g[ 2.1 18

24  rthogonallyHspinVadaptedHmultiVreferenceHvilbertHspaceHcoupledVclusterHformalismhHdiagrammaticH
formulationWHTheoreticahChimicahActaUH1992UHfaUHdgV[Ya 111

23 sxtensionHofHqoupledHqlusterH†ethodologyHtoH penH·hellshH·tateHøniversalHopproachH1992UH]feVaYa 13

22  nHtheHsolutionHofHcoupledVclusterHequationsHinHtheHfullyHcorrelatedHlimitHofHcyclicHpolyeneHmodelWH
InternationalhJournalhofhQuantumhChemistryUH1991UHbYUHgVab 2.1 36

21 †ethodHofHmomentsHapproachHandHcoupledHclusterHtheoryWHTheoreticahChimicahActaUH1991UHfYUH]]aV]ba 54

20 qoupledHclusterHapproachesHwithHanHapproximateHaccountHofHtriexcitationsHandHtheHoptimizedHinnerH
projectionHtechniqueWHTheoreticahChimicahActaUH1990UHefUHdcV[]f 101

19
qoupledVclusterHapproachesHwithHanHapproximateHaccountHofHtriexcitationsHandHtheH
optimizedVinnerVprojectionHtechniqueWHwwWHqoupledVclusterHresultsHforHcyclicVpolyeneHmodelHsystemsWH
PhysicalhReviewhBUH1990UHb]UHaac[Vaaeg

3.3 55

18
qoupledVclusterHapproachesHwithHanHapproximateHaccountHofHtriexcitationsHandHtheH
optimizedVinnerVprojectionHtechniqueWHwwwWHzowerHboundsHtoHtheHgroundVstateHcorrelationHenergyHofH
cyclicVpolyeneHmodelHsystemsWHPhysicalhReviewhAUH1990UHb]UHc[ccVc[de

2.6 17

17
 rthogonallyHspinVadaptedHcoupledVclusterHequationsHinvolvingHsinglyHandHdoublyHexcitedHclustersWH
qomparisonHofHdifferentHproceduresHforHspinVadaptationWHInternationalhJournalhofhQuantumh
ChemistryUH1989UHadUHb]gVbca

2.1 115

16 ·phericalHtensorHtheoryHofHlongVrangeHinteractionsHinHaHsystemHofH–HarbitraryHmoleculesHincludingH
quantumVmechanicalHmanyVbodyHeffectsWHMolecularhPhysicsUH1989UHddUHfYcVf[f 1.7 2

15 öowardsHqlassificationHandHonalyticalHrescriptionHofH†olecularHwnteractionsHwncludingH
±uantumV†echanicalH†anyVpodyHsffectsWHTopicshinhMolecularhOrganizationhandhEngineeringUH1988UHb[eVcYc 6

14 qartesianV·phericalHöransformationHtormalismHandHtheHöheoreticalHwnsightHintoH†anyVpodyH
zongVRangeHtorcesHofHtheHslectrostaticH riginHinH†ultimolecularH·ystemsH1987UH]ggVaY] 1

13 ·phericalHtensorHtheoryHofHlongVrangeHinteractionsHinHaHsystemHofH–HarbitraryHmoleculesHincludingH
quantumVmechanicalHmanyVbodyHeffectsWHMolecularhPhysicsUH1986UHcgUH[YgeV[[[[ 1.7 11

12 ·phericalHtensorHtheoryHofHlongVrangeHinteractionsHinHaHsystemHofH–HarbitraryHmoleculesHincludingH
quantumVmechanicalHmanyVbodyHeffectsWHMolecularhPhysicsUH1986UHcgUH[YfcV[Ygc 1.7 24

11 vigherVorderHinteractionHenergiesHforHaHsystemHofH–HarbitraryHmoleculesHinHtheHlightHofHsphericalH
tensorHtheoryWHJournalhofhMathematicalhPhysicsUH1986UH]eUH][dcV][fe 1.2 9

(1986-1993)
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10 ·phericalHtensorHtheoryHofHlongVrangeHinteractionsHinHaHsystemHofH–HarbitraryHmoleculesHincludingH
quantumVmechanicalHmanyVbodyHeffectsWHMolecularhPhysicsUH1986UHcgUH[YdeV[Yfa 1.7 25

9  nHtheHadditionHtheoremsHforHsolidHsphericalHharmonicsWHReportshonhMathematicalhPhysicsUH1986UH]bUH[feV[g]0.8 2

8 ·upplementHtoHsphericalHtensorHtheoryHofHlongVrangeHinteractionsHbetweenHtwoHmoleculesWH
InternationalhJournalhofhQuantumhChemistryUH1985UH]fUHaecVafd 2.1 5

7 öheoreticalHstudiesHofHlithiumHbondingHinHlithiumHchlorideXaliphaticHamineHcomplexesWHChemicalh
PhysicsUH1985UHgbUHccVda 2.3 18

6 –oteHonHtheHmultipoleHexpansionHinHtheHsphericalHtensorHformWHJournalhofhPhysicshAUH1985UH[fUHzeagVzeba 12

5 vigherVorderHcontributionsHtoHtheHintermolecularHenergyHinHtheHperturbationHtreatmentHofH
longVrangeHforcesHinHtheHlightHofHsphericalHtensorHtheoryWHChemicalhPhysicshLettersUH1984UH[YdUHadbVae] 2.5 10

4 öheHnonVadditivityHofHlongVrangeHinteractionsHinHsecondVorderHperturbationHtheoryHinHtheHlightHofH
sphericalHtensorHformalismWHChemicalhPhysicshLettersUH1984UH[[YUHbgdVcYa 2.5 11

3 ·phericalHtensorHtheoryHofHlongVrangeHinteractionsHbetweenHtwoHmoleculesWHInternationalhJournalhofh
QuantumhChemistryUH1984UH]cUHbbgVbea 2.1 19

2 wnvarianceHpropertiesHofHtheHmultipoleHexpansionWHInternationalhJournalhofhQuantumhChemistryUH1982UH
]]UH]gaV]gf 2.1 1

1
roubleHelectronVattachmentHequationVofVmotionHcoupledVclusterHmethodsHwithHupHtoH
bVparticleâ��]VholeHexcitationshHimprovedHimplementationHandHapplicationHtoHsingletâ��tripletHgapsHinH
orthoVUHmetaVUHandHparaVbenzyneHisomersWHMolecularhPhysicsUe[gddcab

1.7 5
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