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223 vowIpervμsiveIisItheIvirshfeldIpμrtitioningmWIJournalcofcChemicalcPhysicsUI2015UI[b]UIZbb[Ze 3.9 13

222 risseσtingItheIπondVformμtionIproσessIofIdI[ZVmetμlâ��etheneIσomplexesIwithImultireferenσeI
μpproμσhesWITheoreticalcChemistrycAccountsUI2015UI[abUI[ 1.9 13
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221 oIquμntumIinformμtionμlIμpproμσhIforIdisseσtingIσhemiσμlIreμσtionsWIChemicalcPhysicscLettersUI2015
UId][UI[dZV[db 2.5 26

220 wnIpursuitIofInegμtiveItukuiIfunσtionshImoleσulesIwithIveryIsmμllIπμndIgμpsWIJournalcofcMolecularc
ModelingUI2014UI]ZUI][d] 2 19

219 sffiσientIpμrμmeterizμtionIofItorsionμlItermsIforIforσeIfieldsWIJournalcofcComputationalcChemistryUI
2014UIacUI[bafVbc 3.5 12

218 sffiσientIdesσriptionIofIstronglyIσorrelμtedIeleσtronsIwithImeμnVfieldIσostWIPhysicalcReviewcBUI2014UI
fgUI 3.3 80

217  heIqonσeptuμlIrensityItunσtionμlI heoryI“erspeσtiveIofIpondingI2014UI]aaV]eZ 21

216 vowItoIqomputeItheItukuiI|μtrixIμndItunσtionIforI—ystemsIwithIQ”uμsiVRregenerμteI—tμtesWI
JournalcofcChemicalcTheorycandcComputationUI2014UI[ZUI]Z]V[Z 6.4 43

215  heIinfluenσeIofIorπitμlIrotμtionIonItheIenergyIofIσlosedVshellIwμvefunσtionsWIMolecularcPhysicsUI
2014UI[[]UIfcaVfd] 1.7 65

214 onIinformμtionVtheoretiσIresolutionIofItheIμmπiguityIinItheIloσμlIhμrdnessWIPhysicalcChemistryc
ChemicalcPhysicsUI2014UI[dUIdZ[gV]d 3.6 26

213  heIinfluenσeIofI—erV[cbUIqysV[[aUIμndItheIphosphorylμtedIthreonineIresidueIonItheIσμtμlytiσI
reμσtionImeσhμnismIofI“in[WIJournalcofcPhysicalcChemistrycBUI2014UI[[fUIgfe[VfZ 3.4 14

212
sleσtronIloσμlizμtionVdeloσμlizμtionImμtriσesIinItheIprediσtionIofIpyμPsIμndIUVVwμvelengthsIofI
mμximumIμπsorπμnσeIofIpVπenzoiσIμσidsIμndItheIdefinitionIofIsuperVμtomsIinImoleσulesWIChemicalc
PhysicscLettersUI2014UId[]UI[gZV[ge

2.5 16

211 —impleIμndIinexpensiveIperturπμtiveIσorreσtionIsσhemesIforIμntisymmetriσIproduσtsIofI
nonorthogonμlIgeminμlsWIPhysicalcChemistrycChemicalcPhysicsUI2014UI[dUIcZd[Vc 3.6 39

210 ‘onvμriμtionμlI’rπitμlI’ptimizμtionI eσhniquesIforItheIo“[rouIWμveItunσtionWIJournalcofcChemicalc
TheorycandcComputationUI2014UI[ZUIbfeaVf] 6.4 44

209 qhe|“—]hIoIfreeIopenVsourσeIspinVμdμptedIimplementμtionIofItheIdensityImμtrixIrenormμlizμtionI
groupIforIμπIinitioIquμntumIσhemistryWIComputercPhysicscCommunicationsUI2014UI[fcUI[cZ[V[c[b 4.2 122

208 rrugIreleμseIπyIpvVresponsiveImoleσulμrItweezershIμtomistiσIdetμilsIfromImoleσulμrImodelingWI
JournalcofcComputationalcChemistryUI2014UIacUI[cbcVc[ 3.5 2

207 ossessingItheIμσσurμσyIofInewIgeminμlVπμsedIμpproμσhesWIJournalcofcPhysicalcChemistrycAUI2014UI
[[fUIgZcfVdf 2.8 62

206 –esolvingItheInμtureIofItheIreμσtiveIsitesIofIphenylsulfinμteIQ“h—’]VRIwithIμIsingleIgenerμlVpurposeI
reμσtivityIindiσμtorWIComputationalcandcTheoreticalcChemistryUI2014UI[ZbaUI[Vb 2 4

205 yinetiσIμndIeleσtronVeleσtronIenergiesIforIσonvexIsumsIofIgroundIstμteIdensitiesIwithI
degenerμσiesIμndIfrμσtionμlIeleσtronInumπerWIJournalcofcChemicalcPhysicsUI2014UI[bZUI[focaf 3.9 9

204 “rojeσtedIseniorityVtwoIorπitμlIoptimizμtionIofItheIμntisymmetriσIproduσtIofIoneVreferenσeIorπitμlI
geminμlWIJournalcofcChemicalcPhysicsUI2014UI[bZUI][b[[b 3.9 59
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203 rerivingItheIvirshfeldIpμrtitioningIusingIdistμnσeImetriσsWIJournalcofcChemicalcPhysicsUI2014UI[b[UIZgb[Za3.9 13

202  ightIσonstrμintsIonItheIexσhμngeVσorrelμtionIpotentiμlsIofIdegenerμteIstμtesWIJournalcofcChemicalc
PhysicsUI2014UI[bZUI[focae 3.9 5

201 rireσtIσomputμtionIofIpμrμmetersIforIμσσurμteIpolμrizμπleIforσeIfieldsWIJournalcofcChemicalcPhysicsUI
2014UI[b[UI[gb[[b 3.9 19

200 sleσtroniσIstressIμsIμIguidingIforσeIforIσhemiσμlIπondingWITopicscincCurrentcChemistryUI2014UIac[UI[ZaV]b 10

199 |oleσulμrIμlignmentIμsIμIpenμlizedIpermutμtionI“roσrustesIproπlemWIJournalcofcMathematicalc
ChemistryUI2013UIc[UIg]eVgad 2.1 4

198 wnIpursuitIofInegμtiveItukuiIfunσtionshIexμmplesIwhereItheIhighestIoσσupiedImoleσulμrIorπitμlIfμilsI
toIdominμteItheIσhemiσμlIreμσtivityWIJournalcofcMolecularcModelingUI2013UI[gUI]eegVfa 2 35

197 oIproposμlIforIμnIextendedIduμlIdesσriptorhIμIpossiπleIsolutionIwhenItrontierI|oleσulμrI’rπitμlI
 heoryIfμilsWIPhysicalcChemistrycChemicalcPhysicsUI2013UI[cUI[bbdcVec 3.6 61

196 vowIreliμπleIisItheIhμrdVsoftIμσidVπμseIprinσiplemIonIμssessmentIfromInumeriσμlIsimulμtionsIofI
eleσtronItrμnsferIenergiesWIPhysicalcChemistrycChemicalcPhysicsUI2013UI[cUI[agcgVdf 3.6 35

195  heIdensityIperIpμrtiσleIσμnIπeIusedIμsItheIfundμmentμlIdesσriptorIforIsystemsIwithIrμpidlyI
deσμyingIexternμlIpotentiμlsWIJournalcofcMolecularcModelingUI2013UI[gUI]edeVe[ 2

194 ”uμntumImeσhμniσsXmoleσulμrImeσhμniσsIrestrμinedIeleσtrostμtiσIpotentiμlIfittingWIJournalcofc
PhysicalcChemistrycBUI2013UI[[eUI[bgdZVd 3.4 9

193  heIshrenfestIforσeItopologyhIμIphysiσμllyIintuitiveIμpproμσhIforIμnμlyzingIσhemiσμlIinterμσtionsWI
PhysicalcChemistrycChemicalcPhysicsUI2013UI[cUI[ef]aVad 3.6 31

192 qommuniσμtionhIμIσμseIwhereItheIhμrdXsoftIμσidXπμseIprinσipleIholdsIregμrdlessIofIμσidXπμseI
strengthWIJournalcofcChemicalcPhysicsUI2013UI[afUI[f[[Zd 3.9 25

191 otomiσIqhμrgesIμndItheIsleσtrostμtiσI“otentiμlIoreIwllVrefinedIinIregenerμteIuroundI—tμtesWI
JournalcofcChemicalcTheorycandcComputationUI2013UIgUIbeegVff 6.4 40

190  heIshμrpVuI‘VrepresentμπilityIσonditionWIComputationalcandcTheoreticalcChemistryUI2013UI[ZZaUIa]Vad 2 0

189
sxtendedIrμndomIphμseIμpproximμtionImethodIforIμtomiσIexσitμtionIenergiesIfromIσorrelμtedIμndI
vμriμtionμllyIoptimizedIseσondVorderIdensityImμtriσesWIComputationalcandcTheoreticalcChemistryUI
2013UI[ZZaUIcZVcb

2 14

188 oqy—]hIμtomVσondensedIyohnV—hμmIrt IμpproximμtedItoIseσondIorderWIJournalcofcChemicalc
PhysicsUI2013UI[afUIZeb[Zf 3.9 60

187 ˇ�UIˇ�IμromμtiσityIμndIμntiVμromμtiσityIμsIretrievedIπyItheIlineμrIresponseIkernelWIPhysicalcChemistryc
ChemicalcPhysicsUI2013UI[cUI]ff]Vg 3.6 34

186 virshfeldVsI“μrtitioninghIow|IqhμrgesIwithIμnIwmprovedI rμdeVoffIπetweenI–oπustnessIμndI
oσσurμteIsleσtrostμtiσsWIJournalcofcChemicalcTheorycandcComputationUI2013UIgUI]]][Vc 6.4 72
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185 oIsizeVσonsistentIμpproμσhItoIstronglyIσorrelμtedIsystemsIusingIμIgenerμlizedIμntisymmetrizedI
produσtIofInonorthogonμlIgeminμlsWIComputationalcandcTheoreticalcChemistryUI2013UI[ZZaUI[Z[V[[a 2 69

184
oI‘ewI|eμnVtieldI|ethodI—uitμπleIforI—tronglyIqorrelμtedIsleσtronshIqomputμtionμllyItμσileI
ontisymmetriσI“roduσtsIofI‘onorthogonμlIueminμlsWIJournalcofcChemicalcTheorycandcComputationUI
2013UIgUI[agbVbZ[

6.4 138

183 UsingItheIspinVresolvedIeleσtroniσIdireσtIσorrelμtionIfunσtionItoIestimμteItheIσorrelμtionIenergyIofI
theIspinVpolμrizedIuniformIeleσtronIgμsWIJournalcofcPhysicscandcChemistrycofcSolidsUI2012UIeaUIdeZVdea 3.9 6

182 oIvμriμtionμlIprinσipleIforItheIeleσtronIdensityIusingItheIexσhμngeIholeIOIitsIimpliσμtionsIforI
‘VrepresentμπilityWIPhysicscLettersrcSectioncA:cGeneralrcAtomiccandcSolidcStatecPhysicsUI2012UIaedUIfagVfbb 2.3 6

181 —rσIhomologyI]IdomμinIproteomimetiσshIdevelopingIphosphopeptideIseleσtiveIreσeptorsWI
MedChemCommUI2012UIaUIeda 5 9

180
wnfluenσeIofIeleσtronIσorrelμtionIμndIdegenerμσyIonItheItukuiImμtrixIμndIextensionIofIfrontierI
moleσulμrIorπitμlItheoryItoIσorrelμtedIquμntumIσhemiσμlImethodsWIPhysicalcChemistrycChemicalc
PhysicsUI2012UI[bUI]bZfV[d

3.6 23

179 —ymmetriσI‘onloσμlIWeightedIrensityIopproximμtionsIfromItheIsxσhμngeVqorrelμtionIvoleIofItheI
UniformIsleσtronIuμsWIJournalcofcChemicalcTheorycandcComputationUI2012UIfUIbZf[Vga 6.4 19

178 oddressingItheIqoulomπIpotentiμlIsingulμrityIinIexσhμngeVσorrelμtionIenergyIintegrμlsIwithI
oneVeleσtronIμndItwoVeleσtronIπμsisIsetsWIChemicalcPhysicscLettersUI2012UIcagVcbZUI[daV[de 2.5 6

177 UnderstμndingIσhemiσμlIπindingIusingItheIperlinIfunσtionIμndItheIreμσtionIforσeWIChemicalcPhysicsc
LettersUI2012UIcagVcbZUI[dfV[e[ 2.5 9

176 wnsightsIintoItheImeσhμnismIofIμnI—Q‘R]IreμσtionIfromItheIreμσtionIforσeIμndItheIreμσtionI
eleσtroniσIfluxWIJournalcofcPhysicalcChemistrycAUI2012UI[[dUI[ZZ[cV]d 2.8 29

175 “hosphopeptideIseleσtiveIσoordinμtionIσomplexesIμsIpromisingI—–qIhomologyI]IdomμinImimetiσsWI
InorganiccChemistryUI2012UIc[UIf]fbVg[ 5.1 10

174 outomμtedI“μrμmetrizμtionIofIo|ps–ItorσeItieldI ermsIfromIViπrμtionμlIonμlysisIwithIμItoσusIonI
tunσtionμlizingIrinuσleμrIóinσQwwRI—σμffoldsWIJournalcofcChemicalcTheorycandcComputationUI2012UIfUIccbVd]6.4 39

173  heIWoodwμrdVvoffmμnnIrulesIreinterpretedIπyIσonσeptuμlIdensityIfunσtionμlItheoryWIAccountscofc
ChemicalcResearchUI2012UIbcUIdfaVgc 24.3 119

172 –iσhμrdIpμderIQ[ga[â��]Z[]RWIAngewandtecChemieUI2012UI[]bUIbcggVbdZZ 3.6

171 ‘μturμlIorπitμlItukuiIfunσtionIμndIμppliσμtionIinIunderstμndingIσyσloμdditionIreμσtionImeσhμnismsWI
PhysicalcChemistrycChemicalcPhysicsUI2012UI[bUIgfgZVd 3.6 24

170 qonsiderμtionsIonIdesσriπingInonVsingletIspinIstμtesIinIvμriμtionμlIseσondIorderIdensityImμtrixI
methodsWIJournalcofcChemicalcPhysicsUI2012UI[adUIZ[b[[Z 3.9 7

169 zongitudinμlIstμtiσIoptiσμlIpropertiesIofIhydrogenIσhμinshIfiniteIfieldIextrμpolμtionsIofImμtrixI
produσtIstμteIσμlσulμtionsWIJournalcofcChemicalcPhysicsUI2012UI[adUI[ab[[Z 3.9 51

168 —toσkholderIprojeσtorIμnμlysishIμIvilπertVspμσeIpμrtitioningIofItheImoleσulμrIoneVeleσtronIdensityI
mμtrixIwithIorthogonμlIprojeσtorsWIJournalcofcChemicalcPhysicsUI2012UI[adUIZ[b[Ze 3.9 12
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167 —ymmetriσItwoVpointIweightedIdensityIμpproximμtionIforIexσhμngeIenergiesWIPhysicalcReviewcAUI
2012UIfcUI 2.6 11

166  imeVindependentIdensityVfunσtionμlItheoryIforIexσitedIstμtesIofIqoulomπIsystemsWIPhysicalc
ReviewcAUI2012UIfcUI 2.6 41

165 oppliσμtionIofItheIeleσtronIdensityIforσeItoIσhemiσμlIreμσtivityWIPhysicalcChemistrycChemicalcPhysicsUI
2011UI[aUIgdZ[Vf 3.6 14

164 qomputμtionμlIstudyIofItheIπindingImodesIofIσμffeineItoItheIμdenosineIo]oIreσeptorWIJournalcofc
PhysicalcChemistrycBUI2011UI[[cUI[affZVgZ 3.4 15

163  heI—ignifiσμnσeIofI“μrμmetersIinIqhμrgeIsquiliπrμtionI|odelsWIJournalcofcChemicalcTheorycandc
ComputationUI2011UIeUI[ecZVdb 6.4 39

162 –eμσtivityIindiσμtorsIforIdegenerμteIstμtesIinItheIdensityVfunσtionμlItheoretiσIσhemiσμlIreμσtivityI
theoryWIJournalcofcChemicalcPhysicsUI2011UI[abUI[eb[Za 3.9 62

161  heItukuiImμtrixhIμIsimpleIμpproμσhItoItheIμnμlysisIofItheItukuiIfunσtionIμndIitsIpositiveIσhμrμσterWI
PhysicalcChemistrycChemicalcPhysicsUI2011UI[aUId[[ZVc 3.6 44

160 “rμσtiσμlIσμlσulμtionIofImoleσulμrIμσidityIwithItheIμidIofIμIreferenσeImoleσuleWIJournalcofcPhysicalc
ChemistrycAUI2011UI[[cUI[]gaVaZb 2.8 22

159 qhμrgeIrensityIμndIqhemiσμlI–eμσtionshIoIUnifiedIViewIfromIqonσeptuμlIrt I2011UIe[cVedb 37

158 —tμπilityIσonditionsIforIdensityIfunσtionμlIreμσtivityItheoryhIμnIinterpretμtionIofItheItotμlIloσμlI
hμrdnessWIPhysicalcChemistrycChemicalcPhysicsUI2011UI[aUIbb]eVaa 3.6 11

157
”uμntumImeσhμniσsXmoleσulμrImeσhμniσsIstrμtegiesIforIdoσkingIposeIrefinementhIdistinguishingI
πetweenIπindersIμndIdeσoysIinIσytoσhromeIqIperoxidμseWIJournalcofcChemicalcInformationcandc
ModelingUI2011UIc[UIgaV[Z[

6.1 30

156 “ointingItheIwμyItoItheIproduσtsmIqompμrisonIofItheIstressItensorIμndItheIseσondVderivμtiveI
tensorIofItheIeleσtronIdensityWIJournalcofcChemicalcPhysicsUI2011UI[abUI]ab[Zd 3.9 46

155 —houldInegμtiveIeleσtronIμffinitiesIπeIusedIforIevμluμtingItheIσhemiσμlIhμrdnessmWIPhysicalc
ChemistrycChemicalcPhysicsUI2011UI[aUI]]fcVga 3.6 58

154  heIunσonstrμinedIloσμlIhμrdnesshIμnIintriguingIquμntityUIπesetIπyIproπlemsWIPhysicalcChemistryc
ChemicalcPhysicsUI2011UI[aUI[gcgbVdZZ 3.6 20

153 wnformμtionItheoretiσIpropertiesIfromItheIquμntumItheoryIofIμtomsIinImoleσulesWIChemicalcPhysicsc
LettersUI2011UIc[bUIaegVafa 2.5 31

152  heItukuiIpotentiμlIμndItheIσμpμσityIofIσhμrgeIμndItheIgloπμlIhμrdnessIofIμtomsWIJournalcofcPhysicalc
ChemistrycAUI2011UI[[cUI]a]cVa[ 2.8 44

151  heIrelμtionshipIπetweenItheIeigenvμluesIμndIeigenveσtorsIofIμIsimilμrityImμtrixIμndIitsIμssoσiμtedI
qμrπˆ‡IindexImμtrixWIJournalcofcMathematicalcChemistryUI2011UIbgUIdV[[ 2.1 2

150 tindingIminimumIenergyIreμσtionIpμthsIonIμπIinitioIpotentiμlIenergyIsurfμσesIusingItheIfμstI
mμrσhingImethodWIJournalcofcMathematicalcChemistryUI2011UIbgUI[]g[V[aZ[ 2.1 3
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149 tμilureIofItheIWeizsˆ⁄σkerIkinetiσIenergyIfunσtionμlIforIoneVUItwoVUIμndIthreeVeleσtronIdistriπutionI
funσtionsWIJournalcofcMathematicalcChemistryUI2011UIbgUI[f[ZV[f][ 2.1 24

148 ossessmentIofItheI|μrσhV—μntμmμriμIkinetiσIenergyIpμirVdensityIfunσtionμlWIJournalcofc
MathematicalcChemistryUI2011UIbgUI[f]]V[faZ 2.1 4

147 ‘ewtonItrμjeσtoriesIforIfindingIstμtionμryIpointsIonImoleσulμrIpotentiμlIenergyIsurfμσesWIJournalcofc
MathematicalcChemistryUI2011UIbgUI[g[cV[g]e 2.1 10

146  heImeσhμniσsIofIσhμrgeVshiftIπondshIoIperspeσtiveIfromItheIeleσtroniσIstressItensorWIChemicalc
PhysicscLettersUI2011UIc[ZUI[fV]Z 2.5 26

145 oIpμrμmeterizedUIσontinuumIeleσtrostμtiσImodelIforIprediσtingIproteinIpyμIvμluesWIProteins:c
StructurercFunctioncandcBioinformaticsUI2011UIegUI]ZbbVc] 4.2 6

144 oIselfVσonsistentIvirshfeldImethodIforItheIμtomIinItheImoleσuleIπμsedIonIminimizμtionIofI
informμtionIlossWIJournalcofcComputationalcChemistryUI2011UIa]UI[cd[Ve 3.5 20

143 smpiriσμlIprediσtionIofIproteinIpyμIvμluesIwithIresidueImutμtionWIJournalcofcComputationalc
ChemistryUI2011UIa]UI][bZVf 3.5 2

142 tμstIdensityImμtrixVπμsedIpμrtitioningIofItheIenergyIoverItheIμtomsIinIμImoleσuleIσonsistentIwithI
theIvirshfeldVwIpμrtitioningIofItheIeleσtronIdensityWIJournalcofcComputationalcChemistryUI2011UIa]UIabfcVgd3.5 6

141 UseIofItheIduμlIpotentiμlItoIrμtionμlizeItheIoσσurrenσeIofIsomeIr‘oIlesionsIQpyrimidiσIdimersRWI
JournalcofcPhysicalcChemistrycAUI2011UI[[cUIfZa]VbZ 2.8 11

140 ”uμntumItheoryIofIμtomsIinImoleσuleshIresultsIforItheI—–Vó’–oIvμmiltoniμnWIJournalcofcPhysicalc
ChemistrycAUI2011UI[[cUI[aZZ[Vd 2.8 23

139 VμriμtionμlIdensityImμtrixIoptimizμtionIusingIsemidefiniteIprogrμmmingWIComputercPhysicsc
CommunicationsUI2011UI[f]UI]Z]cV]Z]f 4.2 1

138 VμriμtionμlIseσondIorderIdensityImμtrixIstudyIofItaVhIimportμnσeIofIsuπspμσeIσonstrμintsIforI
sizeVσonsistenσyWIJournalcofcChemicalcPhysicsUI2011UI[abUIZcb[[c 3.9 9

137 rerivμtionIofIuenerμlizedIvonIWeizsˆ⁄σkerIyinetiσIsnergiesIfromI”uμsiproπμπilityIristriπutionI
tunσtionsI2011UIacVbf

136 qhemiσμlIverifiσμtionIofIvμriμtionμlIseσondVorderIdensityImμtrixIπμsedIpotentiμlIenergyIsurfμσesI
forItheI‘]IisoeleσtroniσIseriesWIJournalcofcChemicalcPhysicsUI2010UI[a]UI[[b[[] 3.9 29

135 —uπsystemIσonstrμintsIinIvμriμtionμlIseσondIorderIdensityImμtrixIoptimizμtionhIσuringItheI
dissoσiμtiveIπehμviorWIJournalcofcChemicalcPhysicsUI2010UI[a]UI[[b[[a 3.9 37

134
säqvo‘usVq’––szo w’‘ItU‘q w’‘oz—It–’|I vsIwrs‘ wqozV“o– wqzsI’–‘— sw‘Vós–‘wysI
s”Uo w’‘hIpo—wqIt’–|Uzo w’‘Io‘rI‘U|s–wqozIozu’–w v|—WIInternationalcJournalcofcModernc
PhysicscBUI2010UI]bUIc[[cVc[]e

1.1 7

133 ”uμsiV‘ewtonIpμrμllelIgeometryIoptimizμtionImethodsWIJournalcofcChemicalcPhysicsUI2010UI[aaUIZab[[d 3.9 3

132 |ethodsIforIfindingItrμnsitionIstμtesIonIreduσedIpotentiμlIenergyIsurfμσesWIJournalcofcChemicalc
PhysicsUI2010UI[a]UI]ab[[Z 3.9 23
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131 qomputingI—eσondV’rderItunσtionμlIrerivμtivesIwithI–espeσtItoItheIsxternμlI“otentiμlWIJournalcofc
ChemicalcTheorycandcComputationUI2010UIdUIade[VadfZ 6.4 30

130 vowIμmπiguousIisItheIloσμlIkinetiσIenergymWIJournalcofcPhysicalcChemistrycAUI2010UI[[bUIfffbVgc 2.8 111

129 ruμlIuridI|ethodsIforItindingItheI–eμσtionI“μthIonI–eduσedI“otentiμlIsnergyI—urfμσesWIJournalcofc
ChemicalcTheorycandcComputationUI2010UIdUI[bgZVe 6.4 22

128 “μrtitioningIofItheImoleσulμrIdensityImμtrixIoverIμtomsIμndIπondsWIJournalcofcChemicalcPhysicsUI
2010UI[a]UI[db[[[ 3.9 19

127 qommuniσμtionhIvilπertVspμσeIpμrtitioningIofItheImoleσulμrIoneVeleσtronIdensityImμtrixIwithI
orthogonμlIprojeσtorsWIJournalcofcChemicalcPhysicsUI2010UI[aaUI]a[[Za 3.9 8

126  heItμstI|μrσhingI|ethodIforIreterminingIqhemiσμlI–eμσtionI|eσhμnismsIinIqomplexI—ystemsI
2010UI[e[V[gc 4

125 ’nItheIμppliσμπilityIofIloσμlIsoftnessIμndIhμrdnessWIPhysicalcChemistrycChemicalcPhysicsUI2010UI[]UI[Ze]VfZ3.6 84

124 sxtendingItheIâ��uroσhμlμâ��olπreσhtâ��voffmμnnIμpproximμtionâ��ItoItheIdeterminμtionIofItheIfirstI
exσitedIstμteIpotentiμlIenergyIprofileIofIμIreμσtionIstepWIChemicalcPhysicscLettersUI2010UIbfcUIae[Vaec 2.5 6
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