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133 −hermalIuluctuationsIinItheIøtructureIofI“aturallyIrhiralI–tIsurfacesXITopicseineCatalysisVI2002VI[fVI[gaW]ZZ2.3 38

132 γnderstandingIøtructureVI’etalIsistributionVIandIWaterIpdsorptionIinI’ixedW’etalI’”uWebXI
JournaleofePhysicaleChemistryeCVI2017VI[][VId]eWdac 3.8 37

131 xnsightsIintoItheIøtabilityIofIZeoliticIxmidazolateIurameworksIinIwumidIpcidicItnvironmentsIfromI
uirstW–rinciplesIralculationsXIJournaleofePhysicaleChemistryeCVI2018VI[]]VIbaagWbabf 3.8 37

130 tfficientIsimulationIofIbinaryIadsorptionIisothermsIusingItransitionImatrixI’onteIrarloXILangmuirVI
2006VI]]VIeZgW[d 4 37

129 romputationalIxdentificationIandItxperimentalItvaluationIofI’etalâ��”rganicIurameworksIforI
XyleneItnrichmentXIJournaleofePhysicaleChemistryeCVI2016VI[]ZVI[]ZecW[]Zf] 3.8 37

128 wowIγsefulIpreIrommonIøimulantsIofIrhemicalIWarfareIpgentsIatI–redictingIpdsorptionI
qehaviornXIJournaleofePhysicaleChemistryeCVI2018VI[]]VI]dZd[W]dZdg 3.8 37

127 −emperatureWregulatedIguestIadmissionIandIreleaseIinImicroporousImaterialsXINaturee
CommunicationsVI2017VIfVI[ceee 17.4 36

126 LiquidW–haseI’ulticomponentIpdsorptionIandIøeparationIofIXyleneI’ixturesIbyIulexibleI’xLWcaI
pdsorbentsXIJournaleofePhysicaleChemistryeCVI2018VI[]]VIafdWage 3.8 36

125 ’etalWorganicIframeworkshIaIporousImazeXINatureeChemistryVI2011VIaVIb]gWaZ 17.6 36

124 romputationalI–redictionIofI’etalI”rganicIurameworksIøuitableIforI’olecularIxnfiltrationIasIaI
®outeItoIsevelopmentIofIronductiveI’aterialsXIJournaleofePhysicaleChemistryeLettersVI2015VIdVI[cfdWg[ 6.4 35

123 tffectIofIurameworkIulexibilityIonIrfIpromaticIpdsorptionIatIwighILoadingsIinI’etalâ��”rganicI
urameworksXIJournaleofePhysicaleChemistryeCVI2016VI[]ZVIaeZWaed 3.8 35

122 wowIWellIsoIppproximateI’odelsIofIpdsorptionWqasedIr”]IraptureI–rocessesI–redictI®esultsIofI
setailedI–rocessI’odelsnXIIndustrialelamp;eEngineeringeChemistryeResearchVI2020VIcgVIeZgeWe[Zf 3.9 35

121 pntiphaseIdomainIboundariesIatItheIuea”bRZZ[SIsurfaceXIPhysicaleRevieweBVI2012VIfcVI 3.3 34

120 uormationI’echanismsIandIsefectItngineeringIofIxmineWqasedI–orousI”rganicIragesXIChemistryeofe
MaterialsVI2018VIaZVI]d]W]e] 9.6 34

119 ”smoticIensembleImethodsIforIpredictingIadsorptionWinducedIstructuralItransitionsIinInanoporousI
materialsIusingImolecularIsimulationsXIJournaleofeChemicalePhysicsVI2011VI[abVI[fb[Za 3.9 33

118 γsingIfirstWprinciplesIcalculationsItoIpredictIsurfaceIresistancesItoIw]ItransportIthroughImetalIalloyI
membranesXIJournaleofeMembraneeScienceVI2007VIaZaVI[d]W[e] 9.6 32

117 qrownianIdynamicsIsimulationIofItheImotionIofIaIrigidIsphereIinIaIviscousIfluidIveryInearIaIwallXI
JournaleofeChemicalePhysicsVI2000VI[[aVIg]dfWg]ef 3.9 31

116 qutanolIøeparationIfromIwumidIr”]WrontainingI’ulticomponentIVaporI’ixturesIbyIZeoliticI
xmidazolateIurameworksXIACSeSustainableeChemistryeandeEngineeringVI2017VIcVIgbdeWgbed 8.3 30
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115 tffectIofIcorrelatedIflightsIonIparticleImobilitiesIduringIsingleWfileIdiffusionXIPhysicaleRevieweEVI1997
VIccVIeecaWeecd 2.4 30

114
’ovingIqeyondIpdsorptionIrapacityIinIsesignIofIpdsorbentsIforIr”]IraptureIfromIγltradiluteI
ueedshIzineticsIofIr”]IpdsorptionIinI’aterialsIwithIøteppedIxsothermsXIIndustrialelamp;e
EngineeringeChemistryeResearchVI2019VIcfVIaddWaee

3.9 30

113 tffectIofIøurfaceIøtructureIofI−i”]I“anoparticlesIonIr”]IpdsorptionIandIø”]I®esistanceXIACSe
SustainableeChemistryeandeEngineeringVI2017VIcVIg]gcWgaZd 8.3 29

112 ®esearchIrhallengesIinIpvoidingIâ��øhowstoppersâ��IinIsevelopingI’aterialsIforILargeWøcaleItnergyI
ppplicationsXIJouleVI2017VI[VI]ZfW][[ 27.8 28

111 —uantitativeIassessmentIofIhydrogenIdiffusionIbyIactivatedIhoppingIandIquantumItunnelingIinI
orderedIintermetallicsXIPhysicaleRevieweBVI2005VIe]VI 3.3 28

110 su−WserivedIuorceIuieldsIforI’odelingIwydrocarbonIpdsorptionIinI’xLWbeRVSXILangmuirVI2015VIa[VIfbcaWdf4 27

109 ’ultiscaleImodelsIofIsweepIgasIandIporousIsupportIeffectsIonIzeoliteImembranesXIAICHEeJournalVI
2005VIc[VIfdeWfee 3.6 26

108 rharacterizationIofItheI−hermodynamicIøtabilityIofIøolvatedI’etalâ��”rganicIurameworkI
–olymorphsIγsingI’olecularIøimulationsXIJournaleofePhysicaleChemistryeCVI2013VI[[eVI]ZdadW]Zdb] 3.8 25

107 −hermodynamicsIofI–oreIuillingI’etalIrlustersIinI’etalI”rganicIurameworkshI–dIinIγi”WddXIJournale
ofePhysicaleChemistryeLettersVI2012VIaVIaeZ]Wd 6.4 25

106 øelfWdiffusionIandImacroscopicIdiffusionIofIhydrogenIinIamorphousImetalsIfromIfirstWprinciplesI
calculationsXIJournaleofeChemicalePhysicsVI2009VI[aZVI]bbeZc 3.9 25

105 øtabilityIanalysisIofIdopedImaterialsIforIreversibleIhydrogenIstorageIinIdestabilizedImetalIhydridesXI
PhysicaleRevieweBVI2007VIedVI 3.3 25

104 pssessingItheIxmpactIofI–ointIsefectsIonI’olecularIsiffusionIinIZxuWfIγsingI’olecularIøimulationsXI
JournaleofePhysicaleChemistryeLettersVI2018VIgVIbZaeWbZbb 6.4 25

103 su−WbasedIforceIfieldIdevelopmentIforInobleIgasIadsorptionIinImetalIorganicIframeworksXIJournale
ofeMaterialseChemistryeAVI2015VIaVI]acagW]acbf 13 24

102 rompetitiveIqindingIofItthyleneVIWaterVIandIrarbonI’onoxideIinI’etalâ��”rganicIurameworkI
’aterialsIwithI”penIruIøitesXIJournaleofePhysicaleChemistryeCVI2018VI[]]VIfgdZWfgdd 3.8 24

101 tngineeringI–orousI”rganicIrageIrrystalsIwithIxncreasedIpcidIvasI®esistanceXIChemistryeteAe
EuropeaneJournalVI2016VI]]VI[ZebaWe 4.8 24

100 soesIrepeatIsynthesisIinImaterialsIchemistryIobeyIaIpowerIlawnXIProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2020VI[[eVIfeeWff] 11.5 23

99 −uningIqindingI−endenciesIofIømallI’oleculesIinI’etalâ��”rganicIurameworksIwithI”penI’etalIøitesI
byI’etalIøubstitutionIandILinkerIuunctionalizationXIJournaleofePhysicaleChemistryeCVI2018VI[]]VI]ebfdW]ebgb3.8 23

98 øelectingIpdsorbentsItoIøeparateIsiverseI“earWpzeotropicIrhemicalsXIJournaleofePhysicaleChemistrye
CVI2020VI[]bVIaddbWadeZ 3.8 22
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97 pdsorptionIandIsiffusionIofIbdIandIcdI−ransitionI’etalIpdatomsIonIvrapheneY®uRZZZ[SIandItheI
xmplicationsIforIrlusterI“ucleationXITopicseineCatalysisVI2014VIceVIdgWeg 2.3 22

96 romputationalIøcreeningIofIuunctionalizedIγi”WddI’aterialsIforIøelectiveIrontaminantI®emovalI
fromIpirXIJournaleofePhysicaleChemistryeCVI2017VI[][VI]ZagdW]ZbZd 3.8 22

95 xmpactsIofIvasIxmpuritiesIfromI–ipelineI“aturalIvasIonI’ethaneIøtorageIinI’etalâ��”rganicI
urameworksIduringILongW−ermIryclingXIJournaleofePhysicaleChemistryeCVI2017VI[][VI[ceacW[cebc 3.8 22

94 –tIthinIfilmsIonItheIpolarILapl”aR[ZZSIsurfacehIpIfirstWprinciplesIstudyXIPhysicaleRevieweBVI2006VIeaVI 3.3 22

93 pnalysisIofIqinaryI−ransportIsiffusivitiesIandIøelfWsiffusivitiesIinIaILatticeI’odelIforIøilicaliteXI
LangmuirVI2002VI[fVIeagaWebZZ 4 22

92 pIrollectionIofI’oreIthanIgZZIvasI’ixtureIpdsorptionItxperimentsIinI–orousI’aterialsIfromI
LiteratureI’etaWpnalysisXIIndustrialelamp;eEngineeringeChemistryeResearchVI2021VIdZVIdagWdc[ 3.9 22

91 øtabilityIofIZeoliticIxmidazolateIurameworksIinI“”]XIJournaleofePhysicaleChemistryeCVI2019VI[]aVI]aadW]abd3.8 22

90 tffectsIofIøurfaceI®elaxationIonItnantiospecificIpdsorptionIonI“aturallyIrhiralI–tIøurfacesXITopicse
ineCatalysisVI2002VI[fVI]Z[W]Zf 2.3 21

89 pcidIvasIpdsorptionIonI’etalW”rganicIurameworkI“anosheetsIasIaI’odelIofIanILpllWøurfaceLI
’aterialXIJournaleofeChemicaleTheoryeandeComputationVI2017VI[aVI[ab[W[acZ 6.4 20

88 ”neWøtepIøynthesisIofIZeoliteI’embranesIrontainingIratalyticI’etalI“anoclustersXIACSeAppliede
Materialselamp;eInterfacesVI2016VIfVI]bde[Wf[ 9.5 20

87 uirstIprinciplesIassessmentIofIperovskiteIdopantsIforIprotonIconductorsIwithIchemicalIstabilityIandI
highIconductivityXIRSCeAdvancesVI2013VIaVIaaaa 3.7 20

86 ptomicallyIdetailedIsimulationsIofIsurfaceIresistancesItoItransportIofIrwbVIrubVIandIr]wdIthroughI
silicaliteImembranesXIMicroporouseandeMesoporouseMaterialsVI2008VI[ZeVI]fdW]gc 5.3 20

85 øcreeningIsiffusionIofIømallI’oleculesIinIulexibleIZeoliticIxmidazolateIurameworksIγsingIaI
su−W–arameterizedIuorceIuieldXIJournaleofePhysicaleChemistryeCVI2019VI[]aVIg[caWg[de 3.8 19

84 ’odelingIsiffusionIofILinearIwydrocarbonsIinIøilicaIZeoliteIL−pIγsingI−ransitionI–athIøamplingXI
JournaleofePhysicaleChemistryeCVI2015VI[[gVI[cdbaW[cdca 3.8 19

83 siffusionIofIxenonIonIaIplatinumIsurfacehItheIinfluenceIofIcorrelatedIflightsXIPhysicaeD:eNonlineare
PhenomenaVI1994VIe[VI[dfW[fb 3.3 19

82 seterminingIsiffusionIroefficientsIofIrhemicalIWarfareIpgentsIinI’etalW”rganicIurameworksXI
JournaleofePhysicaleChemistryeLettersVI2019VI[ZVIef]aWefaZ 6.4 19

81 −uningItheIøtructuresIofI’etalâ��”rganicIurameworksIviaIaI’ixedWLinkerIøtrategyIforI
tthyleneYtthaneIzineticIøeparationXIChemistryeofeMaterialsVI2020VIa]VIae[cWae]] 9.6 19

80 xmpactIofIintrinsicIframeworkIflexibilityIforIselectiveIadsorptionIofIsarinIinInonWaqueousIsolventsI
usingImetalWorganicIframeworksXIPhysicaleChemistryeChemicalePhysicsVI2020VI]]VIdbb[Wdbbf 3.6 18
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79 ®apidIpredictionIofIhydrogenIpermeationIthroughIamorphousImetalImembraneshIanIefficientI
computationalIscreeningIapproachXIEnergyeandeEnvironmentaleScienceVI2013VIdVI]a]W]bZ 35.4 18

78 ronstructionIofIanIpnionW–illaredI’”uIsatabaseIandItheIøcreeningIofI’”usIøuitableIforIXeYzrI
øeparationXIACSeAppliedeMaterialselamp;eInterfacesVI2021VI[aVI[[ZagW[[Zbg 9.5 18

77 uluorinatedIcarbideWderivedIcarbonhImoreIhydrophilicVIyetIapparentlyImoreIhydrophobicXIJournaleofe
theeAmericaneChemicaleSocietyVI2015VI[aeVIcgdgWeg 16.4 17

76 rharacterizationIofIqulkIøtructureIinIZincI”rthotitanatehIpIsensityIuunctionalI−heoryIandItXpuøI
xnvestigationXIJournaleofetheeAmericaneCeramiceSocietyVI2008VIg[VIcfbWcgZ 3.8 17

75 uirstW–rinciplesWserivedIuorceIuieldsIforIrwbIpdsorptionIandIsiffusionIinIøiliceousIZeolitesXIJournale
ofePhysicaleChemistryeCVI2018VI[]]VI[]ffZW[]fg[ 3.8 17

74 –redictionIofIpdsorptionI–ropertiesIofIryclicIwydrocarbonsIinI’”usIγsingIsu−WserivedIuorceI
uieldsXIJournaleofePhysicaleChemistryeCVI2015VI[[gVI[dg]ZW[dg]d 3.8 16

73
øignificantI−emperatureIsependenceIofItheIxsostericIweatsIofIpdsorptionIofIvasesIinIZeolitesI
semonstratedIbyItxperimentsIandI’olecularIøimulationsXIJournaleofePhysicaleChemistryeCVI2019VI
[]aVI]ZbZcW]Zb[]

3.8 16

72 ’aterialIpropertiesIandIoperatingIconfigurationsIofImembraneIreactorsIforIpropaneI
dehydrogenationXIAICHEeJournalVI2015VId[VIg]]Wgac 3.6 16

71 zineticsIofIhardIsphereIandIchainIadsorptionIintoIcircularIandIellipticalIporesXIJournaleofeChemicale
PhysicsVI2000VI[[aVIbaegWbafe 3.9 16

70
pIøtrongI−estIofIptomicallyIsetailedI’odelsIofI’olecularIpdsorptionIinIZeolitesIγsingI
’ultilaboratoryItxperimentalIsataIforIr”IpdsorptionIinIpmmoniumIZø’WcXIJournaleofePhysicale
ChemistryeLettersVI2020VI[[VIbe[Wbee

6.4 16

69 pIsatabaseIofI–orousI®igidIpmorphousI’aterialsXIChemistryeofeMaterialsVI2020VIa]VIfZ]ZWfZaa 9.6 16

68 tffectsIofI”penI’etalIøiteIpvailabilityIonIpdsorptionIrapacityIandI”lefinY–araffinIøelectivityIinItheI
’etalâ��”rganicIurameworkIruaRq−rS]XIIndustrialelamp;eEngineeringeChemistryeResearchVI2016VIccVIcZbaWcZca3.9 16

67 −heItffectIofIpluminumIøhortW®angeI”rderingIonIrarbonIsioxideIpdsorptionIinIZeolitesXIJournaleofe
PhysicaleChemistryeCVI2018VI[]]VI[]aa]W[]abZ 3.8 16

66 ®ecoveryIofIpcidWvasWsegradedIZeoliticIxmidazolateIurameworksIbyIøolventWpssistedIrrystalI
®edemptionIRøpr®edSXIACSeAppliedeMaterialselamp;eInterfacesVI2017VIgVIabcgeWabdZ] 9.5 15

65 −uningItheIWettabilityIofI’etalW”rganicIurameworksIviaIsefectItngineeringIforItfficientI”ilYWaterI
øeparationXIACSeAppliedeMaterialselamp;eInterfacesVI2020VI[]VIabb[aWabb]] 9.5 15

64 ’olecularIøimulationIofIraptureIofIøulfurWrontainingIvasesIbyI–orousIpromaticIurameworksXI
JournaleofePhysicaleChemistryeCVI2018VI[]]VI[fbcdW[fbde 3.8 15

63 –reparationIandIvasIpdsorptionIrharacteristicsIofIZeoliteI’uxIrrystalsIwithI”rganicWuunctionalizedI
xnteriorsXIJournaleofePhysicaleChemistryeCVI2011VI[[cVI[gdbZW[gdbd 3.8 15

62 sensityIuunctionalI−heoryIøtudiesIofIrhemisorptionIandIsiffusionI–ropertiesIofI“iIandI
“iâ��−hiopheneIromplexesIonItheI’oø]IqasalI–laneXIJournaleofePhysicaleChemistryeBVI2003VI[ZeVI[gffW]ZZZ3.4 15
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61 soesIrhemicalItngineeringI®esearchIwaveIaI®eproducibilityI–roblemnXIAnnualeRevieweofeChemicale
andeBiomoleculareEngineeringVI2019VI[ZVIbaWce 8.9 14

60 xmprovedIwillâ��øauerIuorceIuieldIforIpccurateIsescriptionIofI–oresIinIfW®ingIZeolitesXIJournaleofe
PhysicaleChemistryeCVI2016VI[]ZVI[b[bZW[b[bf 3.8 14

59 xdentifyingI’etalIplloysIwithIwighIwydrogenI–ermeabilityIγsingIwighI−hroughputI−heoryIandI
txperimentalI−estingXIJournaleofePhysicaleChemistryeLettersVI2011VI]VIaZbZWaZbb 6.4 14

58 ’olecularIsimulationsIofIhydrogenIandImethaneIpermeationIthroughIporeImouthImodifiedIzeoliteI
membranesXIMoleculareSimulationVI2009VIacVIeZWef 2 14

57 –redictionsIofIwgZIandIwgrl]IpdsorptionI–ropertiesIinIγi”WddIfromIulueIvasIγsingI’olecularI
øimulationsXIJournaleofePhysicaleChemistryeCVI2019VI[]aVIcge]Wcgeg 3.8 13

56 tfficientIralculationIofIvasIsiffusivityIinIøingleWromponentIandIqinaryI’ixturesIofIøphericalI
pdsorbatesIinIulexibleIf’®IZeolitesXIJournaleofePhysicaleChemistryeCVI2015VI[[gVI[dcgdW[ddZc 3.8 13

55 –oweredIbyIsu−hIøcreeningImethodsIthatIaccelerateImaterialsIdevelopmentIforIhydrogenIinImetalsI
applicationsXIAccountseofeChemicaleResearchVI2014VIbeVIa]ecWfa 24.3 13

54 γnderstandingIsealuminationI’echanismsIinI–rotonicIandIrationicIZeolitesXIJournaleofePhysicale
ChemistryeCVI2020VI[]bVIddfWded 3.8 13

53 ’odelingIandIprocessIsimulationIofIhollowIfiberImembraneIreactorIsystemsIforIpropaneI
dehydrogenationXIAICHEeJournalVI2017VIdaVIbc[gWbca[ 3.6 12

52 xnvestigationIofItheIadsorptionIofIaminoIacidsIonI–dR[[[ShIpIdensityIfunctionalItheoryIstudyXI
AppliedeSurfaceeScienceVI2014VIaZ[VI[ggW]Ze 6.7 12

51 −estingIpredictionsIofImacroscopicIbinaryIdiffusionIcoefficientsIusingIlatticeImodelsIwithIsiteI
heterogeneityXILangmuirVI2006VI]]VIaeZeW[b 4 12

50 txperimentallyIVerifiedIplcoholIpdsorptionIxsothermsIinI“anoporousI’aterialsIfromILiteratureI
’etaWpnalysisXIJournaleofeChemicalelamp;eEngineeringeDataVI2020VIdcVIbgeZWbgeg 2.8 12

49 xnterpretableI’achineILearningWqasedI–redictionsIofI’ethaneIγptakeIxsothermsIinI’etalâ��”rganicI
urameworksXIChemistryeofeMaterialsVI2021VIaaVIacbaWacc] 9.6 12

48 romputationalI’odelIandIrharacterizationIofIøtackingIuaultsIinIZxuWfI–olymorphsXIJournaleofe
PhysicaleChemistryeCVI2016VI[]ZVI]eafZW]eaff 3.8 12

47 satabaseIofIromputationW®eadyI]sIZeoliticIølabsXIChemistryeofeMaterialsVI2019VIa[VIacaWadb 9.6 12

46 wowI®eproducibleIareIøurfaceIpreasIralculatedIfromItheIqt−ItquationnXIAdvancedeMaterialsV]]Z[cZ] 24 12

45 øorptionIandI−ransportIofIVaporsIinIZxuW[[hIpdsorptionVIsiffusionVIandILinkerIulexibilityXIJournaleofe
PhysicaleChemistryeCVI2019VI 3.8 11

44 –ropagationIofIsegradationWxnducedIsefectsIinIZeoliticIxmidazolateIurameworksXIJournaleofe
PhysicaleChemistryeCVI2019VI[]aVIddccWdddd 3.8 11
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43
tffectIofIwumidityIonItheIøorptionIofIw]øIfromI’ulticomponentIpcidIvasIøtreamsIonI
øilicaWøupportedIøtericallyIwinderedIandIγnhinderedIpminesXIACSeSustainableeChemistryeande
EngineeringVI2020VIfVI[Z[Z]W[Z[[b

8.3 11

42 wierarchicalIqayesianIestimationIforIadsorptionIisothermIparameterIdeterminationXIChemicale
EngineeringeScienceVI2020VI][bVI[[cbac 4.4 11

41 ’olecularIsynamicsIxnvestigationIofIøurfaceI®esistancesIinIZeoliteI“anosheetsXIJournaleofePhysicale
ChemistryeCVI2020VI[]bVI[c]b[W[c]c] 3.8 10

40 —uantitativeI–redictionsIofI’olecularIsiffusionIinIqinaryI’ixedWLinkerIZeoliticIxmidazolateI
urameworksIγsingI’olecularIøimulationsXIJournaleofePhysicaleChemistryeCVI2018VI[]]VIcd]eWcdaf 3.8 10

39 ®apidI–redictionIofIpdsorptionIxsothermsIofIaIsiverseI®angeIofI’oleculesIinIwyperWrrossWLinkedI
–olymersXIJournaleofePhysicaleChemistryeCVI2019VI[]aVI[effbW[efga 3.8 10

38 uirstW–rinciplesI’odelsIofIuacilitatingIw]I−ransportIthroughI’etalIuilmsIγsingIøpilloverXIJournaleofe
PhysicaleChemistryeCVI2013VI[[eVI[][eW[]]a 3.8 10

37 zineticsIofIw]IdesorptionIfromIcrystallineIrdZXIPhysicaleRevieweBVI2005VIe[VI 3.3 10

36 uirstWprinciplesIinvestigationIofIchemicalIstabilityIandIprotonIconductivityIofI’WdopedIqaZr”aI
R’lzVI®bVIandIrsSXIJournaleofetheeAmericaneCeramiceSocietyVI2017VI[ZZVI]ggeWaZZa 3.8 9

35 romputationalIinvestigationIonIr”]IadsorptionIinItitaniumIcarbideWderivedIcarbonsIwithIresidualI
titaniumXICarbonVI2017VI[[[VIeb[Wec[ 10.4 9

34 xmpactIofIbranchingIonItheIsupramolecularIassemblyIofIthioethersIonIpuR[[[SXIJournaleofeChemicale
PhysicsVI2015VI[b]VI[Z[g[c 3.9 9

33 LatticeWvasI’odelingIofIpdsorbateIsiffusionIinI’ixedWLinkerIZeoliticIxmidazolateIurameworkshI
tffectIofILocalIxmidazolateI”rderingXILangmuirVI2017VIaaVIdbf[Wdbg[ 4 8

32 “earIøurfaceI–haseI−ransitionIofIøoluteIserivedI–tI’onolayersXITopicseineCatalysisVI2013VIcdVI[ZdcW[Zea 2.3 8

31 uingerprintingIdiverseInanoporousImaterialsIforIoptimalIhydrogenIstorageIconditionsIusingI
metaWlearningXIScienceeAdvancesVI2021VIeVI 14.3 8

30 LargeWøcaleIromputationalIøcreeningIofIqinaryIxntermetallicsIforI’embraneWqasedIwydrogenI
øeparationXIJournaleofePhysicaleChemistryeCVI2015VI[[gVI]da[gW]da]d 3.8 7

29 tnantiospecificI–ropertiesIofIrhiralIøingleWrrystalIøurfacesXIACSeSymposiumeSeriesVI2002VI]dgW]f] 0.4 7

28 uirstIprinciplesIstudiesIofIprotonIconductionIinIz−a”aXIJournaleofeChemicalePhysicsVI2014VI[b[VIZ]beZe 3.9 6

27 –redictionsIofIøulfurI®esistanceIinI’etalI’embranesIforIw]I–urificationIγsingIuirstW–rinciplesI
ralculationsXIIndustrialelamp;eEngineeringeChemistryeResearchVI2012VIc[VIaZ[WaZg 3.9 6

26 pdsorptionIspaceIforImicroporousIpolymersIwithIdiverseIadsorbateIspeciesXINpjeComputationale
MaterialsVI2021VIeVI 10.9 6
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25
tfficientI’odelsIforI–redictingI−emperatureWsependentIwenryâ��sIronstantsIandIpdsorptionI
øelectivitiesIforIsiverseIrollectionsIofI’oleculesIinI’etalâ��”rganicIurameworksXIJournaleofePhysicale
ChemistryeCVI2021VI[]cVI[fZbdW[fZce

3.8 6

24 txemplarI’ixturesIforIøtudyingIromplexI’ixtureItffectsIinI–racticalIrhemicalIøeparationsXXIJacseAu
VI2022VI]VIa]]Wa]e 5

23 øingleWwalledIzeoliticInanotubesXXIScienceVI2022VIaecVId]Wdd 33.3 5

22
—uantitativelyI–redictingIxmpactIofIøtructuralIulexibilityIonI’olecularIsiffusionIinIømallI–oreI
’etalâ��”rganicIurameworksâ��pI’olecularIsynamicsIøtudyIofIwypotheticalIZxuWfI–olymorphsXI
JournaleofePhysicaleChemistryeCVI2020VI[]bVI]Z]ZaW]Z][]

3.8 5

21 wowI®eproducibleIpreIøurfaceIpreasIralculatedIfromItheIqt−Itquationn 5

20 xnIøilicoI–redictionIofIøtructuralI–ropertiesIofIaI®acemicI–orousI”rganicIrageIrrystalXIJournaleofe
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