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ComputationUI2011UIeUI[ecZVdb 6.4 39

229 olternμtiveIdefinitionIofIexσhμngeVσorrelμtionIσhμrgeIinIdensityIfunσtionμlItheoryWIJournalcofc
ChemicalcPhysicsUI1999UI[[[UId[geVd]Za 3.9 39

228 qμlσulμtionIofItukuiItunσtionsIWithoutIrifferentiμtingItoItheI‘umπerIofIsleσtronsWIaWIzoσμlItukuiI
tunσtionIμndIruμlIresσriptorWIJournalcofcChemicalcTheorycandcComputationUI2008UIbUI[ZdcVe] 6.4 38

227 qhμrgeIrensityIμndIqhemiσμlI–eμσtionshIoIUnifiedIViewIfromIqonσeptuμlIrt I2011UIe[cVedb 37

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

225 ViriμlItheoremIinItheIyohnV—hμmIdensityVfunσtionμlItheoryIformμlismhIμσσurμteIσμlσulμtionIofItheI
μtomiσIquμntumItheoryIofIμtomsIinImoleσulesIenergiesWIJournalcofcChemicalcPhysicsUI2009UI[a[UIZ][[Z[ 3.9 37

224 wnσorreσtIdiμtomiσIdissoσiμtionIinIvμriμtionμlIreduσedIdensityImμtrixItheoryIμrisesIfromItheIflμwedI
desσriptionIofIfrμσtionμllyIσhμrgedIμtomsWIPhysicalcChemistrycChemicalcPhysicsUI2009UI[[UIcccfVdZ 3.6 37

223 vμmiltonVxμσoπiIequμtionIforItheIleμstVμσtionXleμstVtimeIdynμmiσμlIpμthIπμsedIonIfμstImμrσhingI
methodWIJournalcofcChemicalcPhysicsUI2004UI[][UIdddeVeg 3.9 37

222 qrystμllizμtionIforσeVVμIdensityIfunσtionμlItheoryIσonσeptIforIreveμlingIintermoleσulμrIinterμσtionsI
μndImoleσulμrIpμσkingIinIorgμniσIσrystμlsWIChemistrycscAcEuropeancJournalUI2009UI[cUIad[Ve[ 4.8 36

(2009-2012)
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221 wnIpursuitIofInegμtiveItukuiIfunσtionshIexμmplesIwhereItheIhighestIoσσupiedImoleσulμrIorπitμlIfμilsI
toIdominμteItheIσhemiσμlIreμσtivityWIJournalcofcMolecularcModelingUI2013UI[gUI]eegVfa 2 35

220 vowIreliμπleIisItheIhμrdVsoftIμσidVπμseIprinσiplemIonIμssessmentIfromInumeriσμlIsimulμtionsIofI
eleσtronItrμnsferIenergiesWIPhysicalcChemistrycChemicalcPhysicsUI2013UI[cUI[agcgVdf 3.6 35

219 yohnV—hμmIexσhμngeVσorrelμtionIpotentiμlsIfromIseσondVorderIreduσedIdensityImμtriσesWIJournalc
ofcChemicalcPhysicsUI2015UI[baUI]bb[[d 3.9 35

218 tunσtionμlIderivμtiveIofInoninterμσtingIkinetiσIenergyIdensityIfunσtionμlWIPhysicalcReviewcAUI2004UI
eZUI 2.6 35

217 —umIrulesIforIexσhμngeIμndIσorrelμtionIpotentiμlsWIJournalcofcChemicalcPhysicsUI2001UI[[cUIbbafVbbba 3.9 35

216 onIexpliσitIμpproμσhItoIσonσeptuμlIdensityIfunσtionμlItheoryIdesσriptorsIofIμrπitrμryIorderWI
ChemicalcPhysicscLettersUI2016UIddZUIaZeVa[] 2.5 34

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

214 “rediσtingItheIreμσtivityIofIμmπidentμteInuσleophilesIμndIeleσtrophilesIusingIμIsingleUI
generμlVpurposeUIreμσtivityIindiσμtorWIPhysicalcChemistrycChemicalcPhysicsUI2007UIgUI]ae[Vf 3.6 34

213 qomputingItheItukuiIfunσtionIfromIμπIinitioIquμntumIσhemistryhIμpproμσhesIπμsedIonItheI
extendedIyoopmμnsâ��ItheoremWITheoreticalcChemistrycAccountsUI2007UI[[eUIae[Vaf[ 1.9 33

212 pondImetμlliσityImeμsuresWIComputationalcandcTheoreticalcChemistryUI2015UI[ZcaUI[[]V[]] 2 31

211  heIshrenfestIforσeItopologyhIμIphysiσμllyIintuitiveIμpproμσhIforIμnμlyzingIσhemiσμlIinterμσtionsWI
PhysicalcChemistrycChemicalcPhysicsUI2013UI[cUI[ef]aVad 3.6 31

210 wnformμtionItheoretiσIpropertiesIfromItheIquμntumItheoryIofIμtomsIinImoleσulesWIChemicalcPhysicsc
LettersUI2011UIc[bUIaegVafa 2.5 31

209 –elμtionshipsIπetweenItheIthirdVorderIreμσtivityIindiσμtorsIinIσhemiσμlIdensityVfunσtionμlItheoryWI
JournalcofcChemicalcPhysicsUI2009UI[aZUI]bb[Zc 3.9 31

208 UsingIreμσtivityIindiσμtorsIinsteμdIofItheIeleσtronIdensityItoIdesσriπeIqoulomπIsystemsWIChemicalc
PhysicscLettersUI2007UIbafUI[bfV[c] 2.5 31

207 oIvμmiltonâ��xμσoπiItypeIequμtionIforIσomputingIminimumIpotentiμlIenergyIpμthsWIMolecularc
PhysicsUI2006UI[ZbUIcb[Vccf 1.7 31

206 tukuiItunσtionI2009UI 31

205 wnterpolμtionIofIpropertyVvμluesIπetweenIeleσtronInumπersIisIinσonsistentIwithIensemπleI
μverμgingWIJournalcofcChemicalcPhysicsUI2016UI[bbUI]bb[[] 3.9 31

204
”uμntumImeσhμniσsXmoleσulμrImeσhμniσsIstrμtegiesIforIdoσkingIposeIrefinementhIdistinguishingI
πetweenIπindersIμndIdeσoysIinIσytoσhromeIqIperoxidμseWIJournalcofcChemicalcInformationcandc
ModelingUI2011UIc[UIgaV[Z[

6.1 30
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203 qomputingI—eσondV’rderItunσtionμlIrerivμtivesIwithI–espeσtItoItheIsxternμlI“otentiμlWIJournalcofc
ChemicalcTheorycandcComputationUI2010UIdUIade[VadfZ 6.4 30

202 qyσlopolymerizμtionIreμσtionsIofIdiμllylImonomershIexploringIeleσtroniσIμndIsteriσIeffeσtsIusingI
rt IreμσtivityIindiσesWIJournalcofcPhysicalcChemistrycAUI2009UI[[aUIfeZbV[[ 2.8 30

201 slementμryIrerivμtionIofItheIK|˛�˛…|IpigIwsIuoodKI–uleWIJournalcofcPhysicalcChemistrycLettersUI2018UIgUIbabbVbabf6.4 30

200 sleσtronegμtivityIμndIredoxIreμσtionsWIPhysicalcChemistrycChemicalcPhysicsUI2016UI[fUI]]]acVba 3.6 29

199 WhenIisItheItukuiItunσtionI‘otI‘ormμlizedmI heIrμngerIofIwnσonsistentIsnergyIwnterpolμtionI
|odelsIinIrensityItunσtionμlI heoryWIJournalcofcChemicalcTheorycandcComputationUI2016UI[]UIceeeVcefe 6.4 29

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

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

196 olternμtivesItoItheIeleσtronIdensityIforIdesσriπingIqoulomπIsystemsWIJournalcofcChemicalcPhysicsUI
2007UI[]dUI[bb[Zf 3.9 29

195 rensityIfunσtionμlIreμσtivityItheoryIstudyIofI—‘]IreμσtionsIfromItheIinformμtionVtheoretiσI
perspeσtiveWIPhysicalcChemistrycChemicalcPhysicsUI2015UI[eUI]eZc]Vd[ 3.6 28

194 rensityVfunσtionμlItheoryIwithIμdditionμlIπμsiσIvμriμπleshIsxtendedIzegendreItrμnsformWIPhysicalc
ReviewcAUI2009UIfZUI 2.6 28

193  heIeleσtronVpropμgμtorIμpproμσhItoIσonσeptuμlIdensityVfunσtionμlItheoryWIJournalcofcChemicalc
SciencesUI2005UI[[eUIafeVbZZ 1.8 28

192 —ingletIgroundIstμteIμσtinideIσhemistryIwithIgeminμlsWIPhysicalcChemistrycChemicalcPhysicsUI2015UI
[eUI[bb]eVad 3.6 27

191 onIinformμtionVtheoretiσIresolutionIofItheIμmπiguityIinItheIloσμlIhμrdnessWIPhysicalcChemistryc
ChemicalcPhysicsUI2014UI[dUIdZ[gV]d 3.6 26

190 oIquμntumIinformμtionμlIμpproμσhIforIdisseσtingIσhemiσμlIreμσtionsWIChemicalcPhysicscLettersUI2015
UId][UI[dZV[db 2.5 26

189  heImeσhμniσsIofIσhμrgeVshiftIπondshIoIperspeσtiveIfromItheIeleσtroniσIstressItensorWIChemicalc
PhysicscLettersUI2011UIc[ZUI[fV]Z 2.5 26

188 ‘umeriσμlIintegrμtionIofIexσhμngeVσorrelμtionIenergiesIμndIpotentiμlsIusingItrμnsformedIspμrseI
gridsWIJournalcofcChemicalcPhysicsUI2008UI[]fUI]]b[Za 3.9 26

187  emperμtureVdependentIμpproμσhItoIσhemiσμlIreμσtivityIσonσeptsIinIdensityIfunσtionμlItheoryWI
InternationalcJournalcofcQuantumcChemistryUI2019UI[[gUIe]cege 2.1 26

186  heIâ��|˛�˛…|IπigIisIgoodâ��IruleUItheImμximumIhμrdnessUIμndIminimumIeleσtrophiliσityIprinσiplesWI
TheoreticalcChemistrycAccountsUI2019UI[afUI[ 1.9 25

(2019-2010)
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185 qommuniσμtionhIμIσμseIwhereItheIhμrdXsoftIμσidXπμseIprinσipleIholdsIregμrdlessIofIμσidXπμseI
strengthWIJournalcofcChemicalcPhysicsUI2013UI[afUI[f[[Zd 3.9 25

184 qhμrμσterizμtionIofItheIqhemiσμlIpehμviorIofItheIzowIsxσitedI—tμtesIthroughIμIzoσμlIqhemiσμlI
“otentiμlWIJournalcofcChemicalcTheorycandcComputationUI2009UIcUI]]ebVfa 6.4 25

183 qhμrgeItrμnsferIμndIσhemiσμlIpotentiμlIinI[UaVdipolμrIσyσloμdditionsWITheoreticalcChemistrycAccounts
UI2016UI[acUI[ 1.9 24

182 qommuniσμtionhIyohnV—hμmItheoryIforIexσitedIstμtesIofIqoulomπIsystemsWIJournalcofcChemicalc
PhysicsUI2015UI[baUI[g[[Z[ 3.9 24

181 ‘μturμlIorπitμlItukuiIfunσtionIμndIμppliσμtionIinIunderstμndingIσyσloμdditionIreμσtionImeσhμnismsWI
PhysicalcChemistrycChemicalcPhysicsUI2012UI[bUIgfgZVd 3.6 24

180 tμilureIofItheIWeizsˆ⁄σkerIkinetiσIenergyIfunσtionμlIforIoneVUItwoVUIμndIthreeVeleσtronIdistriπutionI
funσtionsWIJournalcofcMathematicalcChemistryUI2011UIbgUI[f[ZV[f][ 2.1 24

179 uoingIπeyondItheIthreeVstμteIensemπleImodelhItheIeleσtroniσIσhemiσμlIpotentiμlIμndItukuiI
funσtionIforItheIgenerμlIσμseWIPhysicalcChemistrycChemicalcPhysicsUI2017UI[gUI[[cffV[[dZ] 3.6 23

178 –evisitingItheIdefinitionIofIloσμlIhμrdnessIμndIhμrdnessIkernelWIPhysicalcChemistrycChemicalcPhysicsUI
2017UI[gUI[]accV[]adb 3.6 23

177 tiniteItemperμtureIgrμndIσμnoniσμlIensemπleIstudyIofItheIminimumIeleσtrophiliσityIprinσipleWI
JournalcofcChemicalcPhysicsUI2017UI[beUI[]b[Za 3.9 23

176
wnfluenσeIofIeleσtronIσorrelμtionIμndIdegenerμσyIonItheItukuiImμtrixIμndIextensionIofIfrontierI
moleσulμrIorπitμlItheoryItoIσorrelμtedIquμntumIσhemiσμlImethodsWIPhysicalcChemistrycChemicalc
PhysicsUI2012UI[bUI]bZfV[d

3.6 23

175 |ethodsIforIfindingItrμnsitionIstμtesIonIreduσedIpotentiμlIenergyIsurfμσesWIJournalcofcChemicalc
PhysicsUI2010UI[a]UI]ab[[Z 3.9 23

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

173 qompμrisonIofItheIutilityIofItheIshμpeIfunσtionIμndIeleσtronIdensityIforIprediσtingIperiodiσI
propertieshIotomiσIionizμtionIpotentiμlsWIPhysicalcReviewcAUI2007UIecUI 2.6 23

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

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

170 UsingItheIyohnâ��—hμmIformμlismIinIpμirIdensityVfunσtionμlItheoriesWIChemicalcPhysicscLettersUI2005UI
b[cUI][[V][d 2.5 22

169 uenerμlizedIoverlμpIμmplitudesIusingItheIextendedIyoopmμnsâ��ItheoremIforIpeWIJournalcofc
ChemicalcPhysicsUI1995UI[ZaUIdccdVdcd[ 3.9 22

168 ’nItheImultiVreferenσeInμtureIofIplutoniumIoxideshI“u’UI“u’UI“u’IμndI“u’Q’vRWIPhysicalc
ChemistrycChemicalcPhysicsUI2017UI[gUIba[eVba]g 3.6 21
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167  heIqonσeptuμlIrensityItunσtionμlI heoryI“erspeσtiveIofIpondingI2014UI]aaV]eZ 21

166 overμgeIeleσtroniσIenergyIisItheIσentrμlIquμntityIinIσonσeptuμlIσhemiσμlIreμσtivityItheoryWI
TheoreticalcChemistrycAccountsUI2016UI[acUI[ 1.9 21

165
 hermodynμmiσIxustifiσμtionIforItheI“μrμπoliσI|odelIforI–eμσtivityIwndiσμtorsIwithI–espeσtItoI
sleσtronI‘umπerIμndIμI–igorousIrefinitionIforItheIsleσtrophiliσityhI heIsssentiμlI–oleI“lμyedIπyItheI
sleσtroniσIsntropyWIJournalcofcChemicalcTheorycandcComputationUI2018UI[bUIcgeVdZd

6.4 20

164  hermodynμmiσIresponsesIofIeleσtroniσIsystemsWIJournalcofcChemicalcPhysicsUI2017UI[beUIZgb[Zc 3.9 20

163  heIunσonstrμinedIloσμlIhμrdnesshIμnIintriguingIquμntityUIπesetIπyIproπlemsWIPhysicalcChemistryc
ChemicalcPhysicsUI2011UI[aUI[gcgbVdZZ 3.6 20

162 oIselfVσonsistentIvirshfeldImethodIforItheIμtomIinItheImoleσuleIπμsedIonIminimizμtionIofI
informμtionIlossWIJournalcofcComputationalcChemistryUI2011UIa]UI[cd[Ve 3.5 20

161 —pinVpotentiμlIfunσtionμlIformμlismIforIσurrentVσμrryingInonσollineμrImμgnetiσIsystemsWIPhysicalc
ReviewcLettersUI2007UIgfUIZadbZa 7.4 20

160 zoσμlIσhemiσμlIpotentiμlUIloσμlIhμrdnessUIμndIduμlIdesσriptorsIinItemperμtureIdependentIσhemiσμlI
reμσtivityItheoryWIPhysicalcChemistrycChemicalcPhysicsUI2017UI[gUI[adfeV[adgc 3.6 19

159 wnIpursuitIofInegμtiveItukuiIfunσtionshImoleσulesIwithIveryIsmμllIπμndIgμpsWIJournalcofcMolecularc
ModelingUI2014UI]ZUI][d] 2 19

158  hermodynμmiσIhμrdnessIμndItheImμximumIhμrdnessIprinσipleWIJournalcofcChemicalcPhysicsUI2017UI
[beUIZeb[[a 3.9 19

157  heIv—opIprinσipleIfromIμIfiniteVtemperμtureIgrμndVσμnoniσμlIperspeσtiveWITheoreticalcChemistryc
AccountsUI2017UI[adUI[ 1.9 19

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

155 —ymmetriσI‘onloσμlIWeightedIrensityIopproximμtionsIfromItheIsxσhμngeVqorrelμtionIvoleIofItheI
UniformIsleσtronIuμsWIJournalcofcChemicalcTheorycandcComputationUI2012UIfUIbZf[Vga 6.4 19

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

153 oIperspeσtiveIonItheIlinkIπetweenItheIexσhμngeQVσorrelμtionRIholeIμndIdispersionIforσesWIJournalcofc
MathematicalcChemistryUI2009UIbdUIfdVgd 2.1 19

152  heIurμdientIqurvesI|ethodhIIonIwmprovedI—trμtegyIforItheIrerivμtionIofI|oleσulμrI|eσhμniσsI
VμlenσeItorσeItieldsIfromIμπIwnitioIrμtμWIJournalcofcChemicalcTheorycandcComputationUI2007UIaUI[b]ZVab 6.4 19

151 zineμrIwnequμlitiesIforIriμgonμlIslementsIofIrensityI|μtriσesWIAdvancescincChemicalcPhysicsUI2007UIbbaVbfa 19

150 svidenσeIforIrigidIπindingIofIrhodμmineIduItoIsiliσμIsurfμσesIinIμqueousIsolutionIπμsedIonI
fluoresσenσeIμnisotropyIdeσμyIμnμlysisWIJournalcofcPhysicalcChemistrycBUI2005UI[ZgUIefcZVf 3.4 19

(2005-2014)
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149 —uffiσientIσonditionIforImonotoniσIeleσtronIdensityIdeσμyIinImμnyVeleσtronIsystemsWIInternationalc
JournalcofcQuantumcChemistryUI2003UIgcUIfeeVff[ 2.1 19

148 ‘otehI|μximumIhμrdnessIμndIminimumIeleσtrophiliσityIprinσiplesWIJournalcofcChemicalcPhysicsUI2018
UI[bfUI[gd[Z[ 3.9 19

147 “rediσtingItheIquμlityIofIleμvingIgroupsIinIorgμniσIσhemistryhI estsIμgμinstIexperimentμlIdμtμWI
ComputationalcandcTheoreticalcChemistryUI2010UIgbaUI[dfV[ee 18

146 oI heoretiσμlI“erspeσtiveIonItheIpondIzengthI–uleIofIuroσhμlμUIolπreσhtUIμndIvoffmμnnWIJournalcofc
PhysicalcChemistrycAUI2000UI[ZbUI]][[V]]]Z 2.8 17

145
sleσtronIloσμlizμtionVdeloσμlizμtionImμtriσesIinItheIprediσtionIofIpyμPsIμndIUVVwμvelengthsIofI
mμximumIμπsorπμnσeIofIpVπenzoiσIμσidsIμndItheIdefinitionIofIsuperVμtomsIinImoleσulesWIChemicalc
PhysicscLettersUI2014UId[]UI[gZV[ge

2.5 16

144 “roofVofVprinσipleIfunσtionμlsIforItheIshμpeIfunσtionWIPhysicalcReviewcAUI2005UIe[UI 2.6 16

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

142 rensityIπifunσtionμlItheoryIusingItheImμssIdensityIμndItheIσhμrgeIdensityWITheoreticalcChemistryc
AccountsUI2006UI[[cUI]caV]cd 1.9 15

141  imeVindependentIdensityIfunσtionμlItheoryIforIdegenerμteIexσitedIstμtesIofIqoulomπIsystemsWI
TheoreticalcChemistrycAccountsUI2018UI[aeUI[ 1.9 15

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

139
sxtendedIrμndomIphμseIμpproximμtionImethodIforIμtomiσIexσitμtionIenergiesIfromIσorrelμtedIμndI
vμriμtionμllyIoptimizedIseσondVorderIdensityImμtriσesWIComputationalcandcTheoreticalcChemistryUI
2013UI[ZZaUIcZVcb

2 14

138 oppliσμtionIofItheIeleσtronIdensityIforσeItoIσhemiσμlIreμσtivityWIPhysicalcChemistrycChemicalcPhysicsUI
2011UI[aUIgdZ[Vf 3.6 14

137 ‘onuniquenessIofImμgnetiσIfieldsIμndIenergyIderivμtivesIinIspinVpolμrizedIdensityIfunσtionμlI
theoryWIJournalcofcChemicalcPhysicsUI2009UI[a[UI[cb[[b 3.9 14

136 qoordinμteIsσμlingIofItheIkinetiσIenergyIinIpμirIdensityIfunσtionμlItheoryhIoIzegendreItrμnsformI
μpproμσhWIInternationalcJournalcofcQuantumcChemistryUI2009UI[ZgUI[dggV[eZc 2.1 14

135 uenerμlizedIqhristoffelâ��rμrπouxIformulμeIμndItheIfrontierIyohnâ��—hμmImoleσulμrIorπitμlsWI
TheoreticalcChemistrycAccountsUI2003UI[[ZUI]deV]ec 1.9 14

134 “erspeσtiveIonIâ��rensityIfunσtionμlIμpproμσhItoItheIfrontierVeleσtronItheoryIofIσhemiσμlIreμσtivityâ��I
2000UIacaVadZ 14

133
–esponseItoIKqommentIonIPyohnV—hμmIexσhμngeVσorrelμtionIpotentiμlsIfromIseσondVorderI
reduσedIdensityImμtriσesPKIöxWIqhemWI“hysWI[bcUIZae[Z[IQ]Z[dR]WIJournalcofcChemicalcPhysicsUI2016UI
[bcUIZae[Z]

3.9 14

132 qhemiσμlIhμrdnesshI emperμtureIdependentIdefinitionsIμndIreμσtivityIprinσiplesWIJournalcofc
ChemicalcPhysicsUI2018UI[bgUI[]b[[Z 3.9 14
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131 qhe|“—]IhIwmprovedIr|–uV—qtIroutineIμndIσorrelμtionIfunσtionsWIComputercPhysicsc
CommunicationsUI2015UI[g[UI]acV]ae 4.2 13

130 qhμrμσterizingItheIsensitivityIofIπondsItoItheIσurvμtureIofIσμrπonInμnotuπesWIJournalcofcMolecularc
ModelingUI2018UI]bUI]bg 2 13

129 vowIpervμsiveIisItheIvirshfeldIpμrtitioningmWIJournalcofcChemicalcPhysicsUI2015UI[b]UIZbb[Ze 3.9 13

128 risseσtingItheIπondVformμtionIproσessIofIdI[ZVmetμlâ��etheneIσomplexesIwithImultireferenσeI
μpproμσhesWITheoreticalcChemistrycAccountsUI2015UI[abUI[ 1.9 13
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