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bcSG[WaaT[WbZ 3.9 2460
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234  hatGisGymzGanalysisGandGhowGisGitGusefuljUGInternationalkReviewskinkPhysicalkChemistrySG2016SGZ]SGZddT[[W7 375

233 yaturalGbondGorbitalGanalysiseGaGcriticalGoverviewGofGrelationshipsGtoGalternativeGbondingG
perspectivesUGJournalkofkComputationalkChemistrySG2012SGZZSGYZaZTbd 3.5 372

232 ResonanceGpropertiesGofGcomplexTrotatedGhamiltoniansUGMolecularkPhysicsSG1978SGZaSGXaXZTXaZW 1.7 340

231 “heGyaturalGmondGzrbitalGwewisG’tructureGnonceptGforGxoleculesSGRadicalsSGandGRadicalGtonsG1988SGYYbTYZa 333

230 †uantumTmechanicalGstudiesGonGtheGoriginGofGbarriersGtoGinternalGrotationGaboutGsingleGbondsUG
JournalkofkthekAmericankChemicalkSocietySG1979SGXWXSGXbWWTXbWd 16.4 281

229
nollagenGstabilityeGinsightsGfromGyxRGspectroscopicGandGhybridGdensityGfunctionalGcomputationalG
investigationsGofGtheGeffectGofGelectronegativeGsubstituentsGonGprolylGringGconformationsUGJournalkofk
thekAmericankChemicalkSocietySG2002SGXY[SGY[dbT]W]

16.4 276

228 yaturalGbondGorbitalGanalysisGofGstericGinteractionsUGJournalkofkChemicalkPhysicsSG1997SGXWbSG][WaT][YX 3.9 228

227 yaturalGchemicalGshieldingGanalysisGofGnuclearGmagneticGresonanceGshieldingGtensorsGfromG
gaugeTincludingGatomicGorbitalGcalculationsUGJournalkofkChemicalkPhysicsSG1997SGXWbSGXXbZTXXc[ 3.9 216

226 ’tructureGandGspectroscopyGofGOsnyPnGclusterseGnooperativeGandGelectronicGdelocalizationGeffectsGinG
nâ��sjjjyGhydrogenGbondingUGJournalkofkChemicalkPhysicsSG1995SGXWZSGZZZTZ[b 3.9 210

225 yatureGofGsTbondingGinGclustersSGliquidsSGandGenzymeseGanGabGinitioSGnaturalGbondGorbitalGperspectiveUG
ComputationalkandkTheoreticalkChemistrySG1997SGZdcTZddSGXcXTXdb 199

224  hatGisGaGhydrogenGbondjGxutuallyGconsistentGtheoreticalGandGexperimentalGcriteriaGforG
characterizingGsTbondingGinteractionsUGMolecularkPhysicsSG2012SGXXWSG]a]T]bd 1.7 169

223 yaturalGmondGzrbitalGlnalysisGofGtnternalGRotationGmarriersGandGRelatedG…henomenaUGIsraelkJournalk
ofkChemistrySG1991SGZXSGYbbTYc] 3.4 160

222 yaturalGstericGanalysisGofGinternalGrotationGbarriersUGInternationalkJournalkofkQuantumkChemistrySG
1999SGbYSGYadTYcW 2.1 159

221 xetricGgeometryGofGequilibriumGthermodynamicsUGttUG’calingSGhomogeneitySGandGgeneralizedG
ribbsâ��ouhemGrelationsUGJournalkofkChemicalkPhysicsSG1975SGaZSGY[c[TY[cb 3.9 152

220 lntiTelectrostaticGhydrogenGbondsUGAngewandtekChemiek-kInternationalkEditionSG2014SG]ZSGXXYX[Tb 16.4 146

219 yaturalGstericGanalysiseGlbGinitioGvanGderG aalsGradiiGofGatomsGandGionsUGJournalkofkChemicalkPhysicsSG
1997SGXWbSG][YYT][ZY 3.9 146

218 RebuttalGtoGtheGmickelhauptâ��maerendsGnaseGforG’tericGRepulsionGnausingGtheG’taggeredG
nonformationGofGpthaneUGAngewandtekChemiek-kInternationalkEditionSG2003SG[YSG[XccT[Xd[ 16.4 145

217 znGtheGroleGofGdGorbitalsGinGsulfurGhexafluorideUGJournalkofkthekAmericankChemicalkSocietySG1986SGXWcSGZ]caTZ]dZ16.4 144
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216 oynamicGpolarizabilitiesGofGtwoTelectronGatomsSGwithGrigorousGupperGandGlowerGboundsUGJournalkofk
ChemicalkPhysicsSG1976SGa]SG[dXZT[dYa 3.9 131

215 xomentTtheoryGinvestigationsGofGphotoabsorptionGandGdispersionGprofilesGinGatomsGandGionsUG
PhysicalkReviewkASG1976SGX[SGXW[YTXW]a 2.6 128

214 †uantumGclusterGequilibriumGtheoryGofGliquidseGreneralGtheoryGandGcomputerGimplementationUG
JournalkofkChemicalkPhysicsSG1998SGXWdSGZabTZbY 3.9 124

213 pxperimentalGandGtheoreticalGdeterminationGofGtheGtemperatureGdependenceGofGdeuteronGandG
oxygenGquadrupoleGcouplingGconstantsGofGliquidGwaterUGJournalkofkChemicalkPhysicsSG1995SGXWZSGad[XTad]W3.9 114

212 “heGyatureGofGtheG’iliconâ��zxygenGmondUGOrganometallicsSG2011SGZWSG]cX]T]cY[ 3.8 110

211 zriginGofGxethylGtnternalGRotationGmarriersUGAccountskofkChemicalkResearchSG1999SGZYSGdcZTddZ 24.3 107

210 ”nderstandingGbarriersGtoGinternalGrotationGinGsubstitutedGtoluenesGandGtheirGcationsUGJournalkofk
ChemicalkPhysicsSG1995SGXWYSGabcbTacW] 3.9 101

209 ’pectroscopicGpvidenceGforGnlustersGofGwikeTnhargedGtonsGinGtonicGwiquidsG’tabilizedGbyGnooperativeG
sydrogenGmondingUGChemPhysChemSG2016SGXbSG[]cTaY 3.2 100

208 †uantumGnlusterGpquilibriumG“heoryGofGwiquidseGG“emperatureGoependenceGofGsydrogenGmondingGinG
wiquidGyTxethylacetamideG’tudiedGbyGtRG’pectraUGJournalkofkPhysicalkChemistrykBSG1998SGXWYSGdZXYTdZXc 3.4 99

207 tnvestigationGofGtheGdifferencesGinGstabilityGofGtheGznjjjsqGandGnzjjjsqGcomplexesUGJournalkofk
ChemicalkPhysicsSG1985SGcYSGYabdTYacb 3.9 99

206 yaturalGuTcouplingGanalysiseGinterpretationGofGscalarGuTcouplingsGinGtermsGofGnaturalGbondGorbitalsUG
JournalkofkthekAmericankChemicalkSocietySG2001SGXYZSGXYWYaTZa 16.4 93

205 xetricGgeometryGofGequilibriumGthermodynamicsUG–UGlspectsGofGheterogeneousGequilibriumUGJournalk
ofkChemicalkPhysicsSG1976SGa]SG]]dT]a[ 3.9 93

204 zriginGofGtransTbentGgeometriesGinGmaximallyGbondedGtransitionGmetalGandGmainGgroupGmoleculesUG
JournalkofkthekAmericankChemicalkSocietySG2006SGXYcSGbZZ]T[] 16.4 90

203 †uantumGclusterGequilibriumGtheoryGofGliquidseGtllustrativeGapplicationGtoGwaterUGJournalkofkChemicalk
PhysicsSG1998SGXWdSGZbZTZc[ 3.9 90

202 “heoreticalGstudyGofGhydrogenGbondingGinGliquidGandGgaseousGyTmethylformamideUGJournalkofk
ChemicalkPhysicsSG1997SGXWbSG[ddT]Wb 3.9 89

201 ReducedGoensityGxatricesGofGltomsGandGxoleculesUGttUGznGtheGyTRepresentabilityG…roblemUGJournalk
ofkChemicalkPhysicsSG1967SG[bSGYYdcTYZXX 3.9 89

200
yxRGtnvestigationsGofGnlostridiumGpasteurianumGRubredoxinUGzriginGofGsyperfineGXsSGYsSGXZnSGandG
X]yGyxRGnhemicalG’hiftsGinGtronâ��’ulfurG…roteinsGlsGoeterminedGbyGnomparisonGofGpxperimentalG
oataGwithGsybridGoensityGqunctionalGnalculationsâ� UGJournalkofkthekAmericankChemicalkSocietySG1998SG
XYWSG[cWaT[cX[

16.4 86

199 ymzGbUWeGyewGvistasGinGlocalizedGandGdelocalizedGchemicalGbondingGtheoryUGJournalkofkComputationalk
ChemistrySG2019SG[WSGYYZ[TYY[X 3.5 85
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198 “heGroleGofGdelocalizationGinGbenzeneUGJournalkofkthekAmericankChemicalkSocietySG1993SGXX]SGXWd]YTXWd]b 16.4 85

197  hatGisGaGhydrogenGbondjGResonanceGcovalencyGinGtheGsupramolecularGdomainUGChemistrykEducationk
ResearchkandkPracticeSG2014SGX]SGYbaTYc] 2.1 82

196 ReducedGoensityGxatricesGofGltomsGandGxoleculesUGtUG“heGYGxatrixGofGooubleTzccupancySG
nonfigurationTtnteractionG avefunctionsGforG’ingletG’tatesUGJournalkofkChemicalkPhysicsSG1967SG[aSGYb]YTYb]c3.9 81

195 pxperimentalGandGtheoreticalGstudiesGofGhydrogenGbondingGinGneatSGliquidGformamideUGJournalkofk
ChemicalkPhysicsSG1995SGXWYSG]XXcT]XY] 3.9 80

194
xetricGgeometryGofGequilibriumGthermodynamicsUGtttUGplementaryGformalGstructureGofGaG
vectorTalgebraicGrepresentationGofGequilibriumGthermodynamicsUGJournalkofkChemicalkPhysicsSG1975SG
aZSGY[ccTY[d]

3.9 78

193 zbservationGofGanGpclipsedGnTnsZGmondGinGaG“ricyclicGzrthoamidefGpxperimentalGandG“heoreticalG
pvidenceGforGnjsGGzGsydrogenGmondsUGAngewandtekChemiekInternationalkEditionkinkEnglishSG1987SGYaSGXXb]TXXbb 76

192 syperconjugativeGinteractionsGinGpermethylatedGsiloxanesGandGetherseGtheGnatureGofGtheG’izGbondUG
JournalkofkthekAmericankChemicalkSocietySG2013SGXZ]SG]baYTb 16.4 75

191 ”pperGandGwowerGmoundsGtoG†uantumTxechanicalG…ropertiesUGAdvanceskinkQuantumkChemistrySG1972
SGYddTZZX 1.4 74

190 yineGquestionsGonGenergyGdecompositionGanalysisUGJournalkofkComputationalkChemistrySG2019SG[WSGYY[cTYYcZ3.5 70

189
yaturalGmondGnriticalG…ointGanalysiseGquantitativeGrelationshipsGbetweenGnaturalGbondGorbitalTbasedG
andG†“ltxTbasedGtopologicalGdescriptorsGofGchemicalGbondingUGJournalkofkComputationalkChemistrySG
2012SGZZSGY[[WTd

3.5 70

188 lntiTplectrostaticGsydrogenGmondsUGAngewandtekChemieSG2014SGXYaSGXXZdaTXXZdd 3.6 69

187 mlueT’hiftedGandGRedT’hiftedGsydrogenGmondsGinGsypervalentGRareTrasGqRgâ��s´•´•´•·G’andwichesUG
JournalkofkPhysicalkChemistrykASG2004SGXWcSG[bYWT[bZW 2.8 67

186 †uantumGclusterGequilibriumGtheoryGofGliquidseGqreezingGofG†npVZTYXrGwaterGtoGtetrakaidecahedralG
â��muckyTiceâ��UGJournalkofkChemicalkPhysicsSG1999SGXXWSG]WcT]X] 3.9 67

185 nriteriaGofGlccuracyGofGlpproximateG avefunctionsUGJournalkofkMathematicalkPhysicsSG1970SGXXSGYXYbTYXZc1.2 67

184 †uantumGclusterGequilibriumGtheoryGofGliquidseGmolecularGclustersGandGthermodynamicsGofGliquidG
ethanolUGMolecularkPhysicsSG1999SGdbSG[a]T[bb 1.7 66

183 nhemistryUGsighGbondGordersGinGmetalTmetalGbondingUGScienceSG2007SGZXaSGaXTZ 33.3 65

182 ’omeGremarksGonGnonorthogonalGorbitalsGinGquantumGchemistryUGComputationalkandkTheoreticalk
ChemistrySG1988SGXa]SGXcdTYWY 65

181 xetricGgeometryGofGequilibriumGthermodynamicsUGt–UG–ectorTalgebraicGevaluationGofGthermodynamicG
derivativesUGJournalkofkChemicalkPhysicsSG1975SGaZSGY[daTY]WX 3.9 65
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180 oipoleGoscillatorGstrengthsSGwithGrigorousGlimitsGofGerrorSGforGseGandGwiRUGPhysicalkReviewkASG1974SGdSGXXcTXYc2.6 65

179 tmaginaryTfrequencyGpolarizabilityGandGvanGderG aalsGforceGconstantsGofGtwoTelectronGatomsSGwithG
rigorousGboundsUGJournalkofkChemicalkPhysicsSG1977SGaaSGXdXTXdc 3.9 64

178 ’tructureGofGwiquidGyTxethylacetamideeGG“emperatureGoependenceGofGyxRGnhemicalG’hiftsGandG
†uadrupoleGnouplingGnonstantsUGJournalkofkPhysicalkChemistrykASG1997SGXWXSGccaXTccbW 2.8 58

177 nomplexTcoordinateGstudiesGofGheliumGautoionizingGresonancesUGInternationalkJournalkofkQuantumk
ChemistrySG1978SGX[SGbYbTbZa 2.1 58

176 …rotonationGofGRheniumGllkyneGnomplexesG…roducesG˛•ZTlllylGRheniumGnomplexesGviaGzbservableG
XTxetallacyclopropeneGtntermediatesUGJournalkofkthekAmericankChemicalkSocietySG1998SGXYWSGXY]WWTXY]XX16.4 57

175 “ransferabilityGofGnaturalGbondGorbitalsUGJournalkofkthekAmericankChemicalkSocietySG1988SGXXWSGZacTZbY 16.4 57

174 nalculationGofG”pperGandGwowerGmoundsGtoGzscillatorG’trengthsUGJournalkofkChemicalkPhysicsSG1971SG
][SGXcb[TXccX 3.9 56

173 mayTtypeGs´•´•´•sGIbondingIGinGcisTYTbuteneGandGrelatedGspecieseG†“ltxGversusGymzGdescriptionUG
JournalkofkComputationalkChemistrySG2014SGZ]SGX[ddT]Wc 3.5 54

172 …hotoelectronGspectroscopyGofGfreeGradicalsGwithGcmâ��XGresolutioneG“heGbenzylGcationUGJournalkofk
ChemicalkPhysicsSG1991SGd]SGcaa]Tcaac 3.9 53

171 nonceptualGmodelGofGIthroughTbondsIGinteractionsUGJournalkofkthekAmericankChemicalkSocietySG1976SG
dcSG[ZdYT[ZdZ 16.4 53

170 nommonG“extbookGandG“eachingGxisrepresentationsGofGwewisG’tructuresUGJournalkofkChemicalk
EducationSG1995SGbYSG]cZ 2.4 52

169 ’tructuresGofGtheGaluminumGoxidesGstudiedGbyGabGinitioGmethodsGwithGnaturalGbondGorbitalGanalysisUG
JournalkofkChemicalkPhysicsSG1992SGdbSGZ[YWTZ[ZW 3.9 52

168 sighGsarmonicGrenerationG’pectraGofGyeutralGseliumGbyGtheGnomplexT’caledGOGtStjPGxethodeGRoleGofG
oynamicalGplectronGnorrelationUGPhysicalkReviewkLettersSG1997SGbcSGYXWWTYXWZ 7.4 51

167 ResonanceGnharacterGofGsydrogenTbondingGtnteractionsGinG aterGandGztherGsTbondedG’peciesUG
AdvanceskinkProteinkChemistrySG2005SGbYSGXYXT]] 50

166 lGtheoreticalGmodelGofGbondingGinGhyperlithiatedGcarbonGcompoundsUGJournalkofkthekAmericank
ChemicalkSocietySG1985SGXWbSGXdXdTXdYX 16.4 50

165 “emperatureGdependenceGofGhydrogenGbondingGinGneatSGliquidGformamideUGJournalkofkChemicalk
PhysicsSG1995SGXWZSGZaZaTZa[Y 3.9 47

164 uointGtreatmentGofGabGinitioGandGexperimentalGdataGinGmolecularGforceGfieldGcalculationsGwithG
“ikhonovâ��sGmethodGofGregularizationUGJournalkofkChemicalkPhysicsSG1994SGXWWSGX[X[TX[Y[ 3.9 46

163 pfficientGoptimizationGofGnaturalGresonanceGtheoryGweightingsGandGbondGordersGbyGgramTbasedG
convexGprogrammingUGJournalkofkComputationalkChemistrySG2019SG[WSGYWYcTYWZ] 3.5 45
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162 ’olventGandGconcentrationGdependenceGofGtheGhydroxylGchemicalGshiftGofGmethanolUGMoleculark
PhysicsSG1998SGdZSGX[]TX]X 1.7 45

161 –alenceGandGextraTvalenceGorbitalsGinGmainGgroupGandGtransitionGmetalGbondingUGJournalkofk
ComputationalkChemistrySG2007SGYcSGXdcTYWZ 3.5 43

160 RadicalGhydrogenGbondingeGoriginGofGstabilityGofGradicalTmoleculeGcomplexesUGJournalkofkChemicalk
PhysicsSG2007SGXYbSGXa[XWY 3.9 43

159 mondâ��antibondGanalysisGofGinternalGrotationGbarriersGinGglyoxalGandGrelatedGmoleculeseG hereGtyozG
failsUGInternationalkJournalkofkQuantumkChemistrySG1981SGXdSGbcXTbdX 2.1 43

158 nalculationsGofGoneTSGtwoTGandGthreeTbondGnuclearGspinTspinGcouplingsGinGaGmodelGpeptideGandG
correlationsGwithGexperimentalGdataUGJournalkofkBiomolecularkNMRSG1994SG[SG]XdT[Y 3 42

157 “ransThydrogenTbondGOhYPuOyyPGandGOhXPuOysPGcouplingsGinGtheGoylGlT“GbaseGpaireGnaturalGbondG
orbitalGanalysisUGJournalkofkthekAmericankChemicalkSocietySG2002SGXY[SGXXdWTX 16.4 41

156 ’omeGremarksGonGtheGnâ��sGbondGdipoleGmomentUGJournalkofkChemicalkPhysicsSG1986SGc[SGY[YcTY[ZW 3.9 41

155 “heGymzG–iewGofGnhemicalGmondingG2014SGdXTXYW 40

154 ZcV[eGˇ�TtypeGlongTbondingeGaGnovelGtransitionalGmotifGtowardGtheGmetallicGdelocalizationGlimitUG
InorganickChemistrySG2013SG]YSG]X][Taa 5.1 40

153 “heoreticalG’tudiesGofG…rotiumVoeuteriumGqractionationGqactorsGandGnooperativeGsydrogenG
mondingGinG…eptidesUGJournalkofkthekAmericankChemicalkSocietySG1995SGXXbSGdaXdTdaY[ 16.4 40

152 RebuttalGtoGtheGmickelhauptâ��maerendsGnaseGforG’tericGRepulsionGnausingGtheG’taggeredG
nonformationGofGpthaneUGAngewandtekChemieSG2003SGXX]SG[ZYWT[ZYa 3.6 39

151 RabbitTearsGhybridsSG–’p…RGstericsSGandGotherGorbitalGanachronismsUGChemistrykEducationkResearchk
andkPracticeSG2014SGX]SG[XbT[Z[ 2.1 38

150 tmprovedGgeneralGunderstandingGofGtheGhydrogenTbondingGphenomenaeGaGreplyUGAngewandtek
Chemiek-kInternationalkEditionSG2015SG][SGYaWWTY 16.4 38

149 †uantumGclusterGequilibriumGtheoryGofGliquidseGtemperatureGdependentGchemicalGshiftsSGquadrupoleG
couplingGconstantsGandGvibrationalGfrequenciesGinGliquidGethanolUGMolecularkPhysicsSG1999SGdbSG[bdT[ca 1.7 38

148 †uadrupoleGcouplingGconstantsGinGlinearGOsnyPnGclusterseG“heoreticalGandGexperimentalGevidenceG
forGcooperativityGeffectsGinGnâ��sjjjyGhydrogenGbondingUGJournalkofkChemicalkPhysicsSG1995SGXWZSGZ[cTZ]Y 3.9 38

147 mondingGlnalysisGofG“xOcllnPYGO“xGhGnuSGlgSGandGluPGandGtheGtmportanceGofGReferenceG’tateUG
OrganometallicsSG2015SGZ[SGZ[[YTZ[[d 3.8 36

146 ’tructureGofGxagnesiumGnlusterGrrignardGReagentsUGInorganickChemistrySG1995SGZ[SGYdcWTYdcZ 5.1 35

145 moronGoxideseGlbGinitioGstudiesGwithGnaturalGbondGorbitalGanalysisUGJournalkofkChemicalkPhysicsSG1993SG
dcSGXZYdTXZZ] 3.9 35
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144 plectronTcorrelationGeffectsGinGtheGpositionsGandGwidthsGofGtwoTelectronGautoionizingGresonancesUG
PhysicalkReviewkASG1979SGYWSGYbTZX 2.6 35

143 nhemicalGmondingGasGaG’uperpositionG…henomenonUGJournalkofkChemicalkEducationSG1999SGbaSGXX[X 2.4 34

142 lntisymmetrizationGeffectsGinGbondTorbitalGmodelsGofGinternalGrotationGbarriersUGJournalkofkChemicalk
PhysicsSG1980SGbYSGYcaaTYcac 3.9 34

141 …hotodissociationGofGOnzPRYeG“heoreticalGstudiesGofGgroundGYmuGandGexcitedGYmgGpotentialGenergyG
surfacesUGJournalkofkChemicalkPhysicsSG1987SGcbSGZdYT[XW 3.9 33

140 “heoreticalG…redictionGofGRobustG’econdTRowGzxyanionGnlustersGinGtheGxetastableGoomainGofG
lntielectrostaticGsydrogenGmondingUGInorganickChemistrySG2018SG]bSGYWZ]TYW[[ 5.1 31

139 “orsionTvibrationGinteractionsGinGhydrogenGperoxideUGXUGnalculationGofGtheGtransGbarrierGforGhydroxylsG
overtoneGexcitationsGupGtoGvGhGcUGThekJournalkofkPhysicalkChemistrySG1988SGdYSG[Yd]T[ZWa 30

138 pffectiveGzTXbGquadrupoleGmomentsGforGtheGcalibratedGcomputationGofGquadrupoleGcouplingG
parametersGatGdifferentGlevelsGofGtheoryUGJournalkofkChemicalkPhysicsSG1996SGXW]SGcYYZTcYZW 3.9 29

137 “hresholdGphotoionizationGspectraGofGbenzylGradicaleGnationGvibrationalGstatesGandGabGinitioG
calculationsUGJournalkofkChemicalkPhysicsSG1996SGXW[SGcccaTccd] 3.9 29

136
syperfineTshiftedGXZnGresonanceGassignmentsGinGanGironTsulfurGproteinGwithGquantumGchemicalG
verificationeGaliphaticGnTs´•´•´•’GZTcenterT[TelectronGinteractionsUGJournalkofkthekAmericankChemicalk
SocietySG2011SGXZZSGXZXWTa

16.4 28

135 pstimatesGofGphiGandGpsiGtorsionGanglesGinGproteinsGfromGoneTSGtwoTGandGthreeTbondGnuclearGspinTspinG
couplingseGapplicationGtoGstaphylococcalGnucleaseUGJournalkofkBiomolecularkNMRSG1994SG[SG][ZT]X 3 28

134 “heoreticalGstudiesGofGzYâ��eOsYzPnGclustersUGJournalkofkComputationalkChemistrySG1986SGbSGYd[TZW] 3.5 28

133 ’ynGandGantiGbentGhydrazineGradicalGcationsUGpffectGofGUsigmaUSUpiUGmixingGonGspectralGpropertiesUG
JournalkofkthekAmericankChemicalkSocietySG1985SGXWbSGX[ZTX[d 16.4 28

132 nriticalGtestGofGquantumGclusterGequilibriumGtheoryeGqormicGacidGatGmZw·…VaTZXRrQGhybridGdensityG
functionalGlevelUGJournalkofkChemicalkPhysicsSG1998SGXWdSG]d[]T]d[b 3.9 27

131 ResonanceG“heoryGRebootUGJournalkofkthekAmericankChemicalkSocietySG2019SGX[XSG[X]aT[Xaa 16.4 26

130 †uantumGclusterGequilibriumGtheoryGofGliquidsGpartGteGxolecularGclustersGandGthermodynamicsGofG
liquidGammoniaUGZeitschriftkFurkElektrotechnikkUndkElektrochemieSG1998SGXWYSGXdbTYW[ 26

129
tnadequaciesGofGtheG…ointToipoleGlpproximationGforGoescribingGplectronâ��yuclearGtnteractionsGinG
…aramagneticG…roteinseGGsybridGoensityGqunctionalGnalculationsGandGtheGlnalysisGofGyxRGRelaxationG
ofGsighT’pinGtronOtttPGRubredoxinUGJournalkofkPhysicalkChemistrykBSG1998SGXWYSGcZWWTcZW]

3.4 26

128 –ariationalG”pperGandGwowerGmoundsGtoGoipoleG“ransitionGxomentsUGPhysicalkReviewkLettersSG1970SG
Y]SGdWbTdWd 7.4 26

127 nommentGonGIyaturalGmondGzrbitalsGandGtheGyatureGofGtheGsydrogenGmondIUGJournalkofkPhysicalk
ChemistrykASG2018SGXYYSGbY[TbZY 2.8 26
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126 nommentGonGIzbservationGofGalkalineGearthGcomplexesGxOnzPGOxGhGnaSG’rSGorGmaPGthatGmimicG
transitionGmetalsIUGScienceSG2019SGZa]SG 33.3 25

125 oiamagnetismGofGheliumUGJournalkofkChemicalkPhysicsSG2000SGXXZSGcaabTcabW 3.9 25

124 yaturalGbondGorbitalsGinGmulticonfigurationalGexpansionseGwocalGtreatmentGofGelectronGcorrelationGinG
moleculesUGJournalkofkChemicalkPhysicsSG1992SGdbSGXWd]TXXWc 3.9 25

123 “orsionTvibrationGinteractionsGinGovertoneGexcitedGstatesGofGhydrogenGperoxideUGThekJournalkofk
PhysicalkChemistrySG1986SGdWSGa[W]Ta[Wc 25

122 “heGprincipleGofGmaximumGoverlapUGJournalkofkthekAmericankChemicalkSocietySG1976SGdcSGZb[]TZb[d 16.4 25

121 oynamicGpolarizabilitiesGofGmetastableGYGXSZ’GexcitedGstatesGofGseGandGwiRSGwithGrigorousGupperGandG
lowerGboundsUGJournalkofkChemicalkPhysicsSG1977SGaaSGXc]TXdW 3.9 25

120
†uantumGclusterGequilibriumGtheoryGofGliquidsGpartGtteG“emperatureGdependentGchemicalGshiftsSG
quadrupoleGcouplingGconstantsGandGvibrationalGfrequenciesGinGliquidGammoniaUGZeitschriftkFurk
ElektrotechnikkUndkElektrochemieSG1998SGXWYSGYW]TYXY

24

119 †uantumGclusterGequilibriumGtheoryGofGliquidseGlightGandGheavyG†npVZTYXrGmodelGwaterUGPhysicalk
ChemistrykChemicalkPhysicsSG2000SGYSGXaXZTXaXd 3.6 24

118 …redictingGtheGtonicG…roductGofG aterUGScientifickReportsSG2017SGbSGXWY[[ 4.9 23

117
†uantumGchemicalGcalculationsGonGstructuralGmodelsGofGtheGcatalyticGsiteGofGchymotrypsineG
comparisonGofGcalculatedGresultsGwithGexperimentalGdataGfromGyxRGspectroscopyUGJournalkofkthek
AmericankChemicalkSocietySG2002SGXY[SGX[ZbZTcX

16.4 23

116 nalculationGofGnuclearGspinTspinGcouplingGconstantsGwithGabGinitioGmolecularGorbitalGwaveGfunctionsUG
ThekJournalkofkPhysicalkChemistrySG1993SGdbSGXXa]bTXXaa] 23

115 “orsionTvibrationGinteractionsGinGhydrogenGperoxideUGYUGyaturalGbondGorbitalGanalysisUGThekJournalkofk
PhysicalkChemistrySG1988SGdYSG[ZWaT[ZXZ 23

114 xassGpolarizationGandGmreitT…auliGcorrectionsGforGtheGpolarizabilityGofGheliumT[UGThekJournalkofk
PhysicalkChemistrySG1982SGcaSGXXXXTXXXa 23

113 wowerGboundsGtoGexpectationGvaluesUGJournalkofkPhysicskASG1968SGXSGZW]TZXZ 23

112 tmprovedGwowerGmoundsGtoGtheGzverlapGtntegralGofGanGlpproximateG avefunctionGwithGtheG“rueG
 avefunctionUGJournalkofkChemicalkPhysicsSG1967SG[aSGY[[cTY[[d 3.9 23

111 nriteriaGofGaccuracyGofGresonanceGeigenvaluesUGInternationalkJournalkofkQuantumkChemistrySG1980SG
XbSGXYWXTXYXX 2.1 22

110 …olyionGnovalencyeGpxoticG’peciesGfromGtheG”nexploredG orldGofGplectrostaticallyG’hieldedG
xolecularGtonGnhemistryUGAngewandtekChemiek-kInternationalkEditionSG2017SG]aSGX[]bbTX[]cX 16.4 21

109 yewsGfromGtheG…eriodicG“ableeGlnGtntroductionGtoGI…eriodicityG’ymbolsSG“ablesSGandGxodelsGforG
sigherTzrderG–alencyGandGoonorâ��lcceptorGvinshipsIUGJournalkofkChemicalkEducationSG2007SGc[SGXX[] 2.4 21
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108 xolecularGcompositionGofGliquidGsulfurUGAngewandtekChemiek-kInternationalkEditionSG2002SG[XSGZXddTYWY 16.4 21

107 pineGnspZTgebundeneGxethylgruppeGinGekliptischerGvonformationfGexperimentellerGundG
theoretischerGyachweisGvonGnjsGâ�ƒGzT asserstoffbrˆ…ckenUGAngewandtekChemieSG1987SGddSGXYXaTXYXc 3.6 21

106 RelativeGaccuracyGofGlengthGandGvelocityGformsGinGoscillatorTstrengthGcalculationsUGPhysicalkReviewkASG
1974SGXWSGX[]bTX[aZ 2.6 21

105 yewGqormulasGforGwowerGmoundsGtoGpxpectationG–aluesUGPhysicalkReviewSG1969SGXcZSGX[YTX[b 21

104 nommentsGonGâ��tsGttG“imeG“oGRetireGtheGsybridGltomicGzrbitaljâ��UGJournalkofkChemicalkEducationSG2012
SGcdSG]bWT]bY 2.4 20

103 ResonanceGbondingGpatternsGofGperoxideGchemistryeGcyclicGthreeTcenterGhyperbondingGinG
IphosphadioxiraneIGintermediatesUGJournalkofkthekAmericankChemicalkSocietySG2006SGXYcSGXXc]WTd 16.4 19

102 †uantumGnlusterGpquilibriumG“heoryGofGwiquidseGtsotopicallyGsubstitutedG†npVZTYXrGxodelG aterUG
ZeitschriftkFurkPhysikalischekChemieSG2002SGYXaSG 3.1 19

101 –ariationalGcalculationGofGcontinuumGcorrectionsGtoGoverlapUGJournalkofkChemicalkPhysicsSG1973SG]dSGZ]]TZaY3.9 19

100 tnsightGintoGtheGxechanismGofGtheGxichaelGReactionUGChemPhysChemSG2016SGXbSGYWYYTZ[ 3.2 19

99 yaturalGresonanceGtheoryeGttUGyaturalGbondGorderGandGvalencyG1998SGXdSGaXW 19

98 ResonanceGnharacterGofGnopperV’ilverVroldGmondingGinG’mallGxoleculejjjxTXGOXhqSGnlSGmrSGnsZSGnqZPG
nomplexesUGChemPhysChemSG2015SGXaSGY[Y[TZX 3.2 18

97 reometricGrepresentationGofGequilibriumGthermodynamicsUGAccountskofkChemicalkResearchSG1976SGdSGYZaTY[W24.3 18

96 znGtheGdipoleGmomentGofGthreeGidenticalGsphericalGatomsUGMolecularkPhysicsSG1978SGZ]SGXYW]TXYXW 1.7 18

95 lccurateGstructureGandGdynamicsGofGtheGmetalTsiteGofGparamagneticGmetalloproteinsGfromGyxRG
parametersGusingGnaturalGbondGorbitalsUGJournalkofkthekAmericankChemicalkSocietySG2012SGXZ[SG[abWTcY 16.4 17

94 tmprovedGreneralG”nderstandingGofGtheGsydrogenTmondingG…henomenaeGlGReplyUGAngewandtek
ChemieSG2015SGXYbSGYaZaTYaZc 3.6 16

93 –ariationalGpxtensionsGofGwowerGmoundsGtoGpxpectationG–aluesUGPhysicalkReviewkASG1970SGXSGXYYTXY[ 2.6 16

92 lbGtnitioGnalculationsGofG…rotiumVoeuteriumGqractionationGqactorsGinGzYs]RGnlustersUGThekJournalk
ofkPhysicalkChemistrySG1995SGddSGcWXZTcWXa 15

91 nouplingGofGinternalGrotationsGinGpropanelikeGmoleculesUGInternationalkJournalkofkQuantumkChemistry
SG1982SGYXSG[cbT]Wd 2.1 15
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90 XcTelectronGruleGandGtheGZcV[eGhyperbondingGsaturationGlimitUGJournalkofkComputationalkChemistrySG
2016SGZbSGYZbT[X 3.5 14

89
ZcV[eG−smallGsigmaSGrreekSGcircumflexΣTtypeGlongTbondingGcompetesGwithGˇ�TbondingGinGnobleTgasG
hydridesGsyg·GOygGhGseSGyeSGlrSGvrSGXeSGRnfG·GhGqSGnlSGmrSGtPeGaGymzVyR“GperspectiveUGPhysicalk
ChemistrykChemicalkPhysicsSG2016SGXcSGcWX]TYa

3.6 14

88 vineticsGandGmechanismGofGwaterGclusterGequilibriaUGJournalkofkPhysicalkChemistrykBSG2014SGXXcSGbbdYTc 3.4 14

87 lddendumeGlntiTplectrostaticGsydrogenGmondsUGAngewandtekChemiek-kInternationalkEditionSG2014SG
]ZSGXYddYTXYddY 16.4 14

86 lbGinitioGandGregularizedGforceGfieldsGofGhaloethaneseGnsZnsYnlSGnsZnsnlYSGnsZnqYnlSGandG
nsZnqnlYUGJournalkofkChemicalkPhysicsSG1998SGXWdSGbYcaTbYdd 3.9 14

85 wowerGmoundsGtoGpxpectationG–alueseG“woTplectronGltomsUGCanadiankJournalkofkChemistrySG1973SG]XSGYaWTYa[0.9 14

84 ”seGofGsueckelGxethodologyGwithGabGtnitioGxolecularGzrbitalseG…olarizabilitiesGandG…redictionGofG
zrganicGReactionsUGJournalkofkthekAmericankChemicalkSocietySG1994SGXXaSGX]bdTX]cW 16.4 13

83 dTOdTmorabicyclo−ZUZUXΣnonylPTdTazabicyclo−ZUZUXΣnonaneGradicalGcationeGaGfailureGofGmredtNsGruleG
kineticGstabilizationUGJournalkofkOrganickChemistrySG1980SG[]SGYXXaTYXXd 4.2 13

82 yaturalGresonanceGtheoryeGtUGreneralGformalismG1998SGXdSG]dZ 13

81  hatGtsGtheGyatureGofG’upramolecularGmondingjGnomprehensiveGymzVyR“G…ictureGofGsalogenGandG
…nicogenGmondingGinGR…s´•´•´•tqVqtGnomplexesGORGhGnsSGzsSGnqSGnySGyzPUGMoleculesSG2019SGY[SG 4.8 12

80 yuclearGmotionGandGmreitâ��…auliGcorrectionsGtoGtheGdiamagnetismGofGatomicGheliumUGJournalkofk
ChemicalkPhysicsSG2002SGXXbSGZY[ZTZY[b 3.9 12

79 pxperimentalGandGtheoreticalGstudyGofGtheGrelaxationGofGvibrationallyGexcitedGsqGbyGyzGandGnzUG
JournalkofkChemicalkPhysicsSG1989SGdXSGXaccTXada 3.9 12

78 nomplexTcoordinateGcalculationsGwithGcomplexGbasisGsetsUGPhysicalkReviewkASG1981SGY[SGXY][TXY]d 2.6 12

77 moundsGtoGtheGlifetimeGofGtheGlrGX–ttY´ ’ZstateUGPhysicalkReviewkASG1975SGXXSG[[YT[[] 2.6 12

76 rRvGX˛£RgGdoubleTminimumGexcitedGstateGofGsYUGJournalkofkChemicalkPhysicsSG1977SGaaSGZWZTZW] 3.9 12

75 ”pperGandGlowerGboundsGtoGquantumTmechanicalGsumGrulesUGJournalkofkPhysicskASG1968SGXSGa]]TaaW 12

74 oickinsonGpnergyGofGsYRUGJournalkofkChemicalkPhysicsSG1971SG][SG]ZWT]ZY 3.9 12

73 lddendumeGlntiTplectrostaticGsydrogenGmondsUGAngewandtekChemieSG2014SGXYaSGXZYWbTXZYWb 3.6 11
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72 ”pperGandGlowerGboundsGtoGtheGvanGderG aalsGinteractionsGbetweenGatomsUGJournalkofkPhysicskB:k
AtomickandkMolecularkPhysicsSG1969SGYSG]XbT]YW 11

71 yaturalGresonanceGtheoryUGtUGreneralGformalismUGJournalkofkComputationalkChemistrySG2000SGYXSG[XXT[XZ 3.5 10

70 tmprovedGlowerGboundsGtoGexpectationGvaluesUGJournalkofkPhysicskASG1968SGXSG]Z]T]Zc 10

69 tnequalitiesGforGxultipoleGoispersionGtnteractionsUGJournalkofkChemicalkPhysicsSG1969SG]WSG[XZaT[XZb 3.9 10

68  hyGooGnumuleneGvetonesGvinkjUGJournalkofkOrganickChemistrySG2017SGcYSGXYYZcTXYY[] 4.2 9

67 yaturalGmondGzrbitalGxethods 9

66 nharacterizationGofGtheGmethoxyGcarbonylGradicalGformedGviaGphotolysisGofGmethylGchloroformateGatG
XdZUZGnmUGJournalkofkPhysicalkChemistrykASG2007SGXXXSGXbaYTbW 2.8 8

65
oeterminationGofGtheGconformationGofGYThydroxyTGandGYTaminobenzoicGacidGdimersGusingGXZnGyxRG
andGdensityGfunctionalGtheoryVnaturalGbondGorderGanalysiseGtheGcentralGimportanceGofGtheGcarboxylicG
acidGcarbonUGJournalkofkPhysicalkChemistrykASG2006SGXXWSGccZYTd

2.8 8

64 “estsGofGquantumGclusterGequilibriumGO†npPTbasedGcomputationalGmethodsGforGdescribingGformicG
acidGclusteringUGMolecularkPhysicsSG2003SGXWXSGXX[bTXX]Z 1.7 8

63 “heGYlgGexcitedGstateGofGOnzPRYUGJournalkofkChemicalkPhysicsSG1988SGccSGX[abTX[ac 3.9 8

62 –ariationalG avefunctionsGforGsYRUGJournalkofkChemicalkPhysicsSG1972SG]aSGZbdcTZcWX 3.9 8

61 ResonanceGyaturalGmondGzrbitalseGpfficientG’emilocalizedGzrbitalsGforGnomputingGandG–isualizingG
ReactiveGnhemicalG…rocessesUGJournalkofkChemicalkTheorykandkComputationSG2019SGX]SGdXaTdYX 6.4 8

60 …olyionGnovalencyeGpxoticG’peciesGfromGtheG”nexploredG orldGofGplectrostaticallyG’hieldedG
xolecularGtonGnhemistryUGAngewandtekChemieSG2017SGXYdSGX[badTX[bbZ 3.6 7

59 yaturalGmondGzrbitalG“heoryGofG…seudoTuahnT“ellerGpffectsUGJournalkofkPhysicalkChemistrykASG2018SG
XYYSG[[dWT[[dc 2.8 7

58 tsotopeTsensitiveGdegenerateG−XSZΣThydrogenGmigrationGversusGcompetitiveGenolTketoG
tautomerizationUGChemistryk-kAkEuropeankJournalSG2009SGX]SGXXcX]Td 4.8 7

57 pxperimentalGandGtheoreticalGspinTspinGcouplingGconstantsGforG−X]yΣGformamideUGMolecularkPhysicsSG
2002SGXWWSGYcWbTYcX[ 1.7 7

56 znGaGformulaGofGmraunGandGRebaneGforGvariationalGboundsGtoGoverlapUGInternationalkJournalkofk
QuantumkChemistrySG1971SG]SGYX]TYYW 2.1 7

55 pfficientGevaluationGofGpolyTelectronGpopulationsGinGnaturalGbondGorbitalGanalysisUGChemicalkPhysicsk
LettersSG2018SGbXXSGYZTYa 2.5 7
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54 “heGroleGofGhyperconjugationGinGtheGunusualGconformationGofGthymineeGlGnaturalGbondGorbitalG
analysisUGComputationalkandkTheoreticalkChemistrySG2018SGXXZWSG]cTaY 2 6

53 yaturalGbondTbondGpolarizabilityeGaGsˆ…ckelTlikeGelectronicGdelocalizationGindexUGJournalkofkOrganick
ChemistrySG2013SGbcSGXc[[T]W 4.2 6

52 G2008SG 6

51 RemarkGonGlowerGboundsGtoGeigenvaluesUGInternationalkJournalkofkQuantumkChemistrySG1969SGZSGZbXTZbZ 2.1 6

50 †uantumGnlusterGpquilibriumUGLetterskinkMathematicalkPhysicsSG2014SGbbTda 0.2 6

49
“oGmeGorGyotGtoGmeeGoemystifyingGtheGYndT†uantizedG…ictureGofGnomplexGplectronicGnonfigurationG
…atternsGinGnhemistryGwithGyaturalG…olyTplectronG…opulationGlnalysisUGJournalkofkComputationalk
ChemistrySG2019SG[WSGX]WdTX]YW

3.5 5

48 yaturalGresonanceGtheoryGofGchemicalGreactivitySGwithGillustrativeGapplicationGtoGintramolecularG
nlaisenGrearrangementUGTetrahedronSG2018SGb[SG[bddT[cW[ 2.4 5

47 RemarksGonGtheGcalculationGofGupperGandGlowerGlimitsGtoGquantumTmechanicalGpropertiesUG
InternationalkJournalkofkQuantumkChemistrySG2009SG]SGbYXTbYc 2.1 5

46 nommentsGonG…urserNsGlrticleeGIwewisG’tructuresGareGxodelsGforG…redictingGxolecularG’tructureSG
yotGplectronicG’tructureIUGJournalkofkChemicalkEducationSG2005SGcYSG]Yb 2.4 5

45 mivariationalGcalculationsGofGboundsGonGcomplexTfrequencyGpolarizabilitiesUGJournalkofkChemicalk
PhysicsSG1978SGacSGYdX] 3.9 5

44 ”pperGandGwowerGmoundsGtoGpxcitedG’tatesGofG“woTplectronGltomsUGJournalkofkChemicalkPhysicsSG
1972SG]bSGXbZcTXb[] 3.9 5

43 ymzVyR“G“woT’tateG“heoryGofGmondT’hiftG’pectralGpxcitationUGMoleculesSG2020SGY]SG 4.8 5

42 RabbitGearsGconceptsGofGwaterGloneGpairseGaGreplyGtoGcommentsGofGsibertySGoanovichSGandG’haikUG
ChemistrykEducationkResearchkandkPracticeSG2015SGXaSGad[Tada 2.1 4

41 –ariationTperturbationGapproachGtoGcomplexGeigenvaluesGofGresonanceGstatesUGThekJournalkofk
PhysicalkChemistrySG1979SGcZSGX]XbTX]YW 4

40 yaturalGmondGzrbitalGlnalysisGofG…hotochemicalGpxcitationSG ithGtllustrativeGlpplicationsGtoG–inoxyG
RadicalUGMolecularkandkSupramolecularkPhotochemistrySG2005SGZdZT[ba 4

39 aGyaturalGbondGorbitalGtheoryeGoiscoveringGchemistryGwithGymzbG2021SGXYdTX]a 4

38 yaturalGhybridGorbitalseGlbGinitioG’nqGandGntGresultsGforGnzGandGyinzUGInternationalkJournalkofk
QuantumkChemistrySG2009SGXcSGYWXTYWd 2.1 3

37 “heGlmnsGofGmultipleGbondingUGScienceSG2007SGZXcSGb[afGauthorGreplyGb[a 33.3 3
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36 “heG…athGtoGyaturalGmondGzrbitalsUGIsraelkJournalkofkChemistryS 3.4 3

35 …aulingNsGnonceptionsGofGsybridizationGandGResonanceGinGxodernG†uantumGnhemistryUGMoleculesSG
2021SGYaSG 4.8 3

34 yaturalGresonanceGtheoryeGtttUGnhemicalGapplicationsG1998SGXdSGaYc 3

33 ’ubstitutedGTmenzyneseG…ropertiesGofGtheG“ripleGmondUGJournalkofkOrganickChemistrySG2020SGc]SGddW]TddX[4.2 2

32 oieGmolekulareGüusammensetzungGdesGflˆ…ssigenG’chwefelsUGAngewandtekChemieSG2002SGXX[SGZZZXTZZZ] 3.6 2

31 nalculationsGofGoneTSGtwoTGandGthreeTbondGnuclearGspinTspinGcouplingsGinGaGmodelGpeptideGandG
correlationsGwithGexperimentalGdataUGJournalkofkBiomolecularkNMRSG1995SG]SGZZY 3 2

30 nommentGonGI’uperpositionGofG avesGorGoensitieseG hichGtsGtheGyatureGofGnhemicalGResonancejIG
−uUGnomputUGnhemUGYWYXSG[YSG[XYT[XbΣUGJournalkofkComputationalkChemistrySG2021SG[YSGXZZcTXZ[W 3.5 2

29 nhlorineGdioxideeGlnGexceptionGthatGprovesGtheGrulesGofGlocalizedGchemicalGbondingUUGJournalkofk
ChemicalkPhysicsSG2022SGX]aSGXY[ZWZ 3.9 2

28 ResonanceGoelocalizationGnorrectionsG2016SGdYTXZ[ 1

27 tntermolecularGtnteractionsG2016SGYWdTYZW 1

26 ’pectroscopicGpvidenceGforGnlustersGofGwikeTnhargedGtonsGinGtonicGwiquidsG’tabilizedGbyGnooperativeG
sydrogenGmondingUGChemPhysChemSG2016SGXbSG[[bT[[b 3.2 1

25 †uantitativeG“heoreticalG…redictionsGandG†ualitativeGmondingGlnalysisGofGtheGoivinylboriniumG
’ystemGandGttsGllSGraSGtnSGandG“lGnongenersUGInorganickChemistrySG2018SG]bSGbc]XTbc]d 5.1 1

24 yaturalGmondGzrbitalsGandGwewisTwikeG’tructuresGofGnopperGmlueG…roteinsG2011SGbbTcd 1

23 nonstraintsGonGtheGvaluesGofGforceGconstantsGforGmolecularGforceGfieldGmodelsGbasedGonGabGinitioG
calculationsUGJournalkofkMolecularkStructureSG1997SG[XWT[XXSG[]bT[aX 3.4 1

22 reometricalGlspectsGofGpquilibriumG“hermodynamicsUGTheoreticalkChemistrySG1978SGZSGX]T][ 1

21 lntiTplectrostaticG…iTsoleGmondingeGsowGnovalencyGnonquersGnoulombicsUUGMoleculesSG2022SGYbSG 4.8 1

20 “imeTnonjugationGinGaG”nifiedG†uantumG“heoryGforGsermitianGandGyonTsermitianGplectronicG
’ystemsGunderG“imeTReversalG’ymmetryUGSymmetrySG2021SGXZSGcWc 2.7 1

19 yaturalGresonanceGtheoryeGttUGyaturalGbondGorderGandGvalencyG1998SGXdSGaXW 1
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18 yaturalGstericGanalysisGofGinternalGrotationGbarriersG1999SGbYSGYad 1

17 lppendixGleG hatNsGunderGtheGsoodjG2016SGYdbTYdd

16 lppendixGpeGltomicG”nitsGOaUuUPGandGnonversionGqactorsG2016SGZWbTZWc

15 lppendixGmeGzrbitalGrraphicseG“heGymz–iewGzrbitalG…lotterG2016SGZWWTZWX

14 lppendixGneGoiggingGatGtheGoetailsG2016SGZWYTZWZ

13 pxcitedG’tateGnhemistryG2016SGY]YTYda

12 plectronsGinGltomsG2016SGXWTZZ

11 ltomsGinGxoleculesG2016SGZ[T]W

10 sybridsGandGmondsGinGxoleculesG2016SG]XTdX

9 ’tericGandGplectrostaticGpffectsG2016SGXZ]TX][

8 yuclearGandGplectronicG’pinGpffectsG2016SGX]]TXb]

7 noordinationGandGsyperbondingG2016SGXbaTYWc

6 “ransitionG’tateG’peciesGandGnhemicalGReactionsG2016SGYZXTY]X

5 qurtherGlspectsGofG“hermodynamicGreometryG2008SG[YXT[aZ

4 ’upramolecularGbondingG2003SG]bdTbWd

3 …artitioningG“echniqueGforGoeterminantalGpquationsG1976SGZWbTZX[

2 lppendixGoeG hatGifG’omethingGgoesG rongjG2016SGZW[TZWa

1 ’ulfurG“etrahydrideGandGllliedG’uperhydrideGnlusterseG henGResonanceG“akesG…recedenceUG
Chemistryk-kAkEuropeankJournalSG2021SGYbSGab[cTab]d 4.8

(2021-1999)
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