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i Paper IF Citations

133
XVrayHconstrainedHwavefunctionsHbasedHonHwirshfeldHatomsWHxxWHReproducibilityHofHelectronHdensitiesH
inHcrystalsHofH˛–VoxalicHacidHdihydrateWHActagCrystallographicagSectiongB:gStructuralgSciencevgCrystalg
EngineeringgandgMaterialsUH2022UHfgUHbhfVc]d

1.8 3

132 XVrayHconstrainedHwavefunctionsHbasedHonHwirshfeldHatomsWHxWHMethodHandHreviewWHActag
CrystallographicagSectiongB:gStructuralgSciencevgCrystalgEngineeringgandgMaterialsUH2022UHfgUHb]aVbba 1.8 3

131 öheHadvancedHtreatmentHofHhydrogenHbondingHinHquantumHcrystallographyWHJournalgofgAppliedg
CrystallographyUH2021UHdcUHf]gVfah 3.8 3

130 iHaHprogramHforHwirshfeldHsurfaceHanalysisUHvisualizationHandHquantitativeHanalysisHofHmolecularH
crystalsWHJournalgofgAppliedgCrystallographyUH2021UHdcUH][[eV][]] 3.8 344

129 ·imilaritiesHandHsifferencesHbetweenHrrystalHandHtnzymeHtnvironmentalHtffectsHonHtheHtlectronH
sensityHofHsrugHMoleculesWHChemistrygwgAgEuropeangJournalUH2021UHafUHbc[fVbc]h 4.8 6

128 wgwHmeetsHrelativisticHquantumHcrystallographyWHwowHtoHteachHrelativityHtoHaHnonVrelativisticH
wavefunctionWHActagCrystallographicagSectiongA:gFoundationsgandgAdvancesUH2021UHffUHdcVee 1.7 4

127 öheHpdventHofH—uantumHrrystallographyiHuormHandH·tructureHuactorsHfromH—uantumHMechanicsHforH
pdvancedH·tructureHRefinementHandHWavefunctionHuittingWHStructuregandgBondingUH2020UHedV]cc 0.9 13

126 RobyVvouldHbondHindicesHasHaHtoolHforHunderstandingHchemicalHbondingHfromHaHmathematicalHandH
quantumHmechanicalHperspectiveWHResultsgingChemistryUH2020UHaUH][[[db 2.1 0

125
wydrogenHatomsHinHbridgingHpositionsHfromHquantumHcrystallographicHrefinementsiHinfluenceHofH
hydrogenHatomHdisplacementHparametersHonHgeometryHandHelectronHdensityWHCrystEngCommUH2020UH
aaUHcffgVcfgh

3.3 17

124 –ostVwartreeVuockHmethodsHforHwirshfeldHatomHrefinementiHareHtheyHnecessarynHxnvestigationHofHaH
stronglyHhydrogenVbondedHmolecularHcrystalWHJournalgofgMoleculargStructureUH2020UH]a[hUH]afhbc 3.4 14

123 fragwpRiHtowardsHquantumVcrystallographicHXVrayHstructureHrefinementHforHpolypeptidesHandH
proteinsWHIUCrJUH2020UHfUH]dgV]ed 4.7 7

122 ”nHtheHaccuracyHandHprecisionHofHXVrayHandHneutronHdiffractionHresultsHasHaHfunctionHofHresolutionH
andHtheHelectronHdensityHmodelWHIUCrJUH2020UHfUHha[Vhbb 4.7 12

121 pccurateHcrystalHstructuresHandHchemicalHpropertiesHfromH“o·pherpaWHChemicalgScienceUH2020UH]aUH]efdV]eha9.4 41

120 rommentHonHKxnterXxntramolecularHqondsHinHöwHQöHlHrX·iXveRiHwHasHöetrelHqondHpcceptorHandHtheH
αniquenessHofHrarbonHqondsKWHJournalgofgPhysicalgChemistrygAUH2019UH]abUHhacaVhacb 2.8 1

119 ReversibleHhydrogenHstorageHpropertiesHofHdefectVengineeredHrc“HnanosheetsHunderHambientH
conditionsWHCarbonUH2019UH]daUHbccVbdb 10.4 37

118 qridgingHrrystalHtngineeringHandHsrugHsiscoveryHbyHαtilizingHxntermolecularHxnteractionsHandH
MolecularH·hapesHinHrrystalsWHAngewandtegChemieUH2019UH]b]UH]ehbeV]ehc[ 3.6 3

117 qridgingHrrystalHtngineeringHandHsrugHsiscoveryHbyHαtilizingHxntermolecularHxnteractionsHandH
MolecularH·hapesHinHrrystalsWHAngewandtegChemiegwgInternationalgEditionUH2019UHdgUH]efg[V]efgc 16.4 13
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116
RelativisticHquantumHcrystallographyHofHdiphenylVHandHdicyanomercuryWHöheoreticalHstructureHfactorsH
andHwirshfeldHatomHrefinementWHActagCrystallographicagSectiongA:gFoundationsgandgAdvancesUH2019UH
fdUHf[dVf]f

1.7 16

115
MeasurementHofHtlectricHuieldsHtxperiencedHbyHαreaHvuestHMoleculesHinHtheH]gVrrownVeXαreaHQ]idRH
wostVvuestHromplexiHpnHtxperimentalHReferenceH–ointHforHtlectricVuieldVpssistedHratalysisWHJournalg
ofgthegAmericangChemicalgSocietyUH2019UH]c]UHbhedVbhfe

16.4 23

114 MetalHfunctionalizedHinorganicHnanoVsheetsHasHpromisingHmaterialsHforHcleanHenergyHstorageWH
AppliedgSurfacegScienceUH2019UHcf]UHggfVgha 6.7 23

113 pHβarietyHofHqondHpnalysisHMethodsUH”neHpnswernHpnHxnvestigationHofHtheHtlementV”xygenHqondHofH
wydroxidesHwHX”wWHChemistrygwgAgEuropeangJournalUH2018UHacUHeacgVeae] 4.8 24

112 —uantumHrrystallographyiHrurrentHsevelopmentsHandHuutureH–erspectivesWHChemistrygwgAgEuropeang
JournalUH2018UHacUH][gg]V][h[d 4.8 77

111 LinearHMgrpSHvsHqentHrarpSiHLondonHsispersionUHLigandVxnducedHrhargeHLocalizationsUHandH
–seudoV–regosticHrVw´•´•´•raHxnteractionsWHInorganicgChemistryUH2018UHdfUHch[eVcha[ 5.1 9

110 pccurateHLatticeHtnergiesHforHMolecularHrrystalsHfromHtxperimentalHrrystalH·tructuresWHJournalgofg
ChemicalgTheorygandgComputationUH2018UH]cUH]e]cV]eab 6.4 101

109 –redictingHtheHprimaryHfragmentsHinHmassHspectrometryHusingHabHinitioHRobyâ��vouldHbondHindicesWH
InternationalgJournalgofgQuantumgChemistryUH2018UH]]gUHeade[b 2.1 9

108 –robingHtheHaccuracyHandHprecisionHofHwirshfeldHatomHrefinementHwithHinterfacedHwithWHIUCrJUH2018UH
dUHbaVcc 4.7 60

107
—uantumHchemicalHelectronHimpactHmassHspectrumHpredictionHforHdeHnovoHstructureHelucidationiH
pssessmentHagainstHexperimentalHreferenceHdataHandHcomparisonHtoHcompetitiveHfragmentationH
modelingWHInternationalgJournalgofgQuantumgChemistryUH2018UH]]gUHeadce[

2.1 8

106 rovalencyHandHxonicityHsoH“otH”pposeHtachH”therVRelationshipHqetweenH·iV”HqondHrharacterHandH
qasicityHofH·iloxanesWHChemistrygwgAgEuropeangJournalUH2018UHacUH]dafdV]dage 4.8 28

105 xsHitHReasonableHtoH”btainHxnformationHonHtheH–olarizabilityHandHwyperpolarizabilityH”nlyHfromHtheH
tlectronHsensitynWHAustraliangJournalgofgChemistryUH2018UHf]UHahd 1.2 1

104 qondHordersHforHintermolecularHinteractionsHinHcrystalsiHchargeHtransferUHionicityHandHtheHeffectHonH
intramolecularHbondsWHIUCrJUH2018UHdUHebdVece 4.7 16

103 xnvestigatingHtheHResonanceHinH“itricHpcidHandHtheH“itrateHpnionHqasedHonHaHModernHqondingH
pnalysisWHAustraliangJournalgofgChemistryUH2018UHf]UHaaf 1.2 7

102 öheHtlusiveH·tructuralH”riginHofH–lasticHqendingHinHsimethylH·ulfoneHrrystalsHwithH—uasiVisotropicH
rrystalH–ackingWHAngewandtegChemieUH2017UH]ahUHgdggVgdha 3.6 28

101 öheHtlusiveH·tructuralH”riginHofH–lasticHqendingHinHsimethylH·ulfoneHrrystalsHwithH—uasiVisotropicH
rrystalH–ackingWHAngewandtegChemiegwgInternationalgEditionUH2017UHdeUHgcegVgcfa 16.4 80

100 –redictingHtheH–ositionHofHtheHwydrogenHptomHinHtheH·hortHxntramolecularHwydrogenHqondHofHtheH
wydrogenHMaleateHpnionHfromHveometricHrorrelationsWHCrystalgGrowthgandgDesignUH2017UH]fUHbg]aVbgad 3.5 16

99 xntermolecularHinteractionsHinHmolecularHcrystalsiHwhatPsHinHaHnamenWHFaradaygDiscussionsUH2017UHa[bUHhbV]]a3.6 76

(2017-2019)
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98 βalidationHofHXVrayHWavefunctionHRefinementWHChemPhysChemUH2017UH]gUHbbbcVbbd] 3.2 34

97 modelHenergiesHandHenergyHframeworksiHextensionHtoHmetalHcoordinationHcompoundsUHorganicHsaltsUH
solvatesHandHopenVshellHsystemsWHIUCrJUH2017UHcUHdfdVdgf 4.7 492

96 —uantitativeHapproachesHtoHcrystalHengineeringiHapplicationsHtoHmechanicalHpropertiesWHActag
CrystallographicagSectiongA:gFoundationsgandgAdvancesUH2017UHfbUHrgchVrgch 1.7 2

95 xmportanceHofHRelativisticHtffectsHandHtlectronHrorrelationHinH·tructureHuactorsHandHtlectronH
sensityHofHsiphenylHMercuryHandHöriphenylHqismuthWHJournalgofgPhysicalgChemistrygAUH2016UH]a[UHeed[Veh 2.8 45

94 wydrogenHatomsHcanHbeHlocatedHaccuratelyHandHpreciselyHbyHxVrayHcrystallographyWHSciencegAdvancesUH
2016UHaUHe]e[[]ha 14.3 147

93 qasisHsetHconvergenceHofHrr·sQöRHequilibriumHgeometriesHusingHaHlargeHandHdiverseHsetHofHmolecularH
structuresWHJournalgofgChemicalgPhysicsUH2016UH]cdUH][c][] 3.9 38

92 wighHöhroughputH–rofilingHofHMolecularH·hapesHinHrrystalsWHScientificgReportsUH2016UHeUHaaa[c 4.9 20

91
pHproblematicHissueHforHatomsHinHmoleculesiHxmpactHofHQquasiVRdegenerateHstatesHonH—uantumH
öheoryHptomsHinHMoleculesHandHwirshfeldVxHpropertiesWHComputationalgandgTheoreticalgChemistryUH
2015UH][dbUH][eV]]]

2 13

90
·pinHcontaminationHanalogyUHzramersHpairsHsymmetryHandHspinHdensityHrepresentationsHatHtheH
aVcomponentHunrestrictedHwartreeâ��uockHlevelHofHtheoryWHComputationalgandgTheoreticalgChemistryUH
2015UH][edUHafVc]

2 10

89 ·´•´•´•”HchalcogenHbondingHinHsulfaHdrugsiHinsightsHfromHmultipoleHchargeHdensityHandHXVrayH
wavefunctionHofHacetazolamideWHPhysicalgChemistrygChemicalgPhysicsUH2015UH]fUHadc]]Va[ 3.6 52

88 tnergyHframeworksiHinsightsHintoHinteractionHanisotropyHandHtheHmechanicalHpropertiesHofH
molecularHcrystalsWHChemicalgCommunicationsUH2015UHd]UHbfbdVg 5.8 339

87 tlectrostaticHcomplementarityHinHpseudoreceptorHmodelingHbasedHonHdrugHmoleculeHcrystalH
structuresiHtheHcaseHofHloxistatinHacidHQteccRWHNewgJournalgofgChemistryUH2015UHbhUH]eagV]ebb 3.6 10

86 –ictureHchangeHerrorHinHquasirelativisticHelectronXspinHdensityUHLaplacianHandHbondHcriticalHpointsWH
ChemicalgPhysicsUH2014UHcbgUHbfVcf 2.3 12

85 wirshfeldHatomHrefinementHforHmodellingHstrongHhydrogenHbondsWHActagCrystallographicagSectiongA:g
FoundationsgandgAdvancesUH2014UHf[UHcgbVhg 1.7 47

84 wirshfeldHatomHrefinementWHIUCrJUH2014UH]UHbe]Vfh 4.7 140

83 pccurateHandHtfficientHModelHtnergiesHforHtxploringHxntermolecularHxnteractionsHinHMolecularH
rrystalsWHJournalgofgPhysicalgChemistrygLettersUH2014UHdUHcachVdd 6.4 258

82 vlycylVLValanineiHaHmultiVtemperatureHneutronHstudyWHActagCrystallographicagSectiongCvgStructuralg
ChemistryUH2014UHf[UHhchVda 0.8 3

81 ModelingHelectronHdensityHdistributionsHfromHXVrayHdiffractionHtoHderiveHopticalHpropertiesiH
constrainedHwavefunctionHversusHmultipoleHrefinementWHJournalgofgChemicalgPhysicsUH2013UH]bhUH[ec][g 3.9 25
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80
öheHquasirelativisticHcontactHinteractionHandHeffectiveHelectronHandHspinHdensitiesHatHtheHnucleusiHpH
modelHbasedHonHweightingHtheHelectronHdensityHwithHtheHfiniteHvaussianHnucleusHmodelWHChemicalg
PhysicsgLettersUH2013UHdg[UH]daV]dh

2.5 4

79 wowHdoesHovercoordinationHcreateHionHselectivitynWHBiophysicalgChemistryUH2013UH]faUHbfVca 3.5 6

78 pHcomparisonHofHelectronHdensityHfromHwirshfeldVatomHrefinementUHXVrayHwavefunctionHrefinementH
andHmultipoleHrefinementHonHthreeHureaHderivativesWHCrystEngCommUH2013UH]dUHa[gc 3.3 26

77 pnHentropicHmechanismHofHgeneratingHselectiveHionHbindingHinHmacromoleculesWHPLoSgComputationalg
BiologyUH2013UHhUHe][[ah]c 5 9

76
ranHtxperimentalHtlectronVsensityH·tudiesHbeHαsedHasHaHöoolHtoH–redictHqiologicallyHRelevantH
–ropertiesHofHLowVMolecularHWeightHtnzymeHLigandsnWHZeitschriftgFurgAnorganischegUndgAllgemeineg
ChemieUH2013UHebhUH]h[dV]ha]

1.3 9

75 XVrayHwavefunctionHrefinementHâ��HintroductionUHexamplesUHvalidationWHActagCrystallographicagSectiong
A:gFoundationsgandgAdvancesUH2013UHehUHsdghVsdgh

74 ·olidV·tateHsilutionHofHsihydroxybenzophenonesHwithHcU]bVsiazaV]gVcrownVeHforH
–hotocrystallographicH·tudiesWHCrystalgGrowthgandgDesignUH2012UH]aUHaaffVaagf 3.5 10

73 rontributionsHofHtheHelectronicHspinHandHorbitalHcurrentHtoHtheHrorlcQaVRHmagneticHfieldHprobedHinH
polarisedHneutronHdiffractionHexperimentsWHJournalgofgChemicalgPhysicsUH2012UH]bfUH[ec][f 3.9 3

72 ReliableHMeasurementsHofHsipoleHMomentsHfromH·ingleVrrystalHsiffractionHsataHandHpssessmentHofH
anHxnVrrystalHtnhancementWHStructuregandgBondingUH2012UHafVcd 0.9 15

71 sieHqedeutungHionischerHqindungsanteileHinH·chwefeldioxidHâ��HqindungsordnungenHausH
Rˆ¶ntgenbeugungsdatenWHAngewandtegChemieUH2012UH]acUHegg[Veggc 3.6 20

70 öheHsignificanceHofHionicHbondingHinHsulfurHdioxideiHbondHordersHfromHXVrayHdiffractionHdataWH
AngewandtegChemiegwgInternationalgEditionUH2012UHd]UHeffeVh 16.4 83

69 rrystalVfieldHeffectsHinLVhomoserineiHmultipolesversusquantumHchemistryWHActagCrystallographicag
SectiongA:gFoundationsgandgAdvancesUH2012UHegUHcbdVcca 31

68
·tudyHofHtheHpictureHchangeHerrorHatHtheHandHorderHsouglasHzrollHwessHlevelHofHtheoryWHtlectronHandH
spinHdensityHandHstructureHfactorsHofHtheHqis[bisQmethoxycarbimidoRHaminato]HcopperHQxxRHcomplexWH
ChemicalgPhysicsUH2012UHbhdUHccVdb

2.3 12

67 ·tructuralHinvestigationHofHMscLHgatingHusingHexperimentalHdataHandHcoarseHgrainedHMsH
simulationsWHPLoSgComputationalgBiologyUH2012UHgUHe][[aegb 5 37

66 txiuRtöiHflexibleHtoolHforHunderstandingHuRtöHinHcomplexHgeometriesWHJournalgofgBiomedicalgOpticsUH
2012UH]fUH[]][[d 3.5 14

65 MappingHtheHimportanceHofHfourHfactorsHinHcreatingHmonovalentHionHselectivityHinHbiologicalH
moleculesWHBiophysicalgJournalUH2011UH][[UHe[Vh 2.9 16

64
ReactivityHdifferencesHbetweenH˛–U˛†VunsaturatedHcarbonylsHandHhydrazonesHinvestigatedHbyH
experimentalHandHtheoreticalHelectronHdensityHandHelectronHlocalizabilityHanalysesWHJournalgofg
PhysicalgChemistrygAUH2011UH]]dUH]af]dVba

2.8 21

63 xntermolecularHinteractionsHandHelectrostaticHpropertiesHofHtheH˛†VhydroquinoneHapohostiH
implicationsHforHsupramolecularHchemistryWHJournalgofgPhysicalgChemistrygAUH2011UH]]dUH]aheaVfa 2.8 20

(2011-2013)
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62 αsingHWavefunctionsHtoHvetHMoreHxnformationH”utHofHsiffractionHtxperimentsH2011UHa]bVadf 1

61 βisualisationHandHcharacterisationHofHvoidsHinHcrystallineHmaterialsWHCrystEngCommUH2011UH]bUH]g[cV]g]b 3.3 271

60
–ictureHchangeHerrorHcorrectionHinHtheHradialHdistributionsHofHcanonicalHorbitalHdensitiesHandHtotalH
electronHdensityHofHradonHatomiHtheHeffectHofHtheHsizeHofHnucleusHandHtheHbasisHsetHlimitWHTheoreticalg
ChemistrygAccountsUH2011UH]ahUH]g]V]hf

1.9 10

59 öestingHtheHuseHofHmolecularHdynamicsHtoHsimulateHfluorophoreHmotionsHandHuRtöWHPhysicalg
ChemistrygChemicalgPhysicsUH2011UH]bUH]][cdVdc 3.6 18

58 –ictureHchangeHerrorHcorrectionHofHradonHatomHelectronHdensityWHJournalgofgChemicalgPhysicsUH2010UH
]bbUH]fc]ad 3.9 13

57 seterminationHofHuluorophoreH”rientationHandHtnergyHöransferHfromHMsH·imulationsWHBiophysicalg
JournalUH2010UHhgUHdgaa 2.9

56 RevisedHelectrostaticsHfromHinvariomHrefinementHofHtheH]gVresidueHpeptaibolHantibioticHtrichotoxinH
pd[tWHCrystEngCommUH2010UH]aUHac]h 3.3 10

55 öheHelectronHlocalizabilityHindicatorHfromHXVrayHdiffractionHdataVVaHfirstHapplicationHtoHaHseriesHofH
epoxideHderivativesWHChemistrygwgAgEuropeangJournalUH2010UH]eUH]ag]gVa] 4.8 27

54 XVrayHconstrainedHunrestrictedHwartreeVuockHandHsouglasVzrollVwessHwavefunctionsWHActag
CrystallographicagSectiongA:gFoundationsgandgAdvancesUH2010UHeeUHfgVha 39

53 wirshfeldHsurfaceHanalysisWHCrystEngCommUH2009UH]]UH]hVba 3.3 3999

52 RefractiveHindicesHforHmolecularHcrystalsHfromHtheHresponseHofHXVrayHconstrainedHwartreeVuockH
wavefunctionsWHPhysicalgChemistrygChemicalgPhysicsUH2009UH]]UHfa[hV]g 3.6 37

51 ·imulationHofHstructureUHorientationUHandHenergyHtransferHbetweenHplexauluorHmoleculesHattachedH
toHMscLWHBiophysicalgJournalUH2008UHhdUHaf]]Va] 2.9 35

50 tlectrostaticHpotentialsHmappedHonHwirshfeldHsurfacesHprovideHdirectHinsightHintoHintermolecularH
interactionsHinHcrystalsWHCrystEngCommUH2008UH 3.3 83

49 pHdefinitionHforHtheHcovalentHandHionicHbondHindexHinHaHmoleculeWHTheoreticalgChemistrygAccountsUH
2008UH]]hUHafdVah[ 1.9 25

48
XVrayHstructureHrefinementHusingHasphericalHatomicHdensityHfunctionsHobtainedHfromH
quantumVmechanicalHcalculationsWHActagCrystallographicagSectiongA:gFoundationsgandgAdvancesUH2008UH
ecUHbgbVhb

124

47 öheHpredominantHroleHofHcoordinationHnumberHinHpotassiumHchannelHselectivityWHBiophysicalgJournalUH
2007UHhbUHaebdVcb 2.9 93

46 öheHuseHofHdipoleHlatticeHsumsHtoHestimateHelectricHfieldsHandHdipoleHmomentHenhancementHinH
molecularHcrystalsWHChemicalgPhysicsgLettersUH2007UHccbUHgfVh] 2.5 37

45 preHintramolecularHdynamicHelectronHcorrelationHeffectsHdetectableHinHXVrayHdiffractionHexperimentsH
onHmolecularHcrystalsnWHActagCrystallographicagSectiongA:gFoundationsgandgAdvancesUH2007UHebUH]bdVcd 11
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44 öowardsHquantitativeHanalysisHofHintermolecularHinteractionsHwithHwirshfeldHsurfacesWHChemicalg
CommunicationsUH2007UHbg]cVe 5.8 2014

43 romparingHentireHcrystalHstructuresiHstructuralHgeneticHfingerprintingWHCrystEngCommUH2007UHhUHecg 3.3 378

42 tffectiveHmolecularHpolarizabilitiesHandHcrystalHrefractiveHindicesHestimatedHfromHxVrayHdiffractionH
dataWHJournalgofgChemicalgPhysicsUH2006UH]adUH]fcd[d 3.9 42

41 seterminationHofHtheHorientationalHdistributionHandHorientationHfactorHforHtransferHbetweenH
membraneVboundHfluorophoresHusingHaHconfocalHmicroscopeWHBiophysicalgJournalUH2006UHh]UH][baVcd 2.9 44

40 ·iV”HbondedHinteractionsHinHsilicateHcrystalsHandHmoleculesiHaHcomparisonWHJournalgofgPhysicalg
ChemistrygAUH2006UH]][UH]aefgVgb 2.8 13

39 qondHlengthHandHlocalHenergyHdensityHpropertyHconnectionsHforHnonVtransitionVmetalHoxideVbondedH
interactionsWHJournalgofgPhysicalgChemistrygAUH2006UH]][UH]aadhVee 2.8 31

38 pHflexibleHapproachHtoHtheHcalculationHofHresonanceHenergyHtransferHefficiencyHbetweenHmultipleH
donorsHandHacceptorsHinHcomplexHgeometriesWHBiophysicalgJournalUH2005UHghUHbgaaVbe 2.9 76

37
tlectronHlocalizationHfunctionsHobtainedHfromHXVrayHconstrainedHwartreeVuockHwavefunctionsHforH
molecularHcrystalsHofHammoniaUHureaHandHalloxanWHActagCrystallographicagSectiongA:gFoundationsgandg
AdvancesUH2004UHe[UH]]]Vh

37

36 öontoiHpHuortranHqasedH”bjectV”rientedH·ystemHforH—uantumHrhemistryHandHrrystallographyWH
LecturegNotesgingComputergScienceUH2003UH]caV]d] 0.9 78

35
WaveHfunctionsHderivedHfromHexperimentWHβWHxnvestigationHofHelectronHdensitiesUHelectrostaticH
potentialsUHandHelectronHlocalizationHfunctionsHforHnoncentrosymmetricHcrystalsWHJournalgofg
ComputationalgChemistryUH2003UHacUHcf[Vgb

3.5 49

34 pHcomplementHtoHâ��·omeHfundamentalHproblemsHwithHzeroHfluxHpartitioningHofHelectronHdensitiesâ��WH
TheoreticalgChemistrygAccountsUH2002UH][fUHbgbVbgc 1.9 9

33 WavefunctionsHderivedHfromHexperimentWHxxxWHöopologicalHanalysisHofHcrystalHfragmentsWHActag
CrystallographicagSectiongA:gFoundationsgandgAdvancesUH2002UHdgUHabaVcb 40

32 WavefunctionsHderivedHfromHexperimentWHxβWHxnvestigationHofHtheHcrystalHenvironmentHofHammoniaWH
ActagCrystallographicagSectiongA:gFoundationsgandgAdvancesUH2002UHdgUHaccVd] 44

31 romparisonHofHsemiempiricalHandHabHinitioH—MHdecompositionHanalysesHforHtheHinteractionHenergyH
betweenHmoleculesWHChemicalgPhysicsgLettersUH2002UHbdaUHacdVad] 2.5 16

30 ·omeHfundamentalHproblemsHwithHzeroHfluxHpartitioningHofHelectronHdensitiesWHTheoreticalgChemistryg
AccountsUH2001UH][dUHa]bVa]g 1.9 40

29 WavefunctionsHderivedHfromHexperimentWHxWHMotivationHandHtheoryWHActagCrystallographicagSectiongA:g
FoundationsgandgAdvancesUH2001UHdfUHfeVge 135

28 WavefunctionsHderivedHfromHexperimentWHxxWHpHwavefunctionHforHoxalicHacidHdihydrateWHActag
CrystallographicagSectiongA:gFoundationsgandgAdvancesUH2001UHdfUHgfV][[ 70

27 pHtheoreticalHstudyHofHtheHpolarizedHneutronHscatteringHfromHrsbrorldWHJournalgofgChemicalgPhysicsUH
2001UH]]cUHaegfVaehf 3.9 6

(2001-2007)

7



26 roncerningHtheHmagnetisationHdensityHinHmagneticHneutronHscatteringHexperimentsH2000UHacdVad]

25 tlectronHspinHresonanceHgHtensorsHfromHgeneralHwartreeâ��uockHcalculationsWHJournalgofgChemicalg
PhysicsUH1998UH][gUHfdgfVfdhc 3.9 72

24 WaveHuunctionHforHqerylliumHfromHXVRayHsiffractionHsataWHPhysicalgReviewgLettersUH1998UHg[UHfhgVg[] 7.4 112

23 pHchallengeHforHdensityHfunctionalHtheoryiHtheHX”“”HandHX“”aHQXluUHrlUHandHqrRHmoleculesWH
TheoreticalgChemistrygAccountsUH1997UHhfUH]gdV]hc 1.9 23

22
ryclopropaVuusedH—uinonesWHöheHvenerationHandHörappingHofH
qicyclo[cW]W[]heptaV]QeRUbVdieneVaUdVdioneHandH]wVryclopropa[b]naphthaleneVaUfVdioneWHAustraliang
JournalgofgChemistryUH1997UHd[UHd[d

1.2 10

21 ·patialHsymmetryHandHequivalenceHwithHunrestrictedHwartreeVuockHwavefunctionsiHapplicationHtoHtheH
predictionHofHspinHdensitiesWHMoleculargPhysicsUH1997UHhaUHcf]Vcfe 1.7 5

20 pbHinitioHstudyHofHtheHcyclicHisomersHofH“a·cWHChemicalgPhysicsUH1995UH]hgUH]ehV]g] 2.3 4

19 pnHabHinitioHcalculationHofHmagneticHstructureHfactorsHforHrsbrorldHincludingHspinâ��orbitHandHfiniteH
magneticHfieldHeffectsWHJournalgofgChemicalgPhysicsUH1995UH][bUHcdeaVcdf] 3.9 13

18 ”penVshellHrestrictedHwartreeâ��uockHperturbationHtheoryiH·omeHconsiderationsHandHcomparisonsWH
JournalgofgChemicalgPhysicsUH1994UH][[UHfc[[Vfc[h 3.9 89

17 uourierHtransformsHofHpropertyHdensitiesHwithHvaussianHfunctionsWHChemicalgPhysicsgLettersUH1994UH
ab[UHaagVab[ 2.5 21

16 ”penVshellHcoupledVclusterHtheoryWHJournalgofgChemicalgPhysicsUH1993UHhgUHhfbcVhfcf 3.9 158

15 pnHopenVshellHrestrictedHwartreeâ��uockHperturbationHtheoryHbasedHonHsymmetricHspinHorbitalsWH
ChemicalgPhysicsgLettersUH1993UHa[]UH]V][ 2.5 136

14 pnalyticH·ruHthirdHandHfourthHderivativesHwithHmodelHpotentialsWHChemicalgPhysicsgLettersUH1993UHa]aUH]gVae2.5 2
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