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k Paper IF Citations

219 tvolutionHofHmicroscopicHheterogeneityHandHdynamicsHinHcholineHchlorideWbasedHdeepHeutecticH
solventsXXHNaturehCommunicationsVH2022VH]bVHa]h 17.4 3

218 qeyondH–ocalHSolvationHStructureiHαanometricHpggregatesHinHqatteryHtlectrolytesHandHTheirHtffectH
onHtlectrolyteHPropertiesXHACShEnergyhLettersVH2022VHfVHce]Wcf[ 20.1 11

217 PhaseHtquilibriaHandHsiffusivitiesHofHwurWbaHandHwurW]adHinHxonicH–iquidsHforHtheHSeparationHofH
RWc][pXHACShSustainablehChemistryhandhEngineeringVH2022VH][VHg]eWgb[ 8.3 2

216 pmmoniumHenablesHreversibleHaqueousHZnHbatteryHchemistriesHbyHtailoringHtheHinterphaseXHOneh
EarthVH2022VHdVHc]bWca] 8.1 2

215 WaterWxnWSaltH–iTuSxHpqueousHtlectrolytesHRaSiHTransportHPropertiesHandH–iHsynamicsHqasedHonH
−olecularHsynamicsHSimulationsXHJournalhofhPhysicalhChemistryhBVH2021VH]adVH]baceW]badc 3.4 4

214 uunctionalizedHPhosphoniumHrationsHtnableHZincH−etalHReversibilityHinHpqueousHtlectrolytesXH
AngewandtehChemiehwhInternationalhEditionVH2021VHe[VH]acbgW]accd 16.4 23

213 WaterWinWSaltH–iTuSxHpqueousHtlectrolytesXH]XH–iquidHStructureHfromHrombinedH−olecularHsynamicsH
SimulationHandHtxperimentalHStudiesXHJournalhofhPhysicalhChemistryhBVH2021VH]adVHcd[]Wcd]b 3.4 16

212 uunctionalizedHPhosphoniumHrationsHtnableHZincH−etalHReversibilityHinHpqueousHtlectrolytesXH
AngewandtehChemieVH2021VH]bbVH]adceW]addb 3.6 1

211 −oSseuHrassandraiHpHcompleteHPythonHinterfaceHforHtheHrassandraH−onteHrarloHsoftwareXHJournalh
ofhComputationalhChemistryVH2021VHcaVH]ba]W]bb] 3.5 2

210 rrossW–inkingH−ethodologyHforHuullyHptomisticH−odelsHofHwydroxylWTerminatedHPolybutadieneHandH
seterminationHofH−echanicalHPropertiesXHMacromoleculesVH2021VHdcVHccggWcche 5.5 3

209 seepHtutecticHSolventsiHpHReviewHofHuundamentalsHandHppplicationsXHChemicalhReviewsVH2021VH]a]VH]abaW]agd68.1 358

208 OpenWsourceHmolecularHmodelingHsoftwareHinHchemicalHengineeringHfocusingHonHtheH−olecularH
SimulationHsesignHurameworkXHAICHEhJournalVH2021VHefVHe]fa[e 3.6 6

207 pHαitroxideHrontainingHOrganicH−oleculeHinHaHseepHtutecticHSolventHforHulowHqatteryHppplicationsXH
JournalhofhthehElectrochemicalhSocietyVH2021VH]egVH[a[daf 3.9 8

206 SolvationHsynamicsHofHWetHtthalineiHWaterHisHtheH−agicHromponentXHJournalhofhPhysicalhChemistryhB
VH2021VH]adVHggggWgh[] 3.4 7

205 −achineH–earningHsirectedHOptimizationHofHrlassicalH−olecularH−odelingHuorceHuieldsXHJournalhofh
ChemicalhInformationhandhModelingVH2021VHe]VHcc[[Wcc]c 6.1 5

204 romputingHtheH–iquidusHofHqinaryH−onatomicHSaltH−ixturesHwithHsirectHSimulationHandHplchemicalH
ureeHtnergyH−ethodsXHJournalhofhPhysicalhChemistryhAVH2021VH]adVHgchgWgd]b 2.8 0

203 seepHtutecticHSolventsiHpHαewHrlassHofHVersatileH–iquidsXHJournalhofhPhysicalhChemistryhBVH2020VH]acVH]]b]bW]]b]d3.4 5
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202 xmpactHofHanionHshapeHonH–iHsolvationHandHonHtransportHpropertiesHforHlithiumWairHbatteriesiHaH
molecularHdynamicsHstudyXHPhysicalhChemistryhChemicalhPhysicsVH2020VHaaVH]dgcaW]dgda 3.6 11

201 –iquidHStructureHandHTransportHPropertiesHofHtheHseepHtutecticHSolventHtthalineXHJournalhofhPhysicalh
ChemistryhBVH2020VH]acVHdad]Wdaec 3.4 43

200 –ayerWbasedHthermalHmigrationHofHanHionicHliquidHnanoWdropletHonHaHgrapheneHsurfaceiHaHmolecularH
dynamicsHstudyXHMolecularhSimulationVH2020VHceVHgahWgbe 2 2

199 UseHofHaHαewHSizeWWeightedHrombiningHRuleHtoHPredictHpdsorptionHinHSiliceousHZeolitesXHJournalhofh
Chemicalhpamp;hEngineeringhDataVH2020VHedVH]bfhW]bhd 2.8 2

198 uullyHptomisticH−olecularHsynamicsHSimulationsHofHwydroxylWTerminatedHPolybutadieneHwithH
xnsightsHintoHwydroxylHpggregationXHMacromoleculesVH2020VHdbVHadhcWae[d 5.5 5

197 −eltingHpointsHofHalkaliHchloridesHevaluatedHforHaHpolarizableHandHnonWpolarizableHmodelXHJournalhofh
ChemicalhPhysicsVH2020VH]dbVH[]]][] 3.9 7

196 SignaturesHofHxonHPairingHandHpggregationHinHtheHVibrationalHSpectroscopyHofHSuperWroncentratedH
pqueousH–ithiumHqistriflimideHSolutionsXHJournalhofhPhysicalhChemistryhCVH2020VH]acVHbcf[Wbcg] 3.8 26

195
ThermodynamicHpropertiesHandHfluidHphaseHequilibriumHofHnaturalHgasHcontainingHrOaHandHwaOHatH
extremeHpressuresHtypicallyHfoundHinHpreWsaltHreservoirsXHJournalhofhNaturalhGashSciencehandh
EngineeringVH2020VHfhVH][bbbf

4.6 1

194 TheHroleHofHcationsHinHuranylHnanoclusterHassociationiHaHmolecularHdynamicsHstudyXHPhysicalhChemistryh
ChemicalhPhysicsVH2020VHaaVH]gcfW]gdc 3.6

193 tffectHofHalkylWgroupHflexibilityHonHtheHmeltingHpointHofHimidazoliumWbasedHionicHliquidsXHJournalhofh
ChemicalhPhysicsVH2020VH]dbVH[ccd[c 3.9 11

192
PhaseHtquilibriaVHsiffusivitiesVHandHtquationHofHStateH−odelingHofHwurWbaHandHwurW]adHinH
xmidazoliumWqasedHxonicH–iquidsHforHtheHSeparationHofHRWc][pXHIndustrialhpamp;hEngineeringh
ChemistryhResearchVH2020VHdhVH]gaaaW]gabd

3.9 15

191 St−WsrudeH−odelHforHtheHpccurateHandHtfficientHSimulationHofH−grlWzrlH−ixturesHinHtheHrondensedH
PhaseXHJournalhofhPhysicalhChemistryhAVH2020VH]acVHfgbaWfgca 2.8 4

190 StructureHandHdynamicsHofHtheHmoltenHalkaliWchlorideHsaltsHfromHanHXWrayVHsimulationVHandHrateH
theoryHperspectiveXHPhysicalhChemistryhChemicalhPhysicsVH2020VHaaVHaah[[Waah]f 3.6 8

189 romparisonHofHfixedHchargeHandHpolarizableHmodelsHforHpredictingHtheHstructuralVHthermodynamicVH
andHtransportHpropertiesHofHmoltenHalkaliHchloridesXHJournalhofhChemicalhPhysicsVH2020VH]dbVHa]cd[a 3.9 7

188 PredictionHofHmembraneHseparationHefficiencyHforHhydrophobicHandHhydrophilicHproteinsHiHpH
coarseWgrainedHqrownianHdynamicsHsimulationHstudyXHJournalhofhMolecularhModelingVH2019VHadVH]ba 2

187 Py–pTiHPythonH–p−−PSHpnalysisHToolsXHJournalhofhChemicalhInformationhandhModelingVH2019VHdhVH]b[]W]b[d6.1 25

186 qestHPracticesHforHromputingHTransportHPropertiesH]XHSelfWsiffusivityHandHViscosityHfromHtquilibriumH
−olecularHsynamicsH[prticleHv]X[]XHLivinghJournalhofhComputationalhMolecularhScienceVH2019VH]VH 10.1 56

185 SolvationHStructureHandHsynamicsHofH–iHinHTernaryHxonicH–iquidW–ithiumHSaltHtlectrolytesXHJournalhofh
PhysicalhChemistryhBVH2019VH]abVHd]eWdaf 3.4 35

(2019-2020)
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184 pHmolecularHdynamicsHstudyHofHlithiumWcontainingHaproticHheterocyclicHionicHliquidHelectrolytesXH
JournalhofhChemicalhPhysicsVH2018VH]cgVH]hbgbc 3.9 26

183 RoleHofH−olecularH−odelingHinHtheHsevelopmentHofHrOWReactiveHxonicH–iquidsXHChemicalhReviewsVH
2018VH]]gVHdacaWdae[ 68.1 47

182 TemperatureHsependenceHofHVolumetricHandHsynamicHPropertiesHofHxmidazoliumWqasedHxonicH
–iquidsXHJournalhofhPhysicalhChemistryhBVH2018VH]aaVHac]cWacac 3.4 14

181 ReactionHtnsembleH−onteHrarloHSimulationsHofHrOHpbsorptionHinHtheHReactiveHxonicH–iquidH
TriethylRoctylSphosphoniumHaWryanopyrrolideXHJournalhofhPhysicalhChemistryhLettersVH2018VHhVHda]bWda]g 6.4 9

180 tvaluationHandHRefinementHofHtheHveneralHp−qtRHuorceHuieldHforHαineteenHPureHOrganicH
tlectrolyteHSolventsXHJournalhofhChemicalhpamp;hEngineeringhDataVH2018VHebVHbcggWbd[a 2.8 13

179 tvaluatingHphysicalHpropertiesHofHtheHorthorhombicHcrystalHphaseHofHammoniumHperchlorateHusingHaH
rlassHxxHforceHfieldXHJournalhofhChemicalhPhysicsVH2018VH]chVHaccd[a 3.9 3

178 SimulationHandHmeasurementHofHwaterWinducedHliquidWliquidHphaseHseparationHofHimidazoliumHionicH
liquidHmixturesXHJournalhofhChemicalhPhysicsVH2018VH]chVH]ecd[b 3.9 3

177 pnionHtnhancementHatHtheH–iquidâ��VacuumHxnterfaceHofHanHxonicH–iquidH−ixtureXHJournalhofhPhysicalh
ChemistryhCVH2018VH]aaVHafbhaWafc[] 3.8 16

176 xnvestigationHofHtheHRelationshipHbetweenHSolvationHStructureHandHqatteryHPerformanceHinHwighlyH
roncentratedHpqueousHαitroxyHRadicalHratholyteXHJournalhofhPhysicalhChemistryhCVH2018VH]aaVH]bg]dW]bgae3.8 9

175 pHmolecularHdynamicsHinvestigationHofHactinylWligandHspeciationHinHaqueousHsolutionXHPhysicalh
ChemistryhChemicalhPhysicsVH2018VHa[VH]dfdbW]dfeb 3.6 8

174 wybridHromputationalHStrategyHforHPredictingHrOaHSolubilitiesHinHReactiveHxonicH–iquidsXHJournalhofh
PhysicalhChemistryhCVH2018VH]aaVH]ca]bW]caa] 3.8 8

173
wowHmixingHtetraglymeHwithHtheHionicHliquidH]WnWhexylWbWmethylimidazoliumH
bisRtrifluoromethylsulfonylSimideHchangesHvolumetricHandHtransportHpropertiesiHpnHexperimentalH
andHcomputationalHstudyXHChemicalhEngineeringhScienceVH2017VH]dhVHcbWdf

4.4 19

172 xnfluenceHofHwofmeisterHxonsHonHtheHStructureHofHProlineWqasedHPeptideH−odelsiHpHrombinedH
txperimentalHandH−olecularH−odelingHStudyXHJournalhofhPhysicalhChemistryhBVH2017VH]a]VHa[eaWa[fa 3.4 6

171
−olecularHSimulationHStudyHofHtheHPerformanceHofHSupportedHxonicH–iquidHPhaseH−aterialsHforHtheH
SeparationHofHrarbonHsioxideHfromH−ethaneHandHwydrogenXHIndustrialhpamp;hEngineeringhChemistryh
ResearchVH2017VHdeVHeffdWefgc

3.9 33

170 siscreteHuractionalHromponentH−onteHrarloHSimulationHStudyHofHsiluteHαonionicHSurfactantsHatHtheH
pirWWaterHxnterfaceXHLangmuirVH2017VHbbVHhfhbWhg[a 4 7

169 TheHsolubilityHofHgasesHinHionicHliquidsXHAICHEhJournalVH2017VHebVHcfaaWcfbf 3.6 41

168 romputationalHsesignHofHαewH−agnesiumHtlectrolytesHwithHxmprovedHPropertiesXHJournalhofh
PhysicalhChemistryhCVH2017VH]a]VH]e]aeW]e]be 3.8 21

167 ReactionHtnsembleH−onteHrarloHSimulationHofHXyleneHxsomerizationHinHqulkHPhasesHandHunderH
ronfinementXHJournalhofhChemicalhTheoryhandhComputationVH2017VH]bVHc[dcWc[ea 6.4 12
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166 pssessingHtheHreliabilityHofHcomputingHionHpairHlifetimesHandHselfWdiffusivityHtoHpredictHexperimentalH
viscosityHtrendsHofHionicHliquidsXHMolecularhSystemshDesignhandhEngineeringVH2017VHaVHahbWb[[ 4.6 10

165 sevelopmentHofHanHp−qtRWcompatibleHtransferableHforceHfieldHforHpolyRethyleneHglycolSHethersH
RglymesSXHJournalhofhMolecularhModelingVH2017VHabVH]hc 2 14

164 UseHofHmolecularHdynamicsHsimulationsHtoHestimateHtheHsolubilityHofHmenadioneHinHsupercriticalHrOaH
usingHrhrastilPsHmodelXHFluidhPhasehEquilibriaVH2017VHcbbVH]]aW]]g 2.5 6

163 −onteHrarloHsimulationsHofHwaterHsolubilityHinHionicHliquidsiHpHforceHfieldHassessmentXHFluidhPhaseh
EquilibriaVH2016VHc[fVH]]fW]ad 2.5 25

162
pnionHsependentHsynamicsHandHWaterHSolubilityHtxplainedHbyHwydrogenHqondingHxnteractionsHinH
−ixturesHofHWaterHandHpproticHweterocyclicHpnionHxonicH–iquidsXHJournalhofhPhysicalhChemistryhBVH
2016VH]a[VH]aefhW]aege

3.4 15

161 –iquidHStructureHofHrOWReactiveHpproticHweterocyclicHpnionHxonicH–iquidsHfromHXWrayHScatteringHandH
−olecularHsynamicsXHJournalhofhPhysicalhChemistryhBVH2016VH]a[VH]]hd]W]]he[ 3.4 8

160 WhyHareHsomeHcyanoWbasedHionicHliquidsHbetterHglucoseHsolventsHthanHwaternXHPhysicalhChemistryh
ChemicalhPhysicsVH2016VH]gVH]ghdgWf[ 3.6 11

159 −olecularHsesignHofHwighHrOaHReactivityHandH–owHViscosityHxonicH–iquidsHforHrOaHSeparativeH
uacilitatedHTransportH−embranesXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2016VHddVHaga]Wagb[ 3.9 21

158 −olecularHmechanismsHofHionicHliquidHcytotoxicityHprobedHbyHanHintegratedHexperimentalHandH
computationalHapproachXHScientifichReportsVH2016VHeVH]hggh 4.9 72

157
SystemWsizeHcorrectionsHforHselfWdiffusionHcoefficientsHcalculatedHfromHmolecularHdynamicsH
simulationsiHTheHcaseHofHrOaVHnWalkanesVHandHpolyRethyleneHglycolSHdimethylHethersXHJournalhofh
ChemicalhPhysicsVH2016VH]cdVH[fc][h

3.9 60

156 −olecularH−echanismHofHxonicW–iquidWxnducedH−embraneHsisruptioniH−orphologicalHrhangesHtoH
qilayersVH−ultilayersVHandHVesiclesXHLangmuirVH2016VHbaVHdc[bW]] 4 54

155 ReliableHViscosityHralculationHfromHtquilibriumH−olecularHsynamicsHSimulationsiHpHTimeH
secompositionH−ethodXHJournalhofhChemicalhTheoryhandhComputationVH2015VH]]VHbdbfWce 6.4 168

154 −olecularHdynamicsHsimulationHstudyHofHtheHassociationHofHlidocainiumHdocusateHandHitsHderivativesH
inHaqueousHsolutionXHMolecularhPharmaceuticsVH2015VH]aVH]ghbWh[] 5.6 9

153
−onteHrarloHsimulationHandHSpuTHmodelingHstudyHofHtheHsolvationHthermodynamicsHofH
dimethylformamideVHdimethylsulfoxideVHethanolHandH]WpropanolHinHtheHionicHliquidH
trimethylbutylammoniumHbisRtrifluoromethylsulfonylSimideXHPhysicalhChemistryhChemicalhPhysicsVH
2015VH]fVHfcchWea

3.6 9

152
SpeciationVHconductivitiesVHdiffusivitiesVHandHelectrochemicalHreductionHasHaHfunctionHofHwaterH
contentHinHmixturesHofHhydratedHchromiumHchlorideZcholineHchlorideXHJournalhofhPhysicalhChemistryhB
VH2015VH]]hVHe[]gWab

3.4 26

151 TheHtlectrolyteHvenomeHprojectiHpHbigHdataHapproachHinHbatteryHmaterialsHdiscoveryXHComputationalh
MaterialshScienceVH2015VH][bVHdeWef 3.2 123

150
−olecularHSimulationHStudyHofHtheHSolubilityVHsiffusivityHandHPermselectivityHofHPureHandHqinaryH
−ixturesHofHrOaHandHrwcHinHtheHxonicH–iquidH]WnWqutylWbWmethylimidazoliumH
bisRtrifluoromethylsulfonylSimideXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2015VHdcVHgga]Wggag

3.9 31

149 tvaluationHofHtheHvRO−OSHdeprpRqOHuorceHuieldHforHtheHralculationHofHStructuralVHVolumetricVH
andHsynamicHPropertiesHofHpqueousHvlucoseHSystemsXHJournalhofhPhysicalhChemistryhBVH2015VH]]hVH]db][Wh3.4 10

(2015-2017)
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148 −olecularHdynamicsHsimulationsHofH]WethylWbWmethylimidazoliumHbis[RtrifluoromethylSsulfonyl]imideH
clustersHandHnanodropsXHJournalhofhPhysicalhChemistryhAVH2015VH]]hVHbdaWeg 2.8 21

147
pH−onteHrarloHSimulationHStudyHToHPredictHtheHSolubilityHofHrarbonHsioxideVHwydrogenVHandHTheirH
−ixtureHinHtheHxonicH–iquidsH]WplkylWbWmethylimidazoliumHbisRtrifluoromethanesulfonylSamideH
R[rnmimU][Tfaαâ��]VHnHlHcVHeSXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2015VHdcVHcbgdWcbhd

3.9 18

146 −olecularHTopologyHandH–ocalHsynamicsHvovernHtheHViscosityHofHxmidazoliumWqasedHxonicH–iquidsXH
JournalhofhPhysicalhChemistryhBVH2015VH]]hVH]chbcWcc 3.4 44

145 sirectHrorrelationHbetweenHxonicH–iquidHTransportHPropertiesHandHxonHPairH–ifetimesiHpH−olecularH
synamicsHStudyXHJournalhofhPhysicalhChemistryhLettersVH2015VHeVHf[[Wd 6.4 171

144 WaterHsolubilityHandHdynamicsHofHrOaHcaptureHionicHliquidsHhavingHaproticHheterocyclicHanionsXHFluidh
PhasehEquilibriaVH2014VHbegVHfaWfh 2.5 30

143 pHromputationalHandHtxperimentalHStudyHofHtheHweatHTransferHPropertiesHofHαineHsifferentHxonicH
–iquidsXHJournalhofhChemicalhpamp;hEngineeringhDataVH2014VHdhVHbh]Wbhh 2.8 91

142 −olecularHSimulationHofHxonicH–iquidsiHWhereHWeHpreHandHtheHPathHuorwardH2014VH]chW]ha 4

141 TransportHpropertiesHofHcarbonHdioxideHandHmethaneHfromHmolecularHdynamicsHsimulationsXHJournalh
ofhChemicalhPhysicsVH2014VH]c]VH]bc][] 3.9 68

140 pmphiphilicHinteractionsHofHionicHliquidsHwithHlipidHbiomembranesiHaHmolecularHsimulationHstudyXHSofth
MatterVH2014VH][VHgec]Wd] 3.6 92

139 −olecularHdynamicsHstudyHofHtheHeffectHofHalkylHchainHlengthHonHmeltingHpointsHofH[rn−x−][Pue]H
ionicHliquidsXHPhysicalhChemistryhChemicalhPhysicsVH2014VH]eVH]bcghWhh 3.6 56

138 synamicsHofHactinylHionsHinHwateriHaHmolecularHdynamicsHsimulationHstudyXHPhysicalhChemistryh
ChemicalhPhysicsVH2014VH]eVHg[e[Wh 3.6 32

137 RefinedHmethodHforHpredictingHelectrochemicalHwindowsHofHionicHliquidsHandHexperimentalH
validationHstudiesXHJournalhofhPhysicalhChemistryhBVH2014VH]]gVHead[Wd 3.4 39

136
RelationshipHbetweenHsiffusionHandHrhemicalHtxchangeHinH−ixturesHofHrarbonHsioxideHandHanH
pmineWuunctionalizedHxonicH–iquidHbyHwighHuieldHα−RHandHzineticH−onteHrarloHSimulationsXHJournalh
ofhPhysicalhChemistryhLettersVH2014VHdVH]feeWf[

6.4 8

135 ThermodynamicHPropertiesHofHSupercriticalH−ixturesHofHrarbonHsioxideHandH−ethaneiHpH−olecularH
SimulationHStudyXHJournalhofhChemicalhpamp;hEngineeringhDataVH2014VHdhVHb[c]Wb[dc 2.8 31

134 uorceHfieldHcomparisonHandHthermodynamicHpropertyHcalculationHofHsupercriticalHrOaHandHrwcHusingH
molecularHdynamicsHsimulationsXHFluidhPhasehEquilibriaVH2014VHbegVHg[Wh[ 2.5 67

133 StructureHandHdynamicsHofHuranylRVxSHandHplutonylRVxSHcationsHinHionicHliquidZwaterHmixturesHviaH
molecularHdynamicsHsimulationsXHJournalhofhPhysicalhChemistryhBVH2013VH]]fVH][gdaWeg 3.4 32

132 PredictingHtheHSolubilityHofHSolidHPhenanthreneiHpHrombinedH−olecularHSimulationHandHvroupH
rontributionHppproachXHAICHEhJournalVH2013VHdhVHaecfWaee] 3.6 29

131 sevelopmentHandHapplicationHofHeffectiveHpairwiseHpotentialsHforHUOaRnUSVHαpOaRnUSVHPuOaRnUSVH
andHpmOaRnUSHRnHlH]VHaSHionsHwithHwaterXHPhysicalhChemistryhChemicalhPhysicsVH2013VH]dVH]dhdcWeb 3.6 35
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130 StateHofHhydrophobicHandHhydrophilicHionicHliquidsHinHaqueousHsolutionsiHareHtheHionsHfullyH
dissociatednXHJournalhofhPhysicalhChemistryhBVH2013VH]]fVH]addeWee 3.4 84

129 tffectHofHionHstructureHonHconductivityHinHlithiumWdopedHionicHliquidHelectrolytesiHaHmolecularH
dynamicsHstudyXHJournalhofhChemicalhPhysicsVH2013VH]bhVH]]cd[g 3.9 62

128 TowardHuullyHinHSilicoH−eltingHPointHPredictionHUsingH−olecularHSimulationsXHJournalhofhChemicalh
TheoryhandhComputationVH2013VHhVH]dhaWh 6.4 11

127
−akingHsenseHofHenthalpyHofHvaporizationHtrendsHforHionicHliquidsiHnewHexperimentalHandHsimulationH
dataHshowHaHsimpleHlinearHrelationshipHandHhelpHreconcileHpreviousHdataXHJournalhofhPhysicalh
ChemistryhBVH2013VH]]fVHecfbWge

3.4 142

126 tfficientHtstimationHofHtheHtquilibriumHSolutionWPhaseHuugacityHofHSolubleHαonelectrolyteHSolidsHinH
qinaryHSolventsHbyH−olecularHSimulationXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2013VHdaVH]bfcbW]bfe[3.9 11

125
pHcomparisonHofHtheHsolvationHthermodynamicsHofHaminoHacidHanaloguesHinHwaterVH]WoctanolHandH
]WnWalkylWbWmethylimidazoliumHbisRtrifluoromethylsulfonylSimideHionicHliquidsHbyHmolecularH
simulationXHJournalhofhChemicalhPhysicsVH2012VH]bfVH]gcd[c

3.9 17

124
rombinedHapplicationHofHhighWfieldHdiffusionHα−RHandHmolecularHdynamicsHsimulationsHtoHstudyH
dynamicsHinHaHmixtureHofHcarbonHdioxideHandHanHimidazoliumWbasedHionicHliquidXHJournalhofhPhysicalh
ChemistryhBVH2012VH]]eVHh]c]Wd]

3.4 42

123 qenchmarkHValuesiHThermochemistryHofHtheHxonicH–iquidH[rcPy][rl]XHAustralianhJournalhofhChemistryVH
2012VHedVH]cgf 1.2 15

122 ThermalHandHTransportHPropertiesHofHSixHxonicH–iquidsiHpnHtxperimentalHandH−olecularHsynamicsH
StudyXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2012VHd]VHfacaWfadc 3.9 152

121 pHsimpleHpx−sHapproachHtoHderiveHatomicHchargesHforHcondensedHphaseHsimulationHofHionicHliquidsXH
JournalhofhPhysicalhChemistryhBVH2012VH]]eVH][[beWcg 3.4 146

120 uorceHfieldHdevelopmentHforHactinylHionsHviaHquantumHmechanicalHcalculationsiHanHapproachHtoH
accountHforHmanyHbodyHsolvationHeffectsXHJournalhofhPhysicalhChemistryhBVH2012VH]]eVH][ggdWhf 3.4 35

119
TheHeffectHofHraHsubstitutionHonHmeltingHpointHandHliquidHphaseHdynamicsHofHimidazoliumH
basedWionicHliquidsiHinsightsHfromHmolecularHdynamicsHsimulationsXHPhysicalhChemistryhChemicalh
PhysicsVH2012VH]cVH]a]dfWec

3.6 81

118
rriticalHbehaviourHandHvapourWliquidHcoexistenceHofH]WalkylWbWmethylimidazoliumH
bisRtrifluoromethylsulfonylSamideHionicHliquidsHviaH−onteHrarloHsimulationsXHFaradayhDiscussionsVH
2012VH]dcVHdbWehjHdiscussionHg]WheVHcedWf]

3.6 50

117 pHcomparisonHofHmethodsHforHmeltingHpointHcalculationHusingHmolecularHdynamicsHsimulationsXH
JournalhofhChemicalhPhysicsVH2012VH]beVH]cc]]e 3.9 94

116 pnHelegantHaccessHtoHformationHandHvaporizationHenthalpiesHofHionicHliquidsHbyHindirectHsSrH
experimentHandHKinHsilicoKHcalculationsXHChemicalhCommunicationsVH2012VHcgVHeh]dWf 5.8 21

115 pnH−sHstudyHofHtheHapplicabilityHofHtheHWaldenHruleHandHtheHαernstWtinsteinHmodelHforHionicHliquidsXH
ChemPhysChemVH2012VH]bVH]f[]Wf 3.2 24

114 pHgeneralHandHefficientH−onteHrarloHmethodHforHsamplingHintramolecularHdegreesHofHfreedomHofH
branchedHandHcyclicHmoleculesXHJournalhofhChemicalhPhysicsVH2011VH]bdVH]bc]a] 3.9 63

113 −olecularHdynamicsHsimulationsHofHcarbonHdioxideHandHwaterHatHanHionicHliquidHinterfaceXHJournalhofh
PhysicalhChemistryhBVH2011VH]]dVH][cggWhh 3.4 61

(2011-2013)
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112 tfficientHSolvationHureeHtnergyHralculationsHofHpminoHpcidHpnalogsHbyHtxpandedHtnsembleH
−olecularHSimulationXHJournalhofhChemicalhTheoryhandhComputationVH2011VHfVH]bhcWc[b 6.4 26

111
pHmolecularHdynamicsHinvestigationHofHtheHstructuralHandHdynamicHpropertiesHofHtheHionicHliquidH
]WnWbutylWbWmethylimidazoliumHbisRtrifluoromethanesulfonylSimideXHJournalhofhChemicalhPhysicsVH
2011VH]bdVH]acd[f

3.9 149

110 Vaporâ��–iquidHroexistenceHandHrriticalHqehaviorHofHxonicH–iquidsHviaH−olecularHSimulationsXHJournalh
ofhPhysicalhChemistryhLettersVH2011VHaVH]cbhW]ccb 6.4 65

109 SmallH−oleculeHSolvationHureeHtnergyiHtnhancedHronformationalHSamplingHUsingHtxpandedH
tnsembleH−olecularHsynamicsHSimulationXHJournalhofhChemicalhTheoryhandhComputationVH2011VHfVHah][Wg 6.4 37

108 ReactionHtnsembleH−onteHrarloHSimulationHofHromplexH−olecularHSystemsXHJournalhofhChemicalh
TheoryhandhComputationVH2011VHfVHaehWfh 6.4 31

107 StructureHandHsynamicsHofHαeatHandHrOaWReactedHxonicH–iquidHTetrabutylphosphoniumH
aWryanopyrrolideXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2011VHd[VHghgbWghhb 3.9 52

106
PredictingHtheHSolubilityHofHtheHSparinglyHSolubleHSolidsH]VaVcVdWTetramethylbenzeneVH
PhenanthreneVHandHuluoreneHinHVariousHOrganicHSolventsHbyH−olecularHSimulationXHJournalhofh
Chemicalhpamp;hEngineeringhDataVH2011VHdeVH]dgfW]dhd

2.8 15

105 pHmethodHforHcomputingHtheHsolubilityHlimitHofHsolidsiHapplicationHtoHsodiumHchlorideHinHwaterHandH
alcoholsXHJournalhofhChemicalhPhysicsVH2010VH]bbVH]acd[c 3.9 59

104 −olecularHsesignHofHwighHrapacityVH–owHViscosityVHrhemicallyHTunableHxonicH–iquidsHforHrOaH
raptureXHJournalhofhPhysicalhChemistryhLettersVH2010VH]VHbchcWbchh 6.4 335

103 –imitationsHandHrecommendationsHforHtheHcalculationHofHshearHviscosityHusingHreverseH
nonequilibriumHmolecularHdynamicsXHJournalhofhChemicalhPhysicsVH2010VH]baVH[]c][b 3.9 53

102 wistoricalHPerspectiveHandHrurrentHOutlookHforH−olecularHsynamicsHpsHaHrhemicalHtngineeringHToolXH
Industrialhpamp;hEngineeringhChemistryhResearchVH2010VHchVHb[dhWb[fg 3.9 86

101 ]wHα−RHandHmolecularHdynamicsHevidenceHforHanHunexpectedHinteractionHonHtheHoriginHofH
saltingWinZsaltingWoutHphenomenaXHJournalhofhPhysicalhChemistryhBVH2010VH]]cVHa[[cW]c 3.4 109

100 −olecularHdynamicsHsimulationsHofHrOaHatHanHionicHliquidHinterfaceiHadsorptionVHorderingVHandH
interfacialHcrossingXHJournalhofhPhysicalhChemistryhBVH2010VH]]cVH]]gafWbf 3.4 90

99 −olecularH−odelingHofHtheHVaporâ��–iquidHtquilibriumHPropertiesHofHtheHplternativeHRefrigerantH
aVbVbVbWTetrafluoroW]WpropeneHRwuOW]abcyfSXHJournalhofhPhysicalhChemistryhLettersVH2010VH]VHhbWhe 6.4 40

98 pHforceHfieldHforHbVbVbWfluoroW]WpropenesVHincludingHwuOW]abcyfXHJournalhofhPhysicalhChemistryhBVH
2010VH]]cVH][]bbWca 3.4 62

97 −olecularHSimulationHofHPolyelectrolyeHronformationalHsynamicsHunderHanHprHtlectricHuieldXH
MacromoleculesVH2010VHcbVHcg[dWcg]b 5.5 18

96 −olecularHSimulationHofHtheHThermalHandHTransportHPropertiesHofHThreeHplkaliHαitrateHSaltsXH
Industrialhpamp;hEngineeringhChemistryhResearchVH2010VHchVHddhWdf] 3.9 53

95 WhatHtoHsoHwithHrOaXHJournalhofhPhysicalhChemistryhLettersVH2010VH]VHbcfgWbcfh 6.4 82
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94 −olecularHdynamicsHinvestigationHofHbiomimeticHionicHliquidsXHFluidhPhasehEquilibriaVH2010VHahcVH]hfWa[d 2.5 23

93 ptomisticHSimulationHofHxonicH–iquidsXHReviewshinhComputationalhChemistryVH2009VHca]Wchb 5

92 uorceHfieldHforHtheHatomisticHsimulationHofHtheHpropertiesHofHhydrazineVHorganicHhydrazineH
derivativesVHandHenergeticHhydraziniumHionicHliquidsXHPurehandhAppliedhChemistryVH2009VHg]VH]fhhW]gag 2.1 27

91 −olecularHsimulationHofHammoniaHabsorptionHinHtheHionicHliquidH]WethylWbWmethylimidazoliumH
bisRtrifluoromethylsulfonylSimideHR[emim][Tfaα]SXHAICHEhJournalVH2009VHddVHac]cWaca] 3.6 70

90 uromHdiscoveryHtoHdataiHWhatHmustHhappenHforHmolecularHsimulationHtoHbecomeHaHmainstreamH
chemicalHengineeringHtoolXHAICHEhJournalVH2009VHddVH]b[cW]b][ 3.6 59

89 rOS−OWRSHralculationsHofHPartitionHroefficientsiHsifferentHToolsHforHronformationHSearchXH
ChemicalhEngineeringhandhTechnologyVH2009VHbaVHhffWhge 2 43

88 −olecularHsimulationHofHionicHliquidsiHcurrentHstatusHandHfutureHopportunitiesXHJournalhofhPhysicsh
CondensedhMatterVH2009VHa]VHbfb][] 1.8 250

87
pbsorptionHofHrOaHinHtheHionicHliquidH]WnWhexylWbWmethylimidazoliumH
trisRpentafluoroethylStrifluorophosphateHR[hmim][utP]SiHaHmolecularHviewHbyHcomputerHsimulationsXH
JournalhofhPhysicalhChemistryhBVH2009VH]]bVHfdh]Wg

3.4 117

86 αanoscaleHdesignHtoHenableHtheHrevolutionHinHrenewableHenergyXHEnergyhandhEnvironmentalhScienceVH
2009VHaVHddh 35.4 311

85 xnfluenceHofHwaterHonHdiffusionHinHimidazoliumWbasedHionicHliquidsiHaHpulsedHfieldHgradientHα−RH
studyXHJournalhofhPhysicalhChemistryhBVH2009VH]]bVHebdbWh 3.4 93

84
seterminingHtheHpccuracyHofHrlassicalHuorceHuieldsHforHxonicH–iquidsiHptomisticHSimulationHofHtheH
ThermodynamicHandHTransportHPropertiesHofH]WtthylWbWmethylimidazoliumHtthylsulfateH
R[emim][ttSOc]SHandHxtsH−ixturesHwithHWaterXHIndustrialhpamp;hEngineeringhChemistryhResearchVH2008
VHcfVHh]]dWh]ae

3.9 95

83
−olecularHsimulationHandHregularHsolutionHtheoryHmodelingHofHpureHandHmixedHgasHabsorptionHinHtheH
ionicHliquidH]WnWhexylWbWmethylimidazoliumHbisRtrifluoromethylsulfonylSamideHR[hmim][Tfaα]SXH
JournalhofhPhysicalhChemistryhBVH2008VH]]aVH]ef][Wa[

3.4 84

82
ptomisticHsimulationHofHtheHabsorptionHofHcarbonHdioxideHandHwaterHinHtheHionicHliquidH
]WnWwexylWbWmethylimidazoliumHqisRtrifluoromethylsulfonylSimideHR[hmim][Tfaα]XHJournalhofhPhysicalh
ChemistryhBVH2008VH]]aVHa[cdWdd

3.4 167

81
pmineWfunctionalizedHtaskWspecificHionicHliquidsiHaHmechanisticHexplanationHforHtheHdramaticHincreaseH
inHviscosityHuponHcomplexationHwithHrOaHfromHmolecularHsimulationXHJournalhofhthehAmericanh
ChemicalhSocietyVH2008VH]b[VH]ceh[Wf[c

16.4 351

80 xonWtxchangeHqehaviorHofHOneWsimensionalH–inkedHsodecaniobateHzegginHxonH−aterialsXHChemistryh
ofhMaterialsVH2008VHa[VHad]bWada] 9.6 50

79 pnHptomisticHSimulationHStudyHofHtheHRoleHofHpsperitiesHandHxndentationsHonHweterogeneousH
qubbleHαucleationXHJournalhofhHeathTransferVH2008VH]b[VH 1.8 20

78 wighHtemperatureHseparationHofHcarbonHdioxideZhydrogenHmixturesHusingHfacilitatedHsupportedH
ionicHliquidHmembranesXHJournalhofhMembranehScienceVH2008VHbaaVHagWb] 9.6 198

77
xmprovementHinHmoleculeHexchangeHefficiencyHinHvibbsHensembleH−onteHrarloiHdevelopmentHandH
implementationHofHtheHcontinuousHfractionalHcomponentHmoveXHJournalhofhComputationalhChemistryVH
2008VHahVHada[Wb[

3.5 81

(2008-2010)
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76 ptomisticHsimulationHofHwaterHadsorptionHandHcationHsitingHinHpolyoxoniobateHmaterialsXH
MicroporoushandhMesoporoushMaterialsVH2008VH]]eVHdbaWdbh 5.3 3

75 rontinuousHuractionalHromponentH−onteHrarloiHHpnHpdaptiveHqiasingH−ethodHforHOpenHSystemH
ptomisticHSimulationsXHJournalhofhChemicalhTheoryhandhComputationVH2007VHbVH]cd]Web 6.4 156

74 txperimentalHandHtheoreticalHmethodsHtoHinvestigateHextraframeworkHspeciesHinHaHlayeredHmaterialH
ofHdodecaniobateHanionsXHInorganichChemistryVH2007VHceVHa[efWfh 5.1 43

73 TransferableHuorceHuieldHforHWaterHpdsorptionHinHrationWtxchangedHTitanosilicatesXHIndustrialhpamp;h
EngineeringhChemistryhResearchVH2007VHceVHdfdcWdfed 3.9 3

72 ptomisticHsimulationHofHtheHthermodynamicHandHtransportHpropertiesHofHionicHliquidsXHAccountshofh
ChemicalhResearchVH2007VHc[VH]a[[Wf 24.3 204

71 −olecularHSimulationHofH−ixturesHrontainingHxmidazoliumWHandHPyridiniumWqasedHxonicH–iquidsHandH
]WqutanolXHACShSymposiumhSeriesVH2007VH][aW]ad 0.4 2

70 PredictionHofHviscositiesHandHvaporâ��liquidHequilibriaHforHfiveHpolyhydricHalcoholsHbyHmolecularH
simulationXHFluidhPhasehEquilibriaVH2007VHae[VHa]gWab] 2.5 58

69
romputingHtheHmeltingHpointHandHthermodynamicHstabilityHofHtheHorthorhombicHandHmonoclinicH
crystallineHpolymorphsHofHtheHionicHliquidH]WnWbutylWbWmethylimidazoliumHchlorideXHJournalhofh
ChemicalhPhysicsVH2007VH]afVHa]cd[c

3.9 66

68 romparisonHofHheterogeneousHandHhomogeneousHbubbleHnucleationHusingHmolecularHsimulationsXH
PhysicalhReviewhBVH2007VHfdVH 3.3 49

67
tffectHofHtemperatureHandHwaterHcontentHonHtheHshearHviscosityHofHtheHionicHliquidH
]WethylWbWmethylimidazoliumHbisRtrifluoromethanesulfonylSimideHasHstudiedHbyHatomisticH
simulationsXHJournalhofhPhysicalhChemistryhBVH2007VH]]]VHcgefWfe

3.4 207

66 PhotoelectronHspectrumHofHisolatedHionWpairsHinHionicHliquidHvaporXHJournalhofhPhysicalhChemistryhAVH
2007VH]]]VHb]h]Wd 2.8 98

65 ralculatingHtheHenthalpyHofHvaporizationHforHionicHliquidHclustersXHJournalhofhPhysicalhChemistryhBVH
2007VH]]]VHhcacWf 3.4 110

64 xsomolarWsemigrandHensembleHmolecularHdynamicsiHapplicationHtoHvaporWliquidHequilibriumHofHtheH
mixtureHmethaneZethaneXHJournalhofhChemicalhPhysicsVH2006VH]adVHa[cf]a 3.9 7

63 –iquidHphaseHbehaviorHofHionicHliquidsHwithHalcoholsiHexperimentalHstudiesHandHmodelingXHJournalhofh
PhysicalhChemistryhBVH2006VH]][VHhbdcWe] 3.4 127

62
−onitoringHtheHSynthesisHandHrompositionHpnalysisHofH−icrosilicaHtncapsulatedH
pcetylacetonatocarbonylHTriphenylphosphinerhodiumratalystHbyHxnductivelyHroupledHPlasmaHRxrPSH
TechniquesXHIEEEhNanotechnologyhMagazineVH2006VHdVHeffWega

2.6 1

61 −olecularHsimulationHstudyHofHsomeHthermophysicalHandHtransportHpropertiesHofHtriazoliumWbasedH
ionicHliquidsXHJournalhofhPhysicalhChemistryhBVH2006VH]][VH]g[aeWbh 3.4 135

60 −easurementHofHSOaHsolubilityHinHionicHliquidsXHJournalhofhPhysicalhChemistryhBVH2006VH]][VH]d[dhWea 3.4 292

59 ptomisticHsimulationHofHsolidWliquidHcoexistenceHforHmolecularHsystemsiHapplicationHtoHtriazoleHandH
benzeneXHJournalhofhChemicalhPhysicsVH2006VH]acVH]ecd[b 3.9 58
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58 pssessingHtheHfactorsHresponsibleHforHionicHliquidHtoxicityHtoHaquaticHorganismsHviaHquantitativeH
structureâ��propertyHrelationshipHmodelingXHGreenhChemistryVH2006VHgVHgaWh[ 10 488

57 −olecularHmodelingHandHexperimentalHstudiesHofHtheHthermodynamicHandHtransportHpropertiesHofH
pyridiniumWbasedHionicHliquidsXHJournalhofhPhysicalhChemistryhBVH2006VH]][VHaga]Wba 3.4 209

56 −onteHrarloHsimulationsHofHgasHsolubilityHinHtheHionicHliquidH]WnWbutylWbWmethylimidazoliumH
hexafluorophosphateXHJournalhofhPhysicalhChemistryhBVH2005VH][hVH][bhdWc[d 3.4 150

55 RapidHshearHviscosityHcalculationHbyHmomentumHimpulseHrelaxationHmolecularHdynamicsXHJournalhofh
ChemicalhPhysicsVH2005VH]abVHaach[c 3.9 16

54 SynthesisVHstructuralHcharacterizationVHandHmolecularHmodelingHofHdodecaniobateHkegginHchainH
materialsXHInorganichChemistryVH2005VHccVH]ffcWgd 5.1 125

53 pnionHeffectsHonHgasHsolubilityHinHionicHliquidsXHJournalhofhPhysicalhChemistryhBVH2005VH][hVHebeeWfc 3.4 835

52 –iquidHphaseHbehaviorHofHimidazoliumWbasedHionicHliquidsHwithHalcoholsiHeffectHofHhydrogenHbondingH
andHnonWpolarHinteractionsXHFluidhPhasehEquilibriaVH2005VHaagWaahVHb[bWb[h 2.5 116

51 PhaseHtquilibriaHwithHvasesHandH–iquidsHofH]WnWqutylWbWmethylimidazoliumH
qisRtrifluoromethylsulfonylSimideXHACShSymposiumhSeriesVH2005VHahaWb[[ 0.4 2

50 xsomolarHsemigrandHensembleHmolecularHdynamicsiHdevelopmentHandHapplicationHtoHliquidWliquidH
equilibriaXHJournalhofhChemicalhPhysicsVH2005VH]aaVHdcd[c 3.9 16

49 TowardHaHrobustHandHgeneralHmolecularHsimulationHmethodHforHcomputingHsolidWliquidHcoexistenceXH
JournalhofhChemicalhPhysicsVH2005VH]aaVH]c]]d 3.9 85

48 ueasibilityHofHusingHionicHliquidsHforHcarbonHdioxideHcaptureXHInternationalhJournalhofhEnvironmentalh
TechnologyhandhManagementVH2004VHcVH][d 0.6 89

47 WhyHxsHrOaHsoHsolubleHinHimidazoliumWbasedHionicHliquidsnXHJournalhofhthehAmericanhChemicalhSocietyVH
2004VH]aeVHdb[[Wg 16.4 1213

46 sensityVHlocalHcompositionHandHdiffusivityHofHaqueousHcholineHchlorideHsolutionsiHaHmolecularH
dynamicsHstudyXHFluidhPhasehEquilibriaVH2004VHa]fVHhfW][c 2.5 27

45
pH−onteHrarloHsimulationHstudyHofHtheHionicHliquidH]WnWbutylWbWmethylimidazoliumH
hexafluorophosphateiHliquidHstructureVHvolumetricHpropertiesHandHinfiniteHdilutionHsolutionH
thermodynamicsHofHrOaXHFluidhPhasehEquilibriaVH2004VHaaaWaabVH]hdWa[b

2.5 78

44 pH−olecularH−odelingHxnvestigationHofHrationHandHWaterHSitingHinHrrystallineHSilicotitanatesXHJournalh
ofhPhysicalhChemistryhBVH2004VH][gVH]fde[W]fdf[ 3.4 9

43 –iquidHPhaseHqehaviorHofHxmidazoliumWqasedHxonicH–iquidsHwithHplcoholsXHJournalhofhPhysicalh
ChemistryhBVH2004VH][gVHd]]bWd]]h 3.4 355

42 PredictingHxnfiniteWsilutionHpctivityHroefficientsHofHOrganicHSolutesHinHxonicH–iquidsXHIndustrialhpamp;h
EngineeringhChemistryhResearchVH2004VHcbVH][bhW][cg 3.9 77

41 PhaseHtquilibriaHofHvasesHandH–iquidsHwithH]WnWbutylWbW−ethylimidazoliumHTetrafluoroborateXHACSh
SymposiumhSeriesVH2003VH]][W]a[ 0.4 12

(2003-2006)

11



40 −olecularHStructureHofHVariousHxonicH–iquidsHfromHvasHPhaseHpbHxnitioHralculationsXHACShSymposiumh
SeriesVH2003VH]eaW]fb 0.4 6

39 znudsenHdiffusivityHofHaHhardHsphereHinHaHroughHslitHporeXHPhysicalhReviewhLettersVH2003VHh]VH[ae][a 7.4 73

38 −olecularHSimulationsHofHznudsenHWallWslipiHtffectHofHWallH−orphologyXHMolecularhSimulationVH2003VH
ahVHehfWf[h 2 98

37 PredictingHmeltingHpointsHofHquaternaryHammoniumHionicHliquidsXHGreenhChemistryVH2003VHdVHbab 10 143

36 Pressureâ��enthalpyHdrivenHmolecularHdynamicsHforHthermodynamicHpropertyHcalculationXHFluidhPhaseh
EquilibriaVH2002VHa[[VHfdWha 2.5 15

35 PressureWenthalpyHdrivenHmolecularHdynamicsHforHthermodynamicHpropertyHcalculationHxxiH
applicationsXHFluidhPhasehEquilibriaVH2002VHa[[VHhbW]][ 2.5 23

34 ThermodynamicHpropertiesHofHtheHionicHliquidH]WnWbutylWbWmethylimidazoliumHhexafluorophosphateH
fromH−onteHrarloHsimulationsXHGreenhChemistryVH2002VHcVH]]aW]]g 10 226

33 SolubilitiesHandHThermodynamicHPropertiesHofHvasesHinHtheHxonicH–iquidH
]WnWqutylWbWmethylimidazoliumHwexafluorophosphateXHJournalhofhPhysicalhChemistryhBVH2002VH][eVHfb]dWfba[3.4 829

32 −olecularHsynamicsHStudyHofHtheHxonicH–iquidH]WnWqutylWbWmethylimidazoliumHwexafluorophosphateXH
JournalhofhPhysicalhChemistryhBVH2002VH][eVH]ag[fW]ag]b 3.4 638

31 vasHSolubilitiesHinH]WnWqutylWbWmethylimidazoliumHwexafluorophosphateXHACShSymposiumhSeriesVH
2002VHae[Waeh 0.4 12

30 xonicHliquidsiHxnnovativeHfluidsHforHchemicalHprocessingXHAICHEhJournalVH2001VHcfVHabgcWabgh 3.6 1171

29 pHcriticalHcomparisonHofHequilibriumVHnonWequilibriumHandHboundaryWdrivenHmolecularHdynamicsH
techniquesHforHstudyingHtransportHinHmicroporousHmaterialsXHJournalhofhChemicalhPhysicsVH2001VH]]dVHg]]aWg]ac3.9 153

28 SolutionHThermodynamicsHofHxmidazoliumWqasedHxonicH–iquidsHandHWaterXHJournalhofhPhysicalh
ChemistryhBVH2001VH][dVH][hcaW][hch 3.4 606

27 weavyH−etalHRemediationHUsingHuunctionalizedH−esoporousHSilicasHwithHrontrolledH−acrostructureXH
LangmuirVH2001VH]fVHdagWdbb 4 115

26 tffectHofHtheHSurfaceHtnergyHqarrierHonHSorbateHsiffusionHinHplPOcWdXHJournalhofhPhysicalhChemistryh
BVH2001VH][dVHafadWafbd 3.4 62

25 xmpactHofHconfinementHonHzeoliteHcrackingHselectivityHviaH−onteHrarloHintegrationXHAICHEhJournalVH
2000VHceVHad[cWad]f 3.6 15

24 tfficientHviscosityHestimationHfromHmolecularHdynamicsHsimulationHviaHmomentumHimpulseH
relaxationXHJournalhofhChemicalhPhysicsVH2000VH]]bVHa[fhWa[gf 3.9 46

23 xmpactHofH−olecularHprchitectureHonHtheHwighWPressureHRheologyHofHwydrocarbonHuluidsXHJournalhofh
PhysicalhChemistryhBVH2000VH][cVHfffcWffgb 3.4 65
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22 pdsorptionHStudiesHofH−ethaneVHtthaneVHandHprgonHinHtheHZeoliteH−ordeniteiHH−olecularH
SimulationsHandHtxperimentsXHLangmuirVH2000VH]eVHbgabWbgbc 4 114

21 pHbiasedHgrandHcanonicalH−onteHrarloHmethodHforHsimulatingHadsorptionHusingHallWatomHandH
branchedHunitedHatomHmodelsXHMolecularhPhysicsVH1999VHheVH]bfdW]bh[ 1.7 141

20 −olecularHdynamicsHsimulationsHofHdielectricHrelaxationHofHconcentratedHpolymerHsolutionsXHJournalh
ofhChemicalhPhysicsVH1999VH]]]VH]badW]bbc 3.9 9

19 RheologyVHdynamicsVHandHstructureHofHhydrocarbonHblendsiHaHmolecularHdynamicsHstudyHofH
nWhexaneZnWhexadecaneHmixturesXHChemicalhEngineeringhJournalVH1999VHfcVH]ahW]ce 14.7 42

18 PureHandHbinaryHcomponentHsorptionHequilibriaHofHlightHhydrocarbonsHinHtheHzeoliteHsilicaliteHfromH
grandHcanonicalH−onteHrarloHsimulationsXHFluidhPhasehEquilibriaVH1999VH]dgW]e[VH]hWaf 2.5 49

17 sielectricHRelaxationHofHsipoleWxnvertedHPolarHPolymersHpsHStudiedHbyHromputerHSimulationsXH
MacromoleculesVH1999VHbaVHeefhWeege 5.5 8

16 roncentrationHandHSizeHsependenceHofHsielectricHStrengthHandHsielectricHRelaxationHofHPolymersHinH
SolutionsHofHaHnHSolventHviaH−olecularHsynamicsHSimulationsXHMacromoleculesVH1999VHbaVH]agcW]aha 5.5 7

15 −olecularHSimulationHofHPolyW˛–WolefinHSyntheticH–ubricantsiHHxmpactHofH−olecularHprchitectureHonH
PerformanceHPropertiesXHJournalhofhPhysicalhChemistryhBVH1999VH][bVH][fg]W][fh[ 3.4 68

14 −olecularHsynamicsHSimulationsHofHPolarHPolymerHqrushesXHMacromoleculesVH1998VHb]VHb]]eWb]ah 5.5 16

13 pHmolecularHdynamicsHstudyHofHmacromoleculesHinHgoodHsolventsiHromparisonHwithHdielectricH
spectroscopyHexperimentsXHJournalhofhChemicalhPhysicsVH1998VH][hVHd[fgWd[gg 3.9 17

12 SimulationHofHhydrocarbonHdiffusionHinHzeolitesXHStudieshinhSurfacehSciencehandhCatalysisVH1997VH][dVH]gd]W]gdg1.8 5

11 −olecularHsynamicsHSimulationsHofHplkanesHinHtheHZeoliteHSilicaliteiHHtvidenceHforHResonantH
siffusionHtffectsXHJournalhofhPhysicalhChemistryhBVH1997VH][]VHebhcWec[g 3.4 113

10 synamicsHofH–ongHnWplkanesHinHSilicaliteiHHpHwierarchicalHSimulationHppproachXHThehJournalhofhPhysicalh
ChemistryVH1996VH][[VHf]ddWf]fb 129

9 SorptionHThermodynamicsVHSitingVHandHronformationHofH–ongHnWplkanesHinHSilicaliteHpsHPredictedHbyH
ronfigurationalWqiasH−onteHrarloHxntegrationXHThehJournalhofhPhysicalhChemistryVH1995VHhhVHa[dfWa[fh 134

8 –owWOccupancyHSorptionHThermodynamicsHofH–ongHplkanesHinHSilicaliteHViaH−olecularHSimulationXH
StudieshinhSurfacehSciencehandhCatalysisVH1994VHgcVHa[hhWa][d 1.8 4

7 TransportHdiffusivityHofHmethaneHinHsilicaliteHfromHequilibriumHandHnonequilibriumHsimulationsXHTheh
JournalhofhPhysicalhChemistryVH1993VHhfVHc]fbWc]g] 282

6 tlementaryHStepsHandH−echanismsiHSectionsHdXbHâ��HdXd][d]W]]gg 8

5 PhysicochemicalHPropertiesdfW]fc 9

(-2000)
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4 −olecularHStructureHandHsynamics]fdWaec 1

3 PhysicochemicalHPropertiesHofHxonicH–iquidsc]W]ae 15

2 RefinedHrlassicalHuorceHuieldHforHrholineHrhlorideHandHtthyleneHvlycolH−ixturesHoverHWideH
rompositionHRangeXHJournalhofhChemicalhpamp;hEngineeringhDataV 2.8 4

1 WaterHorHpnionnHUncoveringHtheHZnaUHSolvationHtnvironmentHinH−ixedHZnRTuSxSaHandH–iTuSxH
WaterWinWSaltHtlectrolytesXHACShEnergyhLettersVbcdgWbceb 20.1 5
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