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135 otomicGshellGstructureGfromGpornGprobabilitieshGqomparisonGtoGotherGshellGdescriptorsGandG
persistenceGinGmoleculesVVGJournalnofnChemicalnPhysicsTG2022TG[cdTG[db[Xa 3.9 1

134 πheGroleGofGreferencesGandGtheGelusiveGnatureGofGtheGchemicalGbondVGNaturenCommunicationsTG2022TG
[aTG 17.4 2

133 wmplementationGofGtheGinteractingGquantumGatomGenergyGdecompositionGusingGtheGqoεPπ]G
methodVGPhysicalnChemistrynChemicalnPhysicsTG2021TG 3.6 1

132 zewisGεtructuresGfromG−penGΜuantumGεystemsGøaturalG−rbitalshGαealGεpaceGodaptiveGøaturalG
rensityGPartitioningVGJournalnofnPhysicalnChemistrynATG2021TG[]cTGbX[aUbX]c 2.8 2

131 πheGnatureGofGtheGintermolecularGinteractionGinGPvXQGPXGkG−TGεTGεeQVGPhysicalnChemistrynChemicaln
PhysicsTG2021TG]aTG[XXgeU[X[Xe 3.6 2

130 zocalGspinGandGopenGquantumGsystemshGclarifyingGmisconceptionsTGunifyingGapproachesVGPhysicaln
ChemistrynChemicalnPhysicsTG2021TG]aTGfaecUfag] 3.6 5

129 wnteractingGΜuantumGotomsG–ethodGforGqrystallineGεolidsVGJournalnofnPhysicalnChemistrynATG2021TG
[]cTGgX[[UgX]c 2.8 2

128 PhotochemistryGinGαealGεpacehGpathoUGandGvypsochromismGinGtheGWaterGrimerVGChemistryn-nAn
EuropeannJournalTG2020TG]dTG[dgc[ 4.8

127 sfficientGimplementationGofGtheGinteractingGquantumGatomsGenergyGpartitionGofGtheGsecondUorderG
–ˆ‚llerUPlessetGenergyVGJournalnofnComputationalnChemistryTG2020TGb[TG[]abU[]b[ 3.5 7

126 pondG−rderGrensitiesGinGαealGεpaceVGJournalnofnPhysicalnChemistrynATG2020TG[]bTGaagUac] 2.8 8

125 rtπGperformanceGinGtheGwΜoGenergyGpartitionGofGsmallGwaterGclustersVGTheoreticalnChemistryn
AccountsTG2020TG[agTG[ 1.9 2

124 slectronegativityGequalizationhGtamingGanGoldGproblemGwithGnewGtoolsVGPhysicalnChemistrynChemicaln
PhysicsTG2020TG]]TG]]ffXU]]ffb 3.6 2

123 wnteractingGΜuantumGotomsUoGαeviewVGMoleculesTG2020TG]cTG 4.8 27

122 PhotochemistryGinGαealGεpacehGpathoUGandGvypsochromismGinGtheGWaterGrimerVGChemistryn-nAn
EuropeannJournalTG2020TG]dTG[eXacU[eXbc 4.8 6

121 πheGoctivationGεtrainG–odelGinGtheGzightGofGαealGεpaceGsnergyGPartitionsVGZeitschriftnFurn
AnorganischenUndnAllgemeinenChemieTG2020TGdbdTG[Xd]U[Xe] 1.3 4

120 PartitionGofGelectronicGexcitationGenergieshGtheGwΜoWs−–UqqεrGmethodVGPhysicalnChemistrynChemicaln
PhysicsTG2019TG][TG[ab]fU[abag 3.6 11

119
αeplyGtoGtheGOqommentGonGIrecodingGrealGspaceGbondingGdescriptorsGinGvalenceGbondGlanguageIOGbyG
εVGεhaikTGPVGvibertyGandGrVGranovichTGPhysVGqhemVGqhemVGPhysVTG]X[gTG][TGr−whG[XV[XagWqfqPXe]]ctVG
PhysicalnChemistrynChemicalnPhysicsTG2019TG][TGf[ecUf[ef
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118 ontiUohmicGsingleGmoleculeGelectronGtransporthGisGitGfeasiblemVGNanoscalenAdvancesTG2019TG[TG[gX[U[g[a 5.1 10

117 slectronUpairGbondingGinGrealGspaceVGwsGtheGchargeUshiftGfamilyGsupportedmVGChemicalnCommunicationsTG
2019TGccTGcXe[UcXeb 5.8 5

116 sxoticGpondingGαegimesGUncoveredGinGsxcitedGεtatesVGChemistryn-nAnEuropeannJournalTG2019TG]cTG[][dgU[][eg4.8 9

115 πetrelGwnteractionsGfromGanGwnteractingGΜuantumGotomsGPerspectiveVGMoleculesTG2019TG]bTG 4.8 7

114 qhemicalGpondingGfromGtheGεtatisticsGofGtheGslectronGristributionVGChemPhysChemTG2019TG]XTG]e]]U]eb[ 3.2 17

113 tluorineGconformationalGeffectsGcharacterizedGbyGenergyGdecompositionGanalysisVGPhysicalnChemistryn
ChemicalnPhysicsTG2019TG][TG]c]cfU]c]ec 3.6 7

112 ΜuantumGqhemicalGπopologyGasGaGπheoryGofG−penGΜuantumGεystemsVGJournalnofnChemicalnTheoryn
andnComputationTG2019TG[cTG[XegU[Xff 6.4 11

111 −nGslectrostaticsTGqovalencyTGandGqhemicalGrasheshGPhysicalGwnteractionsGversusGqhemicalGpondsVG
Chemistryn-nAnEuropeannJournalTG2019TG]cTGaXgUa[b 4.8 21

110 recodingGrealGspaceGbondingGdescriptorsGinGvalenceGbondGlanguageVGPhysicalnChemistrynChemicaln
PhysicsTG2018TG]XTG[]adfU[]ae] 3.6 10

109 αealUεpaceGwnGεituGpondGsnergieshGπowardGoGqonsistentGsnergeticGrefinitionGofGpondGεtrengthVG
Chemistryn-nAnEuropeannJournalTG2018TG]bTGg[X[Ug[[] 4.8 16

108 opplicationGofGtheGwnteractingGΜuantumGotomsGopproachGtoGtheGεddGandGwonicUvydrogenUpondG
ratasetsGforGøoncovalentGwnteractionsVGChemPhysChemTG2018TG[gTGgeaUgfe 3.2 14

107 perylliumGpondingGinGtheGzightGofG–odernGΜuantumGqhemicalGπopologyGπoolsVGJournalnofnPhysicaln
ChemistrynATG2018TG[]]TGfbgUfcf 2.8 14

106 tromGquantumGfragmentsGtoGzewisGstructureshGelectronGcountingGinGpositionGspaceVGPhysicaln
ChemistrynChemicalnPhysicsTG2018TG]XTG][adfU][afX 3.6 8

105 wnteractingGΜuantumGotomsGopproachGandGslectrostaticGεolvationGsnergyhGossessingGotomicGandG
uroupGεolvationGqontributionsVGChemPhysChemTG2018TG[gTGab]cUabac 3.2 3

104 αealGspaceGbondGordersGareGenergeticGdescriptorsVGPhysicalnChemistrynChemicalnPhysicsTG2018TG]XTG[d]a[U[d]ae3.6 16

103 oGmultipolarGapproachGtoGtheGinteratomicGcovalentGinteractionGenergyVGJournalnofnComputationaln
ChemistryTG2017TGafTGf[dUf]g 3.5 32

102 onGunexpectedGbridgeGbetweenGchemicalGbondingGindicatorsGandGelectricalGconductivityGthroughGtheG
localizationGtensorVGPhysicalnChemistrynChemicalnPhysicsTG2017TG[gTG[egXU[ege 3.6 12

101 WhereGroesGslectronGqorrelationGziemGεomeGonswersGfromGaGαealGεpaceGPartitionVGChemPhysChemTG
2017TG[fTGaccaUacd[ 3.2 19

(2017-2019)
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100 snergyGPartitionGonalyseshGεymmetryUodaptedGPerturbationGπheoryGandG−therGπechniquesG2017TG]eUdb 13

99 vowGslectronicGsxcitationGqanGbeGUsedGtoGwnhibitGεomeG–echanismsGossociatedGtoGεubstituentG
sffectsVGChemPhysChemTG2016TG[eTG]dddUe[ 3.2 8

98 recayGrateGofGrealGspaceGdelocalizationGmeasureshGaGcomparisonGbetweenGanalyticalGandGtestG
systemsVGPhysicalnChemistrynChemicalnPhysicsTG2016TG[fTG[[ee]UfX 3.6 11

97 πowardsGanGenergyGpartitionGintoGrealGspaceGresonanceGstructureshG[UGandG]UparticleGdensityGmatrixG
decompositionVGMolecularnPhysicsTG2016TG[[bTG[aabU[abb 1.7 3

96 PartitioningGtheGrtπGexchangeUcorrelationGenergyGinGlineGwithGtheGinteractingGquantumGatomsG
approachVGTheoreticalnChemistrynAccountsTG2016TG[acTG[ 1.9 37

95 slectronGcorrelationGinGtheGinteractingGquantumGatomsGpartitionGviaGcoupledUclusterGlagrangianG
densitiesVGJournalnofnComputationalnChemistryTG2016TGaeTG[ecaUdc 3.5 26

94 vydrogenGbondGcooperativityGandGanticooperativityGwithinGtheGwaterGhexamerVGPhysicalnChemistryn
ChemicalnPhysicsTG2016TG[fTG[gcceUdd 3.6 83

93 smergentGεcalarGandGVectorGtieldsGinGΜuantumGqhemicalGπopologyVGChallengesnandnAdvancesninn
ComputationalnChemistrynandnPhysicsTG2016TG[a[U[cX 0.7 7

92 termiGandGqoulombGcorrelationGeffectsGuponGtheGinteractingGquantumGatomsGenergyGpartitionVG
TheoreticalnChemistrynAccountsTG2016TG[acTG[ 1.9 17

91 onGenergyGpartitionGmethodGbasedGonGlocalizedGmolecularGorbitalsVGComputationalnandnTheoreticaln
ChemistryTG2015TG[XcaTGeeUfb 2 1

90
αevisitingGtheGcarbonylGnGUlGˇ�RGelectronicGexcitationGthroughGtopologicalGeyeshGexpandingTGenrichingG
andGenhancingGtheGchemicalGlanguageGusingGelectronGnumberGdistributionGfunctionsGandGdomainG
averagedGtermiGholesVGPhysicalnChemistrynChemicalnPhysicsTG2015TG[eTG]dXcgUe[

3.6 3

89 rynamicalGcorrelationGwithinGtheGwnteractingGΜuantumGotomsGmethodGthroughGcoupledGclusterG
theoryVGComputationalnandnTheoreticalnChemistryTG2015TG[XcaTGgXUgc 2 33

88 sfficientGalgorithmsGforGvirshfeldUwGchargesVGJournalnofnChemicalnPhysicsTG2015TG[baTGXfb[[c 3.9 7

87 −neUelectronGimagesGinGrealGspacehGnaturalGadaptiveGorbitalsVGJournalnofnComputationalnChemistryTG
2015TGadTGfaaUba 3.5 25

86 onGinteractingGquantumGatomsGanalysisGofGtheGmetalUmetalGbondGinG[–]Pq−Qf]nGsystemsVGJournalnofn
PhysicalnChemistrynATG2015TG[[gTG][caUdX 2.8 16

85 −nGtheGinterpretationGofGdomainGaveragedGtermiGholeGanalysesGofGcorrelatedGwavefunctionsVG
PhysicalnChemistrynChemicalnPhysicsTG2014TG[dTGbcfdUge 3.6 23

84 slectronGnumberGdistributionGfunctionsGfromGmolecularGwavefunctionsVGVersionG]VGComputernPhysicsn
CommunicationsTG2014TG[fcTG]ddaU]df] 4.2 18

83 vydrogenUbondGcooperativeGeffectsGinGsmallGcyclicGwaterGclustersGasGrevealedGbyGtheGinteractingG
quantumGatomsGapproachVGChemistryn-nAnEuropeannJournalTG2013TG[gTG[baXbU[c 4.8 71
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82 PerspectivesGforGquantumGchemicalGtopologyGinGcrystallographyVGPhysicanScriptaTG2013TGfeTGXbf[Xd 2.6 5

81 romainUaveragedGexchangeUcorrelationGenergiesGasGaGphysicalGunderpinningGforGchemicalGgraphsVG
ChemPhysChemTG2013TG[bTG[][[Uf 3.2 74

80 qhemicalGwnteractionsGandGεpinGεtructureGinGP−]QbhGwmplicationsGforGtheG˛µU−]GPhaseVGJournalnofn
ChemicalnTheorynandnComputationTG2013TGgTG][egUff 6.4 11

79 oGhierarchyGofGchemicalGbondingGindicesGinGrealGspaceGfromGreducedGdensityGmatricesGandGcumulantsVG
ComputationalnandnTheoreticalnChemistryTG2013TG[XXaTGe[Uef 2 26

78 PerformanceGofGtheGdensityGmatrixGfunctionalGtheoryGinGtheGquantumGtheoryGofGatomsGinGmoleculesVG
JournalnofnPhysicalnChemistrynATG2012TG[[dTG[]aeUcX 2.8 32

77 peyondGεtandardGqhargeGrensityGπopologicalGonalysesG2011TGaXaUacf 6

76 øatureGofGqhemicalGwnteractionsGfromGtheGProfilesGofGslectronGrelocalizationGwndicesVGJournalnofn
ChemicalnTheorynandnComputationTG2011TGeTG[eXbU[[ 6.4 48

75 αestoringGorbitalGthinkingGfromGrealGspaceGdescriptionshGbondingGinGclassicalGandGnonUclassicalG
transitionGmetalGcarbonylsVGPhysicalnChemistrynChemicalnPhysicsTG2011TG[aTGcXdfUee 3.6 34

74 slectronGnumberGdistributionGfunctionsGwithGiterativeGvirshfeldGatomsVGComputationalnandn
TheoreticalnChemistryTG2011TGgecTG]Uf 2 8

73 ueneralizedGelectronGnumberGdistributionGfunctionshGrealGspaceGversusGorbitalGspaceGdescriptionsVG
TheoreticalnChemistrynAccountsTG2011TG[]fTGbaaUbbb 1.9 12

72 qonvergenceGofGtheGmultipoleGexpansionGforG[T]GqoulombGinteractionshGπheGmodifiedGmultipoleG
shiftingGalgorithmVGJournalnofnChemicalnPhysicsTG2010TG[a]TG[gb[[X 3.9 15

71 pondingGinGqlassicalGandGøonclassicalGπransitionG–etalGqarbonylshGπheGwnteractingGΜuantumGotomsG
PerspectiveVGJournalnofnChemicalnTheorynandnComputationTG2010TGdTG[XdbU[Xeb 6.4 68

70 εtericGrepulsionsTGrotationGbarriersTGandGstereoelectronicGeffectshGaGrealGspaceGperspectiveVGJournaln
ofnComputationalnChemistryTG2009TGaXTGgfU[Xg 3.5 74

69 UsingGpseudopotentialsGwithinGtheGinteractingGquantumGatomsGapproachVGJournalnofnPhysicaln
ChemistrynATG2009TG[[aTGegdaUe[ 2.8 22

68 oGconnectionGbetweenGdomainUaveragedGtermiGholeGorbitalsGandGelectronGnumberGdistributionG
functionsGinGrealGspaceVGJournalnofnChemicalnPhysicsTG2009TG[a[TG[]b[]c 3.9 28

67 πheoreticalGεimulationGofGoløGøanocrystalsVGJournalnofnPhysicalnChemistrynCTG2008TG[[]TGdddeUdded 3.8 5

66 srthGqomputingGelectronGnumberGprobabilityGdistributionGfunctionsGinGrealGspaceGfromGmolecularG
waveGfunctionsVGComputernPhysicsnCommunicationsTG2008TG[efTGd][Udab 4.2 40

65 slectronâ��electronGinteractionsGbetweenGsztGbasinsVGChemicalnPhysicsnLettersTG2008TGbcbTGagdUbXa 2.5 26

(2008-2013)
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64 onGelectronGnumberGdistributionGviewGofGchemicalGbondsGinGrealGspaceVGPhysicalnChemistrynChemicaln
PhysicsTG2007TGgTG[XfeUg] 3.6 57

63 qomparisonGofGdirectGandGflowGintegrationGbasedGchargeGdensityGpopulationGanalysesVGJournalnofn
PhysicalnChemistrynATG2007TG[[[TG[][bdUc[ 2.8 15

62 εpinGresolvedGelectronGnumberGdistributionGfunctionshGhowGspinsGcoupleGinGrealGspaceVGJournalnofn
ChemicalnPhysicsTG2007TG[]eTG[bb[Xa 3.9 46

61 qhargeGtransferTGchemicalGpotentialsTGandGtheGnatureGofGfunctionalGgroupshGanswersGfromGquantumG
chemicalGtopologyVGFaradaynDiscussionsTG2007TG[acTGb]aUafiGdiscussionGbfgUcXd 3.6 36

60 pondGpathsGasGprivilegedGexchangeGchannelsVGChemistryn-nAnEuropeannJournalTG2007TG[aTGgad]Ue[ 4.8 260

59 qhemicalGfragmentsGinGrealGspacehGdefinitionsTGpropertiesTGandGenergeticGdecompositionsVGJournalnofn
ComputationalnChemistryTG2007TG]fTG[d[Ufb 3.5 119

58 εpatialGlocalizationTGcorrelationTGandGstatisticalGdependenceGofGelectronsGinGatomicGdomainshGπheGVG
ChemicalnPhysicsnLettersTG2007TGbaeTG]feU]g] 2.5 19

57 slectronGnumberGprobabilityGdistributionsGforGcorrelatedGwaveGfunctionsVGJournalnofnChemicalnPhysics
TG2007TG[]dTGXgb[X] 3.9 66

56 PaulingGresonantGstructuresGinGrealGspaceGthroughGelectronGnumberGprobabilityGdistributionsVG
JournalnofnPhysicalnChemistrynATG2007TG[[[TG[XfbUgX 2.8 40

55 oG–olecularGsnergyGrecompositionGεchemeGforGotomsGinG–oleculesVGJournalnofnChemicalnTheorynandn
ComputationTG2006TG]TGgXU[X] 6.4 232

54 tirstGprinciplesGstudyGofGneutralGandGanionicGPmediumUsizeQGaluminumGnitrideGclustershGolnønTGnkeU[dVG
JournalnofnPhysicalnChemistrynBTG2006TG[[XTGbXg]Uf 3.4 34

53 πheGnatureGofGtheGhydrogenGbondhGaGsynthesisGfromGtheGinteractingGquantumGatomsGpictureVGJournaln
ofnChemicalnPhysicsTG2006TG[]cTG[fb[[] 3.9 183

52 pindingGenergiesGofGfirstGrowGdiatomicsGinGtheGlightGofGtheGinteractingGquantumGatomsGapproachVG
JournalnofnPhysicalnChemistrynATG2006TG[[XTG[]fdbUg 2.8 83

51 αevisitingGtheGvariationalGnatureGofGtheGquantumGtheoryGofGatomsGinGmoleculesVGChemicalnPhysicsn
LettersTG2006TGb[eTG[dU][ 2.5 17

50 αeplyGtoGcommentsGofGpaderGonGtheGsimplifiedGvariationalGderivationGforGquantumGatomsGinG
moleculesVGChemicalnPhysicsnLettersTG2006TGb]dTG]]gU]aX 2.5 4

49 ulobalGoptimizationGofGionicG–gPnQtP]nQGPnk[UaXQGclustersVGJournalnofnChemicalnPhysicsTG2005TG[]aTG]abaXc3.9 14

48 svolutionGofGtheGpropertiesGofGolPnQøPnQGclustersGwithGsizeVGJournalnofnPhysicalnChemistrynBTG2005TG
[XgTG]bac]UdX 3.4 39

47 wnteractingGΜuantumGotomshGGoGqorrelatedGsnergyGrecompositionGεchemeGpasedGonGtheGΜuantumG
πheoryGofGotomsGinG–oleculesVGJournalnofnChemicalnTheorynandnComputationTG2005TG[TG[XgdU[Xg 6.4 505
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46 πwoUelectronGintegrationsGinGtheGquantumGtheoryGofGatomsGinGmoleculesGwithGcorrelatedGwaveG
functionsVGJournalnofnComputationalnChemistryTG2005TG]dTGabbUc[ 3.5 89

45 αeducedUsizeGrepresentationsGofGhighUqualityGatomicGdensitiesVGπheGhybridGuaussianâ��exponentialG
caseVGTheoreticalnChemistrynAccountsTG2004TG[[]TG[[a 1.9

44 uwppεhGisothermalUisobaricGthermodynamicsGofGsolidsGfromGenergyGcurvesGusingGaGquasiUharmonicG
rebyeGmodelVGComputernPhysicsnCommunicationsTG2004TG[cfTGceUe] 4.2 1309

43 πwoUelectronGintegrationsGinGtheGquantumGtheoryGofGatomsGinGmoleculesVGJournalnofnChemicalnPhysics
TG2004TG[]XTGbcf[Ug] 3.9 143

42 εpinodalGequationGofGstateGforGrutileGπi−]VGPhysicalnReviewnBTG2003TGdeTG 3.3 6

41 εtructureGandGpondingGinG–agnesiumGrifluorideGqlustershGGπheGP–gt]QnGPnGkG]â��aQGqlustersVGJournalnofn
PhysicalnChemistrynATG2002TG[XdTGaacUabb 2.8 12

40 tirstUprinciplesGstudyGofGtheGrocksaltâ��cesiumGchlorideGrelativeGphaseGstabilityGinGalkaliGhalidesVG
PhysicalnReviewnBTG2002TGddTG 3.3 432

39 otomisticGεimulationGofGtheGsquationGofGεtateGofGεrtG]GUsingGslectronGuasGwnterionicGPotentialsVGHighn
PressurenResearchTG2002TG]]TG]]eU]aX 1.6 3

38 –icroscopicGεtudyGofGtheGαockGεaltUqaesiumGqhlorideGPhaseGεtabilityGinGolkaliGvalidesVGHighnPressuren
ResearchTG2002TG]]TGbbaUbbd 1.6 1

37 virshfeldGsurfacesGasGapproximationsGtoGinteratomicGsurfacesVGJournalnofnChemicalnPhysicsTG2002TG
[[eTG[X[eU[X]a 3.9 31

36 ΜuantumUmechanicalGanalysisGofGtheGequationGofGstateGofGanataseGπi−]VGPhysicalnReviewnBTG2001TGdbTG 3.3 63

35 otomisticGsimulationGofGεrt]GpolymorphsVGPhysicalnReviewnBTG2001TGdaTG 3.3 435

34 εtructureGandGpondingGinG–agnesiumGrifluorideGqlustershGGπheG–gt]G–oleculeVGJournalnofnPhysicaln
ChemistrynATG2001TG[XcTGb[]dUb[ac 2.8 10

33 oGπheoreticalGεtudyGofGtheGqlusterGVibrationsGinGqr]−]TGqr]−aTGandGqr]−bVGJournalnofnPhysicaln
ChemistrynATG2000TG[XbTGggXUggb 2.8 27

32 εtrategiesGforGdeterminingGandGusingGabGinitioGinterionicGpotentialsVGRadiationnEffectsnandnDefectsninn
SolidsTG1999TG[c[TG]]aU]]f 0.9 3

31 ΜuantumU–echanicalGεtudyGofGπhermodynamicGandGpondingGPropertiesGofG–gt]VGJournalnofnPhysicaln
ChemistrynATG1998TG[X]TG[cgcU[dX[ 2.8 374

30 UniversalUbindingUenergyGrelationsGacrossGtheGrockUsaltâ��cesiumGchlorideGphaseGtransitionGinGalkaliG
halidesVGPhysicalnReviewnBTG1997TGcdTGaX[XUaX[c 3.3 18

29 πhermodynamicalGpropertiesGofGsolidsGfromGmicroscopicGtheoryhGapplicationsGtoG–gt]GandGol]−aVG
ComputationalnandnTheoreticalnChemistryTG1996TGadfTG]bcU]cc 452

(1996-2005)
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28 otomisticGsimulationGofGtheGpressureUtemperatureUvolumeGdiagramGinG˛–Uol]−aVGSolidnStaten
CommunicationsTG1996TGgfTGb[Ubb 1.6 7

27 snergeticsGofGtheGαbtGSGqat]GUlGαbqataGsolidGstateGreactionhGoGfirstUprinciplesGstudyVGRadiationnEffectsn
andnDefectsninnSolidsTG1995TG[abTG[gaU[gd 0.9 1

26 wnferenceGofGcrystalGpropertiesGfromGclusterGmagnitudesVGJournalnofnChemicalnPhysicsTG1995TG[XaTGba]Ubag3.9 4

25 –odelingGtheG−]UU−]UGinteractionGforGatomisticGsimulationsVGPhysicalnReviewnBTG1995TGc[TG[[]fgU[[]gc 3.3 7

24 εtabilityGofGp[GandGp]GphasesGfromGelectronicGdensityGtopologyGconsiderationsVGRadiationnEffectsnandn
DefectsninnSolidsTG1995TG[abTG]X[U]Xa 0.9

23 sffectsGofGaGquantumGcrystalGpotentialGonGtheGderivationGofGelectronGgasGinterionicGenergiesVG
RadiationnEffectsnandnDefectsninnSolidsTG1995TG[abTG[geU]XX 0.9

22 rerivationGofGelectronUgasGinteratomicGpotentialsGfromGquantumUmechanicalGdescriptionsGofGionsGinG
crystalsVGPhysicalnReviewnBTG1995TGc[TG]eXaU]e[b 3.3 23

21 πheoreticalGstudyGofGtheGcoordinationGofGtheGqraSGionGinG˛–Uol]−aVGRadiationnEffectsnandnDefectsninn
SolidsTG1995TG[abTG[]aU[]d 0.9 1

20 PressureUinducedGp[Up]GphaseGtransitionGinGalkaliGhalideshGueneralGaspectsGfromGfirstUprinciplesG
calculationsVGPhysicalnReviewnBTG1994TGbgTGaXddUaXeb 3.3 78

19 obGinitioGpairGpotentialsGfromGquantumUmechanicalGatomsUinUcrystalsGcalculationsVGJournalnofnPhysicsn
CondensednMatterTG1993TGcTGbgecUbgff 1.8 11

18 zowUGandGhighUpressureGabGinitioGequationsGofGstateGforGtheGalkaliGchloridesVGPhysicalnReviewnBTG1993TG
bfTGcfg[UcgX[ 3.3 41

17 ΜuantumGmechanicalGclusterGcalculationsGofGionicGmaterialshGtheGabGinitioGperturbedGionGPversionGeQG
programVGComputernPhysicsnCommunicationsTG1993TGeeTG[XeU[ab 4.2 42

16 sxactGversusGtruncatedGspectrallyGresolvedGexchangeGinGabGinitioGcalculationsVGJournalnofnChemicaln
PhysicsTG1992TGgeTGbc]Ubcf 3.9 5

15 slectronicGstructureGandGelectronicGexcitationsGofGsolidGneonGfromGanGabGinitioGatomUinUtheUlatticeG
approachVGThenJournalnofnPhysicalnChemistryTG1992TGgdTG]aX[U]aXe 7

14 ueneralizedGvuzinagaGbuildingUblockGequationsGforGnonorthogonalGelectronicGgroupshGαelationGtoG
theGodamsâ��uilbertGtheoryVGJournalnofnChemicalnPhysicsTG1992TGgeTGdcXbUdcXf 3.9 50

13 −verlapTGeffectiveUpotentialTGandGprojectionUoperatorGbicentricGintegralsGoverGcomplexGεlaterUtypeG
orbitalsVGPhysicalnReviewnATG1991TGbaTGaafbUaag[ 2.6 13

12 πheoreticalGcomputationGofGtheGgyromagneticGfactorGforGtheGqraSGandGV]SGionsGinGy–gtaVGRadiationn
EffectsnandnDefectsninnSolidsTG1991TG[[gU[][TGe]cUe]d 0.9

11 πheoreticalGdUdGspectrumGofGqraSh–gXVGRadiationnEffectsnandnDefectsninnSolidsTG1991TG[[gU[][TGbaeUbaf 0.9
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10 zocalGwaveGfunctionsGforGmultinegativeGionsGinGsolidsVGRadiationnEffectsnandnDefectsninnSolidsTG1991TG
[[gU[][TGe]eUe]f 0.9

9 πheoreticalGspinUorbitGcouplingGconstantsGforGadGionsGinGcrystalsVGPhysicalnReviewnBTG1988TGaeTGc]efUc]ff 3.3 17
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