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134 uMxzTMstudyMofMtheMhematiteMsurfaceMstateMinMtheMpresenceMofM eYM eOMandMOeaMSurfaceeScienceYM2013
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133 yvaluationMofMvolatileMiodineMtrappingMinMpresenceMofMcontaminantsmMuMperiodicMxzTMstudyMonMcationM
exchangedZfaujasiteaMMicroporouseandeMesoporouseMaterialsYM2017YMeflYMdddZdee 5.3 36

132 PromotingMeffectMofMcobaltMandMnickelMonMtheMactivityMofMhydrotreatingMcatalystsMinMhydrogenationM
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ChemicaleSocietyYM2018YMdgcYMdjjlcZdjjll

16.4 31
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126 xissociativeMiodomethaneMadsorptionMonMugZMORMandMtheMformationMofMug−MclustersmManMabMinitioM
molecularMdynamicsMstudyaMPhysicaleChemistryeChemicalePhysicsYM2017YMdlYMejhfcZejhgf 3.6 29

125 udsorptionMmechanismsMofMfattyMacidsMonMfluoriteMunraveledMbyMinfraredMspectroscopyMandM
firstZprinciplesMcalculationsaMJournaleofeColloideandeInterfaceeScienceYM2021YMhkfYMileZjcf 9.3 29

124 −mpactMofMtheMSibulMratioMonMtheMselectiveMcaptureMofMiodineMcompoundsMinMsilverZmordenitemMaM
periodicMxzTMstudyaMPhysicaleChemistryeChemicalePhysicsYM2016YMdkYMehhjgZehhkd 3.6 28

123 SimultaneousMadsorptionMofMacetaminophenYMdiclofenacMandMtetracyclineMbyMorganoZsepiolitemM
yxperimentsMandMstatisticalMphysicsMmodellingaMChemicaleEngineeringeJournalYM2021YMgcgYMdeiicd 14.7 28

122 SurfaceMPropertiesMofMzluoriteMinMPresenceMofMWatermMunMutomisticM−nvestigationaMJournaleofePhysicale
ChemistryeBYM2018YMdeeYMikelZikfi 3.4 27

121 udsorptionMofMNOYMNOeYMwOYM eOMandMwOeMoverMisolatedMmonovalentMcationsMinMfaujasiteMzeolitemMaM
periodicMxzTMinvestigationaMTheoreticaleChemistryeAccountsYM2018YMdfjYMd 1.9 27

120 ubMinitioMscreeningMofMcationZexchangedMzeolitesMforMbiofuelMpurificationaMMoleculareSystemseDesigne
andeEngineeringYM2019YMgYMkkeZkle 4.6 25

119
MolecularMstructuresMandMthermodynamicMpropertiesMofMdeMgaseousMcesiumZcontainingMspeciesMofM
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3.3 25

118
SingleMandMsimultaneousMadsorptionMofMwrUV−VMandMwuMU−−VMonMaMnovelMzefOgbpineMconesMgelMbeadsM
nanocompositemMyxperimentsYMcharacterizationMandMisothermsMmodelingaMChemicaleEngineeringe
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14.7 25
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2010YMfecYMfgZfl 24

116 βineticYMthermodynamicMandMmechanismMstudyMofMtheMadsorptionMofMphenolMonMMoroccanMclayaM
JournaleofeMoleculareLiquidsYM2020YMfdeYMddffkf 6 24

115
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modelingMandMphysicalMinterpretationMofMtheMadsorptionMmechanismaMInternationaleJournaleofe
BiologicaleMacromoleculesYM2020YMdhkYMhlhZicg

7.9 23

114 womparativeMstudyMofMstructuralMandMelectronicMpropertiesMofM–aSeMandM−nSeMpolytypesaMJournaleofe
ChemicalePhysicsYM2018YMdglYMchgdci 3.9 23

113 viofuelMpurificationmMwouplingMexperimentalMandMtheoreticalMinvestigationsMforMefficientMseparationM
ofMphenolMfromMaromaticsMbyMzeolitesaMChemicaleEngineeringeJournalYM2020YMgceYMdeieig 14.7 23
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molecularMdynamicsMstudiesaMChemicaleScienceYM2019YMdcYMllekZllgc 9.4 22
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yxperimentalMinvestigationMandMstatisticalMphysicalMmodellingaMChemicaleEngineeringeJournalYM2020YM
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14.7 21
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108 MolecularMinsightsMonMtheMadsorptionMofMsomeMpharmaceuticalMresiduesMfromMwastewaterMonM
kaoliniteMsurfacesaMChemicaleEngineeringeJournalYM2021YMgcjYMdejdji 14.7 21

107 StatisticalMphysicsMinterpretationMofMtheMadsorptionMmechanismMofMPbeXYMwdeXMandMNieXMonMchickenM
feathersaMJournaleofeMoleculareLiquidsYM2020YMfdlYMddgdik 6 20

106 PerformanceMofMwuMZYMPbMZYMandM gMZyxchangedMMordeniteMinMtheMudsorptionMofM−MYM−w MYM MOYMwOYMwlw M
YMandMwlMmMuMxensityMzunctionalMStudyaMChemPhysChemYM2017YMdkYMdigeZdihe 3.2 19
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FuelYM2012YMlgYMhjdZhjj 7.1 19

104 uMxzTMstudyMofMRuOMinteractionsMwithMporousMmaterialsmMmetalZorganicMframeworksMUMOzsVMandM
zeolitesaMPhysicaleChemistryeChemicalePhysicsYM2018YMecYMdijjcZdijji 3.6 19

103 uMfirstMprincipleMevaluationMofMtheMadsorptionMmechanismMandMstabilityMofMvolatileMorganicM
compoundsMintoMNaYMzeoliteaMZeitschrifteFureKristallographieeteCrystallineeMaterialsYM2019YMefgYMgilZgke 1 17

102 utomisticMdescriptionMofMphenolYMwOMandM eOMadsorptionMoverMcrystallineMandMamorphousMsilicaM
surfacesMforMhydrodeoxygenationMapplicationsaMAppliedeSurfaceeScienceYM2019YMglgYMjedZjfc 6.7 17

101 ThermodynamicMandMstructuralMpropertiesMofMbinaryMcalciumMsilicateMglassesmMinsightsMfromMmolecularM
dynamicsaMPhysicaleChemistryeChemicalePhysicsYM2017YMdlYMdlckfZdlclf 3.6 17

100 SynergisticMadsorptionMofMPbeXMandMwrOgeâ��MonManMengineeredMbiocharMhighlightedMbyMstatisticalM
physicalMmodelingaMJournaleofeMoleculareLiquidsYM2020YMfdeYMddfgkf 6 15

99 wopperZenrichedMdiamondZlikeMcarbonMcoatingsMpromoteMregenerationMatMtheMboneZimplantM
interfaceaMHeliyonYM2020YMiYMecfjlk 3.6 15

98 UnderstandingMtheMadsorptionMmechanismMofMugXMandM geXMonMfunctionalizedMlayeredMdoubleM
hydroxideMviaMstatisticalMphysicsMmodelingaMAppliedeClayeScienceYM2020YMdlkYMdchkek 5.2 15

97 −mprintingMisolatedMsingleMironMatomsMontoMmesoporousMsilicaMbyMtemplatingMwithM
metallosurfactantsaMJournaleofeColloideandeInterfaceeScienceYM2020YMhjfYMdlfZecf 9.3 15

96 venchmarkingMtheMperformanceMofMapproximateMvanMderMWaalsMmethodsMforMtheMstructuralMandM
energeticMpropertiesMofMSiOMandMulPOMframeworksaMJournaleofeChemicalePhysicsYM2019YMdhcYMclgdce 3.9 14

95 TheMwhallengeMofMTungstenMSkarnMProcessingMbyMzrothMzlotationmMuMReviewaMFrontierseineChemistryYM
2020YMkYMefc 5 13
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93 −mprovedMtribologicalMpropertiesYMthermalMandMcolloidalMstabilityMofMpolyZ˛–ZolefinsMbasedMlubricantsM
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90 TrappingMofMugXYMwueXYMandMwoeXMbyMfaujasiteMzeoliteMYmMNewMinterpretationsMofMtheMadsorptionM
mechanismMviaMxzTMandMstatisticalMmodelingMinvestigationaMChemicaleEngineeringeJournalYM2021YMgecYMdejjde14.7 13
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81 vridgingMmolecularMdynamicsMandMcorrelatedMwaveZfunctionMmethodsMforMaccurateM
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yxperimentalMinvestigationMandMstatisticalMphysicsMmodellingaMChemicaleEngineeringeJournalYM2022YM
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14.7 9

78 QuantumMyffectsMonMtheMxiffusivityMofM ydrogenM−sotopesMinMZeolitesaMJournaleofePhysicaleChemistryeC
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77 womputationalMinsightsMintoMtheMstructureMofMbariumMtitanosilicateMglassesaMJournaleofetheeAmericane
CeramiceSocietyYM2019YMdceYMiieiZiifl 3.8 8

76 ylasticMandMstructuralMpropertiesMofMlowMsilicaMcalciumMaluminosilicateMglassesMfromMmolecularM
dynamicsMsimulationsaMJournaleofeNontCrystallineeSolidsYM2018YMgllYMdgeZdhe 3.9 8

75 PhysicochemicalMinterpretationMofMtheMadsorptionMofMgZvromophenolMandMgZwhloroanilineMonManM
activatedMcarbonaMJournaleofeEnvironmentaleChemicaleEngineeringYM2020YMkYMdcghge 6.8 8
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JournaleofeBiomoleculareStructureeandeDynamicsYM2020YMdZdj

3.6 8

73 ussessingMtheMPotentialMofMumorphousMSilicaMSurfacesMforMtheMRemovalMofMPhenolMfromMviofuelmMuM
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72  ydrationMmechanismsMofMscheeliteMfromMadsorptionMisothermsMandMabMinitioMmolecularMdynamicsM
simulationsaMAppliedeSurfaceeScienceYM2021YMdhcdfj 6.7 8

71 unMabMinitioMstudyMofMtheMelectronicMpropertiesMofMtheMferroelectricMheterostructureM−neSefbvieSefaM
AppliedeSurfaceeScienceYM2021YMhfkYMdgkcii 6.7 8

70 ubMinitioMscreeningMofMzeoliteMYMformulationsMforMefficientMadsorptionMofMthiopheneMinMpresenceMofM
benzeneaMAppliedeSurfaceeScienceYM2021YMhgdYMdgkhdh 6.7 8

69 PressureMeffectsMonMlocalMatomicMstructureMofMNidhwodhuljcMmetallicMglassesaMComputationale
MaterialseScienceYM2019YMdiiYMecZel 3.2 7

68 UnderstandingMtheMPressureMyffectMonMtheMylasticYMylectronicYMVibrationalYMandMvondingMPropertiesMofM
theMweScOfMPerovskiteaMJournaleofePhysicaleChemistryeCYM2021YMdehYMdcjZddl 3.8 7

67 UnderstandingMtheMzundamentalsMofMMicroporosityMUpgradingMinMZeolitesmM−ncreasingMxiffusionMandM
watalyticMPerformancesaMAdvancedeScienceYM2021YMkYMeedccccd 13.6 7

66
OneZstepMfabricationMofMaMnewMoutstandingMrutileMTiOeMnanoparticlesbanthraciteMadsorbentmM
ModelingMandMphysicochemicalMinterpretationsMforMmalachiteMgreenMremovalaMChemicaleEngineeringe
JournalYM2021YMgeiYMdfdklc

14.7 7

65
OriginMofMtheMoutstandingMperformanceMofMZnulMandMMgzeMlayeredMdoubleMhydroxidesMinMtheM
adsorptionMofMeZnitrophenolmMuMstatisticalMphysicsMassessmentaMJournaleofeMoleculareLiquidsYM2020YM
fdgYMddfhje

6 6

64
UntanglingMelectronicYMopticalMandMbondingMpropertiesMofMhexagonalMbismuthMborateMSrvieveOjM
crystalMforMultravioletMoptoZelectronicMapplicationsmMunMabMinitioMstudyaMJournaleofeAlloyseande
CompoundsYM2019YMkcfYMddejZddfh

5.7 6

63 −ncorporationMofMtrivalentMcationsMinMNaXMzeoliteMnanocrystalsMforMtheMadsorptionMofMOMinMtheM
presenceMofMwOaMPhysicaleChemistryeChemicalePhysicsYM2020YMeeYMllfgZllge 3.6 6

62 wompetingMstructuresMinMU−nY–aVSeMandMU−nY–aVeSefMsemiconductorsaMPhysicaeStatuseSolidieoBp:eBasice
ResearchYM2017YMehgYMdjccdec 1.3 5

61 –raphenebgZcarbonMnitrideMU–ObgZwNVMnanohybridsMasMaMsensorMmaterialMforMtheMdetectionMofMmethylM
parathionMandMcarbendazimaaMChemosphereYM2021YMeleYMdffghc 8.4 5

60 yffectMofMulfXMandMMgeXMonMtheMflotationMofMfluorapatiteMusingMfattyZMandMhydroxamicZacidMcollectorsM
â��MuMmultiscaleMinvestigationaMAppliedeSurfaceeScienceYM2022YMhjeYMdhdgll 6.7 5

59 yvaluationMofMtheM−nhibitingMyffectMofMOrganicMwompoundsMonMtheMudsorptionMofM−odineMwompoundsM
inMwationZyxchangedMZeolitesmMuMxzTMStudyaMAdvanceseineScienceseTechnologyeandeInnovationYM2018YMdcjZdcl0.3 4

58 QuantumMmechanisticMstudyMofMfuranMandMeZmethylfuranMhydrodeoxygenationMonMmolybdenumMandM
tungstenMsulfideMclustersaMJournaleofeMoleculareModelingYM2019YMehYMefj 2 4

57 TheoreticalMstudyMandManalysisMofMoZnitrophenolMadsorptionMusingMlayeredMdoubleMhydroxidesM
containingMwaZulYMNiZulMandMZnZulaMEnvironmentaleScienceeandePollutioneResearchYM2021YMekYMgghgjZgghhi 5.1 4

56
udsorptionMofMfZaminophenolMandMresorcinolMonMavocadoMseedMactivatedMcarbonmMMathematicalM
modellingYMthermodynamicMstudyMandMdescriptionMofMadsorbentMperformanceaMJournaleofeMoleculare
LiquidsYM2021YMfgeYMddilhe

6 4

55 ubMinitioMinvestigationMofMtheMadsorptionMofMphenolicMcompoundsYMwOYMandM eOMoverMmetallicM
clusterbsilicaMcatalystsMforMhydrodeoxygenationMprocessaMAppliedeSurfaceeScienceYM2021YMhijYMdhcjlc 6.7 4
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54 ubM−nitioMStudyMofMtheMStepwiseMversusMwoncertedMzragmentationMPathwaysMinMMicrohydratedM
ThymineMRadicalMwationsaMChemistryeteAeEuropeaneJournalYM2019YMehYMdhhehZdhhfg 4.8 3

53 udsorptionMandMdiffusionMofMPtYMwuYMugMandMuuMonMmissingMrowMreconstructedMPtUddcVMsurfacesmMunMabM
initioMinvestigationaMSurfaceeScienceYM2019YMilcYMdedgif 1.8 3

52 xisclosingMtheMbehaviorMunderMhydrostaticMpressureMofMrhombohedralMMg−nSeMbyMmeansMofM
firstZprinciplesMcalculationsaMPhysicaleChemistryeChemicalePhysicsYM2020YMeeYMedlclZedldk 3.6 3

51 SinteringMandMdepositionMofMhomoZMandMheteronanoparticlesMofMaluminumMandMnickelMonMaluminumM
UdccVMsubstrateaMChemicalePhysicsYM2021YMhgdYMdddcfj 2.3 3

50 wompetitiveMadsorptionMofMphenolMandMtolueneMontoMsilicaZsupportedMtransitionMmetalMclustersMforM
biofuelMpurificationaMMoleculareSystemseDesigneandeEngineeringY 4.6 3

49 zorcedMconvectionMheatMtransferMofM–iesekusMfluidMwithMwallMslipMaboveMtheMcriticalMshearMstressMinM
pipesaMInternationaleJournaleofeHeateandeFluideFlowYM2018YMjdYMggeZghc 2.4 3

48 xNuMNucleobaseMunderM−onizingMRadiationmMUnexpectedMProtonMTransferMbyMThymineMwationMinM
WaterMNanodropletsaMChemistryeteAeEuropeaneJournalYM2020YMeiYMddfgcZddfgg 4.8 2

47
ylectronicMstructureMandMopticalMpropertiesMofMisolatedMandMTiOMZgraftedMfreeMbaseMporphyrinsMforM
waterMoxidationmMuMchallengingMtestMcaseMforMxzTMandMTxZxzTaMJournaleofeComputationaleChemistryYM
2019YMgcYMehfcZehfk

3.5 2

46 SynthesesYMcrystalMstructuresYMandMopticalMpropertiesMofMwsvahTieSelwlMandMwsvaewlhaMJournaleofe
SolideStateeChemistryYM2017YMehfYMehkZeie 3.3 2

45  ydrationMofMmagnesiteMandMdolomiteMmineralsmMnewMinsightsMfromMabMinitioMmolecularMdynamicsaM
ColloidseandeSurfaceseA:ePhysicochemicaleandeEngineeringeAspectsYM2021YMifdYMdejilj 5.1 2

44 StructureYMstabilityYMandMsurfaceMdiffusionMofMclustersmMPtgbwuMUddcVMuNxMuugbugMUddcVMsurfaceMbyM
molecularMdynamicsaMEPJeAppliedePhysicsYM2020YMldYMfdfce 1.1 2

43 StructureZylasticityMRelationshipMofMPotassiumMSilicateM–lassesMfromMvrillouinMγightMScatteringM
SpectroscopyMandMMolecularMxynamicsMSimulationsaMJournaleofePhysicaleChemistryeBYM2020YMdegYMlediZleef3.4 2

42 −nvestigationMofMtautomerismMofMdYfYhZtriazineMderivativeYMstabilityYMandMacidityMofMitsMtautomersMfromM
densityMfunctionalMtheoryaMJournaleofeMoleculareModelingYM2021YMejYMdgj 2 2

41
wommentMonmMyffectsMofMcrystalMchemistryMonMsodiumMoleateMadsorptionMonMfluoriteMsurfaceM
investigatedMbyMmolecularMdynamicsMsimulationmMRenjiMZhengYMZijieMRenYM uiminM–aoYMZhijieMwhenYM
YupengMQianYMYubiaoMγiYMMineralsMyngineeringYMvolaMdegYMppaMjjâ��khYMecdkaMMineralseEngineeringYM2019YM
dfhYMdhiZdhl

4.9 2

40 udsorptionMofMwaterMinMNaZγTuMzeolitesmManMabMinitioMmolecularMdynamicsMinvestigationaMPhysicale
ChemistryeChemicalePhysicsYM2021YMefYMdlcfeZdlcge 3.6 2

39 udsorptionMofMTolueneMandMWaterMoverMwationicZyxchangedMYMZeolitesmMuMxzTMyxplorationaMMolecules
YM2021YMeiYM 4.8 2

38  ighZPressureMPropertiesMofMWolframiteZTypeMScNbOgaMJournaleofePhysicaleChemistryeCYM2022YMdeiYMgiigZgiji3.8 2

37 OrderedMsodiumMzeoliteZtemplatedMcarbonMwithMhighMfirstMdischargeMcapacityMforMsodiumMbatteryM
applicationaMMicroporouseandeMesoporouseMaterialsYM2022YMffiYMdddkhf 5.3 2
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36 wontributionMofMxzTMtoMtheMoptimizationMofMNiZbasedMcatalystsMforMdryMreformingMofMmethanemMaM
reviewaMCatalysiseReviewseteScienceeandeEngineeringYdZhf 12.6 1
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