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188 βredictingLcrystalLstructuresLofLorganicLcompounds[LChemicallSocietylReviewsXL2014XLdcXLb_ihZaaa 58.5 345

187 ReportLonLtheLsixthLblindLtestLofLorganicLcrystalLstructureLpredictionLmethods[LActal
CrystallographicalSectionlB:lStructurallSciencezlCrystallEngineeringlandlMaterialsXL2016XLgbXLdciZei 1.8 338

186 qLtestLofLcrystalLstructureLpredictionLofLsmallLorganicLmolecules[LActalCrystallographicalSectionlB:l
StructurallScienceXL2000XLefXLfigZgad 338

185 SignificantLprogressLinLpredictingLtheLcrystalLstructuresLofLsmallLorganicLmoleculesZZaLreportLonLtheL
fourthLblindLtest[LActalCrystallographicalSectionlB:lStructurallScienceXL2009XLfeXLa_gZbe 334

184 TowardsLcrystalLstructureLpredictionLofLcomplexLorganicLcompoundsZZaLreportLonLtheLfifthLblindL
test[LActalCrystallographicalSectionlB:lStructurallScienceXL2011XLfgXLeceZea 318

183 somputedLcrystalLenergyLlandscapesLforLunderstandingLandLpredictingLorganicLcrystalLstructuresL
andLpolymorphism[LAccountsloflChemicallResearchXL2009XLdbXLaagZbf 24.3 302

182 qmino]aromaticLinteractionsLinLproteinsjLisLtheLevidenceLstackedLagainstLhydrogenLbondingo[L
JournalloflMolecularlBiologyXL1994XLbciXLcaeZca 6.5 297

181 srystalLstructureLpredictionLofLsmallLorganicLmoleculesjLaLsecondLblindLtest[LActalCrystallographical
SectionlB:lStructurallScienceXL2002XLehXLfdgZfa 293

180 RoleLofLulectrostaticLynteractionsLinLteterminingLtheLsrystalLStructuresLofLβolarL−rganicL—olecules[L
qLtistributedL—ultipoleLStudy[LThelJournalloflPhysicallChemistryXL1996XLa__XLgcebZgcf_ 243

179 TheLpredictionXLmorphologyXLandLmechanicalLpropertiesLofLtheLpolymorphsLofLparacetamol[LJournall
oflthelAmericanlChemicallSocietyXL2001XLabcXLe_hfZid 16.4 239

178 —odellingLorganicLcrystalLstructuresLusingLdistributedLmultipoleLandLpolarizabilityZbasedLmodelL
intermolecularLpotentials[LPhysicallChemistrylChemicallPhysicsXL2010XLabXLhdghZi_ 3.6 231

177 ynnovationLinLcrystalLengineering[LCrystEngCommXL2002XLdXLe__Ze_i 3.3 210

176 TheLcomputationalLpredictionLofLpharmaceuticalLcrystalLstructuresLandLpolymorphism[LAdvancedl
DruglDeliverylReviewsXL2004XLefXLc_aZai 18.5 181

175 SaltLorLsocrystaloLqL ewLSeriesLofLsrystalLStructuresLvormedLfromLSimpleLβyridinesLandLsarboxylicL
qcids[LCrystallGrowthlandlDesignXL2009XLiXLbhhaZbhhi 3.5 169

174 xydrogenLbondingLofLcarbonylXLetherXLandLesterLoxygenLatomsLwithLalkanolLhydroxylLgroups[L
JournalloflComputationallChemistryXL1997XLahXLgegZggd 3.5 161

173 qLstrategyLforLproducingLpredictedLpolymorphsjLcatemericLcarbamazepineLformLV[LChemicall
CommunicationsXL2011XLdgXLg_gdZf 5.8 152

172 WhyLdonStLweLfindLmoreLpolymorphso[LActalCrystallographicalSectionlB:lStructurallSciencezlCrystall
EngineeringlandlMaterialsXL2013XLfiXLcacZbh 1.8 150
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171 qLnewLpolymorphLofLeZfluorouracilLfoundLfollowingLcomputationalLcrystalLstructureLpredictions[L
JournalloflthelAmericanlChemicallSocietyXL2005XLabgXLaaafZg 16.4 143

170 TowardLsrystalLStructureLβredictionLforLsonformationallyLvlexibleL—oleculesjLLTheLxeadachesL
yllustratedLbyLqspirin[LCrystallGrowthlandlDesignXL2004XLdXLaaaiZaabg 3.5 142

169 RoleLofLtheLcrystalZfieldLtheoryLinLdeterminingLtheLstructuresLofLspinels[LJournalloflthelAmericanl
ChemicallSocietyXL1982XLa_dXLibZie 16.4 138

168 vromLcrystalLstructureLpredictionLtoLpolymorphLpredictionjLinterpretingLtheLcrystalLenergyL
landscape[LPhysicallChemistrylChemicallPhysicsXL2008XLa_XLaiifZb__i 3.6 131

167 timerLorLsatemeroL–owZunergyLsrystalLβackingsLforLSmallLsarboxylicLqcids[LJournalloflPhysicall
ChemistrylBXL2000XLa_dXLbfdgZbfee 3.4 130

166 sanLtheLvormationLofLβharmaceuticalLsocrystalsLreLsomputationallyLβredictedoLy[LsomparisonLofL
–atticeLunergies[LCrystallGrowthlandlDesignXL2009XLiXLddbZdec 3.5 128

165 sanLcomputedLcrystalLenergyLlandscapesLhelpLunderstandLpharmaceuticalLsolidso[LChemicall
CommunicationsXL2016XLebXLg_feZgg 5.8 116

164 —olecularLconformationsLandLrelativeLstabilitiesLcanLbeLasLdemandingLofLtheLelectronicLstructureL
methodLasLintermolecularLcalculations[LJournalloflPhysicallChemistrylAXL2006XLaa_XLhZab 2.8 113

163 qbLynitioLsalculationsLonLUracilâ��Water[LJournalloflPhysicallChemistrylAXL1999XLa_cXLafaaZafah 2.8 111

162 uxploringLtheLuxperimentalLandLsomputedLsrystalLunergyL–andscapeLofL−lanzapine[LCrystallGrowthl
andlDesignXL2013XLacXLaf_bZafag 3.5 106

161 SuccessfulLpredictionLofLaLmodelLpharmaceuticalLinLtheLfifthLblindLtestLofLcrystalLstructureL
prediction[LInternationallJournalloflPharmaceuticsXL2011XLdahXLafhZgh 6.5 105

160 sanLtheLvormationLofLβharmaceuticalLsocrystalsLreLsomputationallyLβredictedoLb[LsrystalLStructureL
βrediction[LJournalloflChemicallTheorylandlComputationXL2009XLeXLadcbZdh 6.4 105

159 TowardsLanLunderstandingLofLtheLarginineZaspartateLinteraction[LJournalloflMolecularlBiologyXL1992XL
bbfXLbeaZfb 6.5 98

158 qnLoverlapLmodelLforLestimatingLtheLanisotropyLofLrepulsion[LMolecularlPhysicsXL1990XLfiXLe_gZecc 1.7 98

157 qnLautomatedLparallelLcrystallisationLsearchLforLpredictedLcrystalLstructuresLandLpackingLmotifsLofL
carbamazepine[LJournalloflPharmaceuticallSciencesXL2006XLieXLaiahZc_ 3.9 97

156 …ineticLinsightsLintoLtheLroleLofLtheLsolventLinLtheLpolymorphismLofLeZfluorouracilLfromLmolecularL
dynamicsLsimulations[LJournalloflPhysicallChemistrylBXL2006XLaa_XLccbcZi 3.4 97

155 TheLnatureLofLtheL LoLxâ�ƒL−osLhydrogenLbondjLqnLintermolecularLperturbationLtheoryLstudyLofLtheL
formamide]formaldehydeLcomplex[LJournalloflComputationallChemistryXL1990XLaaXLabagZabcc 3.5 96

154 somputationalLpredictionLofLorganicLcrystalLstructuresLandLpolymorphism[LInternationallReviewslinl
PhysicallChemistryXL2008XLbgXLedaZefh 7 95
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153 ulasticLsonstantLsalculationsLforL—olecularL−rganicLsrystals[LCrystallGrowthlandlDesignXL2001XLaXLacZbg 3.5 95

152 wridLServiceL−rchestrationLUsingLtheLrusinessLβrocessLuxecutionL–anguageLTrβu–U[LJournalloflGridl
ComputingXL2005XLcXLbhcZc_d 4.2 91

151 qLnonempiricalLanisotropicLatomZatomLmodelLpotentialLforLchlorobenzeneLcrystals[LJournalloflthel
AmericanlChemicallSocietyXL2003XLabeXLafdcdZdc 16.4 87

150 qtomisticLsalculationsLofLβhononLvrequenciesLandLThermodynamicLQuantitiesLforLsrystalsLofLRigidL
−rganicL—olecules[LJournalloflPhysicallChemistrylBXL2003XLa_gXLa_iaiZa_icc 3.4 82

149 qpplicationsLofLrealisticLelectrostaticLmodellingLtoLmoleculesLinLcomplexesXLsolidsLandLproteins[L
JournalloflthelChemicallSocietyzlFaradaylTransactionsXL1996XLibXLbiig 82

148 qbLinitioLandLdiffusionL—onteLsarloLstudyLofLuracilâ��waterXLthymineâ��waterXLcytosineâ��waterXLandL
cytosineâ��TwaterUb[LPhysicallChemistrylChemicallPhysicsXL2000XLbXLabhaZabi_ 3.6 81

147
TheLteterminationLofLtheLsrystalLStructureLofLqnhydrousLTheophyllineLbyLXZrayLβowderLtiffractionL
withLaLSystematicLSearchLqlgorithmXL–atticeLunergyLsalculationsXLandLacsLandLae LSolidZStateL
 —RjLLqLQuestionLofLβolymorphismLinLaLwivenLUnitLsell[LJournalloflPhysicallChemistrylBXL2001XLa_eXLehahZehbf

3.4 81

146 WhichXLifLanyXLhydratesLwillLcrystalliseoLβredictingLhydrateLformationLofLtwoLdihydroxybenzoicLacids[L
ChemicallCommunicationsXL2011XLdgXLeddcZe 5.8 78

145 —odelingLtheLinterplayLofLinterZLandLintramolecularLhydrogenLbondingLinLconformationalL
polymorphs[LJournalloflChemicallPhysicsXL2008XLabhXLbddg_h 3.9 78

144 unergyL—inimizationLofLsrystalLStructuresLsontainingLvlexibleL—olecules[LJournalloflChemicall
TheorylandlComputationXL2006XLbXLaahdZaaii 6.4 78

143 qLstudyLofLtheLknownLandLhypotheticalLcrystalLstructuresLofLpyridinejLwhyLareLthereLfourLmoleculesL
inLtheLasymmetricLunitLcello[LCrystEngCommXL2002XLdXLcdhZcee 3.3 78

142 somplexLβolymorphicLSystemLofLwallicLqcidZviveL—onohydratesXLThreeLqnhydratesXLandLoverLb_L
Solvates[LCrystallGrowthlandlDesignXL2013XLacXLaiZbc 3.5 77

141 srystalLstructureLpredictionsLforLaceticLacid[LJournalloflComputationallChemistryXL1998XLaiXLdeiZdgd 3.5 76

140 TheLpotentialLofLcomputedLcrystalLenergyLlandscapesLtoLaidLsolidZformLdevelopment[LDrugl
DiscoverylTodayXL2016XLbaXLiabZbc 8.8 74

139
qccurateLynductionLunergiesLforLSmallL−rganicL—olecules[Lb[LtevelopmentLandLTestingLofL
tistributedLβolarizabilityL—odelsLagainstLSqβTTtvTULunergies[LJournalloflChemicallTheorylandl
ComputationXL2008XLdXLaiZcb

6.4 72

138 qLfirstLprinciplesLpredictionLofLtheLcrystalLstructureLofL[LChemicallPhysicslLettersXL2008XLdefXLa_eZa_i 2.5 71

137 qnLuxperimentalLandLTheoreticalLSearchLforLβolymorphsLofLrarbituricLqcidjLLTheLshallengesLofLuvenL
–imitedLsonformationalLvlexibility[LCrystallGrowthlandlDesignXL2004XLdXLigiZihg 3.5 67

136 TowardLaL—olecularLUnderstandingLofLsrystalLqgglomeration[LCrystallGrowthlandlDesignXL2005XLeXLcZaf 3.5 65
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135 sontrastingLβolymorphismLofLRelatedLSmallL—oleculeLtrugsLsorrelatedLandLwuidedLbyLtheL
somputedLsrystalLunergyL–andscape[LCrystallGrowthlandlDesignXL2014XLadXLb_efZb_gb 3.5 63

134 sarbamazepineLsoZcrystallizationLwithLβyridineLsarboxamidesjLRationalizationLbyLsomplementaryL
βhaseLtiagramsLandLsrystalLunergyL–andscapes[LCrystallGrowthlandlDesignXL2010XLa_XLi_cZiab 3.5 62

133 vactorsLinfluencingLsolidZstateLstructureâ��anLanalysisLusingLpseudopotentialLradiiLstructuralLmaps[L
PhysicallReviewlBXL1981XLbdXLbi_cZbiab 3.3 62

132 qLβrolificLSolvateLvormerXLwalunisertibXLunderLtheLβressureLofLsrystalLStructureLβredictionXL
βroducesLTenLtiverseLβolymorphs[LJournalloflthelAmericanlChemicallSocietyXL2019XLadaXLachhgZachig 16.4 61

131 TheLpolymorphismLofLprogesteronejLstabilizationLofLaLSdisappearingSLpolymorphLbyL
coZcrystallization[LJournalloflPharmaceuticallSciencesXL2007XLifXLcdaiZca 3.9 60

130 TheLthermalLstabilityLofLlatticeZenergyLminimaLofLeZfluorouraciljLmetadynamicsLasLanLaidLtoL
polymorphLprediction[LJournalloflPhysicallChemistrylBXL2008XLaabXLdbihZc_h 3.4 59

129 sarbonicLacidjLfromLpolyamorphismLtoLpolymorphism[LJournalloflthelAmericanlChemicallSocietyXL
2007XLabiXLachfcZga 16.4 58

128 ysLzerothLorderLcrystalLstructureLpredictionLTsSβ__ULcomingLtoLmaturityoLWhatLshouldLweLaimLforLinL
anLidealLcrystalLstructureLpredictionLcodeo[LFaradaylDiscussionsXL2018XLbaaXLiZc_ 3.6 57

127 −nLtheLrelativeLstrengthsLofLamideâ�ƒamideLandLamideâ�ƒwaterLhydrogenLbonds[LChemicallPhysicsl
LettersXL1991XLah_XLeagZebc 2.5 57

126 TheLcomplexityLofLhydrationLofLphloroglucinoljLaLcomprehensiveLstructuralLandLthermodynamicL
characterization[LJournalloflPhysicallChemistrylBXL2012XLaafXLcifaZgb 3.4 56

125 ulectrostaticLmodelsLforLpolypeptidesjLcanLweLassumeLtransferabilityo[LJournalloflthelChemicall
SocietyzlFaradaylTransactionsXL1992XLhhXLagee 55

124 ThreeLβolymorphsLofLbZqminoZeZnitropyrimidinejLLuxperimentalLStructuresLandLTheoreticalL
βredictions[LJournalloflthelAmericanlChemicallSocietyXL1998XLab_XLhihfZhiic 16.4 54

123
SearchLforLaLpredictedLhydrogenLbondingLmotifZZaLmultidisciplinaryLinvestigationLintoLtheL
polymorphismLofLcZazabicyclo[c[c[a]nonaneZbXdZdione[LJournalloflthelAmericanlChemicallSocietyXL
2007XLabiXLcfdiZeg

16.4 54

122 WhichLorganicLcrystalLstructuresLareLpredictableLbyLlatticeLenergyLminimisationo[LCrystEngCommXL
2001XLcXLaghZbab 3.3 54

121 qLsystematicLintermolecularLpotentialLmethodLappliedLtoLchlorine[LMolecularlPhysicsXL1990XLgaXLachaZad_d1.7 54

120 QuantifyingLintermolecularLinteractionsLandLtheirLuseLinLcomputationalLcrystalLstructureLprediction[L
CrystEngCommXL2004XLfXLcdd 3.3 53

119 ulectrostaticLfactorsLinLt qLintercalation[LBiopolymersXL1999XLebXLhdZic 2.2 53

118  avigatingLtheLWatersLofLUnconventionalLsrystallineLxydrates[LMolecularlPharmaceuticsXL2015XLabXLc_fiZhh5.6 52
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117 uvaluatingLaLsrystalLunergyL–andscapeLinLtheLsontextLofLyndustrialLβolymorphLScreening[LCrystall
GrowthlandlDesignXL2013XLacXLbcifZbd_f 3.5 52

116 somputationalLpredictionLofLsaltLandLcocrystalLstructuresZZdoesLaLprotonLpositionLmattero[L
InternationallJournalloflPharmaceuticsXL2011XLdahXLahgZih 6.5 52

115 ysLtheLynductionLunergyLymportantLforL—odelingL−rganicLsrystalso[LJournalloflChemicallTheorylandl
ComputationXL2008XLdXLebbZcb 6.4 51

114 βredictionsLofLsrystalLβackingsLforLUracilXLfZqzauracilXLandLqllopurinolj´ LTheLynterplayLbetweenL
xydrogenLrondingLandLsloseLβacking[LJournalloflPhysicallChemistrylAXL1997XLa_aXLbaihZbb_f 2.8 50

113 SolidZStateLvormsLofL˛†ZResorcylicLqcidjLxowLuxhaustiveLShouldLaLβolymorphLScreenLreo[LCrystall
GrowthlandlDesignXL2011XLaaXLba_Zbb_ 3.5 49

112 ValidationLofLaLsearchLtechniqueLforLcrystalLstructureLpredictionLofLflexibleLmoleculesLbyLapplicationL
toLpiracetam[LActalCrystallographicalSectionlB:lStructurallScienceXL2005XLfaXLeehZfh 49

111 salculationLofLqttachmentLunergiesLandLRelativeLVolumeLwrowthLRatesLqsLanLqidLtoLβolymorphL
βrediction[LCrystallGrowthlandlDesignXL2005XLeXLhgiZhhe 3.5 48

110 qmino]aromaticLinteractions[LNatureXL1993XLcffXLdacZdac 50.4 48

109 TheLcrystalLstructuresLofLchloroLandLmethylorthoZbenzoicLacidsLandLtheirLcoZcrystaljLrationalizingL
similaritiesLandLdifferences[LCrystEngCommXL2008XLa_XLahdh 3.3 47

108 ysLtheLvenamateLwroupLaLβolymorphophoreoLsontrastingLtheLsrystalLunergyL–andscapesLofLvenamicL
andLTolfenamicLqcids[LCrystallGrowthlandlDesignXL2012XLabXLdbc_Zdbci 3.5 46

107 TowardLtheLβredictionLofL−rganicLxydrateLsrystalLStructures[LJournalloflChemicallTheorylandl
ComputationXL2007XLcXLaeigZf_h 6.4 46

106 ynvestigatingLUnusedLxydrogenLrondLqcceptorsLUsingL…nownLandLxypotheticalLsrystalL
βolymorphism[LCrystallGrowthlandlDesignXL2005XLeXLihcZiic 3.5 46

105 qreLtheLsrystalLStructuresLofLunantiopureLandLRacemicL—andelicLqcidsLteterminedLbyL…ineticsLorL
Thermodynamicso[LJournalloflthelAmericanlChemicallSocietyXL2015XLacgXLaa_ieZa_d 16.4 45

104 ThermalLuxpansionLofLsarbamazepinejLSystematicLsrystallographicL—easurementsLshallengeL
QuantumLshemicalLsalculations[LJournalloflPhysicallChemistrylLettersXL2017XLhXLdcaiZdcbd 6.4 44

103 βredictableLtisorderLversusLβolymorphismLinLtheLRationalizationLofLStructuralLtiversityjLqL
—ultidisciplinaryLStudyLofLuniluracil[LCrystallGrowthlandlDesignXL2008XLhXLcdgdZcdha 3.5 44

102
TowardLtheLcomputationalLdesignLofLdiastereomericLresolvingLagentsjLanLexperimentalLandL
computationalLstudyLofLaZphenylethylammoniumZbZphenylacetateLderivatives[LJournalloflPhysicall
ChemistrylBXL2007XLaaaXLecbfZcf

3.4 44

101 shallengesLofLcrystalLstructureLpredictionLofLdiastereomericLsaltLpairs[LJournalloflPhysicallChemistryl
BXL2005XLa_iXLagacdZe_ 3.4 44

100 SubstitutionalLandLorientationalLdisorderLinLorganicLcrystalsjLaLsymmetryZadaptedLensembleLmodel[L
PhysicallChemistrylChemicallPhysicsXL2011XLacXLiei_Zf__ 3.6 43
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99 sharacterizationLofLcomplicatedLnewLpolymorphsLofLchlorothalonilLbyLXZrayLdiffractionLandL
computerLcrystalLstructureLprediction[LJournalloflthelAmericanlChemicallSocietyXL2004XLabfXLg_gaZha 16.4 43

98 RacemicL aproxenjLqL—ultidisciplinaryLStructuralLandLThermodynamicLsomparisonLwithLtheL
unantiopureLvorm[LCrystallGrowthlandlDesignXL2011XLaaXLefeiZeffi 3.5 42

97 —orphologiesLofL−rganicLsrystalsjLLSensitivityLofLqttachmentLunergyLβredictionsLtoLtheL—odelL
yntermolecularLβotential[LCrystallGrowthlandlDesignXL2001XLaXLddgZdec 3.5 42

96 TheLeffectLofLbasisLsetLandLelectronLcorrelationLonLtheLpredictedLelectrostaticLinteractionsLofL
peptides[LJournalloflthelAmericanlChemicallSocietyXL1992XLaadXLhbfhZhbgf 16.4 41

95 wrothSsL−riginalLsoncomitantLβolymorphsLRevisited[LCrystallGrowthlandlDesignXL2005XLeXLbaigZbb_i 3.5 39

94 SpontaneousLResolutionLofLunantiomersLbyLsrystallizationjLynsightsLfromLsomputedLsrystalLunergyL
–andscapes[LCrystallGrowthlandlDesignXL2010XLa_XLagdiZagef 3.5 38

93 −nLtheLlackLofLhydrogenLbondsLinLtheLcrystalLstructureLofLalloxan[LChemicallPhysicslLettersXL1997XL
bfeXLecbZecg 2.5 37

92 TheLobservedLandLenergeticallyLfeasibleLcrystalLstructuresLofLeZsubstitutedLuracils[LNewlJournallofl
ChemistryXL2008XLcbXLagfa 3.6 37

91 qbLinitioLcalculationsLonLindoleâ��waterXLaZmethylindoleâ��waterLandLindoleâ��TwaterUb[LChemicallPhysicsl
LettersXL2000XLccaXLbecZbfa 2.5 37

90 ysomorphousLtemplateLinducedLcrystallisationjLaLrobustLmethodLforLtheLtargetedLcrystallisationLofL
computationallyLpredictedLmetastableLpolymorphs[LChemicallCommunicationsXL2016XLebXLgchdZf 5.8 37

89 soloredLβolymorphsjLThermochemicalLandLStructuralLveaturesLofL ZβicrylZLpZtoluidineLβolymorphsL
andLSolvates[LCrystallGrowthlandlDesignXL2008XLhXLaiggZaihi 3.5 36

88 srystallizationLandLsrystalLunergyL–andscapeLofLxydrochlorothiazide[LCrystallGrowthlandlDesignXL
2007XLgXLg_eZgab 3.5 36

87 qbsorbingLaL–ittleLWaterjLTheLStructuralXLThermodynamicXLandL…ineticLRelationshipLbetweenL
βyrogallolLandLytsLTetartoZxydrate[LCrystallGrowthlandlDesignXL2013XLacXLd_gaZd_hc 3.5 35

86 ysomersXLsonformersXLandLsocrystalLStoichiometryjLynsightsLfromLtheLsrystalLunergyL–andscapesLofL
saffeineLwithLtheLxydroxybenzoicLqcids[LCrystallGrowthlandlDesignXL2010XLa_XLcbfcZcbgb 3.5 35

85 SolidLphasesLofLcyclopentanejLcombinedLexperimentalLandLsimulationLstudy[LJournalloflPhysicall
ChemistrylBXL2008XLaabXLcgdfZeh 3.4 35

84 qLSystematicL onempiricalL—ethodLofLterivingL—odelLyntermolecularLβotentialsLforL−rganicL
—oleculesjLLqpplicationLToLqmides[LJournalloflPhysicallChemistrylAXL2000XLa_dXLa_iehZa_iga 2.8 35

83 qL onZumpiricalLyntermolecularLβotentialLforL−xalicLqcidLsrystalLStructures[LJournalloflPhysicall
ChemistrylAXL1999XLa_cXLfddhZfdeg 2.8 34

82 tirectL−bservationLofLTemplatedLTwoZStepL ucleationL—echanismLduringL−lanzapineLxydrateL
vormation[LCrystallGrowthlandlDesignXL2017XLagXLfchbZfcic 3.5 33

(2017-2004)
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81 ThermochemistryLofLRacemicLandLunantiopureL−rganicLsrystalsLforLβredictingLunantiomerL
Separation[LCrystallGrowthlandlDesignXL2017XLagXLdfgfZdfhf 3.5 33

80 qLmolecularLpictureLofLtheLproblemsLinLensuringLstructuralLpurityLofLtazofelone[LJournallofl
MolecularlStructureXL2014XLa_ghXLbfZdb 3.4 32

79 ScreeningLforLcocrystalsLofLsuccinicLacidLandLdZaminobenzoicLacid[LCrystEngCommXL2012XLadXLbded 3.3 32

78 TheLmatchingLofLelectrostaticLextremajLaLusefulLmethodLinLdrugLdesignoLqLstudyLofL
phosphodiesteraseLyyyLinhibitors[LJournalloflComputer-AidedlMolecularlDesignXL1995XLiXLccZdc 4.2 31

77 ysLtheLysotropicLqtomâ��qtomL—odelLβotentialLqdequateo[LMolecularlSimulationXL1988XLaXLaceZaef 2 31

76 SuccessfulLsomputationallyLtirectedLTemplatingLofL—etastableLβharmaceuticalLβolymorphs[L
CrystallGrowthlandlDesignXL2018XLahXLecbbZecca 3.5 29

75 TheLerrorsLinLlatticeLenergyLminimisationLstudiesjLsensitivityLtoLexperimentalLvariationsLinLtheL
molecularLstructureLofLparacetamol[LCrystEngCommXL2000XLbXLahc 3.3 28

74 sontrolLandLpredictionLofLtheLorganicLsolidLstatejLaLchallengeLtoLtheoryLandLexperiment[L
ProceedingsloflthelRoyallSocietylA:lMathematicalzlPhysicallandlEngineeringlSciencesXL2018XLdgdXLb_ah_cea2.4 28

73 tevelopmentsLinLcomputationalLstudiesLofLcrystallizationLandLmorphologyLappliedLtoLurea[LPhysicall
ChemistrylChemicallPhysicsXL2000XLbXLc_agZc_bg 3.6 27

72 TheLfactorsLinfluencingLcationLsiteZpreferencesLinLspinelsLaLnewLmendelyevianLapproach[LPhysicslandl
ChemistryloflMineralsXL1982XLhXLfiZgf 1.6 27

71 qreL−xygenLandLSulfurLqtomsLStructurallyLuquivalentLinL−rganicLsrystalso[LCrystallGrowthlandl
DesignXL2017XLagXLhbgZhcc 3.5 25

70 qpplicationsL−fLtl_polyLqndLtl_multiLToL−rganicL—olecularLsrystals[LMolecularlSimulationXL2006XLcbXLiheZiig2 25

69 SolventLinteractionsLwithLpiLringLsystemsLinLproteins[LProteinlEngineeringzlDesignlandlSelectionXL1995
XLhXLa_iZaf 1.9 24

68 UnravelingLsomplexityLinLtheLSolidLvormLScreeningLofLaLβharmaceuticalLSaltjLWhyLsoL—anyLvormsoL
WhyLsoLvewo[LCrystallGrowthlandlDesignXL2017XLagXLecdiZecfe 3.5 23

67 qLSystematicLuxperimentalLandLTheoreticalLStudyLofLtheLsrystallineLStateLofLSixL
shloronitrobenzenes[LCrystallGrowthlandlDesignXL2008XLhXLbdZcf 3.5 23

66 qLcomparisonLofLthreeLtheoreticalLapproachesLtoLtheLstudyLofLsideZchainLinteractionsLinLproteins[L
JournalloflthelChemicallSocietyzlFaradaylTransactionsXL1993XLhiXLbfai 21

65 TestingLaLVarietyLofLulectronicZStructureZrasedL—ethodsLforLtheLRelativeLunergiesLofLeZvormyluracilL
srystals[LJournalloflChemicallTheorylandlComputationXL2011XLgXLbfheZh 6.4 20

64 qLpredictedLdimerZbasedLpolymorphLofLa_XaaZdihydrocarbamazepineLTvormLyVU[LCrystEngCommXL
2010XLabXLfdZff 3.3 20
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63 ynterferenceLbetweenLtheLhydrogenLbondsLtoLtheLtwoLringsLofLnicotine[LJournalloflthelAmericanl
ChemicallSocietyXL2003XLabeXLeihhZig 16.4 20

62 qnalysisLofLtheLconformationalLprofilesLofLfenamatesLshowsLrouteLtowardsLnovelXLhigherLaccuracyXL
forceZfieldsLforLpharmaceuticals[LPhysicallChemistrylChemicallPhysicsXL2015XLagXLgicfZdh 3.6 19

61 tiffusionL—onteLsarloLsimulationsLonLuracilâ��waterLusingLanLanisotropicLatomâ��atomLpotentialL
model[LFaradaylDiscussionsXL2001XLaahXLieZa_h 3.6 19

60 RelativeLbindingLorientationsLofLadenosineLqaLreceptorLligandsZZaLtestLcaseLforLtistributedL
—ultipoleLqnalysisLinLmedicinalLchemistry[LJournalloflComputer-AidedlMolecularlDesignXL1995XLiXLddZed 4.2 19

59
WhatLbaseLpairingsLcanLoccurLinLt qoLqLdistributedLmultipoleLstudyLofLtheLelectrostaticLinteractionsL
betweenLnormalLandLalkylatedLnucleicLacidLbases[LJournalloflthelChemicallSocietyzlFaradayl
TransactionsXL1993XLhiXLcd_g

19

58
qnisotropicLRepulsionLβotentialsLforLsyanuricLshlorideLTsc cslcULandLTheirLqpplicationLtoL
—odelingLtheLsrystalLStructuresLofLqzaaromaticLshlorides[LJournalloflPhysicallChemistrylAXL2001XL
a_eXLiifaZiiga

2.8 18

57
TheLorientationLofL Zx[[[−msLandL Zx[[[ LhydrogenLbondsLinLbiologicalLsystemsjLhowLgoodLisLaLpointL
chargeLasLaLmodelLforLaLhydrogenLbondingLatomo[LJournalloflComputer-AidedlMolecularlDesignXL1997
XLaaXLdgiZi_

4.2 17

56 ReversibleXLTwoZStepLSingleZsrystalLtoLSingleZsrystalLβhaseLTransitionsLbetweenLtesloratadineL
vormsLyXLyyXLandLyyy[LCrystallGrowthlandlDesignXL2020XLb_XLah__Zaha_ 3.5 16

55
UseLofLsrystalLStructureLynformaticsLforLtefiningLtheLsonformationalLSpaceL eededLforLβredictingL
srystalLStructuresLofLβharmaceuticalL—olecules[LJournalloflChemicallTheorylandlComputationXL2017XL
acXLeafcZeaga

6.4 15

54 vromLdimersLtoLtheLsolidZstatejLtistributedLintermolecularLforceZfieldsLforLpyridine[LJournallofl
ChemicallPhysicsXL2017XLadgXLafagbb 3.9 15

53
srystalLstructureLpredictionLofLflexibleLpharmaceuticalZlikeLmoleculesjLdensityLfunctionalL
tightZbindingLasLanLintermediateLoptimisationLmethodLandLforLfreeLenergyLestimation[LFaradayl
DiscussionsXL2018XLbaaXLbgeZbif

3.6 14

52 qzaLanaloguesLofLnucleicLacidLbasesjLexperimentalLdeterminationLandLcomputationalLpredictionLofL
theLcrystalLstructureLofLanhydrousLeZazauracil[LJournalloflMolecularlStructureXL1999XLdheZdhfXLcdiZcfa 3.4 14

51 qnisotropicLatomZatomLpotentials[LThelPhilosophicallMagazine:lPhysicsloflCondensedlMatterlBzl
StatisticallMechanicszlElectroniczlOpticallandlMagneticlPropertiesXL1996XLgcXLieZa_f 12

50
qpplicationLofLWoodwardZxoffmannLideasLtoLsolidZstateLpolymorphicLphaseLtransitionsLwithL
specificLreferenceLtoLpolymerizationLofLSb bLandLtheLblackLphosphorusLtoLqgLTarsenicULstructuralL
transformation[LPhysicallReviewlBXL1982XLbeXLegghZeghi

3.3 12

49 SerendipitousLisolationLofLaLdisappearingLconformationalLpolymorphLofLsuccinicLacidLchallengesL
computationalLpolymorphLprediction[LCrystEngCommXL2018XLb_XLcigaZcigg 3.3 12

48 TowardL—oreLqccurateL—odelLyntermolecularLβotentialsLforL−rganicL—olecules[LReviewslinl
ComputationallChemistryXL2007XLbbeZbhi 11

47 —odellingLyntermolecularLvorcesLforL−rganicLsrystalLStructureLβrediction[LStructurelandlBondingXL
2005XLhaZabc 0.9 11

46 somputationalLpredictionLandLXZrayLdeterminationLofLtheLcrystalLstructuresLofLcZoxauracilLandL
eZhydroxyuracilâ��anLinformalLblindLtest[LCrystEngCommXL2005XLgXLdba 3.3 10
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45 soncomitantLconformationalLdimorphismLinLaXbZbisTiZanthrylUacetylene[LCrystEngCommXL2015XLagXLdhggZdhhb3.3 9

44 TheLTsurrentULqcridineLSolidLvormL–andscapejLuightLβolymorphsLandLaLxydrate[LCrystallGrowthlandl
DesignXL2019XLaiXLdhhdZdhic 3.5 9

43 —olecularLsrystalLStructureLβredictionL2017XLcccZcfc 9

42 TheLunexpectedLbutLpredictableLtetrazoleLpackingLinLflexibleLaZbenzylZaxZtetrazole[LCrystEngCommXL
2012XLadXLfdda 3.3 9

41 rlindLcrystalLstructureLpredictionLofLaLnovelLsecondLpolymorphLofLaZhydroxyZgZazabenzotriazole[L
ActalCrystallographicalSectionlB:lStructurallScienceXL2006XLfbXLfdbZe_ 9

40 —olecularLselfZassemblyLandLclusteringLinLnucleationLprocessesjLgeneralLdiscussion[LFaradayl
DiscussionsXL2015XLagiXLaeeZig 3.6 8

39 shemistry[L–atticeLenergyXLnailedo[LScienceXL2014XLcdeXLfaiZb_ 33.3 8

38 uxperimentalLandLβredictedLsrystalLunergyL–andscapesLofLshlorothiazide[LCrystallGrowthlandl
DesignXL2011XLaaXLd_eZdac 3.5 8

37 TheLsolidLstateLformsLofLtheLsexLhormoneLagZ˛†Zestradiol[LCrystEngCommXL2019XLbaXLbaedZbafc 3.3 7

36 somputationalLβolymorphLβredictionL2011XLdbgZde_ 7

35 SurfaceLStructureLofLaLsomplexLynorganicLsrystalLinLqqueousLSolutionLfromLslassicalL—olecularL
Simulation[LJournalloflPhysicallChemistrylBXL2004XLa_hXLabecgZabedf 3.4 7

34 −nLtheLinversionLofLthermophysicalLpropertiesLgeneratedLfromLanisotropicLpotentialLenergyL
functions[LChemicallPhysicslLettersXL1980XLgdXLaicZaie 2.5 7

33 SystematicLviniteZTemperatureLReductionLofLsrystalLunergyL–andscapes[LCrystallGrowthlandlDesignXL
2020XLb_XLfhdgZfhfb 3.5 7

32 qLcomputationallyLinspiredLinvestigationLofLtheLsolidLformsLofL
TRUZaZphenylethylammoniumZTSUZbZphenylbutyrate[LChiralityXL2010XLbbXLddgZee 2.1 6

31 RacemicLprogesteronejLpredictedLinLsilicoLandLproducedLinLtheLsolidLstate[LChemicallCommunications
XL2006XLdibaZc 5.8 6

30 qLnonZempiricalLmethodLofLdeterminingLatomoatomLrepulsionLparametersjLapplicationLtoLtheLcrystalL
structureLpredictionLofLanLoxyborylLderivative[LCrystEngCommXL1999XLaXLbdZcb 3.3 6

29 qnLinterpretationLofLstructuralLsortingLdiagramsLforLqrLtypeLcompoundsLusingLmolecularLorbitalL
ideas[LJournalloflPhysicslandlChemistryloflSolidsXL1982XLdcXLebaZeca 3.9 6

28 srystalLstructureLevaluationjLcalculatingLrelativeLstabilitiesLandLotherLcriteriajLgeneralLdiscussion[L
FaradaylDiscussionsXL2018XLbaaXLcbeZcha 3.6 6
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27 qpplicationsLofLcrystalLstructureLpredictionLZLorganicLmolecularLstructuresjLgeneralLdiscussion[L
FaradaylDiscussionsXL2018XLbaaXLdicZeci 3.6 6

26 shargeLtistributionsLofL itroLwroupsLWithinL−rganicLuxplosiveLsrystalsjLuffectsLonLSensitivityLandL
—odeling[LACSlOmegaXL2019XLdXLhfadZhfbe 3.9 5

25 TowardsLaLvundamentalLUnderstandingLofLtheL—echanicsLofLsrystalLqgglomerationjLqL—icroscopicL
andL—olecularLqpproach[LParticlelandlParticlelSystemslCharacterizationXL2004XLbaXLbgfZbhc 3.1 5

24 StructuralLandLdynamicLpropertiesLofLhydrogenLbondingLinLaLtetrahedralLarrangementLofLmethanolL
molecules[LqLtheoreticalLinvestigation[LChemicallPhysicslLettersXL1994XLbbeXLbgcZbgi 2.5 5

23 solorLtifferencesLxighlightLsoncomitantLβolymorphismLofLshalcones[LCrystallGrowthlandlDesignXL
2020XLb_XLfcdfZfcee 3.5 5

22 salculationLofLtiamagneticLSusceptibilityLTensorsLofL−rganicLsrystalsjLvromLsoroneneLtoL
βharmaceuticalLβolymorphs[LJournalloflPhysicallChemistrylAXL2020XLabdXLad_iZadb_ 2.8 4

21 srystalLStructureLβredictionL2004XLcgaZcgi 4

20 TowardsLRealisticL—odelLyntermolecularLβotentialsL1990XLbiZed 4

19 TowardLβhysicsZrasedLSolubilityLsomputationLforLβharmaceuticalsLtoLRivalLynformatics[LJournallofl
ChemicallTheorylandlComputationXL2021XLagXLcg__Zcg_i 6.4 4

18 qpplicationsLofLcrystalLstructureLpredictionLZLinorganicLandLnetworkLstructuresjLgeneralLdiscussion[L
FaradaylDiscussionsXL2018XLbaaXLfacZfdb 3.6 4

17 xeatsLofLreactionLinLtheLsolidLstateLandLtheirLrelationshipLtoLrlochZZungerLstructuralLdiagrams[L
PhysicallReviewlBXL1981XLbcXLefdbZefdd 3.3 3

16 qLnonZempiricalLintermolecularLforceZfieldLforLtrinitrobenzeneLandLitsLapplicationLinLcrystalL
structureLprediction[LJournalloflChemicallPhysicsXL2021XLaedXL_idabc 3.9 3

15 TowardLsomputationalLβolymorphLβredictionL2018XLaccZaeg 3

14 StructureLsearchingLmethodsjLgeneralLdiscussion[LFaradaylDiscussionsXL2018XLbaaXLaccZah_ 3.6 3

13 srystalLunergyL–andscapesLforLqidingLsrystalLvormLSelectionL2015XLgZbi 2

12 tiscoveryLofLthreeLpolymorphsLofLgZfluoroisatinLrevealsLchallengesLinLusingLcomputationalLcrystalL
structureLpredictionLasLaLcomplementLtoLexperimentalLscreening[LCrystEngCommXL2008XL 3.3 2

11  ucleationLinLcomplexLmultiZcomponentLandLmultiZphaseLsystemsjLgeneralLdiscussion[LFaradayl
DiscussionsXL2015XLagiXLe_cZdb 3.6 1

10 TheLrepresentationLofLmolecularLelectrostaticsLusingLinteractiveLgraphics[LInternationallJournallofl
QuantumlChemistryXL2009XLcfXLgcZhe 2.1 1
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9 —odellingLtheLinteractionsLofLproteinLsideZchains[LMolecularlEngineeringXL1995XLeXLhiZa_e 1

8 qLsomputationalLynvestigationLofLtheLtynamicsLofLUreaL—oleculesLinLSolids[LMolecularlSimulationXL
1996XLahXLc_cZcbc 2 1

7 βackingLβreferencesLofLshalconesjLqL—odelLsonjugatedLβharmaceuticalLScaffold[[LCrystallGrowthl
andlDesignXL2022XLbbXLah_aZahaf 3.5 1

6 tiabatLmethodLforLpolymorphLfreeLenergiesjLuxtensionLtoLmolecularLcrystals[LJournalloflChemicall
PhysicsXL2020XLaecXLbdda_e 3.9 1

5 —odellingLtheLynteractionsLofLβroteinLSideZshains[LJerusalemlSymposialonlQuantumlChemistrylandl
BiochemistryXL1995XLaaiZace 1

4 −nLtheLqpplicationLofLStrongL—agneticLvieldsLduringL−rganicLsrystalLwrowth[LCrystallGrowthlandl
DesignX 3.5 1

3 srystalLstructureLpredictionsLforLaceticLacidL1998XLaiXLdei 1

2 TheLsrystalLStructureLofLeZqminouracilLandLtheLqmbiguityLofLqlternativeLβolymorphs[LIsraellJournall
oflChemistryXL2021XLfaXLei_ 3.4 0

1 TheL atureLandLweometryLofLyntermolecularLynteractionsjLsombinationLofLctZtatabaseLynformationL
withLTheoreticalLToolsbdaZbeb
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