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i Paper IF Citations

288 slectroWosmoticJrragJandJThermodynamicJöropertiesJofJWaterJinJvydratedJNafionJ–embranesJ
fromJ–olecularJrynamicsXXJJournalgofgPhysicalgChemistrygCVJ2022VJ[]dVJf[][Wf[aa 3.8 0

287 βeactiveJurandWqanonicalJ–onteJqarloJμimulationsJforJ–odelingJvydrationJofJ–gqlXXJACSgOmegaVJ
2021VJdVJa]becWa]bfb 3.9 0

286 slectroreductionJofJqOYqOJtoJqJöroductshJörocessJ–odelingVJrownstreamJμeparationVJμystemJ
wntegrationVJandJsconomicJonalysisXXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2021VJdZVJ[efd]W[effZ3.9 3

285 wnterfacialJöropertiesJofJvydrophobicJreepJsutecticJμolventsJwithJWaterXJJournalgofgPhysicalg
ChemistrygBVJ2021VJ[]cVJ[]aZaW[]a[b 3.4 2

284 μolubilityJofJqarbonJrioxideVJvydrogenJμulfideVJ–ethaneVJandJNitrogenJinJ–onoethyleneJulycoliJ
sxperimentsJandJ–olecularJμimulationXJJournalgofgChemicalgoamp;gEngineeringgDataVJ2021VJddVJc]bWcab 2.8 5

283 ziquidWziquidJsxtractionJofJtormicJocidJwithJ]W–ethyltetrahydrofuranhJsxperimentsVJörocessJ
–odelingVJandJsconomicsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2021VJdZVJccffWccgg 3.9 5

282 sffectJofJWaterJqontentJonJThermodynamicJöropertiesJofJqompressedJvydrogenXJJournalgofg
Chemicalgoamp;gEngineeringgDataVJ2021VJddVJ]Ze[W]Zfe 2.8 4

281
ThermodynamicVJtransportVJandJstructuralJpropertiesJofJhydrophobicJdeepJeutecticJsolventsJ
composedJofJtetraalkylammoniumJchlorideJandJdecanoicJacidXJJournalgofgChemicalgPhysicsVJ2021VJ
[cbVJ[bbcZ]

3.9 6

280 vowJsensitiveJareJphysicalJpropertiesJofJcholineJchlorideWureaJmixturesJtoJcompositionJchangeshJ
–olecularJdynamicsJsimulationsJandJyirkwoodWpuffJtheoryXJJournalgofgChemicalgPhysicsVJ2021VJ[cbVJ[fbcZ]3.9 5

279 odsorptionJofJnWalkanesJinJZwtWfhJwnfluenceJofJcrystalJsizeJandJframeworkJdynamicsXJMicroporousgandg
MesoporousgMaterialsVJ2021VJa[]VJ[[ZeaZ 5.3 2

278 riffusivityJofJWVJWVJWcyclodextrinJandJtheJinclusionJcomplexJofJWcyclodextrinhJwbuprofenJinJaqueousJ
solutionsiJoJmolecularJdynamicsJsimulationJstudyXJFluidgPhasegEquilibriaVJ2021VJc]fVJ[[]fb] 2.5 11

277 uibbsJsnsembleJ–onteJqarloJforJβeactiveJtorceJtieldsJtoJretermineJtheJVaporWziquidJsquilibriumJ
ofJqOJandJvOXJJournalgofgChemicalgTheorygandgComputationVJ2021VJ[eVJa]]Wa]g 6.4 5

276 βecentJadvancesJinJtheJcontinuousJfractionalJcomponentJ–onteJqarloJmethodologyXJMolecularg
SimulationVJ2021VJbeVJfZbWf]a 2 14

275 tiniteWsizeJeffectsJofJdiffusionJcoefficientsJcomputedJfromJmolecularJdynamicshJaJreviewJofJwhatJ
weJhaveJlearnedJsoJfarXJMoleculargSimulationVJ2021VJbeVJfa[Wfbc 2 27

274 oJmultiscaleJmodellingJapproachJtoJelucidateJtheJmechanismJofJtheJoxygenJevolutionJreactionJatJ
theJhematiteWwaterJinterfaceXJFaradaygDiscussionsVJ2021VJ]]gVJfgW[Ze 3.6 8

273 wnJμilicoJμcreeningJofJZeolitesJforJvighWöressureJvydrogenJrryingXJACSgAppliedgMaterialsgoamp;g
InterfacesVJ2021VJ[aVJfafaWfagb 9.5 1

272 qompetitiveJodsorptionJofJXylenesJatJqhemicalJsquilibriumJinJZeolitesXJJournalgofgPhysicalg
ChemistrygCVJ2021VJ[]cVJb[ccWb[eb 3.8 1
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271 NewJteaturesJofJtheJOpenJμourceJ–onteJqarloJμoftwareJprickWqtq–qhJThermodynamicJwntegrationJ
andJvybridJTrialJ–ovesXJJournalgofgChemicalgInformationgandgModelingVJ2021VJd[VJaec]Waece 6.1 2

270 βeversibleJvydrogenJμtorageJinJ–etalWrecoratedJvoneycombJporopheneJOxideXJACSgAppliedg
Materialsgoamp;gInterfacesVJ2021VJ[aVJba]aaWba]bZ 9.5 6

269
VaporJpressuresJandJvaporJphaseJcompositionsJofJcholineJchlorideJureaJandJcholineJchlorideJ
ethyleneJglycolJdeepJeutecticJsolventsJfromJmolecularJsimulationXJJournalgofgChemicalgPhysicsVJ2021
VJ[ccVJ[[bcZb

3.9 1

268 βecoveryJofJrareJearthsJfromJglassJpolishingJwasteJforJtheJproductionJofJaluminiumWrareJearthJ
alloysXJResourcesugConservationgandgRecyclingVJ2021VJ[ebVJ[Zcedd 11.9 1

267 –echanicalJβesponseJofJNanocrystallineJwceWqontainedJ–ethaneJvydrateshJyeyJβoleJofJWaterJwceXJ
ACSgAppliedgMaterialsgoamp;gInterfacesVJ2020VJ[]VJ[bZ[dW[bZ]f 9.5 17

266 uibbsJsnsembleJ–onteJqarloJμimulationJofJtluidsJinJqonfinementhJβelationJbetweenJtheJ
rifferentialJandJwntegralJöressuresXJNanomaterialsVJ2020VJ[ZVJ 5.4 5

265 wnclusionJqomplexationJofJOrganicJ–icropollutantsJwithJ˛†WqyclodextrinXJJournalgofgPhysicalg
ChemistrygBVJ2020VJ[]bVJ[][fW[]]f 3.4 10

264 –ultipleJtreeJsnergyJqalculationsJfromJμingleJμtateJöointJqontinuousJtractionalJqomponentJ–onteJ
qarloJμimulationJUsingJUmbrellaJμamplingXJJournalgofgChemicalgTheorygandgComputationVJ2020VJ[dVJ[eceW[ede6.4 6

263
prickWqtq–qhJOpenJμourceJμoftwareJforJ–onteJqarloJμimulationsJofJöhaseJandJβeactionJsquilibriaJ
UsingJtheJqontinuousJtractionalJqomponentJ–ethodXJJournalgofgChemicalgInformationgandgModelingVJ
2020VJdZVJ]defW]df]

6.1 14

262 yirkwoodWpuffJwntegralsJUsingJ–olecularJμimulationhJsstimationJofJμurfaceJsffectsXJNanomaterialsVJ
2020VJ[ZVJ 5.4 12

261
ueneralizedJtormJforJtiniteWμizeJqorrectionsJinJ–utualJriffusionJqoefficientsJofJ–ulticomponentJ
–ixturesJObtainedJfromJsquilibriumJ–olecularJrynamicsJμimulationXJJournalgofgChemicalgTheoryg
andgComputationVJ2020VJ[dVJaeggWafZd

6.4 18

260
TheJadsorptionJmechanismsJofJorganicJmicropollutantsJonJhighWsilicaJzeolitesJcausingJμWshapedJ
adsorptionJisothermshJonJexperimentalJandJ–onteJqarloJsimulationJstudyXJChemicalgEngineeringg
JournalVJ2020VJafgVJ[]agdf

14.7 22

259 OnJtheJvalidityJofJtheJμtokesâ��sinsteinJrelationJforJvariousJwaterJforceJfieldsXJMoleculargPhysicsVJ
2020VJ[[fVJe[eZ]e]g 1.7 13

258 sffectsJofJtrameworkJtlexibilityJonJtheJodsorptionJandJriffusionJofJoromaticsJinJ–twWTypeJZeolitesXJ
JournalgofgPhysicalgChemistrygCVJ2020VJ[]bVJ]bbffW]bbgg 3.8 10

257 qomputationJofJgasJsolubilitiesJinJcholineJchlorideJureaJandJcholineJchlorideJethyleneJglycolJdeepJ
eutecticJsolventsJusingJ–onteJqarloJsimulationsXJJournalgofgMoleculargLiquidsVJ2020VJa[dVJ[[ae]g 6 14

256 ortificialJintelligenceJandJthermodynamicsJhelpJsolvingJarsonJcasesXJScientificgReportsVJ2020VJ[ZVJ]ZcZ] 4.9 1

255 wnfluenceJofJNanoscaleJwntimacyJandJZeoliteJ–icroporeJμizeJonJtheJöerformanceJofJpifunctionalJ
qatalystsJforJWveptaneJvydroisomerizationXJACSgCatalysisVJ2020VJ[ZVJ[b]bcW[b]ce 13.1 14

254 –ultipleJlinearJregressionJandJthermodynamicJfluctuationsJareJequivalentJforJcomputingJ
thermodynamicJderivativesJfromJmolecularJsimulationXJFluidgPhasegEquilibriaVJ2020VJc]aVJ[[]efc 2.5 10

(2020-2021)
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253 wsobaricJVaporâ��ziquidJsquilibriumJrataJofJpinaryJμystemsJqontainingJ]WsthoxyethanolVJ
]WsthoxyethylJocetateVJandJTolueneXJJournalgofgChemicalgoamp;gEngineeringgDataVJ2020VJdcVJbegfWbfZb 2.8 3

252 odsorptionJofJoromaticsJinJ–twWTypeJZeoliteshJsxperimentsJandJtrameworkJtlexibilityJinJ–onteJ
qarloJμimulationsXJJournalgofgPhysicalgChemistrygCVJ2020VJ[]bVJ][ef]W][ege 3.8 5

251 rirectJWaterJwnjectionJinJqatholyteWtreeJZeroWuapJqarbonJrioxideJslectrolyzersXJChemElectroChemVJ
2020VJeVJafagWafba 4.3 20

250 TwoWöhaseJsquilibriumJqonditionsJinJNanoporesXJNanomaterialsVJ2020VJ[ZVJ 5.4 9

249 μolubilityJofJWaterJinJvydrogenJatJvighJöressureshJoJ–olecularJμimulationJμtudyXJJournalgofg
Chemicalgoamp;gEngineeringgDataVJ2019VJdbVJb[ZaWb[[c 2.8 16

248 TheJdynamicJbehaviorJofJgasJhydrateJdissociationJbyJheatingJinJtightJsandyJreservoirshJoJmolecularJ
dynamicsJsimulationJstudyXJFuelVJ2019VJ]cfVJ[[d[Zd 7.1 12

247 wmprovingJtheJaccuracyJofJcomputingJchemicalJpotentialsJinJqtq–qJsimulationsXJMoleculargPhysicsVJ
2019VJ[[eVJabgaWacZf 1.7 10

246 qomputingJsolubilityJparametersJofJdeepJeutecticJsolventsJfromJ–olecularJrynamicsJsimulationsXJ
FluidgPhasegEquilibriaVJ2019VJbgeVJ[ZW[f 2.5 33

245 wnWsituJexperimentalJinvestigationJonJtheJgrowthJofJaerosolsJalongJtheJabsorptionJcolumnJinJpostJ
combustionJcarbonJcaptureXJInternationalgJournalgofgGreenhousegGasgControlVJ2019VJfcVJfdWgg 4.2 8

244 snhancingJtheJWaterJqapacityJinJZrWpasedJ–etalâ��OrganicJtrameworkJforJveatJöumpJandJ
otmosphericJWaterJueneratorJopplicationsXJACSgAppliedgNanogMaterialsVJ2019VJ]VJaZcZWaZcg 5.6 10

243 qharacterizationJandJteasibilityJμtudiesJonJqompleteJβecoveryJofJβareJsarthsJfromJulassJöolishingJ
WasteXJMetalsVJ2019VJgVJ]ef 2.3 2

242 vighlightsJofJRbioWSchemicalJtoolsJandJvisualizationJsoftwareJforJcomputationalJscienceXJCurrentg
OpiniongingChemicalgEngineeringVJ2019VJ]aVJ[W[a 5.4 3

241 –odelingJtheJslectrochemicalJqonversionJofJqarbonJrioxideJtoJtormicJocidJorJtormateJatJslevatedJ
öressuresXJJournalgofgthegElectrochemicalgSocietyVJ2019VJ[ddVJseeWsfd 3.9 15

240 βayleighWprillouinJlightJscatteringJspectraJofJqO]JfromJmolecularJdynamicsXJJournalgofgChemicalg
PhysicsVJ2019VJ[c[VJZdb]Z[ 3.9 1

239 resignVJöarameterizationVJandJwmplementationJofJotomicJtorceJtieldsJforJodsorptionJinJ
NanoporousJ–aterialsXJAdvancedgTheorygandgSimulationsVJ2019VJ]VJ[gZZ[ac 3.5 27

238 μolvingJvaporWliquidJflashJproblemsJusingJartificialJneuralJnetworksXJFluidgPhasegEquilibriaVJ2019VJ
bgZVJagWbe 2.5 14

237 OqTöhJoJToolJforJOnWtheWtlyJqalculationJofJTransportJöropertiesJofJtluidsJwithJtheJOrderWJnJ
olgorithmJinJzo––öμXJJournalgofgChemicalgInformationgandgModelingVJ2019VJcgVJ[]gZW[]gb 6.1 32

236
vighWöressureJslectrochemicalJβeductionJofJqO]JtoJtormicJocidYtormatehJsffectJofJpvJonJtheJ
rownstreamJμeparationJörocessJandJsconomicsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ
2019VJcfVJ]]e[fW]]ebZ

3.9 36
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235 μtructuralVJThermodynamicVJandJTransportJöropertiesJofJoqueousJβelineJandJsthalineJμolutionsJ
fromJ–olecularJrynamicsJμimulationsXJJournalgofgPhysicalgChemistrygBVJ2019VJ[]aVJ[[Z[bW[[Z]c 3.4 41

234 sffectJofJtruncatingJelectrostaticJinteractionsJonJpredictingJthermodynamicJpropertiesJofJ
waterâ��methanolJsystemsXJMoleculargSimulationVJ2019VJbcVJaadWacZ 2 10

233
vighJöressureJslectrochemicalJβeductionJofJqOJtoJtormicJocidYtormatehJoJqomparisonJbetweenJ
pipolarJ–embranesJandJqationJsxchangeJ–embranesXJIndustrialgoamp;gEngineeringgChemistryg
ResearchVJ2019VJcfVJ[fabW[fbe

3.9 66

232 öredictionJofJadsorptionJisothermsJfromJbreakthroughJcurvesXJMicroporousgandgMesoporousg
MaterialsVJ2019VJ]eeVJ]aeW]bb 5.3 19

231 –odelingJtheJphaseJequilibriaJofJasymmetricJhydrocarbonJmixturesJusingJmolecularJsimulationJandJ
equationsJofJstateXJAICHEgJournalVJ2019VJdcVJeg]WfZa 3.6 10

230 –olecularJsimulationJofJtheJvaporWliquidJequilibriaJofJxyleneJmixtureshJtorceJfieldJperformanceVJandJ
WolfJvsXJswaldJforJelectrostaticJinteractionsXJFluidgPhasegEquilibriaVJ2019VJbfcVJ]agW]be 2.5 6

229 wmprovingJOlefinJöurificationJUsingJ–etalJOrganicJtrameworksJwithJOpenJ–etalJμitesXJACSgAppliedg
Materialsgoamp;gInterfacesVJ2018VJ[ZVJ[dg[[W[dg[e 9.5 20

228 yirkwoodâ��puffJintegralsJofJfiniteJsystemshJshapeJeffectsXJMoleculargPhysicsVJ2018VJ[[dVJ[ceaW[cfZ 1.7 17

227 iβoμöohJuöUWacceleratedJvisualizationJsoftwareJforJmaterialsJscientistsXJMoleculargSimulationVJ2018VJ
bbVJdcaWded 2 61

226 –olecularJμimulationJofJVaporWziquidJsquilibriaJUsingJtheJWolfJ–ethodJforJslectrostaticJ
wnteractionsXJJournalgofgChemicalgoamp;gEngineeringgDataVJ2018VJdaVJ[ZgdW[[Z] 2.8 15

225 tiniteWsizeJeffectsJofJyirkwoodâ��puffJintegralsJfromJmolecularJsimulationsXJMoleculargSimulationVJ
2018VJbbVJcggWd[] 2 35

224 odsorptionJequilibriumJofJnitrogenJdioxideJinJporousJmaterialsXJPhysicalgChemistrygChemicalgPhysicsVJ
2018VJ]ZVJb[fgWb[gg 3.6 17

223 revelopmentJofJefficientJformulationJforJtheJremovalJofJironJsulphideJscaleJinJsourJproductionJ
wellsXJCanadiangJournalgofgChemicalgEngineeringVJ2018VJgdVJ]c]dW]caa 2.3 24

222 tiniteWμizeJsffectsJofJpinaryJ–utualJriffusionJqoefficientsJfromJ–olecularJrynamicsXJJournalgofg
ChemicalgTheorygandgComputationVJ2018VJ[bVJ]ddeW]dee 6.4 68

221 obsorptionJβefrigerationJqyclesJwithJommoniaWwonicJziquidJWorkingJöairsJμtudiedJbyJ–olecularJ
μimulationXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2018VJceVJcbb]Wcbc] 3.9 28

220 qO]JstrippingJfromJionicJliquidJatJelevatedJpressuresJinJgasWliquidJmembraneJcontactorXJ
InternationalgJournalgofgGreenhousegGasgControlVJ2018VJe[VJ]gaWaZ] 4.2 17

219 wnJμilicoJμcreeningJofJ–etalWOrganicJtrameworksJforJodsorptionWrrivenJveatJöumpsJandJqhillersXJ
ACSgAppliedgMaterialsgoamp;gInterfacesVJ2018VJ[ZVJ]eZebW]eZfe 9.5 25

218 qombinedJμteamJβeformingJofJ–ethaneJandJtormicJocidJToJöroduceJμyngasJwithJanJodjustableJ
vhqOJβatioXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2018VJceVJ[ZddaW[Zdeb 3.9 20

(2018-2019)
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217 qomputationJofJpartialJmolarJpropertiesJusingJcontinuousJfractionalJcomponentJ–onteJqarloXJ
MoleculargPhysicsVJ2018VJ[[dVJaaa[Waabb 1.7 19

216 uibbsJensembleJ–onteJqarloJsimulationsJofJmulticomponentJnaturalJgasJmixturesXJMolecularg
SimulationVJ2018VJbbVJaeeWafa 2 8

215
qhemicalJpotentialsJofJwaterVJmethanolVJcarbonJdioxideJandJhydrogenJsulphideJatJlowJ
temperaturesJusingJcontinuousJfractionalJcomponentJuibbsJensembleJ–onteJqarloXJMolecularg
SimulationVJ2018VJbbVJbZcWb[b

2 13

214 qO]JsolubilityJinJsmallJcarboxylicJacidshJ–onteJqarloJsimulationsJandJöqWμotTJmodelingXJFluidgPhaseg
EquilibriaVJ2018VJbcfVJ[Wf 2.5 7

213 βecoveryJofJqeriumJfromJulassJöolishingJWastehJoJqriticalJβeviewXJMetalsVJ2018VJfVJfZ[ 2.3 22

212 öotentialJofJpolarizableJforceJfieldsJforJpredictingJtheJseparationJperformanceJofJsmallJ
hydrocarbonsJinJ–W–OtWebXJPhysicalgChemistrygChemicalgPhysicsVJ2018VJ]ZVJ]ffbfW]ffcg 3.6 11

211 TheoreticalJstudyJonJcationJcodopedJμrTiOaJphotocatalystsJforJwaterJsplittingXJJournalgofgMaterialsg
ChemistrygAVJ2018VJdVJ]bab]W]babg 13 13

210
OptimizingJNonbondedJwnteractionsJofJtheJOözμJtorceJtieldJforJoqueousJμolutionsJofJ
qarbohydrateshJvowJtoJqaptureJpothJThermodynamicsJandJrynamicsXJJournalgofgChemicalgTheoryg
andgComputationVJ2018VJ[bVJddgZWdeZZ

6.4 10

209 –echanicalJpropertiesJofJbiWJandJpolyWcrystallineJiceXJAIPgAdvancesVJ2018VJfVJ[]c[Zf 1.5 11

208 öredictionJofJqompositionWrependentJμelfWriffusionJqoefficientsJinJpinaryJziquidJ–ixtureshJTheJ
–issingJzinkJforJrarkenWpasedJ–odelsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2018VJceVJ[befbW[begb3.9 15

207 öolarizableJtorceJtieldJforJqOJinJ–W–OtWebJrerivedJfromJ−uantumJ–echanicsXJJournalgofgPhysicalg
ChemistrygCVJ2018VJ[]]VJ]bbffW]bbgf 3.8 16

206 μhearJViscosityJqomputedJfromJtheJtiniteWμizeJsffectsJofJμelfWriffusivityJinJsquilibriumJ–olecularJ
rynamicsXJJournalgofgChemicalgTheorygandgComputationVJ2018VJ[bVJcgcgWcgdf 6.4 24

205 ommoniaYionicJliquidJbasedJdoubleWeffectJvaporJabsorptionJrefrigerationJcyclesJdrivenJbyJwasteJ
heatJforJcoolingJinJfishingJvesselsXJEnergygConversiongandgManagementVJ2018VJ[ebVJf]bWfba 10.6 28

204 μizeJandJshapeJdependenceJofJfiniteWvolumeJyirkwoodWpuffJintegralsXJPhysicalgReviewgEVJ2018VJgeVJZc[aZ[2.4 33

203 wdentifyingJZeoliteJTopologiesJforJμtorageJandJβeleaseJofJvydrogenXJJournalgofgPhysicalgChemistrygC
VJ2018VJ[]]VJ[]bfcW[]bga 3.8 7

202 öolarizableJtorceJtieldsJforJqOJandJqvJodsorptionJinJ–W–OtWebXJJournalgofgPhysicalgChemistrygCVJ
2017VJ[][VJbdcgWbdea 3.8 62

201 sffectiveJ–odelJforJOlefinYöaraffinJμeparationJusingJRqoVJteVJ–nVJNiSW–OtWebXJChemistrySelectVJ2017
VJ]VJddcWde] 1.8 14

200 pehaviorJofJtheJsnthalpyJofJodsorptionJinJNanoporousJ–aterialsJqloseJtoJμaturationJqonditionsXJ
JournalgofgChemicalgTheorygandgComputationVJ2017VJ[aVJaa]dWaaag 6.4 25
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199 otomisticJUnderstandingJofJZeoliteJNanosheetsJforJWaterJresalinationXJJournalgofgPhysicalg
ChemistrygCVJ2017VJ[][VJ[[]eaW[[]fZ 3.8 41

198 qomputationJofJthermodynamicJpropertiesJinJtheJcontinuousJfractionalJcomponentJ–onteJqarloJ
uibbsJensembleXJMoleculargSimulationVJ2017VJbaVJ[fgW[gc 2 17

197 –odelingJThermodynamicJöropertiesJofJöropaneJorJTetrahydrofuranJ–ixedJwithJqarbonJrioxideJorJ
–ethaneJinJμtructureWwwJqlathrateJvydratesXJJournalgofgPhysicalgChemistrygCVJ2017VJ[][VJ]ag[[W]ag]c 3.8 5

196 öroductJshapeJselectivityJofJ–twWtypeVJ–szWtypeVJandJpsoWtypeJzeolitesJinJtheJcatalyticJ
hydroconversionJofJheptaneXJJournalgofgCatalysisVJ2017VJacaVJcbWd] 7.3 30

195 sfficientJopplicationJofJqontinuousJtractionalJqomponentJ–onteJqarloJinJtheJβeactionJsnsembleXJ
JournalgofgChemicalgTheorygandgComputationVJ2017VJ[aVJbbc]Wbbdd 6.4 23

194 ThermodynamicJandJTransportJöropertiesJofJqrownWsthershJtorceJtieldJrevelopmentJandJ
–olecularJμimulationsXJJournalgofgPhysicalgChemistrygBVJ2017VJ[][VJfadeWfaed 3.4 10

193 vydrideJTransferJversusJreprotonationJyineticsJinJtheJwsobutaneWöropeneJolkylationJβeactionhJoJ
qomputationalJμtudyXJACSgCatalysisVJ2017VJeVJfd[aWfd]e 13.1 30

192 öhaseJriagramJofJ–ethaneJandJqarbonJrioxideJvydratesJqomputedJbyJ–onteJqarloJμimulationsXJ
JournalgofgPhysicalgChemistrygBVJ2017VJ[][VJeaadWeacZ 3.4 27

191 μolubilityJofJsulfurJcompoundsJinJcommercialJphysicalJsolventsJandJanJionicJliquidJfromJ–onteJqarloJ
simulationsXJFluidgPhasegEquilibriaVJ2017VJbaaVJcZWcc 2.5 26

190 μolubilitiesJofJqO]VJqvbVJq]vdVJandJμO]JinJionicJliquidsJandJμelexolJfromJ–onteJqarloJsimulationsXJ
JournalgofgComputationalgScienceVJ2016VJ[cVJebWfZ 3.4 24

189 slectronJmicroscopyJinvestigationsJofJcationJexchangeJinJcolloidalJöbμeYqdμeJnanocrystalsJ2016VJaeWaf

188 ossessingJtheJμurfaceJoreaJofJöorousJμolidshJzimitationsVJörobeJ–oleculesVJandJ–ethodsXJLangmuirVJ
2016VJa]VJ[]ddbW[]dec 4 24

187 qomputingJequationJofJstateJparametersJofJgasesJfromJ–onteJqarloJsimulationsXJFluidgPhaseg
EquilibriaVJ2016VJb]fVJ[ebW[f[ 2.5 7

186 qomputationJofJtheJveatJandJsntropyJofJodsorptionJinJöroximityJofJwnflectionJöointsXJJournalgofg
PhysicalgChemistrygCVJ2016VJ[]ZVJ[e]eW[eaf 3.8 19

185 ziquidWcrystalJphaseJequilibriaJofJzennardWxonesJchainsXJMoleculargPhysicsVJ2016VJ[[bVJfgcWgZf 1.7 7

184
qomparisonJofJβamanVJNwβVJandJoTβJtTwβJspectroscopyJasJanalyticalJtoolsJforJinWlineJmonitoringJofJ
qOJ]JconcentrationJinJanJamineJgasJtreatingJprocessXJInternationalgJournalgofgGreenhousegGasg
ControlVJ2016VJbeVJ[eW]b

4.2 16

183 rirectJtreeJsnergyJqalculationJinJtheJqontinuousJtractionalJqomponentJuibbsJsnsembleXJJournalgofg
ChemicalgTheorygandgComputationVJ2016VJ[]VJ[bf[WgZ 6.4 35

182 qomputingJbubbleWpointsJofJqO]YqvbJgasJmixturesJinJionicJliquidsJfromJ–onteJqarloJsimulationsXJ
FluidgPhasegEquilibriaVJ2016VJb[fVJ[ZZW[Ze 2.5 8

(2016-2017)
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181 otomisticJunderstandingJofJcationJexchangeJinJöbμJnanocrystalsJusingJsimulationsJwithJ
pseudoligandsXJNaturegCommunicationsVJ2016VJeVJ[[cZa 17.4 41

180 wnWzineJ–onitoringJofJtheJqO]VJ–rsoVJandJöZJqoncentrationsJinJtheJziquidJöhaseJduringJvighJ
öressureJqO]JobsorptionXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2016VJccVJafZbWaf[] 3.9 4

179 wnvestigatingJpolarizationJeffectsJofJqO]JadsorptionJinJ–g–OtWebXJJournalgofgComputationalg
ScienceVJ2016VJ[cVJfdWgb 3.4 15

178 OptimizationJofJöarticleJTransfersJinJtheJuibbsJsnsembleJforJμystemsJwithJμtrongJandJrirectionalJ
wnteractionsJUsingJqp–qVJqtq–qVJandJqpYqtq–qXJJournalgofgPhysicalgChemistrygCVJ2016VJ[]ZVJg[bfWg[cg 3.8 15

177 öhaseJpehaviorJofJpinaryJ–ixturesJofJaJziquidJqrystalJandJ–ethaneXJJournalgofgChemicalgoamp;g
EngineeringgDataVJ2015VJdZVJ][deW][e[ 2.8 3

176 riffusionJofJveatJandJ–assJinJaJqhemicallyJβeactingJ–ixtureJawayJfromJsquilibriumXJJournalgofg
PhysicalgChemistrygCVJ2015VJ[[gVJ[]fafW[]fbe 3.8 5

175 βealWTimeJörocessJ–onitoringJofJqO]JqaptureJbyJoqueousJo–öWöZJUsingJqhemometricshJöilotJ
ölantJremonstrationXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2015VJcbVJcedgWceed 3.9 14

174
OnlineJqorrosionJ–onitoringJinJaJöostcombustionJqO]JqaptureJöilotJölantJandJitsJβelationJtoJ
μolventJregradationJandJommoniaJsmissionsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ
2015VJcbVJcaadWcabb

3.9 15

173 sconomicJassessmentJofJnovelJamineJbasedJqO]JcaptureJtechnologiesJintegratedJinJpowerJplantsJ
basedJonJsuropeanJpenchmarkingJTaskJtorceJmethodologyXJAppliedgEnergyVJ2015VJ[afVJcbdWccf 10.7 76

172 odsorptionWrrivenJveatJöumpshJTheJöotentialJofJ–etalWOrganicJtrameworksXJChemicalgReviewsVJ
2015VJ[[cVJ[]]ZcWcZ 68.1 294

171 wsotropicWnematicJphaseJequilibriaJofJhardWsphereJchainJfluidsWöureJcomponentsJandJbinaryJ
mixturesXJJournalgofgChemicalgPhysicsVJ2015VJ[b]VJZdbgZa 3.9 7

170 OnJtheJvaporWliquidJequilibriumJofJattractiveJchainJfluidsJwithJvariableJdegreeJofJmolecularJ
flexibilityXJJournalgofgChemicalgPhysicsVJ2015VJ[b]VJ]]bcZb 3.9 4

169 μolubilityJofJNaturalJuasJμpeciesJinJwonicJziquidsJandJqommercialJμolventshJsxperimentsJandJ–onteJ
qarloJμimulationsXJJournalgofgChemicalgoamp;gEngineeringgDataVJ2015VJdZVJaZagWaZbc 2.8 22

168 onJanalyticalJequationJofJstateJforJdescribingJisotropicWnematicJphaseJequilibriaJofJzennardWxonesJ
chainJfluidsJwithJvariableJdegreeJofJmolecularJflexibilityXJJournalgofgChemicalgPhysicsVJ2015VJ[b]VJ]bbgZa 3.9 11

167 –echanicalJinstabilityJofJmonocrystallineJandJpolycrystallineJmethaneJhydratesXJNatureg
CommunicationsVJ2015VJdVJfeba 17.4 57

166 –etalWOrganicJtrameworksJinJodsorptionWrrivenJveatJöumpshJTheJöotentialJofJolcoholsJasJWorkingJ
tluidsXJLangmuirVJ2015VJa[VJ[]efaWgd 4 97

165 qrystalsJforJsustainabilityJâ��JstructuringJolWbasedJ–OtsJforJtheJallocationJofJheatJandJcoldXJ
CrystEngCommVJ2015VJ[eVJ]f[W]fc 3.3 30

164 qompressibilityVJthermalJexpansionJcoefficientJandJheatJcapacityJofJqvbJandJqO]JhydrateJmixturesJ
usingJmolecularJdynamicsJsimulationsXJPhysicalgChemistrygChemicalgPhysicsVJ2015VJ[eVJ]fdgWfa 3.6 56

Thijs J H Vlugt

8



163
qrystalJstructureVJstabilityVJandJelectronicJpropertiesJofJhydratedJmetalJsulfatesJ–μObRv]OSnJ
R–kNiVJ–giJnkdVJeSJandJtheirJmixedJphaseshJoJfirstJprinciplesJstudyXJChemicalgEngineeringgScienceVJ
2015VJ[][VJeeWfd

4.4 13

162 svaluatingJadsorbedWphaseJactivityJcoefficientJmodelsJusingJaJ]rWlatticeJmodelXJMolecularg
SimulationVJ2015VJb[VJ[]abW[]bb 2 2

161 pinaryJandJternaryJmixturesJofJliquidJcrystalsJwithJqO]XJAICHEgJournalVJ2015VJd[VJ]geeW]gfb 3.6 6

160 veatWinducedJtransformationJofJqdμeWqdμWZnμJcoreWmultishellJquantumJdotsJbyJZnJdiffusionJintoJ
innerJlayersXJChemicalgCommunicationsVJ2015VJc[VJaa]ZWa 5.8 17

159
μimulatingJtheJreactionsJofJqO]JinJaqueousJmonoethanolamineJsolutionJbyJreactionJensembleJ
–onteJqarloJusingJtheJcontinuousJfractionalJcomponentJmethodXJJournalgofgChemicalgTheorygandg
ComputationVJ2015VJ[[VJ]dd[Wg

6.4 26

158 μtudyJofJglassyJpolymersJfractionalJaccessibleJvolumeJRtoVSJbyJextendedJmethodJofJhydrostaticJ
weighinghJsffectJofJporousJstructureJonJliquidJtransportXJReactivegandgFunctionalgPolymersVJ2015VJfdVJ]dgW]f[4.6 51

157 –anufactureJofJdenseJqoUW[ZWvJcoatingsJforJapplicationJinJadsorptionJdrivenJheatJpumpshJ
optimizationJandJcharacterizationXJCrystEngCommVJ2015VJ[eVJcg[[Wcg]Z 3.3 32

156 qOμ–OWarhJwncorporatingJThreeWrimensionalJqontactJwnformationJintoJtheJqOμ–OWμoqJ–odelXJ
Industrialgoamp;gEngineeringgChemistrygResearchVJ2015VJcbVJ]][bW]]]d 3.9 5

155 μimulationJofJöoreJWidthJandJöoreJqhargeJsffectsJonJμelectivitiesJofJqO]JvsXJv]JfromJaJμyngasWlikeJ
–ixtureJinJqarbonJ–esoporesXJEnergygProcediaVJ2015VJdbVJ[cZW[cg 2.3 6

154 UnderstandingJaerosolJbasedJemissionsJinJaJöostJqombustionJqO]JqaptureJprocesshJöarameterJ
testingJandJmechanismsXJInternationalgJournalgofgGreenhousegGasgControlVJ2015VJabVJdaWeb 4.2 40

153 qhapterJchriffusionJinJziquidshJsxperimentsVJ–olecularJrynamicsVJandJsngineeringJ–odelsJ2015VJefW[Zb 5

152 qO]JμolubilityJinJpiodegradableJvydroxylammoniumWpasedJwonicJziquidsXJJournalgofgChemicalgoamp;g
EngineeringgDataVJ2014VJcgVJeZ]WeZf 2.8 13

151 NewJobJwnitioJpasedJöairJöotentialJforJoccurateJμimulationJofJöhaseJTransitionsJinJZnOXJJournalgofg
PhysicalgChemistrygCVJ2014VJ[[fVJ[[ZcZW[[Zd[ 3.8 29

150 otomicJresolutionJmonitoringJofJcationJexchangeJinJqdμeWöbμeJheteronanocrystalsJduringJepitaxialJ
solidWsolidWvaporJgrowthXJNanogLettersVJ2014VJ[bVJadd[We 11.5 43

149 ValidationJofJtheJqO]YN]OJonalogyJUsingJ–olecularJμimulationXJIndustrialgoamp;gEngineeringg
ChemistrygResearchVJ2014VJcaVJ[fZf[W[fZgZ 3.9 22

148 ocidJWashJμcrubbingJasJaJqountermeasureJforJommoniaJsmissionsJfromJaJöostcombustionJqO]J
qaptureJölantXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2014VJcaVJ[a[gcW[a]Zb 3.9 27

147 μolubilityJofJtheJörecombustionJuasesJqO]VJqvbVJqOVJv]VJN]VJandJv]μJinJtheJwonicJziquidJ
[bmim][Tf]N]JfromJ–onteJqarloJμimulationsXJJournalgofgPhysicalgChemistrygCVJ2014VJ[[fVJ]acggW]adZb 3.8 56

146 tieldJstudyJofJaJprownianJremisterJUnitJtoJreduceJaerosolJbasedJemissionJfromJaJöostJqombustionJ
qOJ]JqaptureJplantXJInternationalgJournalgofgGreenhousegGasgControlVJ2014VJ]fVJceWdb 4.2 41

(2014-2015)
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145 öhaseJpehaviorJofJziquidJqrystalJUJqO]J–ixturesXJJournalgofgChemicalgoamp;gEngineeringgDataVJ2014VJ
cgVJ[ddeW[de] 2.8 7

144 snantioselectiveJadsorptionJofJibuprofenJandJlysineJinJmetalWorganicJframeworksXJChemicalg
CommunicationsVJ2014VJcZVJ[ZfbgWc] 5.8 43

143 onalysisJofJörocessJqonfigurationsJforJqO]JqaptureJbyJörecipitatingJominoJocidJμolventsXJIndustrialg
oamp;gEngineeringgChemistrygResearchVJ2014VJcaVJ]abfW]ad[ 3.9 32

142 oJqomparisonJofJodvancedJ–onteJqarloJ–ethodsJforJOpenJμystemshJqtq–qJvsJqp–qXJJournalgofg
ChemicalgTheorygandgComputationVJ2014VJ[ZVJgb]Wc] 6.4 50

141 μolubilityJofJqO]JandJqvbJinJwonicJziquidshJwdealJqO]YqvbJμelectivityXJIndustrialgoamp;gEngineeringg
ChemistrygResearchVJ2014VJcaVJ[cb]eW[cbac 3.9 79

140 ThermodynamicJassessmentJofJamineJbasedJqO]JcaptureJtechnologiesJinJpowerJplantsJbasedJonJ
suropeanJpenchmarkingJTaskJtorceJmethodologyXJFuelVJ2014VJ[]gVJa[fWa]g 7.1 90

139 örecipitatingJominoJocidJμolventsJforJqO]JqaptureXJOpportunitiesJtoJβeduceJqostsJinJöostJ
qombustionJqaptureXXJEnergygProcediaVJ2014VJdaVJe]eWeaf 2.3 18

138 öredictingJoerosolJpasedJsmissionsJinJaJöostJqombustionJqO]JqaptureJörocessJUsingJanJospenJölusJ
–odelXJEnergygProcediaVJ2014VJdaVJg[[Wg]c 2.3 15

137 onJequationJofJstateJforJtheJisotropicJphaseJofJlinearVJpartiallyJflexibleJandJfullyJflexibleJtangentJ
hardWsphereJchainJfluidsXJMoleculargPhysicsVJ2014VJ[[]VJg[gWg]f 1.7 11

136 sxploringJnewJmethodsJandJmaterialsJforJenantioselectiveJseparationsJandJcatalysisXJMolecularg
SimulationVJ2014VJbZVJcfcWcgf 2 15

135 ThermalJconductivityJofJcarbonJdioxideJfromJnonWequilibriumJmolecularJdynamicshJaJsystematicJ
studyJofJseveralJcommonJforceJfieldsXJJournalgofgChemicalgPhysicsVJ2014VJ[b[VJ[abcZb 3.9 17

134 öartialJmolarJenthalpiesJandJreactionJenthalpiesJfromJequilibriumJmolecularJdynamicsJsimulationXJ
JournalgofgChemicalgPhysicsVJ2014VJ[b[VJ[bbcZ[ 3.9 20

133 odsorptiveJcharacterizationJofJporousJsolidshJsrrorJanalysisJguidesJtheJwayXJMicroporousgandg
MesoporousgMaterialsVJ2014VJ]ZZVJ[ggW][c 5.3 109

132 TheJisotropicWnematicJandJnematicWnematicJphaseJtransitionJofJbinaryJmixturesJofJtangentJ
hardWsphereJchainJfluidshJanJanalyticalJequationJofJstateXJJournalgofgChemicalgPhysicsVJ2014VJ[bZVJZabcZb 3.9 5

131 örobingJlipidJcoatingJdynamicsJofJquantumJdotJcoreJmicellesJviaJtˆ¶rsterJresonanceJenergyJtransferXJ
SmallVJ2014VJ[ZVJ[[daWeZ 11 10

130 qoreWshellJreconfigurationJthroughJthermalJannealingJinJteRxSOYqote]ObJorderedJ]rJnanocrystalJ
arraysXJNanotechnologyVJ2014VJ]cVJZccdZ[ 3.4 8

129 pridgingJscalesJwithJthermodynamicshJfromJnanoJtoJmacroXJAdvancesgingNaturalgSciences:g
NanosciencegandgNanotechnologyVJ2014VJcVJZ]aZZ] 1.6 13

128 oJtransferableJforceJfieldJforJqdμWqdμeWöbμWöbμeJsolidJsystemsXJJournalgofgChemicalgPhysicsVJ2014VJ
[b[VJ]bbcZa 3.9 14
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127 μolubilityJofJqO]YqvbJgasJmixturesJinJionicJliquidsXJFluidgPhasegEquilibriaVJ2014VJaecVJ[abW[b] 2.5 30

126 qalculatingJthermodynamicJfactorsJofJternaryJandJmulticomponentJmixturesJusingJtheJöermutedJ
WidomJtestJparticleJinsertionJmethodXJTheoreticalgChemistrygAccountsVJ2013VJ[a]VJ[ 1.9 5

125 TheJisotropicWnematicJphaseJtransitionJofJtangentJhardWsphereJchainJfluidsWWpureJcomponentsXJ
JournalgofgChemicalgPhysicsVJ2013VJ[agVJZabcZc 3.9 15

124 vighJpressureJsolubilityJofJqO]JinJnonWfluorinatedJphosphoniumWbasedJionicJliquidsXJJournalgofg
SupercriticalgFluidsVJ2013VJf]VJb[Wbg 4.2 32

123 qonceptualJresignJofJaJNovelJqO]JqaptureJörocessJpasedJonJörecipitatingJominoJocidJμolventsXJ
Industrialgoamp;gEngineeringgChemistrygResearchVJ2013VJc]VJ[]]]aW[]]ac 3.9 58

122 ThermalJqonductivityJinJZeolitesJμtudiedJbyJNonWequilibriumJ–olecularJrynamicsJμimulationsXJ
InternationalgJournalgofgThermophysicsVJ2013VJabVJ[[geW[][a 2.1 8

121 riffusionJqoefficientsJfromJ–olecularJrynamicsJμimulationsJinJpinaryJandJTernaryJ–ixturesXJ
InternationalgJournalgofgThermophysicsVJ2013VJabVJ[[dgW[[gd 2.1 79

120 WaterJadsorptionJinJhydrophilicJzeoliteshJexperimentJandJsimulationXJPhysicalgChemistrygChemicalg
PhysicsVJ2013VJ[cVJ[eaebWf] 3.6 49

119 odsorptionJofJorgonJonJ–twJNanosheetshJsxperimentsJandJμimulationsXJJournalgofgPhysicalg
ChemistrygCVJ2013VJ[[eVJ]bcZaW]bc[Z 3.8 9

118 μtrategiesJtoJμimultaneouslyJsnhanceJtheJvydrostabilityJandJtheJolcoholâ��WaterJμeparationJ
pehaviorJofJquWpTqXJJournalgofgPhysicalgChemistrygCVJ2013VJ[[eVJ]ZeZdW]Ze[b 3.8 21

117 vowJtoJapplyJtheJyirkwoodâ��puffJtheoryJtoJindividualJspeciesJinJsaltJsolutionsXJChemicalgPhysicsg
LettersVJ2013VJcf]VJ[cbW[ce 2.5 43

116 wnvestigationJofJaerosolJbasedJemissionJofJ–soJdueJtoJsulphuricJacidJaerosolJandJsootJinJaJöostJ
qombustionJqO]JqaptureJprocessXJInternationalgJournalgofgGreenhousegGasgControlVJ2013VJ[gVJ[afW[bb 4.2 76

115 yirkwoodWpuffJwntegralsJforJtiniteJVolumesXJJournalgofgPhysicalgChemistrygLettersVJ2013VJbVJ]acWf 6.4 131

114 UnderstandingJodsorptionJofJvighlyJöolarJVaporsJonJ–esoporousJ–wzW[ZZRqrSJandJ–wzW[Z[RqrShJ
sxperimentsJandJ–olecularJμimulationsXJJournalgofgPhysicalgChemistrygCVJ2013VJ[[eVJed[aWed]] 3.8 60

113 ziquidJpermeationJthroughJöT–μöhJOneJpolymerJforJtwoJdifferentJmembraneJapplicationsXJJournalg
ofgMembranegScienceVJ2013VJbbZVJgfW[Ze 9.6 28

112 öhaseJbehaviourJofJtheJsystemJbmWpentyloxyWbWcyanobiphenylUqO]XJJournalgofgChemicalg
ThermodynamicsVJ2013VJcgVJ]ZW]e 2.9 7

111 TheJphaseJbehaviorJofJlinearJandJpartiallyJflexibleJhardWsphereJchainJfluidsJandJtheJsolubilityJofJhardJ
spheresJinJhardWsphereJchainJfluidsXJJournalgofgChemicalgPhysicsVJ2013VJ[afVJ]ZbgZc 3.9 15

110 tromJsphereJtoJmultipodhJthermallyJinducedJtransitionsJofJqdμeJnanocrystalsJstudiedJbyJmolecularJ
dynamicsJsimulationsXJJournalgofgthegAmericangChemicalgSocietyVJ2013VJ[acVJcfdgWed 16.4 18

(2013-2014)
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109 oJdirectJmethodJforJcalculatingJthermodynamicJfactorsJforJliquidJmixturesJusingJtheJöermutedJ
WidomJtestJparticleJinsertionJmethodXJMoleculargPhysicsVJ2013VJ[[[VJ]feW]gd 1.7 13

108 μelectivityJandJselfWdiffusionJofJqO]JandJv]JinJaJmixtureJonJaJgraphiteJsurfaceXJFrontiersging
ChemistryVJ2013VJ[VJaf 5 19

107 wnfluenceJofJforceJfieldJparametersJonJcomputedJdiffusionJcoefficientsJofJqO]JinJzToWtypeJzeoliteXJ
MicroporousgandgMesoporousgMaterialsVJ2012VJ[cfVJdbWed 5.3 11

106 μimulationJstudyJonJtheJadsorptionJpropertiesJofJlinearJalkanesJonJclosedJnanotubeJbundlesXJ
JournalgofgPhysicalgChemistrygBVJ2012VJ[[dVJgf[]Wg 3.4 15

105 odsorptionJofJVolatileJOrganicJqompoundsXJsxperimentalJandJTheoreticalJμtudyXJIndustrialgoamp;g
EngineeringgChemistrygResearchVJ2012VJc[VJ[ddgeW[deZf 3.9 17

104 TowardJaJpossibilityJtoJexchangeJqO]JandJqvbJinJswJclathrateJhydratesXJJournalgofgPhysicalgChemistryg
BVJ2012VJ[[dVJaebcWca 3.4 19

103 OnJtheJmechanismJbehindJtheJinstabilityJofJisoreticularJmetalWorganicJframeworksJRwβ–OtsSJinJ
humidJenvironmentsXJChemistrygvgAgEuropeangJournalVJ2012VJ[fVJ[]]dZWd 4.8 55

102 –echanicalJpropertiesJofJclathrateJhydrateshJstatusJandJperspectivesXJEnergygandgEnvironmentalg
ScienceVJ2012VJcVJdeeg 35.4 124

101 μolubilityJofJqO]JinJtheJwonicJziquidsJ[Tp–N][–eμOb]JandJ[Tp–ö][–eμOb]XJJournalgofgChemicalg
oamp;gEngineeringgDataVJ2012VJceVJ]]ecW]]fZ 2.8 31

100 öhaseJbehaviorJofJliquidJcrystalsJwithJqO]XJJournalgofgPhysicalgChemistrygBVJ2012VJ[[dVJg[Z[Wd 3.4 15

99 ThermodynamicsJofJsmallJsystemsJembeddedJinJaJreservoirhJaJdetailedJanalysisJofJfiniteJsizeJeffectsXJ
MoleculargPhysicsVJ2012VJ[[ZVJ[ZdgW[Zeg 1.7 53

98 OptimisationJofJleanJvapourJcompressionJRzVqSJasJanJoptionJforJpostWcombustionJqO]JcapturehJNetJ
presentJvalueJmaximisationXJInternationalgJournalgofgGreenhousegGasgControlVJ2012VJ[[VJμ[[bWμ[][ 4.2 37

97 tickJriffusionJqoefficientsJinJTernaryJziquidJμystemsJfromJsquilibriumJ–olecularJrynamicsJ
μimulationsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2012VJc[VJ[Z]beW[Z]cf 3.9 63

96 μtateWofWtheWortJofJqO]JqaptureJwithJwonicJziquidsXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ
2012VJc[VJf[bgWf[ee 3.9 740

95 onJanalyticalJapproximationJforJtheJorientationWdependentJexcludedJvolumeJofJtangentJhardJ
sphereJchainsJofJarbitraryJchainJlengthJandJflexibilityXJJournalgofgChemicalgPhysicsVJ2012VJ[aeVJZbbgZd 3.9 13

94 qalculatingJthermodynamicJpropertiesJfromJfluctuationsJatJsmallJscalesXJJournalgofgPhysicalg
ChemistrygBVJ2011VJ[[cVJ[Zg[[Wf 3.4 92

93 tickJdiffusionJcoefficientsJofJliquidJmixturesJdirectlyJobtainedJfromJequilibriumJmolecularJ
dynamicsXJJournalgofgPhysicalgChemistrygBVJ2011VJ[[cVJ[]g][Wg 3.4 59

92 sxternalJμurfaceJodsorptionJonJμilicaliteW[JZeoliteJμtudiedJbyJ–olecularJμimulationXJJournalgofg
PhysicalgChemistrygCVJ2011VJ[[cVJ[caccW[cadZ 3.8 13

Thijs J H Vlugt

12



91 reterminingJforceJfieldJparametersJusingJaJphysicallyJbasedJequationJofJstateXJJournalgofgPhysicalg
ChemistrygBVJ2011VJ[[cVJefe]WfZ 3.4 31

90 UsingJanJonalyticJsquationJofJμtateJtoJObtainJ−uantitativeJμolubilitiesJofJqO]JbyJ–olecularJ
μimulationXJJournalgofgPhysicalgChemistrygLettersVJ2011VJ]VJagaWagd 6.4 6

89 öredictiveJrarkenJsquationJforJ–axwellWμtefanJriffusivitiesJinJ–ulticomponentJ–ixturesXJIndustrialg
oamp;gEngineeringgChemistrygResearchVJ2011VJcZVJ[ZacZW[Zacf 3.9 61

88 –ulticomponentJ–axwellâ��μtefanJriffusivitiesJatJwnfiniteJrilutionXJIndustrialgoamp;gEngineeringg
ChemistrygResearchVJ2011VJcZVJbeedWbef] 3.9 40

87 –axwellWμtefanJdiffusivitiesJinJbinaryJmixturesJofJionicJliquidsJwithJdimethylJsulfoxideJRr–μOSJandJ
v]OXJJournalgofgPhysicalgChemistrygBVJ2011VJ[[cVJfcZdW[e 3.4 29

86 μtressJfluctuationsJinJgranularJforceJnetworksXJJournalgofgStatisticalgMechanics:gTheorygandg
ExperimentVJ2011VJ]Z[[VJöZbZZ] 1.9 32

85 öredictiveJ–odelJforJOptimizingJuuestâ��vostJzennardâ��xonesJwnteractionsJinJZeolitesXJJournalgofg
PhysicalgChemistrygCVJ2011VJ[[cVJ[Z[feW[Z[gc 3.8 1

84 ThermodynamicsJofJaJsmallJsystemJinJaJ˛…TJreservoirXJChemicalgPhysicsgLettersVJ2011VJcZbVJ[ggW]Z[ 2.5 62

83 –axwellâ��μtefanJdiffusivitiesJinJliquidJmixtureshJUsingJmolecularJdynamicsJforJtestingJmodelJ
predictionsXJFluidgPhasegEquilibriaVJ2011VJaZ[VJ[[ZW[[e 2.5 30

82 rownconversionJforJsolarJcellsJinJYtahNdaUVJYbaUXJPhysicalgReviewgBVJ2010VJf[VJ 3.3 164

81 torceJbalanceJinJcanonicalJensemblesJofJstaticJgranularJpackingsXJJournalgofgStatisticalgMechanics:g
TheorygandgExperimentVJ2010VJ]Z[ZVJöZ[Z[c 1.9 12

80 snergyJtransferJmechanismJforJdownconversionJinJtheJRöraUVJYbaUSJcoupleXJPhysicalgReviewgBVJ2010VJ
f[VJ 3.3 106

79 öerformanceJofJqhiralJZeolitesJforJsnantiomericJμeparationJβevealedJbyJ–olecularJμimulationXJ
JournalgofgPhysicalgChemistrygCVJ2010VJ[[bVJ]]]ZeW]]][a 3.8 29

78 öotentialJresorbentsJforJöropaneYöropyleneJμeparationJbyJuasJöhaseJμimulatedJ–ovingJpedhJoJ
–olecularJμimulationJμtudyXJIndustrialgoamp;gEngineeringgChemistrygResearchVJ2010VJbgVJcf]dWcfaa 3.9 7

77
μoftJvedgehogsJonJqoarseJqarpetshJoJ–olecularJμimulationJμtudyJofJqappedJNanocrystalsJ
wnteractingJwithJμelfWossembledJ–onolayersJofJolkylthiolsJonJaJuoldJR[[[SJμurfaceXJJournalgofg
PhysicalgChemistrygCVJ2010VJ[[bVJ]ca[W]cae

3.8 11

76 –orphologicalJtransformationsJandJfusionJofJöbμeJnanocrystalsJstudiedJusingJatomisticJ
simulationsXJNanogLettersVJ2010VJ[ZVJagddWe[ 11.5 72

75 wnsightJintoJtheJsffectJofJrealuminationJonJ–ordeniteJUsingJsxperimentallyJValidatedJμimulationsXJ
JournalgofgPhysicalgChemistrygCVJ2010VJ[[bVJ]ZcdW]Zdc 3.8 37

74 TheJforceJnetworkJensembleJforJgranularJpackingsXJSoftgMatterVJ2010VJdVJ]gZf 3.6 55

(2010-2011)
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73 βeconcilingJtheJβelevantJμiteJ–odelJandJdynamicallyJcorrectedJTransitionJμtateJTheoryXJChemicalg
PhysicsgLettersVJ2010VJbgcVJeeWeg 2.5 4

72 riffusionJinJzeoliteshJsxtensionJofJtheJrelevantJsiteJmodelJtoJlightJgasesJandJmixturesJthereofJinJ
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JournalgofgChemicalgTheorygandgComputationVJ2009VJcVJ]fcfWdc 6.4 5
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faujasitesXJJournalgofgthegAmericangChemicalgSocietyVJ2004VJ[]dVJ[[aeeWfd 16.4 222
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