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l Paper IF Citations

140 zmprovingJMechanicalJPropertiesJofJtrystallineJSolidsJbyJtocrystalJwormationkJNewJtompressibleJ
wormsJofJParacetamolZJAdvancedlMaterialsWJ2009WJbaWJci]eXci]i 24 404

139 ModularJandJpredictableJassemblyJofJporousJorganicJmolecularJcrystalsZJNatureWJ2011WJdgdWJcfgXga 50.4 396

138 rJcocrystalJstrategyJtoJtuneJtheJluminescentJpropertiesJofJstilbeneXtypeJorganicJsolidXstateJ
materialsZJAngewandtelChemiel-lInternationallEditionWJ2011WJe]WJabdhcXf 16.4 396

137 ReportJonJtheJsixthJblindJtestJofJorganicJcrystalJstructureJpredictionJmethodsZJActal
CrystallographicalSectionlB:lStructurallScience,lCrystallEngineeringlandlMaterialsWJ2016WJgbWJdciXei 1.8 338

136 SignificantJprogressJinJpredictingJtheJcrystalJstructuresJofJsmallJorganicJmoleculesXXaJreportJonJtheJ
fourthJblindJtestZJActalCrystallographicalSectionlB:lStructurallScienceWJ2009WJfeWJa]gXbe 334

135 rJthirdJblindJtestJofJcrystalJstructureJpredictionZJActalCrystallographicalSectionlB:lStructurallScienceWJ
2005WJfaWJeaaXbg 326

134 TowardsJcrystalJstructureJpredictionJofJcomplexJorganicJcompoundsXXaJreportJonJtheJfifthJblindJ
testZJActalCrystallographicalSectionlB:lStructurallScienceWJ2011WJfgWJeceXea 318

133 StaticJandJlatticeJvibrationalJenergyJdifferencesJbetweenJpolymorphsZJCrystEngCommWJ2015WJagWJeaedXeafe3.3 249

132 TheJpredictionWJmorphologyWJandJmechanicalJpropertiesJofJtheJpolymorphsJofJparacetamolZJJournall
oflthelAmericanlChemicallSocietyWJ2001WJabcWJe]hfXid 16.4 239

131 wunctionalJmaterialsJdiscoveryJusingJenergyXstructureXfunctionJmapsZJNatureWJ2017WJedcWJfegXffd 50.4 238

130 ModellingJorganicJcrystalJstructuresJusingJdistributedJmultipoleJandJpolarizabilityXbasedJmodelJ
intermolecularJpotentialsZJPhysicallChemistrylChemicallPhysicsWJ2010WJabWJhdghXi] 3.6 231

129 TerahertzJtimeXdomainJspectroscopyJandJtheJquantitativeJmonitoringJofJmechanochemicalJ
cocrystalJformationZJNaturelMaterialsWJ2007WJfWJb]fXi 27 225

128 PowderJcrystallographyJbyJcombinedJcrystalJstructureJpredictionJandJhighXresolutionJayJsolidXstateJ
NMRJspectroscopyZJJournalloflthelAmericanlChemicallSocietyWJ2010WJacbWJbefdXf 16.4 175

127 turrentJapproachesJtoJpredictingJmolecularJorganicJcrystalJstructuresZJCrystallographylReviewsWJ
2011WJagWJcXeb 1.3 169

126 OnXoffJporosityJswitchingJinJaJmolecularJorganicJsolidZJAngewandtelChemiel-lInternationallEditionWJ
2011WJe]WJgdiXec 16.4 153

125 UnderstandingJtheJinfluenceJofJpolymorphismJonJphononJspectrakJlatticeJdynamicsJcalculationsJandJ
terahertzJspectroscopyJofJcarbamazepineZJJournalloflPhysicallChemistrylBWJ2006WJaa]WJddgXef 3.4 145

124 ueJnovoJdeterminationJofJtheJcrystalJstructureJofJaJlargeJdrugJmoleculeJbyJcrystalJstructureJ
predictionXbasedJpowderJNMRJcrystallographyZJJournalloflthelAmericanlChemicallSocietyWJ2013WJaceWJage]aXg16.4 142
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123 PowderJcrystallographyJofJpharmaceuticalJmaterialsJbyJcombinedJcrystalJstructureJpredictionJandJ
solidXstateJayJNMRJspectroscopyZJPhysicallChemistrylChemicallPhysicsWJ2013WJaeWJh]fiXh] 3.6 134

122 NearXzdealJXyleneJSelectivityJinJrdaptiveJMolecularJPillar[Jn]areneJtrystalsZJJournalloflthelAmericanl
ChemicallSocietyWJ2018WJad]WJfibaXfic] 16.4 130

121 SolidXstateJdynamicJcombinatorialJchemistrykJreversibilityJandJthermodynamicJproductJselectionJinJ
covalentJmechanosynthesisZJChemicallScienceWJ2011WJbWJfif 9.4 129

120 WhichJconformationsJmakeJstableJcrystalJstructurespJMappingJcrystallineJmolecularJgeometriesJtoJ
theJconformationalJenergyJlandscapeZJChemicallScienceWJ2014WJeWJcagcXcahb 9.4 125

119 znteractionJofJchargeJcarriersJwithJlatticeJvibrationsJinJoligoaceneJcrystalsJfromJnaphthaleneJtoJ
pentaceneZJJournalloflthelAmericanlChemicallSocietyWJ2010WJacbWJaddcgXdf 16.4 113

118 TheJdelicateJbalanceJbetweenJgelationJandJcrystallisationkJstructuralJandJcomputationalJ
investigationsZJSoftlMatterWJ2010WJfWJdadd 3.6 108

117 seyondJtheJzsotropicJrtomJModelJinJtrystalJStructureJPredictionJofJRigidJMoleculeskJJrtomicJ
MultipolesJversusJPointJthargesZJCrystallGrowthlandlDesignWJ2005WJeWJa]bcXa]cc 3.5 106

116 SuccessfulJpredictionJofJaJmodelJpharmaceuticalJinJtheJfifthJblindJtestJofJcrystalJstructureJ
predictionZJInternationallJournalloflPharmaceuticsWJ2011WJdahWJafhXgh 6.5 105

115 vvaluatingJtheJvnergeticJurivingJworceJforJtocrystalJwormationZJCrystallGrowthlandlDesignWJ2018WJ
ahWJhibXi]d 3.5 102

114 StructureJcalculationJofJanJelasticJhydrogelJfromJsonicationJofJrigidJsmallJmoleculeJcomponentsZJ
AngewandtelChemiel-lInternationallEditionWJ2008WJdgWJa]ehXfb 16.4 100

113 rJstrategyJforJpredictingJtheJcrystalJstructuresJofJflexibleJmoleculeskJtheJpolymorphismJofJ
phenobarbitalZJPhysicallChemistrylChemicallPhysicsWJ2007WJiWJaficXg]d 3.6 98

112 MachineJlearningJforJtheJstructureXenergyXpropertyJlandscapesJofJmolecularJcrystalsZJChemicall
ScienceWJ2018WJiWJabhiXac]] 9.4 98

111 TheJcuriousJcaseJofJScaffeineT´•SbenzoicJacidTkJhowJheteronuclearJseedingJallowedJtheJformationJofJ
anJelusiveJcocrystalZJChemicallScienceWJ2013WJdWJddag 9.4 97

110 znteractionJofJthargeJtarriersJwithJ·atticeJVibrationsJinJOrganicJMolecularJSemiconductorskJ
NaphthaleneJasJaJtaseJStudyZJJournalloflPhysicallChemistrylCWJ2009WJaacWJdfgiXdfhf 3.8 97

109 vlasticJtonstantJtalculationsJforJMolecularJOrganicJtrystalsZJCrystallGrowthlandlDesignWJ2001WJaWJacXbg 3.5 95

108
tontrollingJtheJcrystallizationJofJporousJorganicJcageskJmolecularJanalogsJofJisoreticularJ
frameworksJusingJshapeXspecificJdirectingJsolventsZJJournalloflthelAmericanlChemicallSocietyWJ2014WJ
acfWJadchXdh

16.4 94

107 PredictingJintrinsicJaqueousJsolubilityJbyJaJthermodynamicJcycleZJMolecularlPharmaceuticsWJ2008WJeWJbffXgi5.6 91

106 ReticularJsynthesisJofJporousJmolecularJauJnanotubesJandJcuJnetworksZJNaturelChemistryWJ2017WJiWJagXbe17.6 90

(2017-2013)
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105 rJnonempiricalJanisotropicJatomXatomJmodelJpotentialJforJchlorobenzeneJcrystalsZJJournalloflthel
AmericanlChemicallSocietyWJ2003WJabeWJafdcdXdc 16.4 87

104 rnJrssessmentJofJ·atticeJvnergyJMinimizationJforJtheJPredictionJofJMolecularJOrganicJtrystalJ
StructuresZJCrystallGrowthlandlDesignWJ2004WJdWJacbgXacd] 3.5 84

103 TestingJtheJSensitivityJofJTerahertzJSpectroscopyJtoJthangesJinJMolecularJandJSupramolecularJ
StructurekJrJStudyJofJStructurallyJSimilarJtocrystalsZJCrystallGrowthlandlDesignWJ2009WJiWJadebXadf] 3.5 83

102 rtomisticJtalculationsJofJPhononJwrequenciesJandJThermodynamicJQuantitiesJforJtrystalsJofJRigidJ
OrganicJMoleculesZJJournalloflPhysicallChemistrylBWJ2003WJa]gWJa]iaiXa]icc 3.4 82

101 rJtocrystalJStrategyJtoJTuneJtheJ·uminescentJPropertiesJofJStilbeneXTypeJOrganicJSolidXStateJ
MaterialsZJAngewandtelChemieWJ2011WJabcWJabfiaXabfid 3.6 81

100 PredictionJandJobservationJofJisostructuralityJinducedJbyJsolventJincorporationJinJmulticomponentJ
crystalsZJJournalloflthelAmericanlChemicallSocietyWJ2006WJabhWJaddffXg 16.4 80

99 TowardsJpredictionJofJstoichiometryJinJcrystallineJmulticomponentJcomplexesZJChemistryl-lAl
EuropeanlJournalWJ2008WJadWJhhc]Xf 4.8 79

98 ModelingJtheJinterplayJofJinterXJandJintramolecularJhydrogenJbondingJinJconformationalJ
polymorphsZJJournalloflChemicallPhysicsWJ2008WJabhWJbddg]h 3.9 78

97 rJstudyJofJtheJknownJandJhypotheticalJcrystalJstructuresJofJpyridinekJwhyJareJthereJfourJmoleculesJ
inJtheJasymmetricJunitJcellpZJCrystEngCommWJ2002WJdWJcdhXcee 3.3 78

96 MolecularJPolarizationJvffectsJonJtheJRelativeJvnergiesJofJtheJRealJandJPutativeJtrystalJStructuresJ
ofJValineZJJournalloflChemicallTheorylandlComputationWJ2008WJdWJagieXh]e 6.4 74

95 PharmaceuticalJpolymorphJcontrolJinJaJdrugXmimeticJsupramolecularJgelZJChemicallScienceWJ2017WJhWJghXhd9.4 72

94 PredictingJstoichiometryJandJstructureJofJsolvatesZJChemicallCommunicationsWJ2010WJdfWJbbbdXf 5.8 72

93 znvestigatingJtheJlatentJpolymorphismJofJmaleicJacidZJChemicallCommunicationsWJ2006WJedXf 5.8 72

92 senchmarkJfragmentXbasedJSaTyWJSacTtWJSaeTNJandJSagTOJchemicalJshiftJpredictionsJinJmolecularJ
crystalsZJPhysicallChemistrylChemicallPhysicsWJ2016WJahWJbafhfXg]i 3.6 70

91 rccurateJforceJfieldsJandJmethodsJforJmodellingJorganicJmolecularJcrystalsJatJfiniteJtemperaturesZJ
PhysicallChemistrylChemicallPhysicsWJ2016WJahWJaehbhXcg 3.6 67

90 tocrystallizationJbyJwreezeXuryingkJPreparationJofJNovelJMulticomponentJtrystalJwormsZJCrystall
GrowthlandlDesignWJ2013WJacWJdeiiXdf]f 3.5 65

89 znJsilicoJdesignJofJsupramoleculesJfromJtheirJprecursorskJoddXevenJeffectsJinJcageXformingJ
reactionsZJJournalloflthelAmericanlChemicallSocietyWJ2013WJaceWJic]gXa] 16.4 65

88 rJstudyJintoJtheJeffectJofJsubtleJstructuralJdetailsJandJdisorderJonJtheJterahertzJspectrumJofJ
crystallineJbenzoicJacidZJPhysicallChemistrylChemicallPhysicsWJ2010WJabWJecbiXd] 3.6 63
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87 PredictedJcrystalJenergyJlandscapesJofJporousJorganicJcagesZJChemicallScienceWJ2014WJeWJbbceXbbde 9.4 62

86 Onâ��OffJPorosityJSwitchingJinJaJMolecularJOrganicJSolidZJAngewandtelChemieWJ2011WJabcWJggeXggi 3.6 61

85 PredictingJinclusionJbehaviourJandJframeworkJstructuresJinJorganicJcrystalsZJChemistryl-lAlEuropeanl
JournalWJ2009WJaeWJac]ccXd] 4.8 60

84 ModellingJtemperatureXdependentJpropertiesJofJpolymorphicJorganicJmolecularJcrystalsZJPhysicall
ChemistrylChemicallPhysicsWJ2016WJahWJcaacbXcaadc 3.6 59

83
RealizingJPredictedJtrystalJStructuresJatJvxtremeJtonditionskJJTheJ·owXTemperatureJandJ
yighXPressureJtrystalJStructuresJofJbXthlorophenolJandJdXwluorophenolZJCrystallGrowthlandlDesignWJ
2005WJeWJa]eeXa]ga

3.5 59

82 SolventJinclusionJinJformJzzJcarbamazepineZJChemicallCommunicationsWJ2007WJaf]]Xb 5.8 56

81 rmideJPyramidalizationJinJtarbamazepinekJJrJwlexibilityJProblemJinJtrystalJStructureJPredictionpZJ
CrystallGrowthlandlDesignWJ2006WJfWJahehXahff 3.5 56

80 ResorcinolJtrystallizationJfromJtheJMeltkJrJNewJrmbientJPhaseJandJNewJMRiddlesMZJJournalloflthel
AmericanlChemicallSocietyWJ2016WJachWJdhhaXi 16.4 55

79 PredictedJenergyâ��structureâ��functionJmapsJforJtheJevaluationJofJsmallJmoleculeJorganicJ
semiconductorsZJJournalloflMaterialslChemistrylCWJ2017WJeWJgegdXgehd 7.1 55

78 ModificationJofJluminescentJpropertiesJofJaJcoumarinJderivativeJbyJformationJofJmultiXcomponentJ
crystalsZJCrystEngCommWJ2012WJadWJeaba 3.3 55

77 ·argeXScaleJtomputationalJScreeningJofJMolecularJOrganicJSemiconductorsJUsingJtrystalJStructureJ
PredictionZJChemistryloflMaterialsWJ2018WJc]WJdcfaXdcga 9.6 53

76 tomputationallyXxuidedJSyntheticJtontrolJoverJPoreJSizeJinJzsostructuralJPorousJOrganicJtagesZJ
ACSlCentrallScienceWJ2017WJcWJgcdXgdb 16.8 51

75 tonvergenceJPropertiesJofJtrystalJStructureJPredictionJbyJQuasiXRandomJSamplingZJJournallofl
ChemicallTheorylandlComputationWJ2016WJabWJia]Xbd 6.4 51

74 rpplicationJofJcomputationalJmethodsJtoJtheJdesignJandJcharacterisationJofJporousJmolecularJ
materialsZJChemicallSocietylReviewsWJ2017WJdfWJcbhfXcc]a 58.5 50

73 zmportanceJofJMolecularJShapeJforJtheJOverallJStabilityJofJyydrogenJsondJMotifsJinJtheJtrystalJ
StructuresJofJVariousJtarbamazepineXTypeJurugJMoleculesZJCrystallGrowthlandlDesignWJ2007WJgWJa]]Xa]g3.5 48

72 SingleXcrystalJinvestigationJofJ·XtryptophanJwithJZRJnJafZJActalCrystallographicalSectionlB:lStructurall
ScienceWJ2012WJfhWJediXeg 46

71 PseudoracemicJaminoJacidJcomplexeskJblindJpredictionsJforJflexibleJtwoXcomponentJcrystalsZJ
PhysicallChemistrylChemicallPhysicsWJ2010WJabWJhdffXgg 3.6 45

70 ueterminationJofJtheJcrystalJstructureJofJaJnewJpolymorphJofJtheophyllineZJChemistryl-lAlEuropeanl
JournalWJ2013WJaiWJghhcXh 4.8 40

(2013-2014)
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69 MiningJpredictedJcrystalJstructureJlandscapesJwithJhighJthroughputJcrystallisationkJoldJmoleculesWJ
newJinsightsZJChemicallScienceWJ2019WJa]WJiihhXiiig 9.4 36

68 wromJtonceptJtoJtrystalsJviaJPredictionkJMultiXtomponentJOrganicJtageJPotsJbyJSocialJSelfXSortingZJ
AngewandtelChemiel-lInternationallEditionWJ2019WJehWJafbgeXafbha 16.4 35

67
PolymorphJidentificationJandJcrystalJstructureJdeterminationJbyJaJcombinedJcrystalJstructureJ
predictionJandJtransmissionJelectronJmicroscopyJapproachZJChemistryl-lAlEuropeanlJournalWJ2013WJ
aiWJghgdXhb

4.8 31

66 trystalJpackingJpredictionsJofJtheJalphaXaminoJacidskJmethodsJassessmentJandJstructuralJ
observationsZJCrystEngCommWJ2010WJabWJbddc 3.3 31

65
uynamicsJinJcrystalsJofJrigidJorganicJmoleculeskJcontrastingJtheJphononJfrequenciesJcalculatedJbyJ
molecularJdynamicsJwithJharmonicJlatticeJdynamicsJforJimidazoleJandJeXazauracilZJMolecularlPhysicsWJ
2004WJa]bWJa]fgXa]hc

1.7 31

64 StructureJpredictionWJdisorderJandJdynamicsJinJaJuMSOJsolvateJofJcarbamazepineZJPhysicall
ChemistrylChemicallPhysicsWJ2011WJacWJabh]hXaf 3.6 30

63 SpaceJgroupJselectionJforJcrystalJstructureJpredictionJofJsolvatesZJCrystEngCommWJ2007WJiWJeef 3.3 30

62 rnJvxpandableJyydrogenXsondedJOrganicJwrameworkJtharacterizedJbyJThreeXuimensionalJ
vlectronJuiffractionZJJournalloflthelAmericanlChemicallSocietyWJ2020WJadbWJabgdcXabge] 16.4 28

61 uatabaseJguidedJconformationJselectionJinJcrystalJstructureJpredictionJofJalanineZJCrystEngCommWJ
2007WJiWJeie 3.3 28

60 rJcomputationalJandJexperimentalJsearchJforJpolymorphsJofJparabanicJacidJâ��JaJsalutaryJtaleJleadingJ
toJtheJcrystalJstructureJofJoxoXureidoXaceticJacidJmethylJesterZJCrystEngCommWJ2003WJeWJcXi 3.3 28

59 vnhancedJNMRJuiscriminationJofJPharmaceuticallyJRelevantJMolecularJtrystalJwormsJthroughJ
wragmentXsasedJrbJznitioJthemicalJShiftJPredictionsZJCrystallGrowthlandlDesignWJ2016WJafWJfdgiXfdic 3.5 27

58 PervasiveJuelocalisationJvrrorJtausesJSpuriousJProtonJTransferJinJOrganicJrcidXsaseJtoXtrystalsZJ
AngewandtelChemiel-lInternationallEditionWJ2018WJegWJadi]fXadia] 16.4 27

57 RapidJStructureJueterminationJofJMolecularJSolidsJUsingJthemicalJShiftsJuirectedJbyJUnambiguousJ
PriorJtonstraintsZJJournalloflthelAmericanlChemicallSocietyWJ2019WJadaWJaffbdXaffcd 16.4 26

56 PhotocatalyticJprotonJreductionJbyJaJcomputationallyJidentifiedWJmolecularJhydrogenXbondedJ
frameworkZJJournalloflMaterialslChemistrylAWJ2020WJhWJgaehXgag] 13 26

55 tomputationalJmodellingJofJsolventJeffectsJinJaJprolificJsolvatomorphicJporousJorganicJcageZJ
FaradaylDiscussionsWJ2018WJbaaWJchcXcii 3.6 26

54 vnergyXStructureXwunctionJMapskJtartographyJforJMaterialsJuiscoveryZJAdvancedlMaterialsWJ2018WJ
c]WJeag]didd 24 24

53 StructuralJdiversityJinJimidazolidinoneJorganocatalystskJaJsynchrotronJandJcomputationalJstudyZJ
ActalCrystallographicalSectionlC:lCrystallStructurelCommunicationsWJ2008WJfdWJoa]Xd 23

52 zsostructuralJorganicJbinaryXhostJframeworksJwithJtuneableJandJdiverselyJdecoratedJinclusionJ
cavitiesZJCrystEngCommWJ2012WJadWJghih 3.3 22
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51 MultifidelityJStatisticalJMachineJ·earningJforJMolecularJtrystalJStructureJPredictionZJJournallofl
PhysicallChemistrylAWJ2020WJabdWJh]feXh]gh 2.8 22

50 vlectronicJexcitationsJinJhomopolyatomicJbismuthJcationskJspectroscopicJmeasurementsJinJmoltenJ
saltsJandJanJabJinitioJtzXsinglesJstudyZJChemistryl-lAlEuropeanlJournalWJ2000WJfWJa]ghXhf 4.8 21

49 RationalizationJofJtheJtolorJPropertiesJofJwluoresceinJinJtheJSolidJStatekJrJtombinedJ
tomputationalJandJvxperimentalJStudyZJChemistryl-lAlEuropeanlJournalWJ2016WJbbWJa]]feXgc 4.8 21

48 rnJvxperimentJinJtrystalJStructureJPredictionJbyJPopularJVoteZJCrystallGrowthlandlDesignWJ2006WJfWJaiheXaii]3.5 20

47 MachineX·earnedJwragmentXsasedJvnergiesJforJtrystalJStructureJPredictionZJJournalloflChemicall
TheorylandlComputationWJ2019WJaeWJbgdcXbgeh 6.4 19

46
rnJoptimizedJintermolecularJforceJfieldJforJhydrogenXbondedJorganicJmolecularJcrystalsJusingJ
atomicJmultipoleJelectrostaticsZJActalCrystallographicalSectionlB:lStructurallScience,lCrystall
EngineeringlandlMaterialsWJ2016WJgbWJdggXhg

1.8 19

45 vffectJofJwluorinationJonJMolecularJtonformationJinJtheJSolidJStatekJTuningJtheJtonformationJofJ
tocrystalJwormersZJCrystallGrowthlandlDesignWJ2011WJaaWJigbXiha 3.5 19

44 SubstituentJinterferenceJonJsupramolecularJassemblyJinJureaJgelatorskJsynthesisWJstructureJ
predictionJandJNMRZJSoftlMatterWJ2016WJabWJd]cdXdc 3.6 19

43 PolymorphismJofJScylloXznositolkJJ†oiningJtrystalJStructureJPredictionJwithJvxperimentJtoJvlucidateJ
theJStructuresJofJTwoJPolymorphsZJCrystallGrowthlandlDesignWJ2006WJfWJbc]aXbc]g 3.5 18

42 wromJtonceptJtoJtrystalsJviaJPredictionkJMultiXtomponentJOrganicJtageJPotsJbyJSocialJSelfXSortingZJ
AngewandtelChemieWJ2019WJacaWJafdbaXafdbg 3.6 17

41 zsJtheJequilibriumJcompositionJofJmechanochemicalJreactionsJpredictableJusingJcomputationalJ
chemistrypZJFaradaylDiscussionsWJ2014WJag]WJdaXeg 3.6 17

40 SolidXStateJthemistryJandJPolymorphismJofJtheJNucleobaseJrdenineZJCrystallGrowthlandlDesignWJ
2016WJafWJcbfbXcbg] 3.5 17

39 vxploringJtheJMultiXminimaJsehaviorJofJSmallJMoleculeJtrystalJPolymorphsJatJwiniteJTemperatureZJ
CrystallGrowthlandlDesignWJ2019WJaiWJeefhXeeh] 3.5 16

38 TheJPlotJThickenskJxelationJbyJPhenylalanineJinJWaterJandJuimethylJSulfoxideZJCrystallGrowthlandl
DesignWJ2017WJagWJda]]Xda]i 3.5 16

37
SynthesisWJstructureWJelectrostaticJpropertiesJandJspectroscopyJofJ
cXmethylXdWeWfWgXtetrafluoroXayXindazoleZJrnJexperimentalJandJabJinitioJcomputationalJstudyâ� ZJ
JournalloflthelChemicallSocietylPerkinlTransactionslIIWJ1998WJbgacXbgb]

16

36 tlathrateJStructureJueterminationJbyJtombiningJtrystalJStructureJPredictionJwithJtomputationalJ
andJvxperimentalJXeJNMRJSpectroscopyZJChemistryl-lAlEuropeanlJournalWJ2017WJbcWJebehXebfi 4.8 14

35 yighlyJUnusualJTriangularJtrystalsJofJTheophyllinekJTheJznfluenceJofJSolventJonJtheJxrowthJRatesJ
ofJPolarJtrystalJwacesZJCrystallGrowthlandlDesignWJ2015WJaeWJbeadXbebc 3.5 14

34 SensitivityJofJMorphologyJPredictionJtoJtheJworceJwieldkJJParacetamolJasJanJvxampleZJCrystallGrowthl
andlDesignWJ2004WJdWJacdaXacdi 3.5 14

(2004-2020)
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33 vxplainingJcrystallizationJpreferencesJofJtwoJpolyphenolicJdiastereoisomersJbyJcrystalJstructureJ
predictionZJCrystEngCommWJ2019WJbaWJb]fgXb]gi 3.3 13

32 MinimizingJPolymorphicJRiskJthroughJtooperativeJtomputationalJandJvxperimentalJvxplorationZJ
JournalloflthelAmericanlChemicallSocietyWJ2020WJadbWJafffhXaffh] 16.4 13

31 vvolutionaryJchemicalJspaceJexplorationJforJfunctionalJmaterialskJcomputationalJorganicJ
semiconductorJdiscoveryZJChemicallScienceWJ2020WJaaWJdibbXdicc 9.4 12

30 TheJmonolayerJstructureJofJaWbXbisSdXpyridylTethyleneJphysisorbedJonJaJgraphiteJsurfaceZJMolecularl
PhysicsWJ2013WJaaaWJgcXgi 1.7 12

29 StructureJpredictionJofJcrystalsWJsurfacesJandJnanoparticlesZJPhilosophicallTransactionslSerieslA,l
Mathematical,lPhysical,landlEngineeringlSciencesWJ2020WJcghWJb]ai]f]] 3 12

28 toXcrystallisationJofJcytosineJwithJaWa]XphenanthrolinekJcomputationalJscreeningJandJexperimentalJ
realisationZJCrystEngCommWJ2015WJagWJgac]Xgada 3.3 11

27 uigitalJnavigationJofJenergyXstructureXfunctionJmapsJforJhydrogenXbondedJporousJmolecularJ
crystalsZJNaturelCommunicationsWJ2021WJabWJhag 17.4 11

26 UnderstandingJtheJformationJofJapremilastJcocrystalsZJActalCrystallographicalSectionlB:lStructurall
Science,lCrystallEngineeringlandlMaterialsWJ2019WJgeWJh]cXhad 1.8 10

25 PervasiveJuelocalisationJvrrorJtausesJSpuriousJProtonJTransferJinJOrganicJrcidâ��saseJtoXtrystalsZJ
AngewandtelChemieWJ2018WJac]WJaeabbXaeabf 3.6 8

24 trystalJstructureJdeterminationJofJanJelusiveJmethanolJsolvateJâ��JhydrateJofJcatechinJusingJcrystalJ
structureJpredictionJandJNMRJcrystallographyZJCrystEngCommWJ2020WJbbWJdifiXdiha 3.3 7

23 trystalJstructureJevaluationkJcalculatingJrelativeJstabilitiesJandJotherJcriteriakJgeneralJdiscussionZJ
FaradaylDiscussionsWJ2018WJbaaWJcbeXcha 3.6 6

22 rpplicationsJofJcrystalJstructureJpredictionJXJorganicJmolecularJstructureskJgeneralJdiscussionZJ
FaradaylDiscussionsWJ2018WJbaaWJdicXeci 3.6 6

21 vxperimentalJandJpredictedJcrystalJstructuresJofJPigmentJRedJafhJandJotherJdihalogenatedJ
anthanthronesZJActalCrystallographicalSectionlB:lStructurallScienceWJ2010WJffWJeaeXbf 5

20 vxplorationJandJOptimizationJinJtrystalJStructureJPredictionkJtombiningJsasinJyoppingJwithJ
QuasiXRandomJSamplingZJJournalloflChemicallTheorylandlComputationWJ2021WJagWJaihhXaiii 6.4 5
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