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ChemistryhBXL2005XLbakXLbikheYic
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157 PredictingL−ulticomponentLPhaseLwquilibriaLandLxreeLwnergiesLofLTransferLforLslkanesLbyL−olecularL
SimulationZLJournalhofhthehAmericanhChemicalhSocietyXL1997XLbbkXLikcbYikce 16.4 143

156 SimulatingLfluidYphaseLequilibriaLofLwaterLfromLfirstLprinciplesZLJournalhofhPhysicalhChemistryhAXL2006
XLbbaXLgeaYg 2.8 125

155 −icroscopicLstructureLandLsolvationLinLdryLandLwetLoctanolZLJournalhofhPhysicalhChemistryhBXL2006XL
bbaXLdfffYgd 3.4 124

154 RetentionLmechanismLinLreversedYphaseLliquidLchromatographylLaLmolecularLperspectiveZLAnalyticalh
ChemistryXL2007XLhkXLgffbYi 7.8 117

153 xirstYPrinciplesL−olecularLvynamicsLStudyLofLaLveepLwutecticLSolventlLuholineLuhloride_UreaLandL†tsL
−ixtureLwithLWaterZLJournalhofhPhysicalhChemistryhBXL2018XLbccXLbcefYbcfe 3.4 110

152 †mprovingLtheLwfficiencyLofLtheLsggregationâ��Volumeâ��tiasL−onteLuarloLslgorithmZLJournalhofh
PhysicalhChemistryhBXL2001XLbafXLbbchfYbbcic 3.4 109
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5.5 104

149 −onteLuarloLsimulationsLofLmixedLmonolayersZLMolecularhPhysicsXL1992XLhfXLcffYcfk 1.7 101

148 TransferableLpotentialsLforLphaseLequilibriaZLiZLUnitedYatomLdescriptionLforLthiolsXLsulfidesXL
disulfidesXLandLthiopheneZLJournalhofhPhysicalhChemistryhBXL2005XLbakXLcebaaYh 3.4 96

147 †sobaricYisothermalLmonteLcarloLsimulationsLfromLfirstLprincipleslLapplicationLtoLliquidLwaterLatL
ambientLconditionsZLChemPhysChemXL2005XLgXLbikeYkab 3.2 93

146 TraPPwYzeolLTransferableLPotentialsLforLPhaseLwquilibriaLxorceLxieldLforLsllYSilicaLZeolitesZLJournalhofh
PhysicalhChemistryhCXL2013XLbbhXLcedhfYcedih 3.8 87

145 virectLyibbsLwnsembleL−onteLuarloLSimulationsLforLSolidâ��VaporLPhaseLwquilibrialLLspplicationsLtoL
 ennardâ��’onesiumLandLuarbonLvioxideZLJournalhofhPhysicalhChemistryhBXL2001XLbafXLkieaYkiei 3.4 87

144 ualculationLofLtheLshearLviscosityLofLdecaneLusingLaLreversibleLmultipleLtimeYstepLalgorithmZLJournalh
ofhChemicalhPhysicsXL1995XLbacXLddhgYddia 3.9 83

143 ThermodynamicLPropertiesLofLtheLWilliamsXLOP SYssXLandL−−xxkeLsllYstomLxorceLxieldsLforL
χormalLslkanesZLJournalhofhPhysicalhChemistryhBXL1998XLbacXLcfhiYcfig 3.4 81

142 TransferableLpotentialsLforLphaseLequilibriaYunitedLatomLdescriptionLofLfiveYLandLsixYmemberedL
cyclicLalkanesLandLethersZLJournalhofhPhysicalhChemistryhBXL2012XLbbgXLbbcdeYeg 3.4 79

141 TransferableLpotentialsLforLphaseLequilibriaZLbaZLwxplicitYhydrogenLdescriptionLofLsubstitutedL
benzenesLandLpolycyclicLaromaticLcompoundsZLJournalhofhPhysicalhChemistryhBXL2013XLbbhXLchdYii 3.4 77
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139 SupersaturatedLcalciumLcarbonateLsolutionsLareLclassicalZLSciencehAdvancesXL2018XLeXLeaaogcid 14.3 75
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virectLcalculationLofLzenryâ��sLlawLconstantsLfromLyibbsLensembleL−onteLuarloLsimulationslL
nitrogenXLoxygenXLcarbonLdioxideLandLmethaneLinLethanolZLTheoreticalhChemistryhAccountsXL2006XL
bbfXLdkbYdkh

1.9 75

137 −olecularYlevelLcomparisonLofLalkylsilaneLandLpolarYembeddedLreversedYphaseLliquidL
chromatographyLsystemsZLAnalyticalhChemistryXL2008XLiaXLgcbeYcb 7.8 74

136 PressureLdependenceLofLtheLvaporYliquidYliquidLphaseLbehaviorLinLternaryLmixturesLconsistingLofL
nYalkanesXLnYperfluoroalkanesXLandLcarbonLdioxideZLJournalhofhPhysicalhChemistryhBXL2005XLbakXLckbbYk 3.4 72

135
TimeYvependentLPropertiesLofL iquidLWaterlLLsLuomparisonLofLuarYParrinelloLandL
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6.4 72
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4.5 70
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alcoholsZLJournalhofhPhysicalhChemistryhBXL2009XLbbdXLgebfYcf 3.4 69

131 uontinuumYconfigurationalYbiasL−onteLuarloLsimulationsLofLlongYchainLalkanesZLMolecularhPhysicsXL
1993XLiaXLffYgd 1.7 68

130
sbL†nitioLverivedLxorceLxieldsLforLPredictingLuOcLsdsorptionLandLsccessibilityLofL−etalLSitesLinLtheL
−etalâ��OrganicLxrameworksL−Y−OxYheLT−LoL−nXLuoXLχiXLuuUZLJournalhofhPhysicalhChemistryhCXL2015XL
bbkXLbgafiYbgahb

3.8 67

129 snLonlineLparameterLandLpropertyLdatabaseLforLtheLTraPPwLforceLfieldZLMolecularhSimulationXL2014XL
eaXLbabYbaf 2 66

128 sdiabaticLχuclearLandLwlectronicLSamplingL−onteLuarloLSimulationsLinLtheLyibbsLwnsemblel´ L
spplicationLtoLPolarizableLxorceLxieldsLforLWaterZLJournalhofhPhysicalhChemistryhBXL2000XLbaeXLcdhiYcdka 3.4 66

127 TransferableLpotentialsLforLphaseLequilibriaYcoarseYgrainLdescriptionLforLlinearLalkanesZLJournalhofh
PhysicalhChemistryhBXL2011XLbbfXLdefcYgf 3.4 64

126 SizeLwffectsLonLtheLSolvationLofLsnionsLatLtheLsqueousL iquidâ��VaporL†nterfaceZLJournalhofhPhysicalh
ChemistryhCXL2008XLbbcXLcbaYcbi 3.8 63

125 −onteLuarloLinvestigationsLofLhexadecaneLfilmsLonLaLmetalLsubstrateZLJournalhofhChemicalhPhysicsXL
1995XLbadXLdbieYdbkf 3.9 63

124 −ulticomponentLadsorptionLofLalcoholsLontoLsilicaliteYbLfromLaqueousLsolutionlLisothermsXL
structuralLanalysisXLandLassessmentLofLidealLadsorbedLsolutionLtheoryZLLangmuirXL2012XLciXLbffggYhg 4 61
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121 PredictionLofLviscositiesLandLvaporâ��liquidLequilibriaLforLfiveLpolyhydricLalcoholsLbyLmolecularL
simulationZLFluidhPhasehEquilibriaXL2007XLcgaXLcbiYcdb 2.5 58

120 ualculatingLyibbsLfreeLenergiesLofLtransferLfromLyibbsLensembleL−onteLuarloLsimulationsZL
TheoreticalhChemistryhAccountsXL1998XLkkXLdehYdfa 1.9 57

119 SimulatingLvaporâ��liquidLnucleationLofLnYalkanesZLJournalhofhChemicalhPhysicsXL2002XLbbgXLedbhYedck 3.9 57
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solventLforLbYhexanolLinLnYhexaneZLJournalhofhthehAmericanhChemicalhSocietyXL2005XLbchXLehccYk

16.4 51

116 wquilibriumLandLnonYequilibriumLsimulationLstudiesLofLfluidLalkanesLinLbulkLandLatLinterfacesZL
FaradayhDiscussionsXL1996XLbaeXLbh 3.6 51

115
†nfluenceLofLbondedYphaseLcoverageLinLreversedYphaseLliquidLchromatographyLviaLmolecularL
simulationL†ZLwffectsLonLchainLconformationLandLinterfacialLpropertiesZLJournalhofhChromatographyhAXL
2008XLbcaeXLbbYk

4.5 48

114 uomputationalLScreeningLofLχanoporousL−aterialsLforLzexaneLandLzeptaneL†somerLSeparationZL
ChemistryhofhMaterialsXL2017XLckXLgdbfYgdci 9.6 46

113 sdsorptionLofLglucoseLintoLzeoliteLbetaLfromLaqueousLsolutionZLAICHEhJournalXL2013XLfkXLdfcdYdfck 3.6 46

112 vecaneLunderLshearlLsLmolecularLdynamicsLstudyLusingLreversibleLχVTYS  OvLandLχPTYS  OvL
algorithmsZLJournalhofhChemicalhPhysicsXL1995XLbadXLbabkcYbacaa 3.9 46

111 sLnovelL−onteLuarloLalgorithmLforLpolarizableLforceLfieldslLspplicationLtoLaLfluctuatingLchargeL
modelLforLwaterZLJournalhofhChemicalhPhysicsXL1998XLbaiXLddidYddif 3.9 44

110 OneYdimensionalLintergrowthsLinLtwoYdimensionalLzeoliteLnanosheetsLandLtheirLeffectLonL
ultraYselectiveLtransportZLNaturehMaterialsXL2020XLbkXLeedYeek 27 43

109 UnderstandingLviffusionLinLzierarchicalLZeolitesLwithLzouseYofYuardsLχanosheetsZLACShNanoXL2016XL
baXLhgbcYi 16.7 41

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

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

106 sccurateLandLpreciseLdeterminationLofLcriticalLpropertiesLfromLyibbsLensembleL−onteLuarloL
simulationsZLJournalhofhChemicalhPhysicsXL2015XLbedXLbbebbd 3.9 38

105 vevelopmentLofLtheLTransferableLPotentialsLforLPhaseLwquilibriaL−odelLforLzydrogenLSulfideZL
JournalhofhPhysicalhChemistryhBXL2015XLbbkXLhaebYfc 3.4 37

104 †nfluenceLofLsimulationLprotocolsLonLtheLefficiencyLofLyibbsLensembleL−onteLuarloLsimulationsZL
MolecularhSimulationXL2013XLdkXLbbdfYbbec 2 36
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103 uonformationLandLsolvationLstructureLforLanLisolatedLnYoctadecaneLchainLinLwaterXLmethanolXLandL
theirLmixturesZLJournalhofhPhysicalhChemistryhBXL2006XLbbaXLbafbkYcf 3.4 36

102 SeparationLofLThiopheneLfromLsliphaticLzydrocarbonsLUsingLTetrahexylammoniumYtasedLveepL
wutecticLSolventsLasLwxtractingLsgentsZLJournalhofhChemicalhoamp;hEngineeringhDataXL2017XLgcXLckbbYckbk2.8 35

101 VaporYliquidLcoexistenceLcurvesLforLmethanolLandLmethaneLusingLdispersionYcorrectedLdensityL
functionalLtheoryZLJournalhofhPhysicalhChemistryhBXL2011XLbbfXLbbgiiYkc 3.4 35

100
ThermodynamicXLstructuralLandLtransportLpropertiesLofLtetramethylLammoniumLfluoridelLfirstL
principlesLmolecularLdynamicsLsimulationsLofLanLunusualLionicLliquidZLJournalhofhPhysicalhChemistryhBXL
2010XLbbeXLbcfhhYie

3.4 35

99 wffectsLofLanLappliedLelectricLfieldLonLtheLvaporYliquidLequilibriaLofLwaterXLmethanolXLandLdimethylL
etherZLJournalhofhPhysicalhChemistryhBXL2010XLbbeXLecgbYha 3.4 34

98 −olecularLsimulationLofLconcurrentLgasYliquidLinterfacialLadsorptionLandLpartitioningLinLgasYliquidL
chromatographyZLAnalyticalhChemistryXL2002XLheXLdfbiYce 7.8 33

97 scceleratedLuomputationalLsnalysisLofL−etalâ��OrganicLxrameworksLforLOxidationLuatalysisZLJournalh
ofhPhysicalhChemistryhCXL2016XLbcaXLbihahYbihbc 3.8 33

96 †dentifyingLOptimalLZeoliticLSorbentsLforLSweeteningLofLzighlyLSourLχaturalLyasZLAngewandteh
ChemiehvhInternationalhEditionXL2016XLffXLfkdiYec 16.4 32

95 SimulatingLtheLvapourâ��liquidLequilibriaLofLlargeLcyclicLalkanesZLMolecularhPhysicsXL2005XLbadXLkkYbae 1.7 31

94 RenewableLlubricantsLwithLtailoredLmolecularLarchitectureZLSciencehAdvancesXL2019XLfXLeaavfeih 14.3 30

93
†nvestigationLofLtheLdrivingLforcesLforLretentionLinLreversedYphaseLliquidLchromatographylL−onteL
uarloLsimulationsLofLsoluteLpartitioningLbetweenLnYhexadecaneLandLvariousLaqueousâ��organicL
mixturesZLFluidhPhasehEquilibriaXL2010XLckaXLcfYdf

2.5 30

92 RetentionLmechanismLforLpolycyclicLaromaticLhydrocarbonsLinLreversedYphaseLliquidL
chromatographyLwithLmonomericLstationaryLphasesZLJournalhofhChromatographyhAXL2011XLbcbiXLkbidYkd 4.5 29

91 VaporYliquidLandLvaporYsolidLphaseLequilibriaLforLunitedYatomLbenzeneLmodelsLnearLtheirLtripleL
pointslLtheLimportanceLofLquadrupolarLinteractionsZLJournalhofhPhysicalhChemistryhBXL2005XLbakXLfdgiYhe 3.4 29

90 −onteLuarloLalgorithmsLforLsimulatingLsystemsLwithLadiabaticLseparationLofLelectronicLandLnuclearL
degreesLofLfreedomZLTheoreticalhChemistryhAccountsXL1999XLbadXLihYbae 1.9 29

89 −onteLuarloLSimulationsLProbingLtheLsdsorptiveLSeparationLofLzydrogenLSulfide_−ethaneL
−ixturesLUsingLsllYSilicaLZeolitesZLLangmuirXL2015XLdbXLbccgiYhi 4 27

88 vevelopmentLofLtheLtrappeLforceLfieldLforLammoniaZLCollectionhofhCzechoslovakhChemicalh
CommunicationsXL2010XLhfXLfhhYfkb 27

87 SimulationLStudiesLofLUltrathinLxilmsLofL inearLandLtranchedLslkanesLonLaL−etalLSubstrateZLTheh
JournalhofhPhysicalhChemistryXL1996XLbaaXLbbkgaYbbkgd 27

86 vevelopmentLofLtheLTraPPwYUsLforceLfieldLforLethyleneLoxideZLFluidhPhasehEquilibriaXL2008XLcheXLeeYek 2.5 27
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85 PartialLmolarLvolumeLandLsolvationLstructureLofLnaphthaleneLinLsupercriticalLcarbonLdioxidelLaL
−onteLuarloLsimulationLstudyZLJournalhofhPhysicalhChemistryhBXL2005XLbakXLbkiifYkc 3.4 27

84 Vaporâ��liquidLphaseLequilibriaLofLtriacontaneLisomerslLveviationsLfromLtheLprincipleLofL
correspondingLstatesZLFluidhPhasehEquilibriaXL2002XLcacXLdahYdce 2.5 27

83 veepLneuralLnetworkLlearningLofLcomplexLbinaryLsorptionLequilibriaLfromLmolecularLsimulationL
dataZLChemicalhScienceXL2019XLbaXLedhhYedii 9.4 26

82 spplicationLofLtheLTraPPwLxorceLxieldLforLPredictingLtheLzildebrandLSolubilityLParametersLofL
OrganicLSolventsLandL−onomerLUnitsZLJournalhofhChemicalhTheoryhandhComputationXL2008XLeXLbdgYee 6.4 26

81 −icroscopicLoriginsLforLtheLfavorableLsolvationLofLcarbonateLetherLcopolymersLinLuOcZLJournalhofh
thehAmericanhChemicalhSocietyXL2005XLbchXLbcddiYec 16.4 26

80 xirstLprinciplesL−onteLuarloLsimulationsLofLunaryLandLbinaryLadsorptionlLuOXLχXLandLzOLinL
−gY−OxYheZLChemicalhCommunicationsXL2018XLfeXLbaibgYbaibk 5.8 25

79 sdsorptiveLSeparationLofLbYtutanolLfromLsqueousLSolutionsLUsingL−x†YLandLxwRYTypeLZeoliteL
xrameworkslLsL−onteLuarloLStudyZLLangmuirXL2016XLdcXLcakdYbab 4 24

78 sL−onteLuarloLsimulationLstudyLofLtheLliquidâ��liquidLequilibriaLforLbinaryLdodecane_ethanolLandL
ternaryLdodecane_ethanol_waterLmixturesZLFluidhPhasehEquilibriaXL2016XLeahXLcgkYchk 2.5 22

77
veconstructingLtheLuonfinementLwffectLuponLtheLOrganizationLandLvynamicsLofLWaterLinL
zydrophobicLχanoporousL−aterialslL essonsL earnedLfromLZeolitesZLJournalhofhPhysicalhChemistryhCXL
2017XLbcbXLccabfYccace

3.8 21

76 StructureLandLPhaseLtehaviorLofL−ixedLSelfYsssembledLslkanethiolateL−onolayersLonLyoldL
χanoparticleslLsL−onteLuarloLStudyZLJournalhofhPhysicalhChemistryhBXL2016XLbcaXLbkhcYi 3.4 21

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

74 TransferableLpotentialsLforLphaseLequilibriaZL†mprovedLunitedYatomLdescriptionLofLethaneLandL
ethyleneZLAICHEhJournalXL2017XLgdXLfakiYfbba 3.6 20

73 PredictionLofLzildebrandLsolubilityLparametersLofLacrylateLandLmethacrylateLmonomersLandLtheirL
mixturesLbyLmolecularLsimulationZLJournalhofhAppliedhPolymerhScienceXL2010XLbbgXLbYk 2.9 20

72
sLmathematicalLmodelLforLzeoliteLmembraneLmoduleLperformanceLandLitsLuseLforLtechnoYeconomicL
evaluationLofLimprovedLenergyLefficiencyLhybridLmembraneYdistillationLprocessesLforLbutaneL
isomerLseparationsZLJournalhofhMembranehScienceXL2016XLfcaXLedeYeek

9.6 20

71
 iquidYliquidLequilibriaLforLsoftYrepulsiveLparticleslLimprovedLequationLofLstateLandLmethodologyL
forLrepresentingLmoleculesLofLdifferentLsizesLandLchemistryLinLdissipativeLparticleLdynamicsZLJournalh
ofhChemicalhPhysicsXL2015XLbecXLaeekac

3.9 19

70 uomparativeLStudyLofLtheLwffectLofLvefectsLonLSelectiveLsdsorptionLofLtutanolLfromL
tutanol_WaterLtinaryLVaporL−ixturesLinLSilicaliteYbLxilmsZLLangmuirXL2017XLddXLiecaYiech 4 19

69 tondLangleLdistributionsLofLcarbonLdioxideLinLtheLgasXLsupercriticalXLandLsolidLphasesZLJournalhofh
PhysicalhChemistryhAXL2009XLbbdXLcafdYk 2.8 19

68 −olecularLStructureLandLPhaseLviagramLofLtheLtinaryL−ixtureLofLnYzeptaneLandLSupercriticalL
wthanelLLsLyibbsLwnsembleL−onteLuarloLStudyZLJournalhofhPhysicalhChemistryhBXL2000XLbaeXLcebfYcecd 3.4 19
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67 sssessmentLandLOptimizationLofLuonfigurationalYtiasL−onteLuarloLParticleLSwapLStrategiesLforL
SimulationsLofLWaterLinLtheLyibbsLwnsembleZLJournalhofhChemicalhTheoryhandhComputationXL2017XLbdXLedbYeea6.4 18

66 uomputationalLvesignLofLzighYˇ�LtlockLOligomersLforLsccessingLbLnmLvomainsZLACShNanoXL2018XLbcXLedfbYedgb16.7 18

65 UnderstandingLtheLunusualLadsorptionLbehaviorLinLhierarchicalLzeoliteLnanosheetsZLChemPhysChemXL
2014XLbfXLcccfYk 3.2 18

64 TemperatureLvependenceLofLTransferLPropertieslLL†mportanceLofLzeatLuapacityLwffectsZLJournalhofh
PhysicalhChemistryhBXL2003XLbahXLbagcdYbagch 3.4 18

63 veterminationLofLtheLPressureâ��ViscosityLuoefficientLofLvecaneLbyL−olecularLSimulationZLTheh
JournalhofhPhysicalhChemistryXL1996XLbaaXLbghhkYbghib 18

62 −olecularLSimulationLofLOlefinLOligomerLtlendLPhaseLtehaviorZLMacromoleculesXL2016XLekXLdkhfYdkif 5.5 17
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