
Ioannis Economou

ListfoffPublicationsfbyfYearfinf
DescendingfOrder

Source:fhttps:vvexalyucomvauthortpdfv354928yvioannisteconomoutpublicationstbytyearupdf

Version:f2x24tx4t28f

ThisfdocumentfhasfbeenfgeneratedfbasedfonfthefpublicationsfandfcitationsfrecordedfbyfexalyucomufForf

theflatestfversionfoffthisfpublicationflistsfvisitftheflinkfgivenfaboveu

ThefthirdfcolumnfisfthefimpactffactorfnIFofoffthefjournalsfandftheffourthfcolumnfisfthefnumberfoff

citationsfoffthefarticleu

234
papers

6,949
citations

44
h-index

70
g-index

252
ext. papers

7,786
ext. citations

3.8
avg, IF

6.26
L-index



i Paper IF Citations

234 –igorousH“haseHsquilibriumHqalculationH†ethodsHforH trongHslectrolyteH olutionshHTheHwsothermalH
tlashVHFluidgPhasegEquilibriaTH2022THccfTH[[abb[ 2.5 0

233
αhatHwsHtheHOptimalHoctivityHqoefficientH†odelHToHpeHqombinedHwithHtheHtranslatedâ��consistentH
“engâ��–obinsonHsquationHofH tateHthroughHodvancedH†ixingH–ulesmHqrossUqomparisonHandHuradingH
ofHtheHαilsonTH₂Nw”₂oqTHandHN–TzHasH†odelsHagainstHaHpenchmarkHratabaseHwnvolvingH]ZZHpinaryH
 ystemsVHIndustrialgoamp;gEngineeringgChemistrygResearchTH2021THdZTH[e]]fU[e]be

3.9 3

232 †odelingHofHuasH olubilityHinHoqueousHslectrolyteH olutionsHwithHtheHe otTU−–H†ieHsquationHofH
 tateVHIndustrialgoamp;gEngineeringgChemistrygResearchTH2021THdZTH[ca]eU[cab] 3.9 3

231 relayedHzinkerHodditionHPrzoQH ynthesisHforHvybridH OrHZwtsHwithH₂nsubstitutedHwmidazolateH
zinkersHforH“ropyleneW“ropaneHandHnUputaneWiUputaneH eparationsVHAngewandtegChemieTH2021TH[aaTH[Z[g[U[Z[gg3.6 2

230
relayedHzinkerHodditionHPrzoQH ynthesisHforHvybridH OrHZwtsHwithH₂nsubstitutedHwmidazolateH
zinkersHforH“ropyleneW“ropaneHandHnUputaneWiUputaneH eparationsVHAngewandtegChemiegvg
InternationalgEditionTH2021THdZTH[Z[ZaU[Z[[[

16.4 8

229 wndustrialH–equirementsHforHThermodynamicHandHTransportH“ropertieshH]Z]ZVHIndustrialgoamp;g
EngineeringgChemistrygResearchTH2021THdZTHbgfeUcZ[a 3.9 30

228 αaterâ��vydrocarbonH“haseHsquilibriaHwithH otTU−–H†ieHsquationHofH tateVHIndustrialgoamp;g
EngineeringgChemistrygResearchTH2021THdZTHc]efUc]gg 3.9 3

227 †odelingHconfinedHfluidsHwithHtheHmulticomponentHpotentialHtheoryHofHadsorptionHandHtheH otTU−–H
†ieHequationHofHstateVHFluidgPhasegEquilibriaTH2021THcabTH[[]gb[ 2.5 3

226
ossessmentHofHtheH“erturbedHqhainU tatisticalHossociatingHtluidHTheoryHsquationHofH tateHagainstHaH
penchmarkHratabaseHofHvighU”ualityHpinaryU ystemHrataVHIndustrialgoamp;gEngineeringgChemistryg
ResearchTH2021THdZTHfgacUfgbd

3.9 5

225 †onteHqarloH†olecularH imulationH tudyHofHqarbonHrioxideH equestrationHintoHrryHandHαetHqalciteH
“oresHqontainingH†ethaneVHEnergygoamp;gFuelsTH2021THacTH[[agaU[[bZ] 4.1 3

224
†olecularHrynamicsH imulationHofHtheHnUOctacosaneâ��αaterH†ixtureHqonfinedHinHurapheneH
†esoporeshHqomparisonHofHotomisticHandHqoarseUurainedHqalculationsHandHtheHsffectHofHqatalystH
NanoparticleVHEnergygoamp;gFuelsTH2021THacTHba[aUbaa]

4.1 2

223 †olecularHdynamicsHsimulationHofHtheHnUoctacosaneUwaterHmixtureHconfinedHinHhydrophilicHandH
hydrophobicHmesoporeshHTheHeffectHofHoxygenatesVHFluidgPhasegEquilibriaTH2020THc]dTH[[]f[d 2.5 1

222
sncapsulationHofH[bmimS][Tf]Nâ��]HinHdifferentHZwtUfHmetalHanaloguesHandHevaluationHofHtheirHqO]H
selectivityHoverHqvbHandHN]HusingHmolecularHsimulationVHMoleculargSystemsgDesigngandgEngineeringTH
2020THcTH[]aZU[]af

4.6 7

221 NovelHmethodologyHforHtheHcalculationHofHtheHenthalpyHofHenclathrationHofHmethaneHhydratesHusingH
molecularHdynamicsHsimulationsVHMoleculargPhysicsTH2020TH[[fTHe[e[[ged 1.7 1

220 yirkwoodUpuffHwntegralsH₂singH†olecularH imulationhHsstimationHofH urfaceHsffectsVHNanomaterialsTH
2020TH[ZTH 5.4 12

219
qharacterizationHofHzongHzinearHandHpranchedHolkanesHandHolcoholsHforHTemperaturesHupHtoHceaV[cH
yHbyH urfaceHzightH catteringHandH†olecularHrynamicsH imulationsVHJournalgofgPhysicalgChemistrygBTH
2020TH[]bTHb[bdUb[da

3.4 24

218 OnHtheHvalidityHofHtheH tokesâ��sinsteinHrelationHforHvariousHwaterHforceHfieldsVHMoleculargPhysicsTH
2020TH[[fTHe[eZ]e]g 1.7 13
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217
ThermophysicalHpropertiesHofHdiphenylmethaneHandHdicyclohexylmethaneHasHaHreferenceHliquidH
organicHhydrogenHcarrierHsystemHfromHexperimentsHandHmolecularHsimulationsVHInternationalgJournalg
ofgHydrogengEnergyTH2020THbcTH]fgZaU]fg[g

6.7 15

216
penchmarkHratabaseHqontainingHpinaryU ystemUvighU”ualityUqertifiedHrataHforHqrossUqomparingH
ThermodynamicH†odelsHandHossessingHTheirHoccuracyVHIndustrialgoamp;gEngineeringgChemistryg
ResearchTH2020THcgTH[bgf[U[cZ]e

3.9 17

215 qonstructionHofHphaseHenvelopesHforHbinaryHandHmulticomponentHmixturesHwithHsulerUNewtonH
predictorUcorrectorHmethodsVHFluidgPhasegEquilibriaTH2020THcZcTH[[]aaf 2.5 2

214 oH“racticalH†ethodologyHtoHsstimateHtheHv]H torageHqapacityHofH“ureHandHpinaryHvydratesHpasedH
onH†onteHqarloH imulationsVHJournalgofgChemicalgoamp;gEngineeringgDataTH2020THdcTH[]fgU[]gg 2.8 4

213 refiningHNewHzimitsHinHuasH eparationsH₂singH†odifiedHZwtH ystemsVHACSgAppliedgMaterialsgoamp;g
InterfacesTH2020TH[]TH]ZcadU]Zcbe 9.5 10

212
qomputationalHinvestigationHofHtheHperformanceHofHZwtUfHwithHencapsulatedHionicHliquidsHtowardsH
qO]HcaptureRRHThisHpublicationHisHdedicatedHtoH“rofessorH“eterHqummingsHonHtheHoccasionHofHhisH
dcthHbirthdayVH“rofessorHqummingsHhasHbeenHanHinternationalHleaderHinHtheHfieldHofHcomputationalH
chemistryTHstatisticalHmechanicsHandHmolecularHsimulationHforHmanyHdecadesHandHaHgreatHmentorHforH
manyHyoungerHresearchersHinHtheHfieldTHincludingHtheHcorrespondingHauthorHofHthisHworkVHαeHwishH
himHmanyHmoreHdecadesHofHinspiVHMoleculargPhysicsTH2019TH[[eTHaeg[UafZc

1.7 9

211 snthalpyHofHdissociationHofHmethaneHhydratesHatHaHwideHpressureHandHtemperatureHrangeVHFluidg
PhasegEquilibriaTH2019THbfgTHaZUbZ 2.5 19

210 †olecularHdynamicsHsimulationHofHelectrolyteHsolutionsHconfinedHbyHcalciteHmesoporesVHFluidgPhaseg
EquilibriaTH2019THbfeTH]bUa] 2.5 10

209 sfficientHandHrobustHmethodsHforHdirectHsaturationHpointHcalculationsVHFluidgPhasegEquilibriaTH2019TH
cZZTH[[]]b] 2.5 2

208 †olecularHrynamicsH imulationHofH“ureHUolkanesHandHTheirH†ixturesHatHslevatedHTemperaturesH
₂singHotomisticHandHqoarseUurainedHtorceHtieldsVHJournalgofgPhysicalgChemistrygBTH2019TH[]aTHd]]gUd]ba 3.4 29

207 ”uantifyingH“oreHαidthHsffectsHonHriffusivityHviaHaHNovelHarH tochasticHopproachHwithHwnputHfromH
otomisticH†olecularHrynamicsH imulationsVHJournalgofgChemicalgTheorygandgComputationTH2019TH[cTHdgZeUdg]]6.4 13

206
–ecentHodvancesHinHsxperimentalH†easurementsHofH†ixedUuasHThreeU“haseHvydrateHsquilibriaHforH
uasH†ixtureH eparationHandHsnergyU–elatedHopplicationsVHJournalgofgChemicalgoamp;gEngineeringg
DataTH2019THdbTHbgg[UcZ[d

2.8 11

205  elfUdiffusionHcoefficientHofHbulkHandHconfinedHwaterhHaHcriticalHreviewHofHclassicalHmolecularH
simulationHstudiesVHMoleculargSimulationTH2019THbcTHb]cUbca 2 69

204 †odelingHtheHphaseHequilibriaHofHasymmetricHhydrocarbonHmixturesHusingHmolecularHsimulationHandH
equationsHofHstateVHAICHEgJournalTH2019THdcTHeg]UfZa 3.6 10

203 oHthermodynamicHmodelHforHstrongHaqueousHelectrolytesHbasedHonHtheHe otTU−–H†ieHequationHofH
stateVHFluidgPhasegEquilibriaTH2018THbdbTHbeUda 2.5 25

202 TransportH“ropertiesHofH haleHuasHinH–elationHtoHyerogenH“orosityVHJournalgofgPhysicalgChemistrygCTH
2018TH[]]THd[ddUd[ee 3.8 32

201 †odelingHofHphysicalHpropertiesHandHvaporHâ��HliquidHequilibriumHofHethyleneHandHethyleneHmixturesH
withHequationsHofHstateVHFluidgPhasegEquilibriaTH2018THbeZTH[bgU[da 2.5 15

200 TailoringHtheHgasHseparationHefficiencyHofHmetalHorganicHframeworkHZwtUfHthroughHmetalH
substitutionhHaHcomputationalHstudyVHPhysicalgChemistrygChemicalgPhysicsTH2018TH]ZTHbfegUbfg] 3.6 33
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199 †olecularHrynamicsH imulationHofHnUolkanesHandHqO]HqonfinedHbyHqalciteHNanoporesVHEnergygoamp;g
FuelsTH2018THa]TH[gabU[gb[ 4.1 73

198
 olubilityHofH†ethaneHandHqarbonHrioxideHinHtheHoqueousH“haseHofHtheHTernaryHP†ethaneHSHqarbonH
rioxideHSHαaterQH†ixturehHsxperimentalH†easurementsHandH†olecularHrynamicsH imulationsVH
JournalgofgChemicalgoamp;gEngineeringgDataTH2018THdaTH[Z]eU[Zac

2.8 9

197 “redictionsHofHwaterWoilHinterfacialHtensionHatHelevatedHtemperaturesHandHpressureshHoHmolecularH
dynamicsHsimulationHstudyHwithHbiomolecularHforceHfieldsVHFluidgPhasegEquilibriaTH2018THbedTHaZUaf 2.5 23

196 wdentificationHofHconditionsHforHincreasedHmethaneHstorageHcapacityHinHswwHandHsvHclathrateHhydratesH
fromH†onteHqarloHsimulationsVHJournalgofgChemicalgThermodynamicsTH2018TH[[eTH[]fU[ae 2.9 14

195 †olecularHrynamicsH imulationHofHαaterUpasedHtracturingHtluidsHinHyaoliniteH litH“oresVHJournalgofg
PhysicalgChemistrygCTH2018TH[]]TH[e[eZU[e[fa 3.8 19

194 qomputationHofHpartialHmolarHpropertiesHusingHcontinuousHfractionalHcomponentH†onteHqarloVH
MoleculargPhysicsTH2018TH[[dTHaaa[Uaabb 1.7 19

193  olidâ��ziquidâ��uasHsquilibriumHofH†ethaneâ��nUolkaneHpinaryH†ixturesVHIndustrialgoamp;gEngineeringg
ChemistrygResearchTH2018THceTHfcddUfcfa 3.9 5

192 †onteHqarloHsimulationHstudiesHofHclathrateHhydrateshHoHreviewVHJournalgofgSupercriticalgFluidsTH2018TH
[abTHc[UdZ 4.2 19

191 H2018TH 2

190 †onteHqarloHsimulationsHofHtheHseparationHofHaHbinaryHgasHmixtureHPqvHSHqOQHusingHhydratesVH
PhysicalgChemistrygChemicalgPhysicsTH2018TH]ZTH]fZ]dU]fZaf 3.6 11

189 ThermodynamicH†odelingHofH–elevanceHtoHNaturalHuasH“rocessingH2018THab[Uaef

188 †ultiU caleH†odelsHforHtheH“redictionHofH†icroscopicH tructureHandH“hysicalH“ropertiesHofHqhemicalH
 ystemsH–elatedHtoHNaturalHuasHTechnologyH2018THbdaUbge 1

187 OnHtheHsfficientH eparationHofHuasH†ixturesHwithHtheH†ixedUzinkerHZeoliticUwmidazolateH
trameworkUeUfVHACSgAppliedgMaterialsgoamp;gInterfacesTH2018TH[ZTHagda[Uagdbb 9.5 25

186 qO]HselectiveHmetalHorganicHframeworkHZwtUfHmodifiedHthroughHionicHliquidHencapsulationhHoH
computationalHstudyVHJournalgofgComputationalgScienceTH2018TH]eTH[faU[g[ 3.4 12

185 ₂singHclathrateHhydratesHforHgasHstorageHandHgasUmixtureHseparationshHexperimentalHandH
computationalHstudiesHatHmultipleHlengthHscalesVHMoleculargPhysicsTH2018TH[[dTH]Zb[U]ZdZ 1.7 12

184  torageHofHv]HinHqlathrateHvydrateshHsvaluationHofHrifferentHtorceUtieldsHusedHinH†onteHqarloH
 imulationsVHMoleculargPhysicsTH2017TH[[cTH[]ebU[]fc 1.7 12

183 “haseHsquilibriaHofHαaterWqOHandHαaterWnUolkaneH†ixturesHfromH“olarizableH†odelsVHJournalgofg
PhysicalgChemistrygBTH2017TH[][TH[afdU[agc 3.4 21

182 †olecularH†odelingHofHThermodynamicHandHTransportH“ropertiesHforHqOHandHoqueousHprinesVH
AccountsgofgChemicalgResearchTH2017THcZTHec[Uecf 24.3 16
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181 ThermophysicalH“ropertiesHofHvomologousHTetracyanoborateUpasedHwonicHziquidsH₂singH
sxperimentsHandH†olecularHrynamicsH imulationsVHJournalgofgPhysicalgChemistrygBTH2017TH[][THb[bcUb[ce3.4 15

180 †odelingHofHpulkHyerogenH“orosityhH†ethodsHforHqontrolHandHqharacterizationVHEnergygoamp;gFuelsTH
2017THa[THdZZbUdZ[f 4.1 35

179 †olecularH imulationH†ethodsHforHqO]HqaptureHandHuasH eparationHwithHsmphasisHonHwonicHziquidsH
2017THegU[[[ 2

178  tatisticalH†echanicalH†odelHforHodsorptionHqoupledHwithH otTU−–H†ieHsquationHofH tateVHLangmuir
TH2017THaaTH[[]g[U[[]gf 4 25

177 qomputationalH tudyHofHZwtUfHandHZwtUdeH“erformanceHforH eparationHofHuasH†ixturesVHJournalgofg
PhysicalgChemistrygCTH2017TH[][TH[egggU[fZ[[ 3.8 50

176 TwoUHandHthreeUphaseHequilibriumHexperimentalHmeasurementsHforHtheHternaryHqvHbH´ SHqOH]H´ SHvH]HOH
mixtureVHFluidgPhasegEquilibriaTH2017THbc[THgdU[Zc 2.5 12

175 qharacterizationHofHαaterH olubilityHinHnUOctacosaneH₂singH–amanH pectroscopyVHJournalgofgPhysicalg
ChemistrygBTH2017TH[][TH[ZddcU[Zdea 3.4 9

174 TwoUbodyHperturbationHtheoryHversusHfirstHorderHperturbationHtheoryhHoHcomparisonHbasedHonHtheH
squareUwellHfluidVHJournalgofgChemicalgPhysicsTH2017TH[beTH][b[Zf 3.9 10

173 [aHTheH–oleHofH†olecularHThermodynamicsHinHrevelopingHwndustrialH“rocessesHandHNovelH“roductsH
ThatH†eetHtheHNeedsHforHaH ustainableHtutureVHGreengChemistrygandgChemicalgEngineeringTH2017THdaaUddZ 2

172 †olecularHdynamicsHsimulationsHofHtheHdiffusionHcoefficientsHofHlightHnUalkanesHinHwaterHoverHaHwideH
rangeHofHtemperatureHandHpressureVHFluidgPhasegEquilibriaTH2016THbZeTH]adU]b] 2.5 28

171  elfUdiffusionHcoefficientsHofHtheHbinaryHPvH]HOHSHqOH]HQHmixtureHatHhighHtemperaturesHandHpressuresVH
JournalgofgChemicalgThermodynamicsTH2016THgaTHb]bUb]g 2.9 30

170 ThermodynamicsH]Z[cHqonferenceHqopenhagenTHrenmarkTH[câ��[fH eptemberH]Z[cVHMolecularg
PhysicsTH2016TH[[bTH]cdgU]cea 1.7 2

169 ThermodynamicHinterpolationHforHtheHsimulationHofHtwoUphaseHflowHofHnonUidealHmixturesVH
ComputersgandgChemicalgEngineeringTH2016THgcTHbgUce 4 10

168  torageHofH†ethaneHinHqlathrateHvydrateshH†onteHqarloH imulationsHofHswHvydratesHandHqomparisonH
withHsxperimentalH†easurementsVHJournalgofgChemicalgoamp;gEngineeringgDataTH2016THd[TH]ffdU]fgd 2.8 20

167 †olecularHdynamicsHsimulationsHofHpureHmethaneHandHcarbonHdioxideHhydrateshHlatticeHconstantsH
andHderivativeHpropertiesVHMoleculargPhysicsTH2016TH[[bTH]de]U]dfe 1.7 17

166 riffusivitiesHofHTernaryH†ixturesHofHnUolkanesHwithHrissolvedHuasesHbyHrynamicHzightH catteringVH
JournalgofgPhysicalgChemistrygBTH2016TH[]ZTH[ZfZfU[Zf]a 3.4 24

165 vydrogenUpondingH“olarizableHwntermolecularH“otentialH†odelHforHαaterVHJournalgofgPhysicalg
ChemistrygBTH2016TH[]ZTH[]acfU[]aeZ 3.4 28

164 revelopmentHofHaHnovelHexperimentalHapparatusHforHhydrateHequilibriumHmeasurementsVHFluidg
PhasegEquilibriaTH2016THb]bTH[c]U[d[ 2.5 7

(2016-2017)

5



163 vydrateHâ��HfluidHphaseHequilibriaHmodelingHusingH“qU otTHandH“engâ��–obinsonHequationsHofHstateVH
FluidgPhasegEquilibriaTH2016THb[aTH]ZgU][g 2.5 21

162 ZwtUdeHtrameworkhHoH“romisingHNewHqandidateHforH“ropyleneW“ropaneH eparationVHsxperimentalH
rataHandH†olecularH imulationsVHJournalgofgPhysicalgChemistrygCTH2016TH[]ZTHf[[dUf[]b 3.8 86

161 †olecularHsimulationsHofHimidazoliumUbasedHtricyanomethanideHionicHliquidsHusingHanHoptimizedH
classicalHforceHfieldVHPhysicalgChemistrygChemicalgPhysicsTH2016TH[fTHdfcZUdZ 3.6 15

160 uaussianUqhargeH“olarizableHandHNonpolarizableH†odelsHforHqO]VHJournalgofgPhysicalgChemistrygBTH
2016TH[]ZTHgfbUgb 3.4 25

159 †odelingHofHqO]HsolubilityHinHsingleHandHmixedHelectrolyteHsolutionsHusingHstatisticalHassociatingH
fluidHtheoryVHGeochimicagEtgCosmochimicagActaTH2016TH[edTH[fcU[ge 5.5 14

158 †olecularHrynamicsH imulationHofHvighlyHqonfinedHulassyHwonicHziquidsVHJournalgofgPhysicalg
ChemistrygCTH2016TH[]ZTH[Z[aU[Z]b 3.8 27

157 TheHeffectHofHlatticeHconstantHonHtheHstorageHcapacityHofHhydrogenHhydrateshHaH†onteHqarloHstudyVH
MoleculargPhysicsTH2016TH[[bTH]ddbU]de[ 1.7 15

156 qalculationHofHtheHphaseHenvelopeHofHmulticomponentHmixturesHwithHtheHbeadHspringHmethodVH
AICHEgJournalTH2016THd]THfdfUfeg 3.6 9

155 otomisticH†olecularHrynamicsH imulationsHofHqarbonHrioxideHriffusivityHinHnUvexaneTHnUrecaneTH
nUvexadecaneTHqyclohexaneTHandH qualaneVHJournalgofgPhysicalgChemistrygBTH2016TH[]ZTH[]fgZU[]gZZ 3.4 39

154 zatticeHconstantsHofHpureHmethaneHandHcarbonHdioxideHhydratesHatHlowHtemperaturesVHwmplementingH
quantumHcorrectionsHtoHclassicalHmolecularHdynamicsHstudiesVHJournalgofgChemicalgPhysicsTH2016TH[bbTH[]bc[]3.9 15

153
 ystemUsizeHcorrectionsHforHselfUdiffusionHcoefficientsHcalculatedHfromHmolecularHdynamicsH
simulationshHTheHcaseHofHqO]THnUalkanesTHandHpolyPethyleneHglycolQHdimethylHethersVHJournalgofg
ChemicalgPhysicsTH2016TH[bcTHZeb[Zg

3.9 60

152 onisotropicHparallelHselfUdiffusionHcoefficientsHnearHtheHcalciteHsurfacehHoHmolecularHdynamicsHstudyVH
JournalgofgChemicalgPhysicsTH2016TH[bcTHZfbeZ] 3.9 40

151 squationUofU tateH†odelingHofH olidâ��ziquidâ��uasHsquilibriumHofHqO]HpinaryH†ixturesVHIndustrialg
oamp;gEngineeringgChemistrygResearchTH2016THccTHd][aUd]]d 3.9 12

150 “haseHsquilibriumHwithHsxternalHtieldshHopplicationHtoHqonfinedHtluidsVHJournalgofgChemicalgoamp;g
EngineeringgDataTH2016THd[TH]feaU]ffc 2.8 11

149 riffusionHinHvomogeneousHandHinHwnhomogeneousH†ediahHoHNewH₂nifiedHopproachVHJournalgofg
ChemicalgTheorygandgComputationTH2016TH[]THc]beUc]cc 6.4 24

148 †olecularH imulationHofHnUOctacosaneâ��αaterH†ixtureHinHTitaniaHNanoporesHatHslevatedH
TemperatureHandH“ressureVHJournalgofgPhysicalgChemistrygCTH2016TH[]ZTH]bebaU]beca 3.8 12

147
TechnoUeconomicHassessmentHofHqO]HqualityHeffectHonHitsHstorageHandHtransporthHqO]”₂s ThHonH
overviewHofHaimsTHobjectivesHandHmainHfindingsVHInternationalgJournalgofgGreenhousegGasgControlTH
2016THcbTHdd]Udf[

4.2 22

146 ThermophysicalHpropertiesHofHimidazoliumHtricyanomethanideHionicHliquidshHexperimentsHandH
molecularHsimulationVHPhysicalgChemistrygChemicalgPhysicsTH2016TH[fTH]a[][Uaf 3.6 25
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145 rirectHphaseHcoexistenceHmolecularHdynamicsHstudyHofHtheHphaseHequilibriaHofHtheHternaryH
methaneUcarbonHdioxideUwaterHhydrateHsystemVHPhysicalgChemistrygChemicalgPhysicsTH2016TH[fTH]acafUbf 3.6 24

144 uasH olubilityHinHoqueousH olutionsH₂nderHTwoU“haseHPvâ��zwQHvydrateHsquilibriumHqonditionsH2015TH]ZcU][]

143
†utualHandH elfUriffusivitiesHinHpinaryH†ixturesHofH[s†w†][pPqNQb]HwithHrissolvedHuasesHbyH₂singH
rynamicHzightH catteringHandH†olecularHrynamicsH imulationsVHJournalgofgPhysicalgChemistrygBTH
2015TH[[gTHfcfaUg]

3.4 25

142 ThermodynamicHandHTransportH“ropertiesHofHv]OHSHNaqlHfromH“olarizableHtorceHtieldsVHJournalgofg
ChemicalgTheorygandgComputationTH2015TH[[THafZ]U[Z 6.4 49

141 otomisticHmolecularHdynamicsHsimulationsHofHv]OHdiffusivityHinHliquidHandHsupercriticalHqO]VH
MoleculargPhysicsTH2015TH[[aTH]fZcU]f[b 1.7 27

140 −iscosityHofHheavyHnHUalkanesHandHdiffusionHofHgasesHthereinHbasedHonHmolecularHdynamicsH
simulationsHandHempiricalHcorrelationsVHJournalgofgChemicalgThermodynamicsTH2015THg[TH[Z[U[Ze 2.9 20

139 †olecularH imulationH tudiesHofHtheHriffusionHofH†ethaneTHsthaneTH“ropaneTHandH“ropyleneHinHZwtUfVH
JournalgofgPhysicalgChemistrygCTH2015TH[[gTH]eZ]fU]eZae 3.8 74

138 TheHroleHofHintermolecularHinteractionsHinHtheHpredictionHofHtheHphaseHequilibriaHofHcarbonHdioxideH
hydratesVHJournalgofgChemicalgPhysicsTH2015TH[baTHZgbcZd 3.9 41

137 otomisticH imulationsHofHqlathrateHvydratesH2015THac[Uacg 0

136 “redictionHofHtheHphaseHequilibriaHofHmethaneHhydratesHusingHtheHdirectHphaseHcoexistenceH
methodologyVHJournalgofgChemicalgPhysicsTH2015TH[b]THZbbcZ[ 3.9 81

135 svaluationHofHtheHsfficiencyHofHqlathrateHvydratesHinH toringHsnergyHuasesVHJournalgofgPhysics:g
ConferencegSeriesTH2015THdbZTHZ[]Z]d 0.3 4

134 †olecularHThermodynamicH†odelsHforHqO]HandH†ixtureshH–ecentHrevelopmentsHandHopplicationsH
forH“rocessHresignH2015THad[UaeZ

133 †ethaneHsolubilityHinHaqueousHsolutionsHunderHtwoUphaseHPvâ��zwQHhydrateHequilibriumHconditionsVH
FluidgPhasegEquilibriaTH2014THae[TH[ZdU[]Z 2.5 30

132 onalysisHofHtheHheterogeneousHdynamicsHofHimidazoliumUbasedH[Tf]Nâ��]HionicHliquidsHusingHmolecularH
simulationVHMoleculargPhysicsTH2014TH[[]TH]dgbU]eZd 1.7 13

131 otomisticHmolecularHdynamicsHsimulationsHofHqOâ��HdiffusivityHinHvâ��OHforHaHwideHrangeHofH
temperaturesHandHpressuresVHJournalgofgPhysicalgChemistrygBTH2014TH[[fTHcca]Ub[ 3.4 63

130 OptimizationHofHintermolecularHpotentialHparametersHforHtheHqO]Wv]OHmixtureVHJournalgofgPhysicalg
ChemistrygBTH2014TH[[fTH[[cZbU[[ 3.4 27

129
 imultaneousHdeterminationHofHthermalHandHmutualHdiffusivityHofHbinaryHmixturesHofHnUoctacosaneH
withHcarbonHmonoxideTHhydrogenTHandHwaterHbyHdynamicHlightHscatteringVHJournalgofgPhysicalg
ChemistrygBTH2014TH[[fTHagf[UgZ

3.4 34

128
onHintegratedTHmultiUscaleHmodellingHapproachHforHtheHsimulationHofHmultiphaseHdispersionHfromH
accidentalHqO]HpipelineHreleasesHinHrealisticHterrainVHInternationalgJournalgofgGreenhousegGasgControlTH
2014TH]eTH]][U]af

4.2 31

(2014-2016)
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127 qO]“ipevazhH”uantitativeHvazardHossessmentHforHNextHuenerationHqO]H“ipelinesVHEnergygProcediaTH
2014THdaTH]c[ZU]c]g 2.3 25

126 qO]”₂s ThHTechnoUeconomicHossessmentHofHqO]H”ualityHsffectHonHwtsH torageHandHTransportVH
EnergygProcediaTH2014THdaTH]d]]U]d]g 2.3 15

125 wnfluenceHofHcombiningHrulesHonHtheHcavityHoccupancyHofHclathrateHhydratesHusingHvanHderH
αaalsâ��“latteeuwUtheoryUbasedHmodellingVHChemicalgEngineeringgResearchgandgDesignTH2014THg]TH]gg]UaZZe5.5 10

124 wndustrialHuseHofHthermodynamicsHworkshophH–oundHtableHdiscussionHonHfHxulyH]Z[bVHChemicalg
EngineeringgResearchgandgDesignTH2014THg]TH]egcU]egd 5.5 13

123 wnfluenceHofHcombiningHrulesHonHtheHcavityHoccupancyHofHclathrateHhydratesHbyH†onteHqarloH
simulationsVHMoleculargPhysicsTH2014TH[[]TH]]cfU]]eb 1.7 30

122 †olecularHsimulationHofHthermodynamicHandHtransportHpropertiesHforHtheHv]OSNaqlHsystemVH
JournalgofgChemicalgPhysicsTH2014TH[b[TH]abcZe 3.9 49

121 ThermophysicalHpropertiesHofHtheHionicHliquidsH[s†w†][pPqNQb]HandH[v†w†][pPqNQb]VHJournalgofg
PhysicalgChemistrygBTH2013TH[[eTHfc[]U]a 3.4 32

120 wnfluenceHofHsimulationHprotocolsHonHtheHefficiencyHofHuibbsHensembleH†onteHqarloHsimulationsVH
MoleculargSimulationTH2013THagTH[[acU[[b] 2 36

119 ThermodynamicHandHtransportHpropertyHmodelsHforHcarbonHcaptureHandHsequestrationHPqq QH
processesHwithHemphasisHonHqO]HtransportVHChemicalgEngineeringgResearchgandgDesignTH2013THg[TH[egaU[fZd5.5 28

118
svaluationHofHqubicTH otTTHandH“qU otTHsquationsHofH tateHforHtheH−aporâ��ziquidHsquilibriumH
†odelingHofHqO]H†ixturesHwithHOtherHuasesVHIndustrialgoamp;gEngineeringgChemistrygResearchTH2013TH
c]THagaaUagb]

3.9 78

117 TransferableHpotentialsHforHphaseHequilibriaUunitedHatomHdescriptionHofHfiveUHandHsixUmemberedH
cyclicHalkanesHandHethersVHJournalgofgPhysicalgChemistrygBTH2012TH[[dTH[[]abUbd 3.4 79

116 †onteHqarloHsimulationHofHcarbonHmonoxideTHcarbonHdioxideHandHmethaneHadsorptionHonHactivatedH
carbonVHMoleculargPhysicsTH2012TH[[ZTH[[caU[[dZ 1.7 29

115
−iscosityTHwnterfacialHTensionTH elfUriffusionHqoefficientTHrensityTHandH–efractiveHwndexHofHtheHwonicH
ziquidH[UsthylUaUmethylimidazoliumHTetracyanoborateHasHaHtunctionHofHTemperatureHatH
otmosphericH“ressureVHJournalgofgChemicalgoamp;gEngineeringgDataTH2012THceTHf]fUfac

2.8 63

114 ThermodynamicsH]Z[[HqonferenceHothensTHureeceTHa[Hougustâ��aH eptemberH]Z[[H
httphWWwwwVthermodynamics]Z[[VorgWVHMoleculargPhysicsTH2012TH[[ZTH[ZcaU[Zcd 1.7 3

113 †odelingHtheHphaseHequilibriaHofHaHv]Oâ��qO]HmixtureHwithH“qU otTHandHt“qU“ otTHequationsHofH
stateVHMoleculargPhysicsTH2012TH[[ZTH[]ZcU[][] 1.7 36

112
 tructureTHthermodynamicHandHtransportHpropertiesHofHimidazoliumUbasedH
bisPtrifluoromethylsulfonylQimideHionicHliquidsHfromHmolecularHdynamicsHsimulationsVHMolecularg
PhysicsTH2012TH[[ZTH[[agU[[c]

1.7 23

111 †olecularHsimulationHandHmacroscopicHmodelingHofHtheHdiffusionHofHhydrogenTHcarbonHmonoxideH
andHwaterHinHheavyHnUalkaneHmixturesVHPhysicalgChemistrygChemicalgPhysicsTH2012TH[bTHb[aaUb[ 3.6 15

110 “redictionHofHtheHnUhexaneWwaterHandH[UoctanolWwaterHpartitionHcoefficientsHforHenvironmentallyH
relevantHcompoundsHusingHmolecularHsimulationVHAICHEgJournalTH2012THcfTH[g]gU[gaf 3.6 38

Ioannis Economou
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109 revelopmentHofHaHunitedUatomHforceHfieldHforH[UethylUaUmethylimidazoliumHtetracyanoborateHionicH
liquidVHMoleculargPhysicsTH2012TH[[ZTH[[[cU[[]d 1.7 26

108 †olecularH†odelingHofHuasHTreatmentH“rocessesHwithHsmphasisHtoHuTzH“rocessH2012THa[gUa]c

107 †olecularHsimulationHofHdiffusionHofHhydrogenTHcarbonHmonoxideTHandHwaterHinHheavyHnUalkanesVH
JournalgofgPhysicalgChemistrygBTH2011TH[[cTH[b]gUag 3.4 57

106 ThermodynamicsHofHpharmaceuticalshH“redictionHofHsolubilityHinHpureHandHmixedHsolventsHwithH
“qU otTVHFluidgPhasegEquilibriaTH2011THaZ]THaa[Uaae 2.5 42

105
“redictingHhydrationHuibbsHenergiesHofHalkylUaromaticsHusingHmolecularHsimulationhHaHcomparisonHofH
currentHforceHfieldsHandHtheHdevelopmentHofHaHnewHparameterHsetHforHaccurateHsolvationHdataVH
PhysicalgChemistrygChemicalgPhysicsTH2011TH[aTH[eafbUgb

3.6 19

104 “haseHsquilibriaHinHpinaryH†ixturesHofH“ropaneHandH“henanthrenehHsxperimentalHrataHandH†odelingH
withHtheHuqUso VHJournalgofgChemicalgoamp;gEngineeringgDataTH2011THcdTH[bZeU[b[a 2.8 2

103 ₂singHmolecularHsimulationHtoHpredictHsoluteHsolvationHandHpartitionHcoefficientsHinHsolventsHofH
differentHpolarityVHPhysicalgChemistrygChemicalgPhysicsTH2011TH[aTHg[ccUdb 3.6 30

102
svaluationHofH tatisticalHossociatingHtluidHTheoryHP otTQHandH“erturbedHqhainU otTHsquationsHofH
 tateHforHtheHqalculationHofHThermodynamicHrerivativeH“ropertiesHofHtluidsH–elatedHtoHqarbonH
qaptureHandH equestrationVHEnergygoamp;gFuelsTH2011TH]cTHaaabUaaba

4.1 80

101
†olecularHsimulationHofHstructureTHthermodynamicHandHtransportHpropertiesHofHpolyacrylonitrileTH
polystyreneHandHtheirHalternatingHcopolymersHinHhighHtemperaturesVHEuropeangPolymergJournalTH
2011THbeTHeacUebc

5.2 16

100 “artitionHcoefficientsHofHorganicHmoleculesHinHsqualaneHandHwaterWethanolHmixturesHbyHmolecularH
dynamicsHsimulationsVHFluidgPhasegEquilibriaTH2011THaZdTH[d]U[eZ 2.5 2

99 TheH–oleHofH†olecularHThermodynamicsHandH imulationHinHNaturalHuasH ustainableH“rocessesH2010TH]ggUaZg

98 wnductiveHconstructionHofH]UconnectedHgraphsHforHcalculatingHtheHvirialHcoefficientsVHJournalgofg
PhysicsgA:gMathematicalgandgTheoreticalTH2010THbaTHa[cZZb 2

97 wndustrialH–equirementsHforHThermodynamicsHandHTransportH“ropertiesVHIndustrialgoamp;g
EngineeringgChemistrygResearchTH2010THbgTH[[[a[U[[[b[ 3.9 186

96  tructuralHandHdynamicalHanalysisHofHmonodisperseHandHpolydisperseHcolloidalHsystemsVHJournalgofg
ChemicalgPhysicsTH2010TH[aaTH]]bgZ[ 3.9 5

95
sffectHofHtheHwntegrationH†ethodHonHtheHoccuracyHandHqomputationalHsfficiencyHofHtreeHsnergyH
qalculationsH₂singHThermodynamicHwntegrationVHJournalgofgChemicalgTheorygandgComputationTH2010TH
dTH[Z[fU[Z]e

6.4 71

94 †olecularHsimulationHofHtheHhydrationHuibbsHenergyHofHbarbituratesVHFluidgPhasegEquilibriaTH2010TH
]fgTH[bfU[cc 2.5 15

93 †olecularHsimulationHofHabsoluteHhydrationHuibbsHenergiesHofHpolarHcompoundsVHFluidgPhaseg
EquilibriaTH2010TH]gdTH[[ZU[[c 2.5 16

92 ₂seHofHmonomerHfractionHdataHinHtheHparametrizationHofHassociationHtheoriesVHFluidgPhasegEquilibriaTH
2010TH]gdTH][gU]]g 2.5 49

(2010-2012)
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91 odsorptionHofHN]THqvbTHqOHandHqO]HgasesHinHsingleHwalledHcarbonHnanotubeshHoHcombinedH
experimentalHandH†onteHqarloHmolecularHsimulationHstudyVHJournalgofgSupercriticalgFluidsTH2010THccTHc[ZUc]a4.2 106

90 “redictingHfluidHphaseHequilibriumHviaHhistogramHreweightingHwithHuibbsHensembleH†onteHqarloH
simulationsVHJournalgofgSupercriticalgFluidsTH2010THccTHcZaUcZg 4.2 5

89 squationsHofHstatehHtromHtheHideasHofHvanHderHαaalsHtoHassociationHtheoriesVHJournalgofgSupercriticalg
FluidsTH2010THccTHb][Ubae 4.2 41

88 “redictionHofHmicroscopicHstructureHandHphysicalHpropertiesHofHcomplexHfluidHmixturesHbasedHonH
molecularHsimulationVHFluidgPhasegEquilibriaTH2010TH]gdTH[]cU[a] 2.5 11

87 qhapterHbhqubicHandHueneralizedHvanHderHαaalsHsquationsHofH tateH2010THcaUfa 3

86 “haseHequilibriumHofHcolloidalHsuspensionsHwithHparticleHsizeHdispersityhHaH†onteHqarloHstudyVH
JournalgofgChemicalgPhysicsTH2009TH[aZTH[gbgZ] 3.9 10

85 †odelingHtheHsolidâ��liquidHequilibriumHinHpharmaceuticalUsolventHmixtureshH ystemsHwithHcomplexH
hydrogenHbondingHbehaviorVHAICHEgJournalTH2009THccTHecdUeeZ 3.6 28

84
†olecularHmodelingHofHimidazoliumUbasedH[Tf]NU]HionicHliquidshHmicroscopicHstructureTH
thermodynamicHandHdynamicHpropertiesTHandHsegmentalHdynamicsVHJournalgofgPhysicalgChemistrygBTH
2009TH[[aTHe][[U]b

3.4 85

83
svaluationHofHtheHNonrandomHvydrogenHpondingHPN–vpQHTheoryHandHtheH implifiedH
“erturbedUqhainU tatisticalHossociatingHtluidHTheoryHPs“qU otTQVH]VHziquidâ��ziquidHsquilibriaHandH
“redictionHofH†onomerHtractionHinHvydrogenHpondingH ystemsVHIndustrialgoamp;gEngineeringg
ChemistrygResearchTH2009THbfTHefdZUefdZ

3.9 2

82 [UOctanolWαaterH“artitionHqoefficientsHofHnUolkanesHfromH†olecularH imulationsHofHobsoluteH
 olvationHtreeHsnergiesVHJournalgofgChemicalgTheorygandgComputationTH2009THcTH]badUbd 6.4 96

81 †odelingHtheHphaseHbehaviorHinHmixturesHofHpharmaceuticalsHwithHliquidHorHsupercriticalHsolventsVH
JournalgofgPhysicalgChemistrygBTH2009TH[[aTHdbbdUcf 3.4 43

80 squationHofHstateHmodelingHofHtheHphaseHequilibriaHofHionicHliquidHmixturesHatHlowHandHhighHpressureVH
PhysicalgChemistrygChemicalgPhysicsTH2008TH[ZTHd[dZUf 3.6 39

79
svaluationHofHtheHNonrandomHvydrogenHpondingHPN–vpQHTheoryHandHtheH implifiedH
“erturbedUqhainâ�� tatisticalHossociatingHtluidHTheoryHPs“qU otTQVH[VH−aporâ��ziquidHsquilibriaVH
Industrialgoamp;gEngineeringgChemistrygResearchTH2008THbeTHcdadUcdcZ

3.9 59

78
svaluationHofHtheHNonrandomHvydrogenHpondingHPN–vpQHTheoryHandHtheH implifiedH
“erturbedUqhainâ�� tatisticalHossociatingHtluidHTheoryHPs“qU otTQVH]VHziquidâ��ziquidHsquilibriaHandH
“redictionHofH†onomerHtractionHinHvydrogenHpondingH ystemsVHIndustrialgoamp;gEngineeringg
ChemistrygResearchTH2008THbeTHcdc[Ucdcg

3.9 57

77 otomisticH imulationHofHtheH orptionHofH mallHuasH†oleculesHinH“olyisobutyleneVHMacromoleculesTH
2008THb[THd]]fUd]af 5.5 16

76 otomisticH imulationHofH“olyPdimethylsiloxaneQH“ermeabilityH“ropertiesHtoHuasesHandHnUolkanesVH
MacromoleculesTH2008THb[THcfggUcgZe 5.5 17

75
†ultiUscaleH†odelingHofH tructureTHrynamicHandHThermodynamicH“ropertiesHofHwmidazoliumUbasedH
wonicHziquidshHobHinitioHrtTHqalculationsTH†olecularH imulationHandHsquationHofH tateH“redictionsVHOilg
andgGasgSciencegandgTechnologyTH2008THdaTH]faU]ga

1.9 19

74 reterminationHofHliquidâ��gasHpartitionHcoefficientsHofHpuoHandH††oHbyHheadspaceUgasH
chromatographyHutilizingHtheHphaseHratioHvariationHmethodVHFluidgPhasegEquilibriaTH2008TH]ddTH][UaZ 2.5 1

Ioannis Economou
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73
NovelH†onteHqarloH†olecularH imulationH chemeH₂singHwdentityUolteringHslementaryH†ovesHforHtheH
qalculationHofH tructureHandHThermodynamicH“ropertiesHofH“olyolefinHplendsVHMacromoleculesTH2007
THbZTH]gZbU]g[b

5.5 8

72 t“qU“ otTH†odelingHofHuasH olubilityHinHwmidazoliumUpasedHwonicHziquidsâ� VHJournalgofgPhysicalg
ChemistrygCTH2007TH[[[TH[cbfeU[cbg] 3.8 88

71 †odelingHofHfluidHphaseHequilibriaHwithHtwoHthermodynamicHtheorieshHNonUrandomHhydrogenH
bondingHPN–vpQHandHstatisticalHassociatingHfluidHtheoryHP otTQVHFluidgPhasegEquilibriaTH2007TH]caTH[gU]f 2.5 26

70 “haseHequilibriumHcalculationsHforHmultiUcomponentHpolarHfluidHmixturesHwithHt“qU“ otTVHFluidg
PhasegEquilibriaTH2007TH]d[TH]dcU]e[ 2.5 34

69 omorphousHandHcrystallineHstatesHofHultrasoftHcolloidshHaHmolecularHdynamicsHstudyVHRheologicagActaTH
2007THbdTHeccUedb 2.3 2

68 qalculationHofHtheHeffectHofHmacromolecularHarchitectureHonHstructureHandHthermodynamicH
propertiesHofHlinearâ��triUarmHpolyethyleneHblendsHfromH†onteHqarloHsimulationVHPolymerTH2007THbfTHaffaUafg]3.9 6

67  olubilityHofHgasesHandHsolventsHinHsiliconHpolymershHmolecularHsimulationHandHequationHofHstateH
modelingVHMoleculargSimulationTH2007THaaTHfc[UfdZ 2 14

66
otomisticH imulationHofH“olyPdimethylsiloxaneQhHHtorceHtieldHrevelopmentTH tructureTHandH
ThermodynamicH“ropertiesHofH“olymerH†eltHandH olubilityHofHnUolkanesTHnU“erfluoroalkanesTHandH
NobleHandHzightHuasesVHMacromoleculesTH2007THbZTH[e]ZU[e]g

5.5 30

65 NonrandomHvydrogenUpondingH†odelHofHtluidsHandHTheirH†ixturesVH]VH†ulticomponentH†ixturesVH
Industrialgoamp;gEngineeringgChemistrygResearchTH2007THbdTH]d]fU]dad 3.9 89

64 TemperatureUinducedHcrystallizationHinHconcentratedHsuspensionsHofHmultiarmHstarHpolymershHaH
molecularHdynamicsHstudyVHJournalgofgChemicalgPhysicsTH2006TH[]bTHZbbgZc 3.9 15

63 svaluationHofHtheHTruncatedH“erturbedHqhainU“olarH tatisticalHossociatingHtluidHTheoryHforHqomplexH
†ixtureHtluidH“haseHsquilibriaVHIndustrialgoamp;gEngineeringgChemistrygResearchTH2006THbcTHdZdaUdZeb 3.9 64

62 “erturbedHchainUstatisticalHassociatingHfluidHtheoryHextendedHtoHdipolarHandHquadrupolarHmolecularH
fluidsVHJournalgofgPhysicalgChemistrygBTH2006TH[[ZTHg]c]Ud[ 3.4 101

61 †odelingHofHtheHcarbonHdioxideHsolubilityHinHimidazoliumUbasedHionicHliquidsHwithHtheHt“qU“ otTH
equationHofHstateVHJournalgofgPhysicalgChemistrygBTH2006TH[[ZTHg]d]Ug 3.4 153

60 †onteHqarloH imulationHofHtheH“haseHpehaviorHofH†odelHrendrimersVHMacromoleculesTH2006THagTHd]gfUdaZc5.5 16

59
†olecularHdynamicsHsimulationHofHstructureTHthermodynamicTHandHdynamicHpropertiesHofH
polyPdimethylsilamethyleneQTHpolyPdimethylsilatrimethyleneQHandHtheirHalternatingHcopolymerVH
JournalgofgPhysicalgChemistrygBTH2006TH[[ZTH[dZbeUcf

3.4 18

58 †olecularHsimulationHofHstructureHandHthermodynamicHpropertiesHofHpureHtriUHandHtetraUethyleneH
glycolsHandHtheirHaqueousHmixturesVHFluidgPhasegEquilibriaTH2006TH]bfTH[abU[bd 2.5 11

57 svaluationHofH otTHandH“qU otTHmodelsHforHtheHdescriptionHofHhomoUHandHcoUpolymerHsolutionH
phaseHequilibriaVHPolymerTH2005THbdTH[Zee]U[Zef[ 3.9 19

56 †olecularHsimulationHofHstructureTHthermodynamicHandHtransportHpropertiesHofHpolymericH
membraneHmaterialsHforHhydrocarbonHseparationVHFluidgPhasegEquilibriaTH2005TH]]fU]]gTH[cU]Z 2.5 13

(2005-2007)
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55  tructureHandH−olumetricH“ropertiesHofHzinearHandHTriarmH tarH“olyethylenesHfromHotomisticH†onteH
qarloH imulationH₂singHNewHwnternalH–earrangementH†ovesVHMacromoleculesTH2005THafTHafdUage 5.5 35

54 sxtendedHstatisticalHassociatingHfluidHtheoryHP otTQHequationsHofHstateHforHdipolarHfluidsVHAICHEg
JournalTH2005THc[TH]a]fU]ab] 3.6 106

53 “eculiaritiesHofHelectricHfieldHalignmentHofHnonlinearHopticalHchromophoresHincorporatedHintoHthinH
filmHpolymerHmatrixVHTheoreticalgChemistrygAccountsTH2005TH[[bTH[caU[cf 1.9 3

52 †olecularH imulationHofH“haseHsquilibriaHforHwndustrialHopplicationsVHComputergAidedgChemicalg
EngineeringTH2004TH]egUaZe 0.6 1

51 †odelingHofHmulticomponentHvaporâ��liquidHequilibriaHforHpolymerâ��solventHsystemsVHFluidgPhaseg
EquilibriaTH2004TH]]ZTH[[U]Z 2.5 17

50 TransportHpropertiesHofHsilmethyleneHhomoUpolymersHandHrandomHcopolymershHexperimentalH
measurementsHandHmolecularHsimulationVHPolymerTH2004THbcTHdgaaUdgbb 3.9 23

49 †olecularHrynamicsH imulationsHofHslectricHtieldH“oledHNonlinearHOpticalHqhromophoresH
wncorporatedHinHaH“olymerH†atrixVHJournalgofgPhysicalgChemistrygBTH2004TH[ZfTHcffUcgd 3.4 49

48
†olecularHrynamicsH imulationHofH tructureHandHThermodynamicH“ropertiesHofH
“olyPdimethylsilamethyleneQHandHvydrocarbonH olubilityHThereinhHTowardHtheHrevelopmentHofH
NovelH†embraneH†aterialsHforHvydrocarbonH eparationVHMacromoleculesTH2004THaeTH[[Z]U[[[]

5.5 44

47 NonrandomHvydrogenUpondingH†odelHofHtluidsHandHTheirH†ixturesVH[VH“ureHtluidsVHIndustrialgoamp;g
EngineeringgChemistrygResearchTH2004THbaTHdcg]UddZd 3.9 91

46 oHtransientHoutflowHmodelHforHpipelineHpunctureVHChemicalgEngineeringgScienceTH2003THcfTHbcg[UbdZb 4.4 45

45 †odelingHofHziquidâ��ziquidH“haseHsquilibriaHinHoqueousH olutionsHofH“olyPethyleneHglycolQHwithHaH
₂NwtoqUpasedH†odelVHIndustrialgoamp;gEngineeringgChemistrygResearchTH2003THb]THcaggUcbZf 3.9 10

44 †orphologyHandHOrganizationHofH“olyPpropyleneHimineQHrendrimersHinHtheH†eltHfromH†olecularH
rynamicsH imulationVHMacromoleculesTH2002THacTH[f[bU[f][ 5.5 60

43
 tatisticalHossociatingHtluidHTheoryhHHoH uccessfulH†odelHforHtheHqalculationHofHThermodynamicHandH
“haseHsquilibriumH“ropertiesHofHqomplexHtluidH†ixturesVHIndustrialgoamp;gEngineeringgChemistryg
ResearchTH2002THb[THgcaUgd]

3.9 290

42 †onteHqarloHsimulationHofHphaseHequilibriaHofHaqueousHsystemsVHFluidgPhasegEquilibriaTH2001TH
[faU[fbTH]cgU]dg 2.5 17

41 qalculationHofHtheHchemicalHpotentialHofHchainHmoleculesHusingHtheHstagedHparticleHdeletionHschemeVH
JournalgofgChemicalgPhysicsTH2001TH[[cTHf]a[Uf]ae 3.9 41

40 venryOsHqonstantHonalysisHforHαaterHandHNonpolarH olventsHfromHsxperimentalHrataTH†acroscopicH
†odelsTHandH†olecularH imulationVHJournalgofgPhysicalgChemistrygBTH2001TH[ZcTHeeg]Ueegf 3.4 31

39 †odelingHfluidHphaseHtransitionHeffectsHonHdynamicHbehaviorHofHs r−VHAICHEgJournalTH2000THbdTHggeU[ZZd3.6 27

38 wnvestigationHofHtheHphysicochemicalHcharacteristicsHofHancientHmortarsHbyHstaticHandHdynamicH
studiesVHCementgandgConcretegResearchTH2000THaZTH[[c[U[[cc 10.3 2
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37 †olecularH imulationHofH“haseHsquilibriaHforHαaterâ��nUputaneHandHαaterâ��nUvexaneH†ixturesVH
JournalgofgPhysicalgChemistrygBTH2000TH[ZbTHbgcfUbgda 3.4 44

36 zatticeUtluidHTheoryH“redictionHofHvighUrensityH“olyethyleneâ��pranchedH“olyolefinHplendH
†iscibilityVHMacromoleculesTH2000THaaTHbgcbUbgdZ 5.5 12

35 αaterWvydrocarbonH“haseHsquilibriaH₂singHtheHThermodynamicH“erturbationHTheoryVHIndustrialg
oamp;gEngineeringgChemistrygResearchTH2000THagTHegeUfZb 3.9 107

34 OnHtheHcalculationHofHtheHchemicalHpotentialHusingHtheHparticleHdeletionHschemeVHMoleculargPhysicsTH
1999THgdTHgZcUg[a 1.7 56

33 tastHnumericalHsimulationHforHfullHboreHruptureHofHpressurizedHpipelinesVHAICHEgJournalTH1999THbcTH[[g[U[]Z[3.6 36

32 sstimationHofHendoglucanaseHandHlysozymeHeffectiveHdiffusionHcoefficientsHinHpolysulphoneH
membranesVHJournalgofgBiotechnologyTH1999THe]THeeUfa 3.7 14

31 †olecularH imulationHofH˛–UOlefinsH₂singHaHNewH₂nitedUotomH“otentialH†odelhHH−aporâ��ziquidH
squilibriaHofH“ureHqompoundsHandH†ixturesVHJournalgofgthegAmericangChemicalgSocietyTH1999TH[][THabZeUab[a16.4 26

30 †olecularH imulationHofHtheH“ureHnUvexadecaneH−aporâ��ziquidHsquilibriaHatHslevatedHTemperatureVH
MacromoleculesTH1998THa[TH[baZU[ba[ 5.5 9

29 †olecularH imulationHofH“haseHsquilibriaHforHαaterâ��†ethaneHandHαaterâ��sthaneH†ixturesVHJournalg
ofgPhysicalgChemistrygBTH1998TH[Z]THffdcUffea 3.4 108

28 sngineeringHaH†olecularH†odelHforHαaterH“haseHsquilibriumHoverHaHαideHTemperatureH–angeVH
JournalgofgPhysicalgChemistrygBTH1998TH[Z]TH[Z]gU[Zac 3.4 148

27 “haseHsquilibriaHofH†ixturesHqontainingHqhainH†oleculesH“redictedHthroughHaHNovelH imulationH
 chemeVHPhysicalgReviewgLettersTH1998THfZTHbbddUbbdg 7.4 49

26 ThermodynamicsHofHqhainHtluidsHfromHotomisticH imulationhHHoHTestHofHtheHqhainHwncrementH†ethodH
forHqhemicalH“otentialVHMacromoleculesTH1997THaZTHbebbUbecc 5.5 41

25 ossociatingHmodelsHandHmixingHrulesHinHequationsHofHstateHforHwaterWhydrocarbonHmixturesVH
ChemicalgEngineeringgScienceTH1997THc]THc[[Uc]c 4.4 122

24 oH tudyHofHtheHrynamicH–esponseHofHsmergencyH hutdownH−alvesHtollowingHtullHporeH–uptureHofH
uasH“ipelinesVHChemicalgEngineeringgResearchgandgDesignTH1997THecTH]Z[U]Zg 5.5 13

23 †utualHsolubilitiesHofHhydrocarbonsHandHwaterhHwwwVH[UhexeneiH[UocteneiHq[Zmq[]HhydrocarbonsVH
AICHEgJournalTH1997THbaTHcacUcbd 3.6 82
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