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j Paper IF Citations

174 †nLsilicoLdesignLofLmicroporousLpolymersLforLchemicalLseparationsLandLstorageZLCurrenthOpinionhinh
ChemicalhEngineeringXL2022XLdgXLbaahkf 5.4 1

173
PhaseLwquilibriaLofLvifluoromethaneLTRdcUXLbXbXbXcYTetrafluoroethaneLTRbdeaUXLandL
transYbXdXdXdYTetrafluoroYbYpropeneLTRbcdezeTwUULProbedLbyLwxperimentalL−easurementsLandL
−onteLuarloLSimulationsZLIndustrialhoamp;hEngineeringhChemistryhResearchXL2021XLgaXLhdkYhfc

3.9 4

172 xirstYPrinciplesLyrandYuanonicalLSimulationsLofLWaterLsdsorptionLinLProtonYwxchangedLZeolitesZL
JournalhofhPhysicalhChemistryhCXL2021XLbcfXLgakaYgaki 3.8 3

171 vevelopmentLofLaLPointχetLforLvetectingL−orphologiesLofLSelfYsssembledLtlockLOligomersLinL
stomisticLSimulationsZLJournalhofhPhysicalhChemistryhBXL2021XLbcfXLfchfYfcie 3.4 1

170
−achineLlearningLusingLhost_guestLenergyLhistogramsLtoLpredictLadsorptionLinLmetalYorganicL
frameworkslLspplicationLtoLshortLalkanesLandLXe_–rLmixturesZLJournalhofhChemicalhPhysicsXL2021XL
bffXLabehab

3.9 6

169
wffectsLofLwlectrolytesLonLThermodynamicsLandLStructureLofLOligoTethyleneLoxideU_SaltLSolutionsL
andL iquidâ�� iquidLwquilibriaLofLaLSqualane_TetraethyleneLylycolLvimethylLwtherLtlendZL
MacromoleculesXL2021XLfeXLbbcaYbbdg

5.5 1

168 sdsorptionLofLfuranXLhexanoicLacidXLandLalkanesLinLaLhierarchicalLzeoliteLatLreactionLconditionslL
†nsightsLfromLmolecularLsimulationsZLJournalhofhComputationalhScienceXL2021XLeiXLbabcgh 3.4 2

167 OpenYsourceLmolecularLmodelingLsoftwareLinLchemicalLengineeringLfocusingLonLtheL−olecularL
SimulationLvesignLxrameworkZLAICHEhJournalXL2021XLghXLebhcag 3.6 6

166 SimulatingLVaporâ�� iquidLwquilibriaLofLPzdXLsszdXLandLSbzdLfromLxirstLPrinciplesZLJournalhofhPhysicalh
ChemistryhCXL2021XLbcfXLfdiaYfdif 3.8 1

165 xingerprintingLdiverseLnanoporousLmaterialsLforLoptimalLhydrogenLstorageLconditionsLusingL
metaYlearningZLSciencehAdvancesXL2021XLhXL 14.3 8

164 TheLStatisticalL−echanicsLofLSolutionYPhaseLχucleationlLuauOT_dULRevisitedZLMolecularhModelinghandh
SimulationXL2021XLbabYbcc 1

163 −odelingLandLsimulationLofLgasLseparationsLwithLspiralYwoundLmembranesZLAICHEhJournalXL2020XLggXLebgche3.6 2

162 xromLOrderLtoLvisorderlLuomputationalLvesignLofLTriblockLsmphiphilesLwithLbLnmLvomainsZLJournalh
ofhthehAmericanhChemicalhSocietyXL2020XLbecXLkdfcYkdgc 16.4 7

161 OneYdimensionalLintergrowthsLinLtwoYdimensionalLzeoliteLnanosheetsLandLtheirLeffectLonL
ultraYselectiveLtransportZLNaturehMaterialsXL2020XLbkXLeedYeek 27 43

160 TemperatureLeffectsLonLtheLspatialLdistributionLofLelectrolyteLmixturesLatLtheLaqueousLliquidYvaporL
interfaceZLPhysicalhChemistryhChemicalhPhysicsXL2020XLccXLbahkcYbaiab 3.6

159 −ultipleLlinearLregressionLandLthermodynamicLfluctuationsLareLequivalentLforLcomputingL
thermodynamicLderivativesLfromLmolecularLsimulationZLFluidhPhasehEquilibriaXL2020XLfcdXLbbchif 2.5 10

158 sssessingLtheLQualityLofL−olecularLSimulationsLforLVaporâ�� iquidLwquilibrialLsnLsnalysisLofLtheL
TraPPwLvatabaseZLJournalhofhChemicalhoamp;hEngineeringhDataXL2020XLgfXLbddaYbdee 2.8 16
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157 †dentificationLSchemesLforL−etalâ��OrganicLxrameworksLToLwnableLRapidLSearchLandL
uheminformaticsLsnalysisZLCrystalhGrowthhandhDesignXL2019XLbkXLggicYggkh 3.5 59

156 RenewableLlubricantsLwithLtailoredLmolecularLarchitectureZLSciencehAdvancesXL2019XLfXLeaavfeih 14.3 30

155 SynthesisXLSimulationXLandLSelfYsssemblyLofLaL−odelLsmphiphileLToLPushLtheL imitsLofLtlockL
PolymerLχanopatterningZLNanohLettersXL2019XLbkXLeefiYeegc 11.5 14

154 −olecularLSimulationsLProbingLtheLThermophysicalLPropertiesLofLzomogeneouslyLStretchedLandL
tubblyLWaterLSystemsZLJournalhofhChemicalhoamp;hEngineeringhDataXL2019XLgeXLdhffYdhhb 2.8 3

153 −etalâ��OrganicLxrameworksLwithL−etalâ��uatecholatesLforLOc_χcLSeparationZLJournalhofhPhysicalh
ChemistryhCXL2019XL 3.8 12

152 veepLneuralLnetworkLlearningLofLcomplexLbinaryLsorptionLequilibriaLfromLmolecularLsimulationL
dataZLChemicalhScienceXL2019XLbaXLedhhYedii 9.4 26

151 sLnewLequationLofLstateLforLhomoYpolymersLinLdissipativeLparticleLdynamicsZLJournalhofhChemicalh
PhysicsXL2019XLbfaXLbcebae 3.9 4

150 PartialLmolarLpropertiesLfromLmolecularLsimulationLusingLmultipleLlinearLregressionZLMolecularh
PhysicsXL2019XLbbhXLdfikYdgac 1.7 9

149 zighlightingLbaLYearsLofLχ†STLuooperationLandLServiceLtoLtheLThermophysicalLPropertiesLvataL
uommunityZLJournalhofhChemicalhoamp;hEngineeringhDataXL2019XLgeXLebkbYebkc 2.8 2

148 sdvancesXLUpdatesXLandLsnalyticsLforLtheLuomputationYReadyXLwxperimentalL−etalâ��OrganicL
xrameworkLvatabaselLuoRwL−OxLcabkZLJournalhofhChemicalhoamp;hEngineeringhDataXL2019XLgeXLfkifYfkki2.8 183

147 VaporYLandL iquidYPhaseLsdsorptionLofLslcoholLandLWaterLinLSilicaliteYbLSynthesizedLinLxluorideL
−ediaZLAICHEhJournalXL2019XLggXLebgigi 3.6 4

146 uomputationalLscreeningLofLmetalâ��organicLframeworksLforLbiogasLpurificationZLMolecularhSystemsh
DesignhandhEngineeringXL2019XLeXLbbcfYbbdf 4.6 10

145 uolumnLselectionLforLcomprehensiveLtwoYdimensionalLliquidLchromatographyLusingLtheL
hydrophobicLsubtractionLmodelZLJournalhofhChromatographyhAXL2019XLbfikXLehYff 4.5 13

144 uomputationalLvesignLofLzighYˇ�LtlockLOligomersLforLsccessingLbLnmLvomainsZLACShNanoXL2018XLbcXLedfbYedgb16.7 18

143 ucLadsorptionLinLzeoliteslLinLsilicoLscreeningLandLsensitivityLtoLmolecularLmodelsZLMolecularhSystemsh
DesignhandhEngineeringXL2018XLdXLgbkYgcg 4.6 7

142 SupersaturatedLcalciumLcarbonateLsolutionsLareLclassicalZLSciencehAdvancesXL2018XLeXLeaaogcid 14.3 75

141
sL−onteLuarloLsimulationLstudyLofLtheLinterfacialLtensionLforLwater_oilLmixturesLatLelevatedL
temperaturesLandLpressureslLWater_nYdodecaneXLwater_tolueneXLandLwater_TnYdodecaneLWLtolueneUZL
FluidhPhasehEquilibriaXL2018XLehgXLbgYce

2.5 16

140 UnderstandingLtheLuniqueLsorptionLofLalkaneYXLYdiolsLinLsilicaliteYbZLJournalhofhChemicalhPhysicsXL2018XL
bekXLahcddb 3.9 5

(2018-2019)
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139 UnderstandingLtheL−olecularLWeightLvependenceLofLˇ�LandLtheLwffectLofLvispersityLonLPolymerL
tlendLPhaseLviagramsZLMacromoleculesXL2018XLfbXLdhheYdhih 5.5 13

138 xirstLprinciplesL−onteLuarloLsimulationsLofLunaryLandLbinaryLadsorptionlLuOXLχXLandLzOLinL
−gY−OxYheZLChemicalhCommunicationsXL2018XLfeXLbaibgYbaibk 5.8 25

137 UsingLmolecularLsimulationsLtoLprobeLporeLstructuresLandLpolymerLpartitioningLinLsizeLexclusionL
chromatographyZLJournalhofhChromatographyhAXL2018XLbfhdXLhiYig 4.5 7

136 uooperativeLuatalysisLbyLSurfaceL ewisLscid_SilanolLforLSelectiveLxructoseLwtherificationLonLSnYSPPL
ZeoliteZLACShCatalysisXL2018XLiXLkafgYkagf 13.1 9

135 −ercuryLuaptureLfromLPetroleumLUsingLveepLwutecticLSolventsZLIndustrialhoamp;hEngineeringh
ChemistryhResearchXL2018XLfhXLkcccYkcda 3.9 15

134 ProbingLsdditiveL oadingLinLtheL amellarLPhaseLofLaLχonionicLSurfactantlLyibbsLwnsembleL−onteL
uarloLSimulationsLUsingLtheLSv–LxorceLxieldZLLangmuirXL2018XLdeXLicefYicfe 4 3

133 xirstYPrinciplesL−olecularLvynamicsLStudyLofLaLveepLwutecticLSolventlLuholineLuhloride_UreaLandL†tsL
−ixtureLwithLWaterZLJournalhofhPhysicalhChemistryhBXL2018XLbccXLbcefYbcfe 3.4 110

132 UnderstandingLtheLReactiveLsdsorptionLofLzLSLandLuOLinLSodiumYwxchangedLZeolitesZL
ChemPhysChemXL2018XLbkXLfbcYfbi 3.2 8

131
−onteLuarloLSimulationsLofLxluidLPhaseLwquilibriaLandL†nterfacialLPropertiesLforLWater_slkaneL
−ixtureslLsnLsssessmentLofLχonpolarizableLWaterL−odelsLandLofLveparturesLfromLtheL
 orentzâ��terthelotLuombiningLRulesZLJournalhofhChemicalhoamp;hEngineeringhDataXL2018XLgdXLecfgYecgi

2.8 12

130 −onteLuarloLsimulationsLprobingLtheLliquid_vapourLinterfaceLofLwater_hexaneLmixtureslLadsorptionL
thermodynamicsXLhydrophobicLeffectXLandLstructuralLanalysisZLMolecularhPhysicsXL2018XLbbgXLdcidYdckb 1.7 2

129 sssessmentLandLOptimizationLofLuonfigurationalYtiasL−onteLuarloLParticleLSwapLStrategiesLforL
SimulationsLofLWaterLinLtheLyibbsLwnsembleZLJournalhofhChemicalhTheoryhandhComputationXL2017XLbdXLedbYeea6.4 18

128 UsingLtheLkYdLTreeLvataLStructureLtoLsccelerateL−onteLuarloLSimulationsZLJournalhofhChemicalh
TheoryhandhComputationXL2017XLbdXLbffgYbfgf 6.4 12

127 TransferableLpotentialsLforLphaseLequilibriaZL†mprovedLunitedYatomLdescriptionLofLethaneLandL
ethyleneZLAICHEhJournalXL2017XLgdXLfakiYfbba 3.6 20

126 UltraYselectiveLhighYfluxLmembranesLfromLdirectlyLsynthesizedLzeoliteLnanosheetsZLNatureXL2017XL
fedXLgkaYgke 50.4 310

125 sLReviewLofLtiorefineryLSeparationsLforLtioproductLProductionLviaLThermocatalyticLProcessingZL
AnnualhReviewhofhChemicalhandhBiomolecularhEngineeringXL2017XLiXLbbfYbdh 8.9 15

124
veconstructingLtheLuonfinementLwffectLuponLtheLOrganizationLandLvynamicsLofLWaterLinL
zydrophobicLχanoporousL−aterialslL essonsL earnedLfromLZeolitesZLJournalhofhPhysicalhChemistryhCXL
2017XLbcbXLccabfYccace

3.8 21

123 uomparativeLStudyLofLtheLwffectLofLvefectsLonLSelectiveLsdsorptionLofLtutanolLfromL
tutanol_WaterLtinaryLVaporL−ixturesLinLSilicaliteYbLxilmsZLLangmuirXL2017XLddXLiecaYiech 4 19

122 SeparationLofLThiopheneLfromLsliphaticLzydrocarbonsLUsingLTetrahexylammoniumYtasedLveepL
wutecticLSolventsLasLwxtractingLsgentsZLJournalhofhChemicalhoamp;hEngineeringhDataXL2017XLgcXLckbbYckbk2.8 35
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121 tioethanolLenrichmentLusingLzeoliteLmembraneslL−olecularLmodelingXLconceptualLprocessLdesignL
andLtechnoYeconomicLanalysisZLJournalhofhMembranehScienceXL2017XLfeaXLegeYehg 9.6 11

120 uomputationalLScreeningLofLχanoporousL−aterialsLforLzexaneLandLzeptaneL†somerLSeparationZL
ChemistryhofhMaterialsXL2017XLckXLgdbfYgdci 9.6 46

119 zydrogenLSulfideLuapturelLxromLsbsorptionLinLPolarL iquidsLtoLOxideXLZeoliteXLandL−etalYOrganicL
xrameworkLsdsorbentsLandL−embranesZLChemicalhReviewsXL2017XLbbhXLkhffYkiad 68.1 288

118 sL−onteLuarloLsimulationLstudyLofLtheLliquidâ��liquidLequilibriaLforLbinaryLdodecane_ethanolLandL
ternaryLdodecane_ethanol_waterLmixturesZLFluidhPhasehEquilibriaXL2016XLeahXLcgkYchk 2.5 22

117 xirstYPrinciplesL−onteLuarloLSimulationsLofLReactionLwquilibriaLinLuompressedLVaporsZLACShCentralh
ScienceXL2016XLcXLeakYbf 16.8 14

116 sdsorptiveLSeparationLofLbYtutanolLfromLsqueousLSolutionsLUsingL−x†YLandLxwRYTypeLZeoliteL
xrameworkslLsL−onteLuarloLStudyZLLangmuirXL2016XLdcXLcakdYbab 4 24

115 StructureLandLPhaseLtehaviorLofL−ixedLSelfYsssembledLslkanethiolateL−onolayersLonLyoldL
χanoparticleslLsL−onteLuarloLStudyZLJournalhofhPhysicalhChemistryhBXL2016XLbcaXLbkhcYi 3.4 21

114 †dentifyingLOptimalLZeoliticLSorbentsLforLSweeteningLofLzighlyLSourLχaturalLyasZLAngewandteh
ChemieXL2016XLbciXLgaecYgaeg 3.6 8

113
sLmathematicalLmodelLforLzeoliteLmembraneLmoduleLperformanceLandLitsLuseLforLtechnoYeconomicL
evaluationLofLimprovedLenergyLefficiencyLhybridLmembraneYdistillationLprocessesLforLbutaneL
isomerLseparationsZLJournalhofhMembranehScienceXL2016XLfcaXLedeYeek

9.6 20

112 †dentifyingLOptimalLZeoliticLSorbentsLforLSweeteningLofLzighlyLSourLχaturalLyasZLAngewandteh
ChemiehvhInternationalhEditionXL2016XLffXLfkdiYec 16.4 32

111 −olecularLSimulationLofLOlefinLOligomerLtlendLPhaseLtehaviorZLMacromoleculesXL2016XLekXLdkhfYdkif 5.5 17

110 scceleratedLuomputationalLsnalysisLofL−etalâ��OrganicLxrameworksLforLOxidationLuatalysisZLJournalh
ofhPhysicalhChemistryhCXL2016XLbcaXLbihahYbihbc 3.8 33

109 UnderstandingLviffusionLinLzierarchicalLZeolitesLwithLzouseYofYuardsLχanosheetsZLACShNanoXL2016XL
baXLhgbcYi 16.7 41

108 viscoveryLofLoptimalLzeolitesLforLchallengingLseparationsLandLchemicalLtransformationsLusingL
predictiveLmaterialsLmodelingZLNaturehCommunicationsXL2015XLgXLfkbc 17.4 75

107 vevelopmentLofLtheLTransferableLPotentialsLforLPhaseLwquilibriaL−odelLforLzydrogenLSulfideZL
JournalhofhPhysicalhChemistryhBXL2015XLbbkXLhaebYfc 3.4 37

106
sbL†nitioLverivedLxorceLxieldsLforLPredictingLuOcLsdsorptionLandLsccessibilityLofL−etalLSitesLinLtheL
−etalâ��OrganicLxrameworksL−Y−OxYheLT−LoL−nXLuoXLχiXLuuUZLJournalhofhPhysicalhChemistryhCXL2015XL
bbkXLbgafiYbgahb

3.8 67

105 −onteLuarloLSimulationsLProbingLtheLsdsorptiveLSeparationLofLzydrogenLSulfide_−ethaneL
−ixturesLUsingLsllYSilicaLZeolitesZLLangmuirXL2015XLdbXLbccgiYhi 4 27

104
 iquidYliquidLequilibriaLforLsoftYrepulsiveLparticleslLimprovedLequationLofLstateLandLmethodologyL
forLrepresentingLmoleculesLofLdifferentLsizesLandLchemistryLinLdissipativeLparticleLdynamicsZLJournalh
ofhChemicalhPhysicsXL2015XLbecXLaeekac

3.9 19

(2015-2017)
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103 sccurateLandLpreciseLdeterminationLofLcriticalLpropertiesLfromLyibbsLensembleL−onteLuarloL
simulationsZLJournalhofhChemicalhPhysicsXL2015XLbedXLbbebbd 3.9 38

102 UnderstandingLtheLsensitivityLofLnucleationLfreeLenergieslLTheLroleLofLsupersaturationLandL
temperatureZLJournalhofhChemicalhPhysicsXL2015XLbedXLbgefbg 3.9 5

101 UnderstandingLtheLunusualLadsorptionLbehaviorLinLhierarchicalLzeoliteLnanosheetsZLChemPhysChemXL
2014XLbfXLcccfYk 3.2 18

100 snLonlineLparameterLandLpropertyLdatabaseLforLtheLTraPPwLforceLfieldZLMolecularhSimulationXL2014XL
eaXLbabYbaf 2 66

99
PredictionLofLVaporâ�� iquidLuoexistenceLPropertiesLandLuriticalLPointsLofLPolychlorinatedLtiphenylsL
fromL−onteLuarloLSimulationsLwithLtheLTraPPwâ��wzLxorceLxieldZLJournalhofhChemicalhoamp;h
EngineeringhDataXL2014XLfkXLddabYddag

2.8 7

98 sLcomputationalLstudyLofLtheLadsorptionLofLnYperfluorohexaneLinLzeoliteLtuRYhaeZLFluidhPhaseh
EquilibriaXL2014XLdggXLbegYbfb 2.5 13

97 veconstructingLzydrogenYtondLχetworksLinLuonfinedLχanoporousL−aterialslL†mplicationsLforL
slcoholâ��WaterLSeparationZLJournalhofhPhysicalhChemistryhCXL2014XLbbiXLbkhcdYbkhdc 3.8 40

96 uoncentrationLeffectsLonLtheLselectiveLextractionLofLethanolLfromLaqueousLsolutionLusingL
silicaliteYbLandLdecanolLisomersZLFluidhPhasehEquilibriaXL2014XLdgcXLbbiYbce 2.5 7

95 SelectiveLadsorptionLfromLdiluteLsolutionslLyibbsLensembleL−onteLuarloLsimulationsZLFluidhPhaseh
EquilibriaXL2013XLdfbXLbYg 2.5 9

94 TraPPwYzeolLTransferableLPotentialsLforLPhaseLwquilibriaLxorceLxieldLforLsllYSilicaLZeolitesZLJournalhofh
PhysicalhChemistryhCXL2013XLbbhXLcedhfYcedih 3.8 87

93 †nfluenceLofLsimulationLprotocolsLonLtheLefficiencyLofLyibbsLensembleL−onteLuarloLsimulationsZL
MolecularhSimulationXL2013XLdkXLbbdfYbbec 2 36

92 −olecularLinsightsLforLtheLoptimizationLofLsolventYbasedLselectiveLextractionLofLethanolLfromL
fermentationLbrothsZLAICHEhJournalXL2013XLfkXLdagfYdaha 3.6 13

91 sdsorptionLofLglucoseLintoLzeoliteLbetaLfromLaqueousLsolutionZLAICHEhJournalXL2013XLfkXLdfcdYdfck 3.6 46

90 TransferableLpotentialsLforLphaseLequilibriaZLbaZLwxplicitYhydrogenLdescriptionLofLsubstitutedL
benzenesLandLpolycyclicLaromaticLcompoundsZLJournalhofhPhysicalhChemistryhBXL2013XLbbhXLchdYii 3.4 77

89 −odelingLhelicalLproteinsLusingLresidualLdipolarLcouplingsXLsparseLlongYrangeLdistanceLconstraintsL
andLaLsimpleLresidueYbasedLforceLfieldZLTheoreticalhChemistryhAccountsXL2013XLbdcXLbdii 1.9 3

88 TransferableLpotentialsLforLphaseLequilibriaYunitedLatomLdescriptionLofLfiveYLandLsixYmemberedL
cyclicLalkanesLandLethersZLJournalhofhPhysicalhChemistryhBXL2012XLbbgXLbbcdeYeg 3.4 79

87
UnderstandingLtheLsolubilityLofLtriaminoYtrinitrobenzeneLinLhydrousLtetramethylammoniumL
fluoridelLaLfirstLprinciplesLmolecularLdynamicsLsimulationLstudyZLPhysicalhChemistryhChemicalhPhysicsXL
2012XLbeXLeiieYka

3.6 11

86 −ulticomponentLadsorptionLofLalcoholsLontoLsilicaliteYbLfromLaqueousLsolutionlLisothermsXL
structuralLanalysisXLandLassessmentLofLidealLadsorbedLsolutionLtheoryZLLangmuirXL2012XLciXLbffggYhg 4 61
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85 TransferableLpotentialsLforLphaseLequilibriaYcoarseYgrainLdescriptionLforLlinearLalkanesZLJournalhofh
PhysicalhChemistryhBXL2011XLbbfXLdefcYgf 3.4 64

84 VaporYliquidLcoexistenceLcurvesLforLmethanolLandLmethaneLusingLdispersionYcorrectedLdensityL
functionalLtheoryZLJournalhofhPhysicalhChemistryhBXL2011XLbbfXLbbgiiYkc 3.4 35

83 yibbsLensembleL−onteLuarloLsimulationsLforLtheLliquidâ��liquidLphaseLequilibriaLofLdipropyleneLglycolL
dimethylLetherLandLwaterlLsLpreliminaryLreportZLFluidhPhasehEquilibriaXL2011XLdbaXLbbYbi 2.5 16

82 RetentionLmechanismLforLpolycyclicLaromaticLhydrocarbonsLinLreversedYphaseLliquidL
chromatographyLwithLmonomericLstationaryLphasesZLJournalhofhChromatographyhAXL2011XLbcbiXLkbidYkd 4.5 29

81
sssessingLgroupYbasedLcutoffsLandLtheLwwaldLmethodLforLelectrostaticLinteractionsLinLclustersLandL
inLsaturatedXLsuperheatedXLandLsupersaturatedLvaporLphasesLofLdipolarLmoleculesZLTheoreticalh
ChemistryhAccountsXL2011XLbdaXLidYkd

1.9 6

80
 iquidLstructuresLofLwaterXLmethanolXLandLhydrogenLfluorideLatLambientLconditionsLfromLfirstL
principlesLmolecularLdynamicsLsimulationsLwithLaLdispersionLcorrectedLdensityLfunctionalZLPhysicalh
ChemistryhChemicalhPhysicsXL2011XLbdXLbkkedYfa

3.6 59

79
−obileLphaseLeffectsLinLreversedYphaseLliquidLchromatographylLaLcomparisonLofLacetonitrile_waterL
andLmethanol_waterLsolventsLasLstudiedLbyLmolecularLsimulationZLJournalhofhChromatographyhAXL
2011XLbcbiXLccadYbd

4.5 70

78 wffectsLofLanLappliedLelectricLfieldLonLtheLvaporYliquidLequilibriaLofLwaterXLmethanolXLandLdimethylL
etherZLJournalhofhPhysicalhChemistryhBXL2010XLbbeXLecgbYha 3.4 34

77
ThermodynamicXLstructuralLandLtransportLpropertiesLofLtetramethylLammoniumLfluoridelLfirstL
principlesLmolecularLdynamicsLsimulationsLofLanLunusualLionicLliquidZLJournalhofhPhysicalhChemistryhBXL
2010XLbbeXLbcfhhYie

3.4 35

76 vevelopmentLofLtheLtrappeLforceLfieldLforLammoniaZLCollectionhofhCzechoslovakhChemicalh
CommunicationsXL2010XLhfXLfhhYfkb 27

75
†nvestigationLofLtheLdrivingLforcesLforLretentionLinLreversedYphaseLliquidLchromatographylL−onteL
uarloLsimulationsLofLsoluteLpartitioningLbetweenLnYhexadecaneLandLvariousLaqueousâ��organicL
mixturesZLFluidhPhasehEquilibriaXL2010XLckaXLcfYdf

2.5 30

74 PredictionLofLzildebrandLsolubilityLparametersLofLacrylateLandLmethacrylateLmonomersLandLtheirL
mixturesLbyLmolecularLsimulationZLJournalhofhAppliedhPolymerhScienceXL2010XLbbgXLbYk 2.9 20

73 TraPPwYUsLforceLfieldLforLacrylatesLandL−onteLuarloLsimulationsLforLtheirLmixturesLwithLalkanesLandL
alcoholsZLJournalhofhPhysicalhChemistryhBXL2009XLbbdXLgebfYcf 3.4 69

72 wxploringLtheLformationLofLmultipleLlayerLhydratesLforLaLcomplexLpharmaceuticalLcompoundZL
JournalhofhPhysicalhChemistryhBXL2009XLbbdXLfkckYdh 3.4 12

71 tondLangleLdistributionsLofLcarbonLdioxideLinLtheLgasXLsupercriticalXLandLsolidLphasesZLJournalhofh
PhysicalhChemistryhAXL2009XLbbdXLcafdYk 2.8 19

70 spplicationLofLtheLTraPPwLxorceLxieldLforLPredictingLtheLzildebrandLSolubilityLParametersLofL
OrganicLSolventsLandL−onomerLUnitsZLJournalhofhChemicalhTheoryhandhComputationXL2008XLeXLbdgYee 6.4 26

69 StructureLofLtheL−ethanolL iquidâ��VaporL†nterfacelLsLuomprehensiveLParticleYtasedLSimulationL
StudyZLJournalhofhPhysicalhChemistryhCXL2008XLbbcXLbfebcYbfebi 3.8 21

68 SizeLwffectsLonLtheLSolvationLofLsnionsLatLtheLsqueousL iquidâ��VaporL†nterfaceZLJournalhofhPhysicalh
ChemistryhCXL2008XLbbcXLcbaYcbi 3.8 63

(2008-2011)
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67 −olecularYlevelLcomparisonLofLalkylsilaneLandLpolarYembeddedLreversedYphaseLliquidL
chromatographyLsystemsZLAnalyticalhChemistryXL2008XLiaXLgcbeYcb 7.8 74

66
†nfluenceLofLbondedYphaseLcoverageLinLreversedYphaseLliquidLchromatographyLviaLmolecularL
simulationL†ZLwffectsLonLchainLconformationLandLinterfacialLpropertiesZLJournalhofhChromatographyhAXL
2008XLbcaeXLbbYk

4.5 48

65 vevelopmentLofLtheLTraPPwYUsLforceLfieldLforLethyleneLoxideZLFluidhPhasehEquilibriaXL2008XLcheXLeeYek 2.5 27

64 −onteLuarloLSimulationsLofLanL†solatedLnYOctadecaneLuhainLSolvatedLinLWaterYscetonitrileL
−ixturesZLJournalhofhChemicalhTheoryhandhComputationXL2007XLdXLdfaYh 6.4 13

63 PressureLvependenceLofLtheLzildebrandLSolubilityLParameterLandLtheL†nternalLPressurelLL−onteL
uarloLSimulationsLforLwxternalLPressuresLupLtoLdaaL−Paâ� ZLJournalhofhPhysicalhChemistryhCXL2007XLbbbXLbfgdeYbfgeb3.8 40

62 PredictionLofLviscositiesLandLvaporâ��liquidLequilibriaLforLfiveLpolyhydricLalcoholsLbyLmolecularL
simulationZLFluidhPhasehEquilibriaXL2007XLcgaXLcbiYcdb 2.5 58

61 RetentionLmechanismLinLreversedYphaseLliquidLchromatographylLaLmolecularLperspectiveZLAnalyticalh
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