
Carlo Gatti

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/2416970/carloygattiypublicationsybyycitations.pdf

Version:j2024y04y27j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

145
papers

7,258
citations

45
h-index

83
g-index

173
ext. papers

7,870
ext. citations

5
avg, IF

5.97
L-index



m Paper IF Citations

145 xonicIhighWpressureIformIofIelementalIboronXINatureVI2009VIbceVIfdaWe 50.4 680

144 rrystalIfieldIeffectsIonItheItopologicalIpropertiesIofItheIelectronIdensityIinImolecularIcrystalshIöheI
caseIofIureaXIJournalfoffChemicalfPhysicsVI1994VI][]VI][dfdW][dgd 3.9 577

143 rhemicalIbondingIinIcrystalshInewIdirectionsXIZeitschriftfFurfKristallographiefufCrystallinefMaterialsVI
2005VI__[VI 1 447

142 qondIpathsIasIprivilegedIexchangeIchannelsXIChemistryfufAfEuropeanfJournalVI2007VI]aVIgad_We] 4.8 260

141 öheIxmpactIofI‘anostructuringIonItheIöhermalIronductivityIofIöhermoelectricIro×baXIAdvancedf
FunctionalfMaterialsVI2004VI]bVI]]fgW]]gd 15.6 239

140 pIvreenQsIfunctionIforItheIdensityXIChemicalfPhysicsfLettersVI1998VI_feVI_aaW_af 2.5 201

139 pIstableIcompoundIofIheliumIandIsodiumIatIhighIpressureXINaturefChemistryVI2017VIgVIbb[Wbbc 17.6 199

138  ropertiesIofIatomsIinImoleculeshIsipoleImomentsIandItransferabilityIofIpropertiesXIJournalfoff
ChemicalfPhysicsVI1987VIfeVI]]b_W]]c_ 3.9 184

137 sirectI×paceI·epresentationIofItheI}etallicIqondXIJournalfoffPhysicalfChemistryfAVI2000VI][bVIgbeWgca 2.8 166

136 –nItheIpresenceIofInonWnuclearIattractorsIinItheIchargeIdistributionsIofI{iIandI‘aIclustersXI
ChemicalfPhysicsfLettersVI1987VI]b]VIaf[Wafc 2.5 154

135
xnterstitialIσnIatomsIdoItheItrickIinIthermoelectricIzincIantimonideVIσnb×bahIaIcombinedImaximumI
entropyImethodIπWrayIelectronIdensityIandIabIinitioIelectronicIstructureIstudyXIChemistryfufAf
EuropeanfJournalVI2004VI][VIafd]We[

4.8 151

134 rhemicalIinformationIfromItheIsourceIfunctionXIJournalfoffComputationalfChemistryVI2003VI_bVIb__Wad 3.5 147

133 rhargeIdensityItopologicalIstudyIofIbondingIinIlithiumIclustersXITheoreticafChimicafActaVI1987VIe_VIbaaWbcf 145

132 tvolutionaryIrrystalI×tructureI redictionIasIaI}ethodIforItheIsiscoveryIofI}ineralsIandI}aterialsXI
ReviewsfinfMineralogyfandfGeochemistryVI2010VIe]VI_e]W_gf 7.1 143

131 pIQuantumW}echanicalI}apIforIqondingIandI ropertiesIinI×olidsXIAdvancedfMaterialsVI2019VIa]VIe]f[d_f[24 134

130
tvaluationIofInetIatomicIchargesIandIatomicIandImolecularIelectrostaticImomentsIthroughI
topologicalIanalysisIofItheIexperimentalIchargeIdensityXIActafCrystallographicafSectionfA:f
FoundationsfandfAdvancesVI2000VIcdIR tIaSVI_c_Wf

132

129 ·evealingInonWcovalentIinteractionsIinImolecularIcrystalsIthroughItheirIexperimentalIelectronI
densitiesXIChemistryfufAfEuropeanfJournalVI2012VI]fVI]cc_aWad 4.8 123

Carlo Gatti

2



128 ×ourceIfunctionIdescriptionIofImetalWmetalIbondingIinIdWblockIorganometallicIcompoundsXIFaradayf
DiscussionsVI2007VI]acVIccWefiIdiscussionI]_cWbgVIc[aWd 3.6 118

127 –nItheIoriginIofItopologicalIdifferencesIbetweenIexperimentalIandItheoreticalIcrystalIchargeI
densitiesXIActafCrystallographicafSectionfA:fFoundationsfandfAdvancesVI2000VIcdIR tIbSVIaa_Wg 118

126
uundamentalI ropertiesIandI‘atureIofIrw´•´•–IxnteractionsIinIrrystalsIonItheIqasisIofItxperimentalI
andIöheoreticalIrhargeIsensitiesXIöheIraseIofIaVbWqisRdimethylaminoSWaWcyclobuteneW]V_WdioneI
Rs}prqSIrrystalXIJournalfoffPhysicalfChemistryfAVI2002VI][dVI_e[eW_e_[

2.8 107

125 ×tabilityIofIxenonIoxidesIatIhighIpressuresXINaturefChemistryVI2013VIcVId]Wc 17.6 101

124 ‘onWcovalentIinteractionIviaItheIreducedIdensityIgradienthIxndependentIatomImodelIvsI
experimentalImultipolarIelectronIdensitiesXIComputationalfandfTheoreticalfChemistryVI2012VIggfVI]bfW]da2 98

123 öestingItheIconceptIofIhypervalencyhIchargeIdensityIanalysisIofIz_×–bXIInorganicfChemistryVI2012VI
c]VIfd[eW]d 5.1 87

122 tffectIofIelectronIcorrelationIonItheItopologicalIpropertiesIofImolecularIchargeIdistributionsXI
JournalfoffChemicalfPhysicsVI1988VIffVIaeg_Waf[b 3.9 87

121 ‘anostructuredIro]â��x‘ix×baIskutteruditeshI×ynthesisVIthermoelectricIpropertiesVIandItheoreticalI
modelingXIJournalfoffAppliedfPhysicsVI2003VIgaVIbafWbbe 2.5 82

120 ×ixIquestionsIonItopologyIinItheoreticalIchemistryXIComputationalfandfTheoreticalfChemistryVI2015VI
][caVI_W]d 2 81

119 QuantumIrrystallographyhIrurrentIsevelopmentsIandIuutureI erspectivesXIChemistryfufAfEuropeanf
JournalVI2018VI_bVI][ff]W][g[c 4.8 77

118 uormationIandIannihilationIofIaIbondIdefectIinIsiliconhIpnIabIinitioIquantumWmechanicalI
characterizationXIPhysicalfReviewfBVI1998VIceVI]e[W]ee 3.3 72

117 ‘ineIquestionsIonIenergyIdecompositionIanalysisXIJournalfoffComputationalfChemistryVI2019VIb[VI__bfW__fa3.5 70

116 ‘anostructuredIro]â��x‘ixR×b]â��yöeySaIskutteruditeshIöheoreticalImodelingVIsynthesisIandI
thermoelectricIpropertiesXIJournalfoffAppliedfPhysicsVI2005VIgeVI[bba]e 2.5 68

115 }olecularIsimilarityIbasedIonIinformationIentropiesIandIdistancesXIJournalfoffChemicalfPhysicsVI
1998VI][fVIcbdgWcbec 3.9 67

114
vuestWframeworkIinteractionIinItypeIxIinorganicIclathratesIwithIpromisingIthermoelectricI
propertieshIonItheIionicIversusIneutralInatureIofItheIalkalineWearthImetalIguestIpIinIpfva]dvea[I
Rpl×rVIqaSXIChemistryfufAfEuropeanfJournalVI2003VIgVIbccdWdf

4.8 64

113 öheIlocalIformIofItheIsourceIfunctionIasIaIfingerprintIofIstrongIandIweakIintraWIandIintermolecularI
interactionsXIActafCrystallographicafSectionfA:fFoundationsfandfAdvancesVI2004VId[VIbafWbg 62

112 ‘atureIofItheIbondingIinImetalWsilaneIsigmaWcomplexesXIInorganicfChemistryVI2009VIbfVI]cffWgf 5.1 61

111
txperimentalIvsXItheoreticalItopologicalIpropertiesIofIchargeIdensityIdistributionsXIpnIapplicationI
toItheIlWalanineImoleculeIstudiedIbyIπWrayIdiffractionIatI_aIzXIComputationalfandfTheoreticalf
ChemistryVI1992VI_ccVIb[gWbaa

56

(1992-2007)

3



110 öotalIelectronicIchargeIdensityIofI{WalanineIfromIπWrayIdiffractionIatI_aIzXIChemicalfPhysicsfLettersVI
1991VI]fdVIbeWc_ 2.5 55

109 uIcenterIinIsodiumIelectrosodaliteIasIaIphysicalImanifestationIofIaInonWnuclearIattractorIinItheI
electronIdensityXIPhysicalfReviewfBVI1999VIcgVI]_acgW]_adg 3.3 54

108
öheIunexpectedIandIlargeIenhancementIofItheIdipoleImomentIinItheI
aVbWbisRdimethylaminoSWaWcyclobuteneW]V_WdioneIRs}prqSImoleculeIuponIcrystallizationhIaInewIroleI
ofItheIintermolecularIrwXXX–IinteractionsXIJournalfoffthefAmericanfChemicalfSocietyVI2001VI]_aVI]__bfWcb

16.4 51

107
öheIimpactIofItheIactualIgeometricalIstructureIofIaIthermoelectricImaterialIonIitsIelectronicI
transportIpropertieshItheIcaseIofIdopedIskutteruditeIsystemsXIJournalfoffChemicalfPhysicsVI2004VI
]_]VIfgfaWg

3.9 50

106 ·evealingIelectronIdelocalizationIthroughItheIsourceIfunctionXIJournalfoffPhysicalfChemistryfAVI
2011VI]]cVI]_fdbWef 2.8 48

105 sipoleImomentIofItheIwaterImoleculeIinItheIcondensedIphasehIaIperiodicIwartreeWuockIestimateXI
ChemicalfPhysicsfLettersVI1995VI_beVI]acW]b] 2.5 48

104 VibrationalIpropertiesIofIhexagonalIveR_S×bR_SöeRcSIfromIfirstIprinciplesXIJournalfoffPhysicsf
CondensedfMatterVI2009VI_]VI_bcb[] 1.8 47

103 tnergeticsIofInonWcovalentIinteractionsIfromIelectronIandIenergyIdensityIdistributionsXI
ComputationalfandfTheoreticalfChemistryVI2015VI][caVIcaWcg 2 45

102 soItheIstructuralIchangesIdefinedIbyItheIelectronIdensityItopologyInecessarilyIaffectItheIpictureI
ofItheIbondingnXIInorganicfChemistryVI2009VIbfVI]][_bWa] 5.1 45

101 rhemicalIinsightIintoIelectronIdensityIandIwaveIfunctionshIsoftwareIdevelopmentsIandIapplicationsI
toIcrystalsVImolecularIcomplexesIandImaterialsIscienceXITheoreticalfChemistryfAccountsVI2007VI]]eVIfbeWffb1.9 45

100 ‘rxmilanohIanIelectronWdensityWbasedIcodeIforItheIstudyIofInoncovalentIinteractionsXIJournalfoff
AppliedfCrystallographyVI2013VIbdVI]c]aW]c]e 3.8 44

99 tvolutionIofIenergeticsIandIbondingIofIcompactIselfWinterstitialIclustersIinI×iXIEurophysicsfLettersVI
2000VIc[VId[fWd]b 1.6 44

98 öheI×ourceIuunctionIsescriptorIasIaIöoolItoItxtractIrhemicalIxnformationIfromIöheoreticalIandI
txperimentalItlectronIsensitiesXIStructurefandfBondingVI2011VI]gaW_fc 0.9 43

97 ×tericIandItlectronicItffectsIinI}ethylW×ubstitutedI_V_â��WqipyrrolesIandI olyR_V_â��WqipyrroleSshII artIxXI
×ynthesisIandIrharacterizationIofI}onomersIandI olymersXIChemistryfoffMaterialsVI2000VI]_VI]bf[W]bfg 9.6 42

96 öheoreticalIandIexperimentalIR]]aIzSIelectronWdensityIstudyIofIlithiumIbisRtetramethylammoniumSI
hexanitrocobaltateRxxxSXIActafCrystallographicafSectionfB:fStructuralfScienceVI1996VIc_VIbe]Wbef 39

95
rhargeIdensityItopologicalIapproachItoItheIdinorcaradieneIXdblharwXI[][]annuleneIequilibriumIinI
someI]]V]]WdisubstitutedI]VdWmethano[][]annulenesXIJournalfoffthefAmericanfChemicalfSocietyVI
1985VI][eVIfefWffe

16.4 38

94 ‘itranionsIandItheirIprecursorshIchargeIdensityIrearrangementsIandInitrogenW]cI‘}·IchemicalI
shiftIchangesXIJournalfoffthefAmericanfChemicalfSocietyVI1992VI]]bVIfdabWfdbb 16.4 34

93 öheIhighWpressureIphaseIofIboronVI˛‡Wq_fhIsisputesIandIconclusionsIofIcIyearsIafterIdiscoveryXI
JournalfoffSuperhardfMaterialsVI2011VIaaVIadaWaeg 0.9 32

Carlo Gatti

4



92 rhallengingIchemicalIconceptsIthroughIchargeIdensityIofImoleculesIandIcrystalsXIPhysicafScriptaVI
2013VIfeVI[bf][_ 2.6 31

91 wighWöemperatureIrrystalI×tructureIandIrhemicalIqondingIinIöhermoelectricIvermaniumI×elenideI
Rve×eSXIChemistryfufAfEuropeanfJournalVI2017VI_aVIdfffWdfgc 4.8 29

90 xonicIhighWpressureIformIofIelementalIboronXINatureVI2009VIbd[VI_g_ 50.4 29

89 ×tericIandItlectronicItffectsIinI}ethylW×ubstitutedI_V_â��WqipyrrolesIandI olyR_V_â��WqipyrroleSsh´ I artIxxXI
öheoreticalIxnvestigationIonI}onomersXIChemistryfoffMaterialsVI2000VI]_VI]bg[W]bgg 9.6 29

88 romparativeIstudyIofIπWrayIchargeWdensityIdataIonIro×baXIActafCrystallographicafSectionfA:f
FoundationsfandfAdvancesVI2013VIdgVIce[Wf_ 27

87
×tructuralIstudyIofIueIdopedIandI‘iIsubstitutedIthermoelectricIskutteruditesIbyIcombinedI
synchrotronIandIneutronIpowderIdiffractionIandIabIinitioItheoryXIJournalfoffAppliedfPhysicsVI2004VI
gdVIa]bfWa]ce

2.5 27

86
·elativisticItffectsIonI}etalW}etalIqondinghIromparisonIofItheI erformanceIofItr IandI×calarIszwI
sescriptionIonItheI ictureIofI}etalW}etalIqondingIinI·e_rlfR_XSXIJournalfoffChemicalfTheoryfandf
ComputationVI2010VIdVIa]]aW_]

6.4 24

85 öheIroleIofIexchangeâ��correlationIfunctionalIonItheIdescriptionIofImultiferroicIpropertiesIusingI
densityIfunctionalItheoryhItheIpöi–aIRpIlI}nVIueVI‘iSIcaseIstudyXIRSCfAdvancesVI2016VIdVI][]_]dW][]__c 3.7 23

84 −singItheI×ourceIuunctionIdescriptorItoIdampenItheImultipoleImodelIbiasIinIchargeIdensityIstudiesI
fromIπWrayIstructureIfactorsIrefinementsXIChemicalfPhysicsfLettersVI2009VIbedVIa[fWa]d 2.5 23

83
×ourceIuunctionIappliedItoIexperimentalIdensitiesIrevealsIsubtleIelectronWdelocalizationIeffectsI
andIappraisesItheirItransferabilityIpropertiesIinIcrystalsXIActafCrystallographicafSectionfB:fStructuralf
SciencetfCrystalfEngineeringfandfMaterialsVI2016VIe_VI]f[Wga

1.8 20

82 txperimentalIandItheoreticalIstudiesIofItetramethoxyWpWbenzoquinonehIinfraredIspectraVIstructuralI
andIlithiumIinsertionIpropertiesXIRSCfAdvancesVI2013VIaVI]g[f] 3.7 20

81 öheIelectronIdensityIinIflavonesIxXIqaicaleinXINewfJournalfoffChemistryVI2003VI_eVI]ag_W]agf 3.6 20

80 xnsightsIonIspinIpolarizationIthroughItheIspinIdensityIsourceIfunctionXIChemicalfScienceVI2015VIdVIafbcWafc_9.4 18

79  layingIwithIisomerismIandI‘IsubstitutionIinIpentalenedioneIderivativesIforIorganicIelectrodeI
batterieshIhowIhighIareItheIstakesnXIPhysicalfChemistryfChemicalfPhysicsVI2016VI]fVI_bb_Wf 3.6 17

78 tlectronIsensityIpnalysisI2013VI]feW__d 17

77 txperimentalIandItheoreticalIchargeIdensitiesIofIaIzincWcontainingIcoordinationIpolymerVI
σnRwr––S_Rw_–S_XIInorganicfChemistryVI2013VIc_VI_geWa[c 5.1 17

76 preIqaderIelectronIpopulationsIatomicIsizeIdependentnXIThefJournalfoffPhysicalfChemistryVI1993VIgeVI]]deeW]]df[17

75 ryclopropaneIringIclosureIinI]]V]]WdisubstitutedI]VdWmethanoI[][]IannulenesXIComputationalfandf
TheoreticalfChemistryVI1986VI]afVIagWc[ 17

(1986-2013)

5



74 ·ationalizingItheI{ackingIofIxnversionI×ymmetryIinIaI‘oncentrosymmetricI olarI·acematehIpnI
txperimentalIandIöheoreticalI×tudyXICrystalfGrowthfandfDesignVI2014VI]bVIcf__Wcfaa 3.5 16

73 ×hannonIinformationIentropiesIofImoleculesIandIfunctionalIgroupsIinItheIselfWconsistentIreactionI
fieldXIJournalfoffChemicalfPhysicsVI2000VI]]_VIece_Wecf[ 3.9 16

72 pbIinitioIpredictionsIofIopticallyIallowedItransitionsIinI‘a_[XI‘atureIofIexcitationsIandIinfluenceIofI
geometryXIChemicalfPhysicsfLettersVI1993VI_]aVIc__Wc_d 2.5 16

71 pIrandomIphaseIapproximationIstudyIofItheIabsorptionIspectrumIofI‘afXIChemicalfPhysicsfLettersVI
1990VI]ecVIdbcWdcb 2.5 16

70 tnantioseparationIofIfluorinatedIaWarylthioWbVbQWbipyridineshIxnsightsIintoIchalcogenIandIˇ�WholeI
bondsIinIhighWperformanceIliquidIchromatographyXIJournalfoffChromatographyfAVI2018VI]cdeVI]]gW]_g 4.5 16

69
veometricalIreconstructionsIandIelectronicIrelaxationsIofIsiliconIsurfacesXIxXIpnIelectronIdensityI
topologicalIstudyIofIwWcoveredIandIcleanI×iR]]]SR]ˆ�]SIsurfacesXIJournalfoffChemicalfPhysicsVI2000VI
]]_VIffeWfgg

3.9 15

68
pbIxnitioIöhermodynamicIandIöhermophysicalI ropertiesIofI×odiumI}etasilicateVI‘a×i–VIandIöheirI
tlectronWsensityIandItlectronW airWsensityIrounterpartsXIJournalfoffPhysicalfChemistryfAVI2016VI
]_[VIfff]Wffgc

2.8 14

67 rhallengingI roblemsIinIrhargeIsensityIseterminationhI olarIqondsIandIxnfluenceIofItheI
tnvironmentXIStructurefandfBondingVI2011VIbeWge 0.9 14

66
xntermolecularI·ecognitionIofItheIpntimalarialIsrugIrhloroquinehIpIQuantumIöheoryIofIptomsIinI
}oleculesâ��sensityIuunctionalIöheoryIxnvestigationIofItheIwydratedIsihydrogenI hosphateI×altI
fromItheI][aIzIπWrayI×tructureXICrystalfGrowthfandfDesignVI2016VI]dVId[baWd[cb

3.5 14

65
–perationalIcomparisonIofIvariousIthermodynamicItreatmentsIofIorganicIsubstanceIadsorptionIatI
theIelectrodeZsolutionIinterfaceXIJournalfoffElectroanalyticalfChemistryfandfInterfacialf
ElectrochemistryVI1985VI]gdVI]egW]ge

13

64 veneralizedIselfWconsistentIvalenceIbondImethodIforIgroundIandIexcitedIpotentialIenergyI
surfacesXIMolecularfPhysicsVI1980VIb]VI]_cgW]_eg 1.7 13

63 walogenIbondIinIseparationIsciencehIpIcriticalIanalysisIacrossIexperimentalIandItheoreticalIresultsXI
JournalfoffChromatographyfAVI2020VI]d]dVIbd[eff 4.5 13

62 tngineeringIofIunsubstitutedIquinoidWlikeIframeworksIenablingI_IVIvsXI{iRUSZ{iIredoxIvoltageI
tunabilityIandIrelatedIderivativesXIPhysicalfChemistryfChemicalfPhysicsVI2015VI]eVIfd[bWf 3.6 12

61
tlectronicIstructureIandIenergyIdecompositionIanalysesIasIaItoolItoIinterpretItheIredoxIpotentialI
rankingIofInaphthoWVIbiphenylWIandIbiphenyleneWquinoneIisomersXIPhysicalfChemistryfChemicalf
PhysicsVI2016VI]fVI_ddc]W_ddd[

3.6 11

60
}odelingIenvironmentalIeffectsIonIchargeIdensityIdistributionsIinIpolarIorganometallicshIvalidationI
ofIembeddedIclusterImodelsIforItheImethylIlithiumIcrystalXIJournalfoffComputationalfChemistryVI
2010VIa]VI_cdfWed

3.5 11

59 txpressionIandIinteractionsIofIstereochemicallyIactiveIloneIpairsIandItheirIrelationItoIstructuralI
distortionsIandIthermalIconductivityXIIUCrJVI2020VIeVIbf[Wbfg 4.7 11

58 walideI erovskiteshIpdvancedI hotovoltaicI}aterialsItmpoweredIbyIaI−niqueIqondingI}echanismXI
AdvancedfFunctionalfMaterialsV_]][]dd 15.6 11

57 pnItlectronIsensityI×ourceWuunctionI×tudyIofIs‘pIqaseI airsIinIöheirI‘eutralIandIxonizedIvroundI
×tatesXIJournalfoffComputationalfChemistryVI2018VIagVI]]]_W]]_f 3.5 10

Carlo Gatti

6



56
xnsightsIonIspinIdelocalizationIandIspinIpolarizationImechanismsIinIcrystalsIofIazidoIcopperRxxSI
dinuclearIcomplexesIthroughItheIelectronIspinIdensityI×ourceIuunctionXIActafCrystallographicaf
SectionfB:fStructuralfSciencetfCrystalfEngineeringfandfMaterialsVI2017VIeaVIcdcWcfa

1.8 10

55
×ingleI‘â��rIqondIqecomesI×horterIthanIaIuormallyIsoubleI‘nrIqondIinIaIöhiazeteW]V]WdioxideI
rrystalhIpnItxperimentalIandIöheoreticalI×tudyIofI×trongIrrystalIuieldItffectsXICrystalfGrowthfandf
DesignVI2014VI]bVIbb]fWbb_g

3.5 9

54 pIöheoreticalI×tudyIonItheI·otationalI}otionIandIxnteractionsIinItheIsisorderedI haseIofI}qwbIR}I
lI{iVI‘aVIzVI·bVIrsSXIJournalfoffPhysicalfChemistryfCVI2013VI]]eVI_a[fW_a]d 3.8 9

53 tnergeticsIandIbondingIinIaluminosilicateIringsIwithIalkaliImetalIandIalkalineWearthImetalI
chargeWcompensatingIcationsXIJournalfoffPhysicalfChemistryfAVI2012VI]]dVIfcfbWgf 2.8 9

52 pccuracyIofItopologicalIanalysisIofIgriddedIelectronIdensitiesXIJournalfoffPhysicsfandfChemistryfoff
SolidsVI2004VIdcVI]gc]W]gcc 3.9 9

51 ×pinIsensityIöopologyXIMoleculesVI2020VI_cVI 4.8 9

50 ×pinIdensityIaccuracyIandIdistributionIinIazidoIruRxxSIcomplexeshIpIsourceIfunctionIanalysisXIJournalf
offComputationalfChemistryVI2018VIagVIcfeWd[a 3.5 8

49 sirectWspaceIanalysisIofItheI×iâ��×iIbondingIpatternIinItheIˇ�WbondedIchainIreconstructedI
×iR]]]SR_Iˆ�I]SIsurfaceXITheoreticalfChemistryfAccountsVI2001VI][cVIa[gWa__ 1.9 8

48 ö– –‘shIaIprogramIforItheIapplicationIofItheIquantumItheoryIofIatomsIinImoleculesItoIperiodicI
systemsXIActafCrystallographicafSectionfA:fFoundationsfandfAdvancesVI1996VIc_VIrcccWrccd 8

47 }appingItheIcompleteIbondingInetworkIinIzqwbIusingItheIcombinedIpowerIofIpowderIdiffractionI
andImaximumIentropyImethodXIComputationalfandfTheoreticalfChemistryVI2015VI][caVI_bcW_ca 2 7

46  robingIryclicIˇ�WtlectronIselocalizationIinIanIxmidazolW_WylideneIandIaIrorrespondingIxmidazoliumI
×altXIChemistryfufAfEuropeanfJournalVI2018VI_bVIbgeaWbgf] 4.8 7

45
öheIlowZroomWtemperatureIformsIofItheIlithiatedIsaltIofI
aVdWdihydroxyW_VcWdimethoxyWpWbenzoquinonehIaIcombinedIexperimentalIandIdispersionWcorrectedI
densityIfunctionalIstudyXICrystEngCommVI2013VI]cVI_f[g

3.3 7

44 pIvariableWtemperatureIπWrayIdiffractionIandItheoreticalIstudyIofIconformationalIpolymorphismIinI
aIcomplexIorganicImoleculeIRsörSXXIRSCfAdvancesVI2018VIfVIafbbcWafbcb 3.7 7

43 soItheIbasicIcrystalIchemistryIprinciplesIagreeIwithIaIplethoraIofIrecentIquantumIchemistryIdatanXI
IUCrJVI2018VIcVIcb_Wcbe 4.7 7

42 −nderstandingItheI·eorientationalIsynamicsIofI×olidW×tateI}qwbIR}IlI{iâ��rsSXIJournalfoffPhysicalf
ChemistryfCVI2015VI]]gVI]_][gW]_]]f 3.8 6

41 öheIelectricIfieldIgradientIatItheI‘InucleiIandItheItopologyIofItheIchargeIdistributionIinItheI
protonationIofIureaXIJournalfoffChemicalfPhysicsVI1994VI][]VIgf[[Wgf[d 3.9 6

40  seudopotentialIcalculationsIonIhydrogenIbondedIsystemsIhIw_–VIrwa–wIandIwr––wIdimersXI
MolecularfPhysicsVI1979VIafVI]fdcW]feb 1.7 6

39 uactorsIxmpactingIˇ�WIandIˇ�WwoleI·egionsIasI·evealedIbyItheItlectrostaticI otentialIandIxtsI×ourceI
uunctionI·econstructionhIöheIraseIofIbVbQWqipyridineIserivativesXIMoleculesVI2020VI_cVI 4.8 6

(2020-2017)

7



38
tnantioseparationIofIcVcQWsibromoW_V_QWsichloroWaW×elanylWbVbQWqipyridinesIonI olysaccharideWqasedI
rhiralI×tationaryI haseshItxploringIrhalcogenIqondsIinI{iquidW haseIrhromatographyXIMoleculesVI
2021VI_dVI

4.8 6

37 qondI–rderIronservationI rincipleIandI eculiaritiesIofItheI}etalW}etalIqondingXIInorganicf
ChemistryVI2018VIceVI]ccc[W]ccce 5.1 6

36
wowItoIxdentifyI{oneI airsVIVanIderIγaalsIvapsVIandI}etavalentIqondingI−singIrhargeIandI airI
sensityI}ethodshIuromItlementalIrhalcogensItoI{eadIrhalcogenidesIandI haseWrhangeI}aterialsXI
PhysicafStatusfSolidifufRapidfResearchfLettersV_[[[cab

2.5 6

35 pIrevisitIofItheIbondIvalenceImodelImakesIitIuniversalXIPhysicalfChemistryfChemicalfPhysicsVI2020VI
__VI]afagW]afbg 3.6 5

34 ×ubstituentIeffectIonItheIplanarizationIenergyIandItheIrelativeIstabilityIofIγinsteinIandI}ˆ¶biusI
structuresIofItheIhomotropyliumIcationXIComputationalfandfTheoreticalfChemistryVI1988VI]deVI_ecWa[[ 5

33 qeyondIn_ˇ�bhIchemicalIbondIanalysisIusingItheIlocalIformIofItheIsourceIfunctionXIActaf
CrystallographicafSectionfA:fFoundationsfandfAdvancesVI2005VId]VIcbeWcbf 5

32 }omoaromaticityIversusImˆ¶biusIaromaticityXIJournalfDefChimiefPhysiquefEtfDefPhysicouChimief
BiologiqueVI1987VIfbVIefaWefg 5

31 romputationalI}odelingIofI_sI}aterialsIunderIwighI ressureIandIöheirIrhemicalIqondinghI×iliceneI
asI ossibleIuieldWtffectIöransistorXIACSfNanoVI2021VI]cVIdfd]Wdfe] 16.7 5

30 pssessingItheI×trengthIofI}etalW}etalIxnteractionsXIInorganicfChemistryVI2019VIcfVIebddWebe] 5.1 4

29 ]aXItvolutionaryIrrystalI×tructureI redictionIasIaI}ethodIforItheIsiscoveryIofI}ineralsIandI
}aterialsI2010VI_e]W_gf 4

28 ·ateIenhancementIofI]VaWdipolarIcycloadditionIofI‘WmethylindolehItheIsingularIroleIofIvrignardI
reagentsI1998VI]]VIbccWbdd 4

27 ×earchIforIcoldIfusionIinducedIbyIelectrolysisIinIpalladiumI1990VI][aVI]d]eW]daf 4

26 pItheoreticalIinvestigationIonItheIroleIofIsolventIinIsolvolyticIreactionsXITheoreticafChimicafActaVI
1983VIdaVI_bcW_ca 4

25 }etalW}etalIqondIinItheI{ightIofI aulingQsI·ulesXIMoleculesVI2021VI_dVI 4.8 4

24 rhargeIsensityIpnalysisIofIpctinideIrompoundsIfromItheIQuantumIöheoryIofIptomsIinI}oleculesI
andIrrystalsXIJournalfoffPhysicalfChemistryfLettersVI2021VI]_VI]fd_W]fdf 6.4 4

23 –nItheIchoiceIofItheIperturbedIstateIforIpmoIpredictionIofIselectivitiesIinIcycloadditionIreactionsXI
ComputationalfandfTheoreticalfChemistryVI1990VI_[fVI_acW_c] 3

22 öheIringIclosureIreactionIinI]VdWmethanoW[][]annuleneXIInternationalfJournalfoffQuantumfChemistryVI
1984VI_dVIbaaWbaf 2.1 3

21 txploringIrhemistryIöhroughItheI×ourceIuunctionIforItheItlectronIandItheItlectronI×pinIsensitiesXI
ChallengesfandfAdvancesfinfComputationalfChemistryfandfPhysicsVI2016VI][]W]_g 0.7 3

Carlo Gatti

8



20 ×tericIandItlectrostaticItffectsIinIrompoundsIwithIrenteredIrlustersIQuantifiedIbyIqondI–rderI
pnalysisXICrystalfGrowthfandfDesignVI2020VI_[VI_]]cW_]__ 3.5 2

19 ·elatingItlectrochemistryIofI‘ewI–rganicI}aterialsIforIqatteriesIandIuundamentalI−nderstandingI
throughIsuöIralculationsXIAdvancesfinfSciencefandfTechnologyVI2014VIgaVI]bdW]c] 0.1 2

18 pIvuidedIöourIöhroughI}odernIrhargeIsensityIpnalysisI2011VI]Wef 2

17 pItheoreticalIinvestigationIonItheIchemicalIbondingIofIinterstitialIandIvacancyIdefectsIinIsiliconI
duringItheirImigrationXINuclearfInstrumentsfnfMethodsfinfPhysicsfResearchfBVI1997VI]_eW]_fVI_acW_af 1.2 2

16 ×olidI×tateIppplicationsIofIQöpx}IandItheI×ourceIuunctionIâ��I}olecularIrrystalsVI×urfacesVI
wostâ��vuestI×ystemsIandI}olecularIromplexes]daW_[d 2

15 öhermoelectricIpropertiesIofInanoWgrainedIro×bZsubIaZIskutteruditesIdopedIwithI‘iIandIöe 2

14 öhermoelectricIperformanceIofIlargeIsingleIcrystalIclathrateIqaZsubIfZvaZsubI]dZveZsubIa[Z 2

13 rhapterIchrhemicalIqondingIxnvestigationsIforI}aterialsI2018VI]]eW]ec 2

12
ralciumIfilledIskutteruditesIraxrob×b]_hIeffectIofItheIcomputationalIapproachIonI
theabWinitiomodeledIelectronicItransportIpropertiesXIJournalfoffPhysics:fConferencefSeriesVI2008VI
]]eVI[]_[][

0.3 1

11 ×tandardisationIinIthermoelectricItransportIpropertiesImeasurementsIWItheIrardiffI‘ts–I
laboratoriesIandIs{·IrologneIprogram 1

10 öheoreticalImodelingIofIöeIdopedIro×bZsubIaZ 1

9
öhermalIrearrangementsIofItheIhomotropyliumIcationhIpnI}–IinvestigationIofIsomeIrelevantI
stationaryIpointsIonItheIpotentialIenergyIsurfaceXIComputationalfandfTheoreticalfChemistryVI1988VI
]ddVIba]Wbaf

1

8
{ookingIatIlocalIclassicalIandIquantumIforcesIinIstableIcrystalsIusingImultipoleWmodelIrefinedI
electronIdensitiesIandIorbitalWfreeIsuöIapproximationsXIActafCrystallographicafSectionfB:fStructuralf
SciencetfCrystalfEngineeringfandfMaterialsVI2020VIedVIe_bWe_d

1.8 1

7 pIrhemicalIppproachtIoItheIuirstW rinciplesI}odelingIofI‘ovelIöhermoelectricI}aterialsI2005VIeW]WeW]a 1

6
weterointerfaceItlectronicI×tatesIandIrhargeIöransportIofIrrystallineI‘V‘nW]wV]wnW erfluorobutilI
sicyanoperyleneIsiimideIinIuieldWtffectIöransistorIronfigurationXIJournalfoffPhysicalfChemistryfCVI
2016VI]_[VI]_[faW]_[g]

3.8 1

5 pItoolIforIdecipheringItheIredoxIpotentialIrankingIofIorganicIcompoundshIaIcaseIstudyIofI
biomassWextractedIquinonesIforIsustainableIenergyXIPhysicalfChemistryfChemicalfPhysicsVI2020VI__VI_[_]_W_[__d3.6 0

4
−nravellingIfunctionsIofIhalogenIsubstituentsIinItheIenantioseparationIofIhalogenatedIplanarI
chiralIferrocenesIonIpolysaccharideWbasedIchiralIstationaryIphaseshIexperimentalIandIelectrostaticI
potentialIanalysesXXIJournalfoffChromatographyfAVI2022VI]deaVIbda[ge

4.5 0

3 ×tronglyIrorrelatedIxntermetallicshIRmathbfIue×bI_mathbf{_}SXISpringerfSeriesfinfMaterialsfScienceVI
2013VIe]Wga 0.9

(2013-2020)

9



2 tvolutionaryIrrystalI×tructureI redictionIandI‘ovelIwighW ressureI hasesXINATOfSciencefforfPeacef
andfSecurityfSeriesfB:fPhysicsfandfBiophysicsVI2010VI_gaWa_a 0.2

1 xnteractionIenergyIandIdensityIinItheIwaterIdimerXIpIquantumItheoryIofIatomsIinImoleculeshIinsightI
onItheIeffectIofIbasisIsetIsuperpositionIerrorIremovalI2000VIgaW]]b

Carlo Gatti

10


