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j Paper IF Citations

134 ütructureGcorrelationGandGdynamicsGinGcrystalsGâ��GaGtributeGtoGvansUpeatGpˆ…rgiVGActahCrystallographicah
SectionhB:hStructuralhSciencewhCrystalhEngineeringhandhMaterialsTG2022TGdeTG[eZU[e[ 1.8

133 ulobalGonalysisGofGtheG’echanicalGPropertiesGofG—rganicGqrystalsVGAngewandtehChemiehyhInternationalh
EditionTG2021TG 16.4 12

132 ·uantifyingG’echanicalGPropertiesGofG’olecularGqrystalsgGoGqriticalG—verviewGofGsxperimentalG
slasticGβensorsVGAngewandtehChemiehyhInternationalhEditionTG2021TG 16.4 2

131 gGaGprogramGforGvirshfeldGsurfaceGanalysisTGvisualizationGandGquantitativeGanalysisGofGmolecularG
crystalsVGJournalhofhAppliedhCrystallographyTG2021TGbaTGZYYcUZYZZ 3.8 344

130
wnsightsGintoGvostâ��uuestGpindingGinGvydroquinoneGqlathratesgGüingleUqrystalGXUrayGandG–eutronG
riffractionTGandGqomplementaryGqomputationalGütudiesGonGtheGvydroquinoneUq—[GqlathrateVG
CrystalhGrowthhandhDesignTG2021TG[ZTG]addU]aec

3.5 1

129 üingleUqrystalGvighUPressureGXUrayGriffractionGütudyGofGvostGütructureGqompressionGinGqlathratesGofG
rianinâ��sGqompoundVGCrystalhGrowthhandhDesignTG2020TG[YTGaYf[UaYff 3.5 2

128 wnvestigationGofGanGUnusualGqrystalGvabitGofGvydrochlorothiazideGøevealsGzargeGPolarGsnantiopureG
romainsGandGaGPossibleGqrystalG–ucleationG’echanismVGAngewandtehChemieTG2019TGZ]ZTGZY]cZUZY]cb 3.6 3

127
wnvestigationGofGanGUnusualGqrystalGvabitGofGvydrochlorothiazideGøevealsGzargeGPolarGsnantiopureG
romainsGandGaGPossibleGqrystalG–ucleationG’echanismVGAngewandtehChemiehyhInternationalhEditionTG
2019TGbeTGZY[bbUZY[bf

16.4 6

126 øevisitingGaGvistoricalGqonceptGbyGUsingG·uantumGqrystallographygGoreGPhosphateTGüulfateGandG
PerchlorateGonionsGvypervalentmVGChemistryhyhAhEuropeanhJournalTG2019TG[bTGcb[]Ucb][ 4.8 15

125 pridgingGqrystalGsngineeringGandGrrugGriscoveryGbyGUtilizingGwntermolecularGwnteractionsGandG
’olecularGühapesGinGqrystalsVGAngewandtehChemieTG2019TGZ]ZTGZcf]cUZcfaY 3.6 3

124 pridgingGqrystalGsngineeringGandGrrugGriscoveryGbyGUtilizingGwntermolecularGwnteractionsGandG
’olecularGühapesGinGqrystalsVGAngewandtehChemiehyhInternationalhEditionTG2019TGbeTGZcdeYUZcdea 16.4 13

123
’easurementGofGslectricGtieldsGsxperiencedGbyGUreaGuuestG’oleculesGinGtheGZeUqrownUcXUreaGPZgbQG
vostUuuestGqomplexgGonGsxperimentalGøeferenceGPointGforGslectricUtieldUossistedGqatalysisVGJournalh
ofhthehAmericanhChemicalhSocietyTG2019TGZaZTG]fcbU]fdc

16.4 23

122 occurateGzatticeGsnergiesGforG’olecularGqrystalsGfromGsxperimentalGqrystalGütructuresVGJournalhofh
ChemicalhTheoryhandhComputationTG2018TGZaTGZcZaUZc[] 6.4 101

121 βetraiodoalleneTGw[qkqkqw[Gâ��GtheGmissingGlinkGbetweenGw[qkqw[GandGw[qkqkqkqw[Gâ��GandGtheG
oxidationGproductTG[T[UdiiodoacrylicacidTGw[qkqvPq—[vQVGAustralianhJournalhofhChemistryTG2018TGdZTGdY 1.2 4

120 wntermolecularGinteractionsGinGcrystalsGofGsmallGunsubstitutedGcyclicGethersGandGsubstitutedG
epoxidesVGZeitschrifthFurhKristallographiehyhCrystallinehMaterialsTG2018TG[]]TGcaZUcae 1 2

119 tacileGüynthesisGofGPentamethylcyclopentadienylGøutheniumGvalfUüandwichGqomplexesGbyG
–aphthaleneGrisplacementVGAustralianhJournalhofhChemistryTG2018TGdZTG[ef 1.2 1

118 βheGPolymorphsGofGø—YgGoGqomputationalGütudyGofGzatticeGsnergiesGandGqonformationalGsnergyG
rifferencesVGAustralianhJournalhofhChemistryTG2018TGdZTG[df 1.2 25
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117 βowardsGtheGuseGofGexperimentalGelectronGdensitiesGtoGestimateGreliableGlatticeGenergiesVG
CrystEngCommTG2018TG[YTGb]aYUb]ad 3.3 6

116
opproachingGanGexperimentalGelectronGdensityGmodelGofGtheGbiologicallyGactiveGtransUepoxysuccinylG
amideGgroupâ��üubstituentGeffectsGvsVGcrystalGpackingVGJournalhofhPhysicalhOrganichChemistryTG2017TG
]YTGe]ce]

2.1 4

115 βheGslusiveGütructuralG—riginGofGPlasticGpendingGinGrimethylGüulfoneGqrystalsGwithG·uasiUisotropicG
qrystalGPackingVGAngewandtehChemieTG2017TGZ[fTGebeeUebf[ 3.6 28

114 βheGslusiveGütructuralG—riginGofGPlasticGpendingGinGrimethylGüulfoneGqrystalsGwithG·uasiUisotropicG
qrystalGPackingVGAngewandtehChemiehyhInternationalhEditionTG2017TGbcTGeaceUead[ 16.4 80

113 wntermolecularGwnteractionGsnergiesGinGvydroquinoneGqlathratesGatGvighGPressureVGCrystalhGrowthh
andhDesignTG2017TGZdTG]e]aU]eac 3.5 17

112 wntermolecularGinteractionsGinGmolecularGcrystalsgGwhatOsGinGaGnamemVGFaradayhDiscussionsTG2017TG[Y]TGf]UZZ[3.6 76

111 ’agneticallyGrecoverableGte—nouUcoatedGnanoscaleGcatalystsGforGtheGoUcouplingGreactionVGDaltonh
TransactionsTG2017TGacTGbZ]]UbZ]d 4.3 34

110 modelGenergiesGandGenergyGframeworksgGextensionGtoGmetalGcoordinationGcompoundsTGorganicGsaltsTG
solvatesGandGopenUshellGsystemsVGIUCrJTG2017TGaTGbdbUbed 4.7 492

109 ueometriesTGinteractionGenergiesGandGcomplexationGfreeGenergiesGofGZeUcrownUcGwithGneutralG
moleculesVGCrystEngCommTG2016TGZeTGecb]Uecc] 3.3 1

108 ·uantifyingGvostâ��uuestGwnteractionGsnergiesGinGqlathratesGofGrianinâ��sGqompoundVGCrystalhGrowthh
andhDesignTG2016TGZcTGcebeUcecc 3.5 11

107
snergyGframeworksGandGaGtopologicalGanalysisGofGtheGsupramolecularGfeaturesGinGinGsituG
cryocrystallizedGliquidsgGtuningGtheGweakGinteractionGlandscapeGviaGfluorinationVGPhysicalhChemistryh
ChemicalhPhysicsTG2016TGZeTG]ZeZZU]Ze[Y

3.6 39

106 øobertGtarrellGütewartGPZf]cU[YZbQVGActahCrystallographicahSectionhA:hFoundationshandhAdvancesTG
2016TGd[TGbYdUf 1.7

105 O·uasiUisostructuralGpolymorphismOGinGmolecularGcrystalsgGinputsGfromGinteractionGhierarchyGandG
energyGframeworksVGChemicalhCommunicationsTG2016TGb[TG[ZaZUa 5.8 35

104 ütructuralGqollapseGofGtheGvydroquinoneUtormicGocidGqlathrategGoGPressureU’ediumUrependentG
PhaseGβransitionVGChemistryhyhAhEuropeanhJournalTG2016TG[[TGaYcZUf 4.8 15

103 vowGøeliableGoreGwntermolecularGwnteractionGsnergiesGsstimatedGfromGβopologicalGonalysisGofG
sxperimentalGslectronGrensitiesmVGCrystalhGrowthhandhDesignTG2015TGZbTGbc[aUbc[e 3.5 81

102 üupramolecularGøecognitionGandGsnergyGtrameworksGinGvostâ��uuestGqomplexesGofGZeUqrownUcGandG
üulfonamidesVGCrystalhGrowthhandhDesignTG2015TGZbTGbef[UbfYY 3.5 23

101 snergyGframeworksgGinsightsGintoGinteractionGanisotropyGandGtheGmechanicalGpropertiesGofG
molecularGcrystalsVGChemicalhCommunicationsTG2015TGbZTG]d]bUe 5.8 339

100 slectrostaticGcomplementarityGinGpseudoreceptorGmodelingGbasedGonGdrugGmoleculeGcrystalG
structuresgGtheGcaseGofGloxistatinGacidGPscacQVGNewhJournalhofhChemistryTG2015TG]fTGZc[eUZc]] 3.6 10

(2015-2018)
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99 ’olecularGwmprisonmentgGvostGøesponseGtoGuuestGzocationTG—rientationTGandGrynamicsGinG
qlathratesGofGrianinâ��sGqompoundVGCrystalhGrowthhandhDesignTG2014TGZaTGZ[fcUZ]Yc 3.5 16

98
vostGperturbationGinGaG˛†UhydroquinoneGclathrateGstudiedGbyGcombinedGXUrayXneutronG
chargeUdensityGanalysisgGimplicationsGforGmolecularGinclusionGinGsupramolecularGentitiesVGChemistryhyh
AhEuropeanhJournalTG2014TG[YTGeYefUfe

4.8 8

97 virshfeldGatomGrefinementGforGmodellingGstrongGhydrogenGbondsVGActahCrystallographicahSectionhA:h
FoundationshandhAdvancesTG2014TGdYTGae]Ufe 1.7 47

96 occurateGandGsfficientG’odelGsnergiesGforGsxploringGwntermolecularGwnteractionsGinG’olecularG
qrystalsVGJournalhofhPhysicalhChemistryhLettersTG2014TGbTGa[afUbb 6.4 258

95 PaulingGbondGstrengthTGbondGlengthGandGelectronGdensityGdistributionVGPhysicshandhChemistryhofh
MineralsTG2014TGaZTGZdU[b 1.6 11

94 rirectGsvidenceGofGqationGrisorderGinGβhermoelectricGzeadGqhalcogenidesGPbβeGandGPbüVGAdvancedh
FunctionalhMaterialsTG2013TG[]TGbaddUbae] 15.6 83

93 VisualizingGlithiumUionGmigrationGpathwaysGinGbatteryGmaterialsVGChemistryhyhAhEuropeanhJournalTG
2013TGZfTGZbb]bUaa 4.8 45

92 pondedGradiiGandGtheGcontractionGofGtheGelectronGdensityGofGtheGoxygenGatomGbyGbondedG
interactionsVGJournalhofhPhysicalhChemistryhATG2013TGZZdTGZc][UaY 2.8 26

91 ’oleculesGinGcrystalsVGPhysicahScriptaTG2013TGedTGYaeZY] 2.6 101

90 üimulationsGofGguestGtransportGinGclathratesGofGrianinOsGcompoundGandGhydroquinoneVGChemistryhyhAh
EuropeanhJournalTG2013TGZfTG[cdcUea 4.8 16

89 PropertiesGofGatomsGunderGpressuregGbondedGinteractionsGofGtheGatomsGinGthreeGperovskitesVGJournalh
ofhChemicalhPhysicsTG2012TGZ]dTGZca]Z] 3.9 9

88 qrystalGstructureGandGchemicalGbondingGofGtheGintermetallicGZintlGphaseGYbZZolübfVGDaltonh
TransactionsTG2012TGaZTGZY]adUb] 4.3 15

87 üeeminglyGsimpleGgroupGeGcyclopentadienylGdicarbonylGmetalGhalidesgGtromGlittleGthingsTGinterestingG
thingsGgrowVGCrystEngCommTG2012TGZaTGeZ[UeZe 3.3 3

86 qomputationalGstudyGofGmethylGgroupGdynamicsGinGtheGhydroquinoneGclathrateGofGacetonitrileVG
PhysicalhChemistryhChemicalhPhysicsTG2012TGZaTGZbdYU[ 3.6 9

85 opplicationGofGatomicGvirshfeldGsurfaceGanalysisGtoGintermetallicGsystemsgGisG’nGinGcubicGqe’n–iaGaG
thermoelectricGrattlerGatommVGInorganichChemistryTG2012TGbZTGZfZcU[a 5.1 15

84
üupramolecularGpolymorphismGofGtheGZgZGmolecularGsaltG
PadamantaneUZUcarboxylateU]TbTdUtricarboxylicGacidQ´•PhexamethylenetetraminiumQVGoGIfailedIGcrystalG
engineeringGattemptVGChemicalhCommunicationsTG2012TGaeTGZee]Ub

5.8 25

83 üupramolecularGinteractionsGbetweenGhexabromoethaneGandGcyclopentadienylGrutheniumG
bromidesgGvalogenGbondingGorGelectrostaticGorganisationmVGCrystEngCommTG2012TGZaTGeYaUeZZ 3.3 19

82 qrystalGpackingGinGtheG[UøTaUoxoU[ZT]UaXb]UnaphthodioxanesGâ��GvirshfeldGsurfaceGanalysisGandGmeltingG
pointGcorrelationVGCrystEngCommTG2012TGZaTGZYe]UZYf] 3.3 38
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81 ’ultiUtemperatureGüynchrotronGPowderGXUrayGriffractionGütudyGandGvirshfeldGüurfaceGonalysisGofG
qhemicalGpondingGinGtheGβhermoelectricGZintlGPhaseGYbZa’nübZZVGChemistryhofhMaterialsTG2011TG[]TG]d[]U]d]Y9.6 23

80 qhargeGrensitiesGandGqrystalGsngineeringG2011TGbb]Ubd[ 1

79 wntermolecularGinteractionsGandGelectrostaticGpropertiesGofGtheG˛†UhydroquinoneGapohostgG
implicationsGforGsupramolecularGchemistryVGJournalhofhPhysicalhChemistryhATG2011TGZZbTGZ[fc[Ud[ 2.8 20

78 VisualisationGandGcharacterisationGofGvoidsGinGcrystallineGmaterialsVGCrystEngCommTG2011TGZ]TGZeYaUZeZ] 3.3 271

77 βemperatureUdependentGcrystalGstructureGofGtheGisopropanolGclathrateGofGrianinOsGcompoundVG
ChemicalhCommunicationsTG2011TGadTG[Y[fU]Z 5.8 9

76 ’echanismGofGconcertedGhydrogenGbondGreorientationGinGclathratesGofGrianinOsGcompoundGandG
hydroquinoneVGJournalhofhthehAmericanhChemicalhSocietyTG2011TGZ]]TGZeeeYUe 16.4 18

75 üynthesisTGcrystalGstructureTGatomicGvirshfeldGsurfacesTGandGphysicalGpropertiesGofGhexagonalG
qe’n–iaVGInorganichChemistryTG2010TGafTGf]a]Uf 5.1 40

74 øevisedGelectrostaticsGfromGinvariomGrefinementGofGtheGZeUresidueGpeptaibolGantibioticGtrichotoxinG
obYsVGCrystEngCommTG2010TGZ[TG[aZf 3.3 10

73 βhreeGnewGcoUcrystalsGofGhydroquinonegGcrystalGstructuresGandGvirshfeldGsurfaceGanalysisGofG
intermolecularGinteractionsVGNewhJournalhofhChemistryTG2010TG]aTGZf]UZff 3.6 236

72 ’olecularGdynamicsGsimulationsGofGstructureGandGdynamicsGofGorganicGmolecularGcrystalsVGPhysicalh
ChemistryhChemicalhPhysicsTG2010TGZ[TGZafZcU[f 3.6 43

71 PhysicalGandGcrystallographicGcharacterisationGofGtheGmulubGantagonistG’βsPGandGitsG
monohydrochlorideVGJournalhofhPharmaceuticalhSciencesTG2010TGffTG[]aUab 3.9 3

70 qombinedGstructureUfactorGphaseGmeasurementGandGtheoreticalGcalculationsGforGmappingGofG
chemicalGbondsGinGua–VGActahCrystallographicahSectionhA:hFoundationshandhAdvancesTG2010TGccTGaacUbY 7

69 virshfeldGsurfaceGanalysisVGCrystEngCommTG2009TGZZTGZfU][ 3.3 3999

68 sffectsGofGweakGintermolecularGinteractionsGonGtheGmolecularGisomerismGofGtricobaltGmetalGchainsVG
JournalhofhthehAmericanhChemicalhSocietyTG2009TGZ]ZTGdbeYUfZ 16.4 25

67 VariableGwntercalationGofGqalciumGwonsGinGpilayersGofGPartiallyGreprotonatedGpUPhosphonicGocidG
qalix[a]areneVGCrystalhGrowthhandhDesignTG2009TGfTG]dbfU]dca 3.5 18

66 øefractiveGindicesGforGmolecularGcrystalsGfromGtheGresponseGofGXUrayGconstrainedGvartreeUtockG
wavefunctionsVGPhysicalhChemistryhChemicalhPhysicsTG2009TGZZTGd[YfUZe 3.6 37

65 ProtonGswitchingGofGpolarityGinGmetalloamphiphileGcrystalsVGCrystEngCommTG2009TGZZTG[afU[b] 3.3 8

64 PolymorphismGinG]UmethylUaUmethoxyUamUnitrostilbeneGP’’—–üQTGaGhighlyGactiveG–z—GmaterialVG
CrystEngCommTG2008TGZYTGZfdU[Yc 3.3 42

(2008-2011)
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63 onalysisGofGtheGcompressionGofGmolecularGcrystalGstructuresGusingGvirshfeldGsurfacesVGCrystEngComm
TG2008TG 3.3 21

62 slectrostaticGpotentialsGmappedGonGvirshfeldGsurfacesGprovideGdirectGinsightGintoGintermolecularG
interactionsGinGcrystalsVGCrystEngCommTG2008TG 3.3 83

61
sstimatedGvUatomGanisotropicGdisplacementGparametersgGaGcomparisonGbetweenGdifferentGmethodsG
andGwithGneutronGdiffractionGresultsVGActahCrystallographicahSectionhA:hFoundationshandhAdvancesTG
2008TGcaTGacbUdb

85

60
βheoreticalGelectronGdensityGdistributionsGforGteUGandGquUsulfideGearthGmaterialsgGaGconnectionG
betweenGbondGlengthTGbondGcriticalGpointGpropertiesTGlocalGenergyGdensitiesTGandGbondedG
interactionsVGJournalhofhPhysicalhChemistryhBTG2007TGZZZTGZf[]U]Z

3.4 26

59 qontrollingGtheGconfinementGandGalignmentGofGfullereneGqPdYQGinGparaUsubstitutedGcalix[b]arenesVG
ChemistryhyhAhEuropeanhJournalTG2007TGZ]TG]fYdUZ[ 4.8 25

58 ripoleGmomentGenhancementGinGmolecularGcrystalsGfromGXUrayGdiffractionGdataVGChemPhysChemTG
2007TGeTG[YbZUc] 3.2 63

57 βheGuseGofGdipoleGlatticeGsumsGtoGestimateGelectricGfieldsGandGdipoleGmomentGenhancementGinG
molecularGcrystalsVGChemicalhPhysicshLettersTG2007TGaa]TGedUfZ 2.5 37

56
qommentGonG—nGtheGcalculationGofGtheGelectrostaticGpotentialTGelectricGfieldGandGelectricGfieldG
gradientGfromGtheGasphericalGpseudoatomGmodelGbyGVolkovTGyingTGqoppensGNGtarrugiaGP[YYcQVGActah
CrystallographicahSectionhA:hFoundationshandhAdvancesTG2007TGc]TGZfeU[YYhGauthorGreplyG[YZU]

10

55 qanGtheGinteractionGdensityGbeGmeasuredmGβheGexampleGofGtheGnonUstandardGaminoGacidGsarcosineVG
ActahCrystallographicahSectionhA:hFoundationshandhAdvancesTG2007TGc]TGa[cU]c 37

54 øedeterminationTGinvariomUmodelGandGmultipoleGrefinementGofGzUornithineGhydrochlorideVGActah
CrystallographicahSectionhB:hStructuralhScienceTG2007TGc]TGbYbUf 36

53 VariableGtemperatureGvirshfeldGsurfaceGanalysisGofGinterdigitatedGcalix[c]areneGbearingG—UalkylGqZeG
linearGchainsVGCrystEngCommTG2007TGfTGbcc 3.3 14

52 qomparisonGofGPolymorphicG’olecularGqrystalGütructuresGthroughGvirshfeldGüurfaceGonalysisVG
CrystalhGrowthhandhDesignTG2007TGdTGdbbUdcf 3.5 235

51 üolventGinclusionGinGtheGstructuralGvoidsGofGformGwwGcarbamazepinegGsingleUcrystalGXUrayGdiffractionTG
–’øGspectroscopyGandGvirshfeldGsurfaceGanalysisVGCrystEngCommTG2007TGfTGd[e 3.3 147

50 βowardsGquantitativeGanalysisGofGintermolecularGinteractionsGwithGvirshfeldGsurfacesVGChemicalh
CommunicationsTG2007TG]eZaUc 5.8 2014

49 qomparingGentireGcrystalGstructuresgGstructuralGgeneticGfingerprintingVGCrystEngCommTG2007TGfTGcae 3.3 378

48 slectricGfieldUderivedGpointGchargesGtoGmimicGtheGelectrostaticsGinGmolecularGcrystalsVGJournalhofh
ComputationalhChemistryTG2006TG[dTGZYc]UdY 3.5 5

47 sffectiveGmolecularGpolarizabilitiesGandGcrystalGrefractiveGindicesGestimatedGfromGxUrayGdiffractionG
dataVGJournalhofhChemicalhPhysicsTG2006TGZ[bTGZdabYb 3.9 42

46 ripoleGandGquadrupoleGmomentsGofGmoleculesGinGcrystalsgGaGnovelGapproachGbasedGonGintegrationG
overGvirshfeldGsurfacesVGJournalhofhChemicalhPhysicsTG2006TGZ[aTGdaZYc 3.9 12
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45 üiU—GbondedGinteractionsGinGsilicateGcrystalsGandGmoleculesgGaGcomparisonVGJournalhofhPhysicalh
ChemistryhATG2006TGZZYTGZ[cdeUe] 2.8 13

44 pondGlengthGandGlocalGenergyGdensityGpropertyGconnectionsGforGnonUtransitionUmetalGoxideUbondedG
interactionsVGJournalhofhPhysicalhChemistryhATG2006TGZZYTGZ[[bfUcc 2.8 31

43
øeassessmentGofGlargeGdipoleGmomentGenhancementsGinGcrystalsgGaGdetailedGexperimentalGandG
theoreticalGchargeGdensityGanalysisGofG[UmethylUaUnitroanilineVGJournalhofhPhysicalhChemistryhATG2006TG
ZZYTGedc]Udc

2.8 61

42 wnvariomUmodelGrefinementGofGzUvalinolVGActahCrystallographicahSectionhC:hCrystalhStructureh
CommunicationsTG2006TGc[TGoc]]Ub 6

41 wnvariomsGforGimprovedGabsoluteGstructureGdeterminationGofGlightUatomGcrystalGstructuresVGActah
CrystallographicahSectionhA:hFoundationshandhAdvancesTG2006TGc[TG[ZdU[] 48

40 onisotropicGdisplacementGparametersGforGvGatomsGusingGanG—–w—’GapproachVGActah
CrystallographicahSectionhB:hStructuralhScienceTG2006TGc[TGedbUee 59

39 wntroductionGandGvalidationGofGanGinvariomGdatabaseGforGaminoUacidTGpeptideGandGproteinGmoleculesVG
ActahCrystallographicahSectionhD:hBiologicalhCrystallographyTG2006TGc[TGZ][bU]b 87

38 βheGuseGofGtheGpromolecularGchargeGdensityGtoGapproximateGtheGpenetrationGcontributionGtoG
intermolecularGelectrostaticGenergiesVGChemicalhPhysicshLettersTG2006TGaZeTGZbeUZc[ 2.5 43

37 PhaseGmeasurementGforGaccurateGmappingGofGchemicalGbondsGinGacentricGspaceGgroupsVGPhysicalh
ReviewhLettersTG2005TGfbTGYebbY[ 7.4 4

36 –ovelGtoolsGforGvisualizingGandGexploringGintermolecularGinteractionsGinGmolecularGcrystalsVGActah
CrystallographicahSectionhB:hStructuralhScienceTG2004TGcYTGc[dUce 1741

35 qhargeGdensityGanalysisGofGtwoGpolymorphsGofGantimonyPwwwQGoxideVGDaltonhTransactionsTG2004TG[]Uf 4.3 39

34 onGsxplorationGofGβheoreticalGandGsxperimentalGslectronGrensityGristributionsGandGüi—GpondedG
wnteractionsGforGtheGüilicaGPolymorphGqoesiteVGJournalhofhPhysicalhChemistryhBTG2003TGZYdTGZ[ffcUZ]YYc 3.4 31

33
slectronGdistributionGandGmolecularGmotionGinGcrystallineGbenzenegGanGaccurateGexperimentalGstudyG
combiningGqqrGXUrayGdataGonGqcvcGwithGmultitemperatureGneutronUdiffractionGresultsGonGqcrcVG
ChemistryhyhAhEuropeanhJournalTG2002TGeTG]bZ[U[Z

4.8 53

32 tingerprintingGintermolecularGinteractionsGinGmolecularGcrystalsVGCrystEngCommTG2002TGaTG]deU]f[ 3.3 2380

31 pasisGsetGchoiceGandGbasisGsetGsuperpositionGerrorGPpüüsQGinGperiodicGvartreeâ��tockGcalculationsGonG
molecularGcrystalsVGPhysicalhChemistryhChemicalhPhysicsTG2001TG]TGZbZeUZb[] 3.6 52

30 onGabGinitioGstudyGofGvibrationalGcorrectionsGtoGtheGelectricalGpropertiesGofGethyleneVGMolecularh
PhysicsTG2000TGfeTGebbUecb 1.7 17

29 ’olecularGsurfacesGfromGtheGpromoleculegGoGcomparisonGwithGvartreeâ��tockGabGinitioGelectronG
densityGsurfacesVGJournalhofhComputationalhChemistryTG2000TG[ZTGf]]Ufa[ 3.5 51

28 qontractedGbasisGsetsGforGelectricalGpropertyGcalculationsGderivedGfromGüecondUorderG’ˆ‚llerâ��PlessetG
theoryGatomicGnaturalGorbitalsVGTheoreticalhChemistryhAccountsTG2000TGZYaTG]ebU]fZ 1.9

(2000-2006)
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27 onGabGinitioGstudyGofGvibrationalGcorrectionsGtoGtheGelectricalGpropertiesGofGethaneVGMolecularhPhysics
TG2000TGfeTGecdUeda 1.7 10

26 onGabGinitioGstudyGofGvibrationalGcorrectionsGtoGtheGelectricalGpropertiesGofGtheGfluoromethanesgG
qv]tTGqv[t[TGqvt]GandGqtaVGMolecularhPhysicsTG2000TGfeTGc]]Uca[ 1.7 10

25 wnfluenceGofGintermolecularGinteractionsGonGmultipoleUrefinedGelectronGdensitiesVGActah
CrystallographicahSectionhA:hFoundationshandhAdvancesTG1999TGbbTG]YUad 53

24 vydrogenGbondGenergeticsGfromGtopologicalGanalysisGofGexperimentalGelectronGdensitiesgG
øecognisingGtheGimportanceGofGtheGpromoleculeVGChemicalhPhysicshLettersTG1999TG]YZTGa[bUa[f 2.5 83

23 VisualisingGintermolecularGinteractionsGinGcrystalsgGnaphthaleneGvsVGterephthalicGacidVGChemicalh
CommunicationsTG1998TG[YdZU[Yd[ 5.8 23

22 virshfeldGüurfacesgGoG–ewGβoolGforGVisualisingGandGsxploringG’olecularGqrystalsVGChemistryhyhAh
EuropeanhJournalTG1998TGaTG[Z]cU[ZaZ 4.8 556

21 qhapterGbVGqhargeGdensitiesGfromGXUrayGdiffractionGdataVGAnnualhReportshonhthehProgresshofhChemistryh
SectionhCTG1998TGfaTGZdd 30
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