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k Paper IF Citations

197 xxksw–dFkFneuralFnetworkFmodelFforFpredictingF–TkswFchargesTTFJournaliofiChemicaliPhysicsRF2022RF
W[]RFVWZWWX 3.9 1

196 ktomicFshellFstructureFfromFlornFprobabilitiesdFmomparisonFtoFotherFshellFdescriptorsFandF
persistenceFinFmoleculesTTFJournaliofiChemicaliPhysicsRF2022RFW[]RFW]ZWVY 3.9 1

195 mollectiveFinteractionsFamongForganometallicsFareFexoticFbondsFhiddenFonFlabFshelvesTTFNaturei
CommunicationsRF2022RFWYRFXV]c 17.4 4

194 TheFroleFofFreferencesFandFtheFelusiveFnatureFofFtheFchemicalFbondTFNatureiCommunicationsRF2022RF
WYRF 17.4 2

193 smplementationFofFtheFinteractingFquantumFatomFenergyFdecompositionFusingFtheFmk−zTXF
methodTFPhysicaliChemistryiChemicaliPhysicsRF2021RF 3.6 1

192 onergeticFnescriptorsFofF−tericFrindranceFinFøealF−pacedFknFsmprovedFs–kFzicturePTFChemPhysChemRF
2021RFXXRFaa[Saba 3.2 4

191 vewisF−tructuresFfromFypenF–uantumF−ystemsFxaturalFyrbitalsdFøealF−paceFkdaptiveFxaturalF
nensityFzartitioningTFJournaliofiPhysicaliChemistryiARF2021RFWX[RFZVWYSZVX[ 2.8 2

190 ynFtheFøelationshipFbetweenFrydrogenFlondF−trengthFandFtheFpormationFonergyFinF
øesonanceSkssistedFrydrogenFlondsTFMoleculesRF2021RFX]RF 4.8 4

189 TheFnatureFofFtheFintermolecularFinteractionFinFNrσOFNσFgFyRF−RF−eOTFPhysicaliChemistryiChemicali
PhysicsRF2021RFXYRFWVVcaSWVWVa 3.6 2

188 vocalFspinFandFopenFquantumFsystemsdFclarifyingFmisconceptionsRFunifyingFapproachesTFPhysicali
ChemistryiChemicaliPhysicsRF2021RFXYRFbYa[SbYcX 3.6 5

187 mhallengingFtheFelectrostaticFˇ�SholeFpictureFofFhalogenFbondingFusingFminimalFmodelsFandFtheF
interactingFquantumFatomsFapproachTFJournaliofiComputationaliChemistryRF2021RFZXRF]a]S]ba 3.5 10

186 snteractingF–uantumFktomsFknalysisFofFtheFøeactionFporcedFkFToolFtoFknalyzeFnrivingFandF
øetardingFporcesFinFmhemicalFøeactionsTFChemPhysChemRF2021RFXXRFWca]SWcbb 3.2 3

185 snteractingF–uantumFktomsFwethodFforFmrystallineF−olidsTFJournaliofiPhysicaliChemistryiARF2021RF
WX[RFcVWWScVX[ 2.8 2

184 zhotochemistryFinFøealF−pacedFlathoSFandFrypsochromismFinFtheFπaterFnimerTFChemistryi-iAi
EuropeaniJournalRF2020RFX]RFW]c[W 4.8

183 nirectingFtheFmrystalFzackingFinFTriphenylphosphineFqoldNsOFThiolatesFbyFvigandFpluorinationTF
InorganiciChemistryRF2020RF[cRFb]]aSb]aa 5.1 5

182 officientFimplementationFofFtheFinteractingFquantumFatomsFenergyFpartitionFofFtheFsecondSorderF
wˆ‚llerSzlessetFenergyTFJournaliofiComputationaliChemistryRF2020RFZWRFWXYZSWXZW 3.5 7

181 vaplacianFofFtheFramiltonianFuineticFonergyFnensityFasFanFsndicatorFofFlindingFandFπeakF
snteractionsTFChemPhysChemRF2020RFXWRFWcZSXVY 3.2 8
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180 rierarchiesFofFquantumFchemicalFdescriptorsFinducedFbyFstatisticalFanalysesFofFdomainFoccupationF
numberFoperatorsTFWileyiInterdisciplinaryiReviews:iComputationaliMoleculariScienceRF2020RFWVRFeWZ[] 7.9 2

179 londFyrderFnensitiesFinFøealF−paceTFJournaliofiPhysicaliChemistryiARF2020RFWXZRFYYcSY[X 2.8 8

178 npTFperformanceFinFtheFs–kFenergyFpartitionFofFsmallFwaterFclustersTFTheoreticaliChemistryi
AccountsRF2020RFWYcRFW 1.9 2

177 olectronegativityFequalizationdFtamingFanFoldFproblemFwithFnewFtoolsTFPhysicaliChemistryiChemicali
PhysicsRF2020RFXXRFXXbbVSXXbbZ 3.6 2

176 ynFtheFstrengthFofFhydrogenFbondingFwithinFwaterFclustersFonFtheFcoordinationFlimitTFJournaliofi
ComputationaliChemistryRF2020RFZWRFXX]]SXXaa 3.5 12

175 snteractingF–uantumFktomsSkFøeviewTFMoleculesRF2020RFX[RF 4.8 27

174 zhotochemistryFinFøealF−pacedFlathoSFandFrypsochromismFinFtheFπaterFnimerTFChemistryi-iAi
EuropeaniJournalRF2020RFX]RFWaVY[SWaVZ[ 4.8 6

173 TheFkctivationF−trainFwodelFinFtheFvightFofFøealF−paceFonergyFzartitionsTFZeitschriftiFuri
AnorganischeiUndiAllgemeineiChemieRF2020RF]Z]RFWV]XSWVaX 1.3 4

172 ynFtheFimpactFofFaFphosphorylFgroupFinFtheFrecognitionFcapabilitiesFofFXSaminopyridinesFtowardF
carboxylicFacidsTFTheoreticaliChemistryiAccountsRF2019RFWYbRFW 1.9 0

171 kssessingFtheFøeversedFoxponentialFnecayFofFtheFolectricalFmonductanceFinFwolecularFπiresdFTheF
αndeniableFoffectFofF−taticFolectronFmorrelationTFNanoiLettersRF2019RFWcRFaYcZSaYcc 11.5 9

170 kFchemicalFtheoryFofFtopologicalFinsulatorsTFChemicaliCommunicationsRF2019RF[[RFWXXbWSWXXba 5.8 10

169 kFfirstFstepFtowardsFquantumFenergyFpotentialsFofFelectronFpairsTFPhysicaliChemistryiChemicali
PhysicsRF2019RFXWRFZXW[SZXXY 3.6 9

168 wimickingFonzymesdFksymmetricFsnductionFinsideFaFmarbamateSlasedF−teroidalFmleftTFOrganici
LettersRF2019RFXWRFYccZSYcca 6.2 3

167 zartitionFofFelectronicFexcitationFenergiesdFtheFs–kUoywSmm−nFmethodTFPhysicaliChemistryiChemicali
PhysicsRF2019RFXWRFWYZXbSWYZYc 3.6 11

166
øeplyFtoFtheFMmommentFonFHnecodingFrealFspaceFbondingFdescriptorsFinFvalenceFbondFlanguageHMFbyF
−TF−haikRFzTFribertyFandFnTFnanovichRFzhysTFmhemTFmhemTFzhysTRFXVWcRFXWRFnysdFWVTWVYcUmbmzVaXX[pTF
PhysicaliChemistryiChemicaliPhysicsRF2019RFXWRFbWa[SbWab

3.6

165 kntiSohmicFsingleFmoleculeFelectronFtransportdFisFitFfeasibleiTFNanoscaleiAdvancesRF2019RFWRFWcVWSWcWY 5.1 10

164 olectronSpairFbondingFinFrealFspaceTFssFtheFchargeSshiftFfamilyFsupportediTFChemicaliCommunicationsRF
2019RF[[RF[VaWS[VaZ 5.8 5

163 oxoticFlondingFøegimesFαncoveredFinFoxcitedF−tatesTFChemistryi-iAiEuropeaniJournalRF2019RFX[RFWXW]cSWXWac4.8 9

(2019-2020)
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162 xineFquestionsFonFenergyFdecompositionFanalysisTFJournaliofiComputationaliChemistryRF2019RFZVRFXXZbSXXbY3.5 70

161 TetrelFsnteractionsFfromFanFsnteractingF–uantumFktomsFzerspectiveTFMoleculesRF2019RFXZRF 4.8 7

160 mhemicalFlondingFfromFtheF−tatisticsFofFtheFolectronFnistributionTFChemPhysChemRF2019RFXVRFXaXXSXaZW 3.2 17

159 pluorineFconformationalFeffectsFcharacterizedFbyFenergyFdecompositionFanalysisTFPhysicaliChemistryi
ChemicaliPhysicsRF2019RFXWRFX[X[bSX[Xa[ 3.6 7

158 –uantumFmhemicalFTopologyFasFaFTheoryFofFypenF–uantumF−ystemsTFJournaliofiChemicaliTheoryi
andiComputationRF2019RFW[RFWVacSWVbb 6.4 11

157 ynFolectrostaticsRFmovalencyRFandFmhemicalFnashesdFzhysicalFsnteractionsFversusFmhemicalFlondsTF
Chemistryi-iAiEuropeaniJournalRF2019RFX[RFYVcSYWZ 4.8 21

156 necodingFrealFspaceFbondingFdescriptorsFinFvalenceFbondFlanguageTFPhysicaliChemistryiChemicali
PhysicsRF2018RFXVRFWXY]bSWXYaX 3.6 10

155 øealS−paceFsnF−ituFlondFonergiesdFTowardFkFmonsistentFonergeticFnefinitionFofFlondF−trengthTF
Chemistryi-iAiEuropeaniJournalRF2018RFXZRFcWVWScWWX 4.8 16

154 nativeFandFolectronS−haringFlondingFinFmFpTFChemistryi-iAiEuropeaniJournalRF2018RFXZRFcVbYScVbc 4.8 50

153 kpplicationFofFtheFsnteractingF–uantumFktomsFkpproachFtoFtheF−]]FandFsonicSrydrogenSlondF
natasetsFforFxoncovalentFsnteractionsTFChemPhysChemRF2018RFWcRFcaYScba 3.2 14

152 lerylliumFlondingFinFtheFvightFofFwodernF–uantumFmhemicalFTopologyFToolsTFJournaliofiPhysicali
ChemistryiARF2018RFWXXRFbZcSb[b 2.8 14

151 ralogenFlondsFinFmlathrateFmagesdFkFøealF−paceFzerspectiveTFChemPhysChemRF2018RFWcRFX[WXSX[Wa 3.2 18

150 –uantitativeFolectronFnelocalizationFinF−olidsFfromFwaximallyFvocalizedFπannierFpunctionsTFJournali
ofiChemicaliTheoryiandiComputationRF2018RFWZRFZ]ccSZaWV 6.4 7

149 promFquantumFfragmentsFtoFvewisFstructuresdFelectronFcountingFinFpositionFspaceTFPhysicali
ChemistryiChemicaliPhysicsRF2018RFXVRFXWY]bSXWYbV 3.6 8

148 øevitalizingFtheFconceptFofFbondForderFthroughFdelocalizationFmeasuresFinFrealFspaceTFChemicali
ScienceRF2018RFcRF[[WaS[[Xc 9.4 77

147 snteractingF–uantumFktomsFkpproachFandFolectrostaticF−olvationFonergydFkssessingFktomicFandF
qroupF−olvationFmontributionsTFChemPhysChemRF2018RFWcRFYZX[SYZY[ 3.2 3

146 −tabilityFandFtransFsnfluenceFinFpluorinatedFqoldNsOFmoordinationFmompoundsTFEuropeaniJournaliofi
InorganiciChemistryRF2018RFXVWbRFZZWYSZZXV 2.3 5

145 øealFspaceFbondFordersFareFenergeticFdescriptorsTFPhysicaliChemistryiChemicaliPhysicsRF2018RFXVRFW]XYWSW]XYa3.6 16
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144 kFmultipolarFapproachFtoFtheFinteratomicFcovalentFinteractionFenergyTFJournaliofiComputationali
ChemistryRF2017RFYbRFbW]SbXc 3.5 32

143 TheFbifunctionalFcatalyticFroleFofFwaterFclustersFinFtheFformationFofFacidFrainTFChemicali
CommunicationsRF2017RF[YRFY[W]SY[Wc 5.8 18

142 mhemicalFbondingFinFexcitedFstatesdFonergyFtransferFandFchargeFredistributionFfromFaFrealFspaceF
perspectiveTFJournaliofiComputationaliChemistryRF2017RFYbRFc[aScaV 3.5 23

141 zerformanceFofFtheFøsFandFøstmy−σFapproximationsFinFtheFtopologicalFanalysisFofFtheFelectronF
densityTFTheoreticaliChemistryiAccountsRF2017RFWY]RFW 1.9 5

140 ˇ�SlackbondingFandFnonScovalentFinteractionsFinFtheFtohnzhosFandFpolyfluorothiolateFcomplexesFofF
goldNiOTFDaltoniTransactionsRF2017RFZ]RFWXZ[]SWXZ][ 4.3 6

139 knFunexpectedFbridgeFbetweenFchemicalFbondingFindicatorsFandFelectricalFconductivityFthroughFtheF
localizationFtensorTFPhysicaliChemistryiChemicaliPhysicsRF2017RFWcRFWacVSWaca 3.6 12

138 πhereFnoesFolectronFmorrelationFvieiF−omeFknswersFfromFaFøealF−paceFzartitionTFChemPhysChemRF
2017RFWbRFY[[YSY[]W 3.2 19

137 onergyFzartitionFknalysesdF−ymmetrySkdaptedFzerturbationFTheoryFandFytherFTechniquesF2017RFXaS]Z 13

136 olectronFsharingFandFlocalizationFinFrealFspaceFforFtheFwottFtransitionFfromFWønwpTFperiodicF
calculationsTFTheoreticaliChemistryiAccountsRF2017RFWY]RFW 1.9

135 −tructuralFeffectsFofFtrifluoromethylationFandFfluorinationFinFgoldNsOFlszrozFfluorothiolatesTFNewi
JournaliofiChemistryRF2017RFZWRFWV[YaSWV[ZW 3.6 7

134 rydrogenSlondFπeakeningFthroughFˇ�F−ystemsdFøesonanceSsmpairedFrydrogenFlondsFNøsrlOTF
Chemistryi-iAiEuropeaniJournalRF2017RFXYRFW]]V[SW]]WW 4.8 17

133 rowFolectronicFoxcitationFmanFbeFαsedFtoFsnhibitF−omeFwechanismsFkssociatedFtoF−ubstituentF
offectsTFChemPhysChemRF2016RFWaRFX]]]SaW 3.2 8

132 necayFøateFofFmorrelatedFøealS−paceFnelocalizationFweasuresdFsnsightsFintoFmhemicalFlondingFandF
wottFTransitionsFfromFrydrogenFmhainsTFJournaliofiChemicaliTheoryiandiComputationRF2016RFWXRFYV[YS]X 6.4 10

131 necayFrateFofFrealFspaceFdelocalizationFmeasuresdFaFcomparisonFbetweenFanalyticalFandFtestF
systemsTFPhysicaliChemistryiChemicaliPhysicsRF2016RFWbRFWWaaXSbV 3.6 11

130 oxtensionFofFtheFinteractingFquantumFatomsFNs–kOFapproachFtoFlYvYzFlevelFdensityFfunctionalF
theoryFNnpTOTFPhysicaliChemistryiChemicaliPhysicsRF2016RFWbRFXVcb]SWVVV 3.6 103

129 TowardsFanFenergyFpartitionFintoFrealFspaceFresonanceFstructuresdFWSFandFXSparticleFdensityFmatrixF
decompositionTFMoleculariPhysicsRF2016RFWWZRFWYYZSWYZZ 1.7 3

128 mooperativeFandFanticooperativeFeffectsFinFresonanceFassistedFhydrogenFbondsFinFmergedF
structuresFofFmalondialdehydeTFPhysicaliChemistryiChemicaliPhysicsRF2016RFWcRFcaSWVa 3.6 25

127 TheFnatureFofFresonanceSassistedFhydrogenFbondsdFaFquantumFchemicalFtopologyFperspectiveTF
PhysicaliChemistryiChemicaliPhysicsRF2016RFWbRFX]YbYScV 3.6 48

(2016-2017)
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126 zartitioningFtheFnpTFexchangeScorrelationFenergyFinFlineFwithFtheFinteractingFquantumFatomsF
approachTFTheoreticaliChemistryiAccountsRF2016RFWY[RFW 1.9 37

125 olectronFcorrelationFinFtheFinteractingFquantumFatomsFpartitionFviaFcoupledSclusterFlagrangianF
densitiesTFJournaliofiComputationaliChemistryRF2016RFYaRFWa[YS][ 3.5 26

124 rydrogenFbondFcooperativityFandFanticooperativityFwithinFtheFwaterFhexamerTFPhysicaliChemistryi
ChemicaliPhysicsRF2016RFWbRFWc[[aS]] 3.6 83

123 omergentF−calarFandFεectorFpieldsFinF–uantumFmhemicalFTopologyTFChallengesiandiAdvancesiini
ComputationaliChemistryiandiPhysicsRF2016RFWYWSW[V 0.7 7

122 permiFandFmoulombFcorrelationFeffectsFuponFtheFinteractingFquantumFatomsFenergyFpartitionTF
TheoreticaliChemistryiAccountsRF2016RFWY[RFW 1.9 17

121
øevisitingFtheFcarbonylFnFShFˇ�PFelectronicFexcitationFthroughFtopologicalFeyesdFexpandingRFenrichingF
andFenhancingFtheFchemicalFlanguageFusingFelectronFnumberFdistributionFfunctionsFandFdomainF
averagedFpermiFholesTFPhysicaliChemistryiChemicaliPhysicsRF2015RFWaRFX]V[cSaW

3.6 3

120 TheFrotationalFbarrierFofFethaneFandFsomeFofFitsFhexasubstitutedFderivativesFinFtermsFofFtheFforcesF
actingFonFtheFelectronFdistributionTFPhysicaliChemistryiChemicaliPhysicsRF2015RFWaRFWcVXWSc 3.6 14

119 −ixFquestionsFonFtopologyFinFtheoreticalFchemistryTFComputationaliandiTheoreticaliChemistryRF2015RF
WV[YRFXSW] 2 81

118 nynamicalFcorrelationFwithinFtheFsnteractingF–uantumFktomsFmethodFthroughFcoupledFclusterF
theoryTFComputationaliandiTheoreticaliChemistryRF2015RFWV[YRFcVSc[ 2 33

117 kFviewFofFcovalentFandFionicFbondingFfromFwaximumFzrobabilityFnomainsTFComputationaliandi
TheoreticaliChemistryRF2015RFWV[YRFWZXSWZc 2 21

116 αnderstandingFtheFbifurcatedFhalogenFbondingFxiralixFinFbidentateFdiazaheterocyclicFcompoundsTF
ComputationaliandiTheoreticaliChemistryRF2015RFWV[YRFXXcSXYa 2 27

115 officientFalgorithmsFforFrirshfeldSsFchargesTFJournaliofiChemicaliPhysicsRF2015RFWZYRFVbZWW[ 3.9 7

114 yneSelectronFimagesFinFrealFspacedFnaturalFadaptiveForbitalsTFJournaliofiComputationaliChemistryRF
2015RFY]RFbYYSZY 3.5 25

113 knFinteractingFquantumFatomsFanalysisFofFtheFmetalSmetalFbondFinF[wXNmyOb]nFsystemsTFJournaliofi
PhysicaliChemistryiARF2015RFWWcRFXW[YS]V 2.8 16

112 knFanatomyFofFintramolecularFatomicFinteractionsFinFhalogenSsubstitutedFtrinitromethanesTFPhysicali
ChemistryiChemicaliPhysicsRF2014RFW]RFW]abVSc 3.6 19

111 leyondFtheFmolecularForbitalFconceptionFofFelectronicallyFexcitedFstatesFthroughFtheFquantumF
theoryFofFatomsFinFmoleculesTFPhysicaliChemistryiChemicaliPhysicsRF2014RFW]RFcXZcS[b 3.6 30

110 ynFtheFstabilityFofFsomeFanalyticallyFsolvableFmaximumFprobabilityFdomainsTFTheoreticaliChemistryi
AccountsRF2014RFWYYRFW 1.9 5

109 ynFtheFinterpretationFofFdomainFaveragedFpermiFholeFanalysesFofFcorrelatedFwavefunctionsTF
PhysicaliChemistryiChemicaliPhysicsRF2014RFW]RFZ[b]Sca 3.6 23
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108 olectronFnumberFdistributionFfunctionsFfromFmolecularFwavefunctionsTFεersionFXTFComputeriPhysicsi
CommunicationsRF2014RFWb[RFX]]YSX]bX 4.2 18

107 rydrogenSbondFcooperativeFeffectsFinFsmallFcyclicFwaterFclustersFasFrevealedFbyFtheFinteractingF
quantumFatomsFapproachTFChemistryi-iAiEuropeaniJournalRF2013RFWcRFWZYVZSW[ 4.8 71

106 zerspectivesFforFquantumFchemicalFtopologyFinFcrystallographyTFPhysicaiScriptaRF2013RFbaRFVZbWV] 2.6 5

105 nomainSaveragedFexchangeScorrelationFenergiesFasFaFphysicalFunderpinningFforFchemicalFgraphsTF
ChemPhysChemRF2013RFWZRFWXWWSb 3.2 74

104 mhemicalFsnteractionsFandF−pinF−tructureFinFNyXOZdFsmplicationsFforFtheF˛µSyXFzhaseTFJournaliofi
ChemicaliTheoryiandiComputationRF2013RFcRFXWacSbb 6.4 11

103 kFhierarchyFofFchemicalFbondingFindicesFinFrealFspaceFfromFreducedFdensityFmatricesFandFcumulantsTF
ComputationaliandiTheoreticaliChemistryRF2013RFWVVYRFaWSab 2 26

102 zerformanceFofFtheFdensityFmatrixFfunctionalFtheoryFinFtheFquantumFtheoryFofFatomsFinFmoleculesTF
JournaliofiPhysicaliChemistryiARF2012RFWW]RFWXYaS[V 2.8 32

101 TheFohrenfestFforceFfielddFTopologyFandFconsequencesFforFtheFdefinitionFofFanFatomFinFaFmoleculeTF
JournaliofiChemicaliPhysicsRF2012RFWYaRFWYZWVW 3.9 48

100 londingFbetweenFstronglyFrepulsiveFmetalFatomsdFanFoxymoronFmadeFrealFinFaFconfinedFspaceFofF
endohedralFmetallofullerenesTFChemicaliCommunicationsRF2012RFZbRFbVYWS[V 5.8 81

99 leyondF−tandardFmhargeFnensityFTopologicalFknalysesF2011RFYVYSY[b 6

98 xatureFofFmhemicalFsnteractionsFfromFtheFzrofilesFofFolectronFnelocalizationFsndicesTFJournaliofi
ChemicaliTheoryiandiComputationRF2011RFaRFWaVZSWW 6.4 48

97 øestoringForbitalFthinkingFfromFrealFspaceFdescriptionsdFbondingFinFclassicalFandFnonSclassicalF
transitionFmetalFcarbonylsTFPhysicaliChemistryiChemicaliPhysicsRF2011RFWYRF[V]bSaa 3.6 34

96 olectronFnumberFdistributionFfunctionsFwithFiterativeFrirshfeldFatomsTFComputationaliandi
TheoreticaliChemistryRF2011RFca[RFXSb 2 8

95 TheFnatureFofFtheFinteractionFofForganoseleniumFmoleculesFwithFdiiodineTFJournaliofiPhysicali
ChemistryiARF2011RFWW[RFWVV]cSaa 2.8 18

94 qeneralizedFelectronFnumberFdistributionFfunctionsdFrealFspaceFversusForbitalFspaceFdescriptionsTF
TheoreticaliChemistryiAccountsRF2011RFWXbRFZYYSZZZ 1.9 12

93 monvergenceFofFtheFmultipoleFexpansionFforFWRXFmoulombFinteractionsdFTheFmodifiedFmultipoleF
shiftingFalgorithmTFJournaliofiChemicaliPhysicsRF2010RFWYXRFWcZWWV 3.9 15

92 londingFinFmlassicalFandFxonclassicalFTransitionFwetalFmarbonylsdFTheFsnteractingF–uantumFktomsF
zerspectiveTFJournaliofiChemicaliTheoryiandiComputationRF2010RF]RFWV]ZSWVaZ 6.4 68

91 αniversalFcompressibilityFbehaviourFofFionsFinFionicFcrystalsTFHighiPressureiResearchRF2009RFXcRFcaSWVX 1.6 4

(2009-2014)
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90 −tericFrepulsionsRFrotationFbarriersRFandFstereoelectronicFeffectsdFaFrealFspaceFperspectiveTFJournali
ofiComputationaliChemistryRF2009RFYVRFcbSWVc 3.5 74

89 mriticdFaFnewFprogramFforFtheFtopologicalFanalysisFofFsolidSstateFelectronFdensitiesTFComputeriPhysicsi
CommunicationsRF2009RFWbVRFW[aSW]] 4.2 231

88 londFmetallicityFofFmaterialsFfromFrealFspaceFchargeFdensityFdistributionsTFChemicaliPhysicsiLettersRF
2009RFZaWRFWaZSWaa 2.5 41

87 lasesFforFαnderstandingFzolymerizationFunderFzressuredFTheFzracticalFmaseFofFmyXTFJournaliofi
PhysicaliChemistryiBRF2009RFWWYRFWV]bSaY 3.4 13

86
TowardFαnderstandingFtheFzhotochemistryFofFzhotoactiveFYellowFzroteindFkFmk−zTXUmk−−mpFandF
–uantumFTheoryFofFktomsFinFwoleculesFmombinedF−tudyFofFaFwodelFmhromophoreFinFεacuoTF
JournaliofiChemicaliTheoryiandiComputationRF2009RF[RFYVYXSb

6.4 28

85 αsingFpseudopotentialsFwithinFtheFinteractingFquantumFatomsFapproachTFJournaliofiPhysicali
ChemistryiARF2009RFWWYRFac]YSaW 2.8 22

84 kFconnectionFbetweenFdomainSaveragedFpermiFholeForbitalsFandFelectronFnumberFdistributionF
functionsFinFrealFspaceTFJournaliofiChemicaliPhysicsRF2009RFWYWRFWXZWX[ 3.9 28

83 momputationFofFvocalFandFqlobalFzropertiesFofFtheFolectronFvocalizationFpunctionFTopologyFinF
mrystalsTFJournaliofiChemicaliTheoryiandiComputationRF2009RF[RFW]ZSaY 6.4 22

82 rowFelectronFlocalizationFfunctionFquantifiesFandFpicturesFchemicalFchangesFinFaFsoliddFtheFlYSShlWF
pressureFinducedFphaseFtransitionFinFleyTFJournaliofiPhysicaliChemistryiBRF2008RFWWXRFcabaScZ 3.4 25

81 TheoreticalF−imulationFofFklxFxanocrystalsTFJournaliofiPhysicaliChemistryiCRF2008RFWWXRF]]]aS]]a] 3.8 5

80 αsefulFapplicationsFofFtheFelectronFlocalizationFfunctionFinFhighSpressureFcrystalFchemistryTFJournali
ofiPhysicsiandiChemistryiofiSolidsRF2008RF]cRFXXVZSXXVa 3.9 24

79 onpdFmomputingFelectronFnumberFprobabilityFdistributionFfunctionsFinFrealFspaceFfromFmolecularF
waveFfunctionsTFComputeriPhysicsiCommunicationsRF2008RFWabRF]XWS]YZ 4.2 40

78 olectronâ��electronFinteractionsFbetweenFovpFbasinsTFChemicaliPhysicsiLettersRF2008RFZ[ZRFYc]SZVY 2.5 26

77 knFelectronFnumberFdistributionFviewFofFchemicalFbondsFinFrealFspaceTFPhysicaliChemistryiChemicali
PhysicsRF2007RFcRFWVbaScX 3.6 57

76 momparisonFofFdirectFandFflowFintegrationFbasedFchargeFdensityFpopulationFanalysesTFJournaliofi
PhysicaliChemistryiARF2007RFWWWRFWXWZ]S[W 2.8 15

75 −pinFresolvedFelectronFnumberFdistributionFfunctionsdFhowFspinsFcoupleFinFrealFspaceTFJournaliofi
ChemicaliPhysicsRF2007RFWXaRFWZZWVY 3.9 46

74 mhargeFtransferRFchemicalFpotentialsRFandFtheFnatureFofFfunctionalFgroupsdFanswersFfromFquantumF
chemicalFtopologyTFFaradayiDiscussionsRF2007RFWY[RFZXYSYbeFdiscussionFZbcS[V] 3.6 36

73 αnusualFsubstituentFeffectsFonFtheFbondingFofFiminoboranesTFPhysicaliChemistryiChemicaliPhysicsRF
2007RFcRFYcaVSa 3.6 29
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72 londFpathsFasFprivilegedFexchangeFchannelsTFChemistryi-iAiEuropeaniJournalRF2007RFWYRFcY]XSaW 4.8 260

71 mhemicalFfragmentsFinFrealFspacedFdefinitionsRFpropertiesRFandFenergeticFdecompositionsTFJournaliofi
ComputationaliChemistryRF2007RFXbRFW]WSbZ 3.5 119

70 −patialFlocalizationRFcorrelationRFandFstatisticalFdependenceFofFelectronsFinFatomicFdomainsdFTheFTF
ChemicaliPhysicsiLettersRF2007RFZYaRFXbaSXcX 2.5 19

69 olectronFnumberFprobabilityFdistributionsFforFcorrelatedFwaveFfunctionsTFJournaliofiChemicaliPhysics
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