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79 MetallicLTiwTLMXeneL~asLSensorsLwithLUltrahighLSignalZtoZNoiseLRatioaLACSfNanoYL2018YLdeYLmliZmmf 16.7 664

78 βnLsilicoLscreeningLofLcarbonZcaptureLmaterialsaLNaturefMaterialsYL2012YLddYLiffZgd 27 433

77 –ighlyLynhancedL~asLudsorptionLPropertiesLinLVerticallyLulignedLMoSeLLayersaLACSfNanoYL2015YLmYLmfdgZed16.7 310

76 SuperiorLwhemicalLSensingLPerformanceLofLvlackLPhosphorusnLwomparisonLwithLMoSeLandL
~rapheneaLAdvancedfMaterialsYL2016YLelYLkcecZl 24 267

75 TheLmaterialsLgenomeLinLactionnLidentifyingLtheLperformanceLlimitsLforLmethaneLstorageaLEnergyf
andfEnvironmentalfScienceYL2015YLlYLddmcZddmm 35.4 263

74 ubLinitioLcarbonLcaptureLinLopenZsiteLmetalZorganicLframeworksaLNaturefChemistryYL2012YLgYLldcZi 17.6 263

73 MaterialsL~enomeLinLuctionnLβdentifyingLtheLPerformanceLLimitsLofLPhysicalL–ydrogenLStorageaL
ChemistryfoffMaterialsYL2017YLemYLelggZelhg 9.6 123

72 PredictingLlargeLwOeLadsorptionLinLaluminosilicateLzeolitesLforLpostcombustionLcarbonLdioxideL
captureaLJournalfoffthefAmericanfChemicalfSocietyYL2012YLdfgYLdlmgcZf 16.4 114

71 –ighlyLdurableLmetalLensembleLcatalystsLwithLfullLdispersionLforLautomotiveLapplicationsLbeyondL
singleZatomLcatalystsaLNaturefCatalysisYL2020YLfYLfilZfkh 36.5 87

70 NewLmaterialsLforLmethaneLcaptureLfromLdiluteLandLmediumZconcentrationLsourcesaLNaturef
CommunicationsYL2013YLgYLdimg 17.4 84

69 βnverseLdesignLofLporousLmaterialsLusingLartificialLneuralLnetworksaLSciencefAdvancesYL2020YLiYLeaaxmfeg 14.3 79

68 OptimizingLnanoporousLmaterialsLforLgasLstorageaLPhysicalfChemistryfChemicalfPhysicsYL2014YLdiYLhgmmZhdf3.6 67

67
ShiftLofLtheLvranchingLPointLofLtheLSideZwhainLinLNaphthalenediimideLUNxβVZvasedLPolymerLforL
ynhancedLylectronLMobilityLandLullZPolymerLSolarLwellLPerformanceaLAdvancedfFunctionalfMaterialsYL
2018YLelYLdlcfidf

15.6 58

66 ynergyZefficientLwOLhydrogenationLwithLfastLresponseLusingLphotoexcitationLofLwOLadsorbedLonL
metalLcatalystsaLNaturefCommunicationsYL2018YLmYLfcek 17.4 54

65 –ighZThroughputLwharacterizationLofLPorousLMaterialsLUsingL~raphicsLProcessingLUnitsaLJournalfoff
ChemicalfTheoryfandfComputationYL2012YLlYLdilgZmf 6.4 53

64 upplicationsLofLmachineLlearningLinLmetalZorganicLframeworksaLCoordinationfChemistryfReviewsYL
2020YLgefYLedfglk 23.2 51

63 UserZfriendlyLgraphicalLuserLinterfaceLsoftwareLforLidealLadsorbedLsolutionLtheoryLcalculationsaL
KoreanfJournalfoffChemicalfEngineeringYL2018YLfhYLedgZeed 2.8 50
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62 SelfZoperatingLtranspirationZdrivenLelectrokineticLpowerLgeneratorLwithLanLartificialLhydrologicalL
cycleaLEnergyfandfEnvironmentalfScienceYL2020YLdfYLhekZhfg 35.4 45

61 womputerZaidedLdiscoveryLofLconnectedLmetalZorganicLframeworksaLNaturefCommunicationsYL2019YL
dcYLfiec 17.4 38

60 –ighZthroughputLcomputationalLscreeningLofLnanoporousLadsorbentsLforLwOeLcaptureLfromLnaturalL
gasaLMolecularfSystemsfDesignfandfEngineeringYL2016YLdYLdkhZdll 4.6 37

59 yxcavatingLhiddenLadsorptionLsitesLinLmetalZorganicLframeworksLusingLrationalLdefectLengineeringaL
NaturefCommunicationsYL2017YLlYLdhfm 17.4 36

58 SurfaceLPlasmonLuidedLythanolLxehydrogenationLUsingLugâ��NiLvinaryLNanoparticlesaLACSfCatalysisYL
2017YLkYLeemgZefce 13.1 32

57 yfficientLMonteLwarloLSimulationsLofL~asLMoleculesLβnsideLPorousLMaterialsaLJournalfoffChemicalf
TheoryfandfComputationYL2012YLlYLeffiZgf 6.4 31

56 ydgeZzunctionalizedL~rapheneLNanoribbonLwhemicalLSensornLwomparisonLwithLwarbonLNanotubeL
andL~rapheneaLACSfAppliedfMaterialsfnamp;fInterfacesYL2018YLdcYLgemchZgemdg 9.5 28

55 UnderstandingLtheLMechanismsLofLwOeLudsorptionLynhancementLinLPureLSilicaLZeolitesLunderL
–umidLwonditionsaLJournalfoffPhysicalfChemistryfCYL2016YLdecYLefhccZefhdc 3.8 27

54 TextLMiningLMetalZOrganicLzrameworkLPapersaLJournalfoffChemicalfInformationfandfModelingYL2018YL
hlYLeggZehd 6.1 26

53 SizeZMatchingLLigandLβnsertionLinLMOzZkgLforLynhancedLwOeLwaptureLunderL–umidLwonditionsaL
JournalfoffPhysicalfChemistryfCYL2017YLdedYLeggggZegghd 3.8 24

52 yvaluatingLmixtureLadsorptionLmodelsLusingLmolecularLsimulationaLAICHEfJournalYL2013YLhmYLfchgZfcig 3.6 23

51 MolecularLMonteLwarloLSimulationsLUsingL~raphicsLProcessingLUnitsnLToLWasteLRecycleLorLNotsaL
JournalfoffChemicalfTheoryfandfComputationYL2011YLkYLfeclZee 6.4 22

50 PolyelementalLNanolithographyLviaLPlasmaLβonLvombardmentnLzromLzabricationLtoLSuperiorL–L
SensingLupplicationaLAdvancedfMaterialsYL2019YLfdYLedlchfgf 24 22

49 yfficientLxeterminationLofLuccurateLzorceLzieldsLforLPorousLMaterialsLUsingLabLβnitioLTotalLynergyL
walculationsaLJournalfoffPhysicalfChemistryfCYL2014YLddlYLeimfZekcd 3.8 21

48 womputationalLstructureLcharacterizationLtoolsLforLtheLeraLofLmaterialLinformaticsaLChemicalf
EngineeringfScienceYL2015YLdedYLfeeZffc 4.4 21

47 MolybdenumLcarbideLchemicalLsensorsLwithLultrahighLsignalZtoZnoiseLratiosLandLambientLstabilityaL
JournalfoffMaterialsfChemistryfAYL2018YLiYLefgclZefgdi 13 21

46 womputationalLScreeningLofLTrillionsLofLMetalZOrganicLzrameworksLforL–ighZPerformanceLMethaneL
StorageaLACSfAppliedfMaterialsfnamp;fInterfacesYL2021YLdfYLefigkZefihg 9.5 20

45 PredictingLperformanceLlimitsLofLmethaneLgasLstorageLinLzeolitesLwithLanLartificialLneuralLnetworkaL
JournalfoffMaterialsfChemistryfAYL2019YLkYLekcmZekdi 13 19
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44
ModelingLadsorptionLpropertiesLofLstructurallyLdeformedLmetalZorganicLframeworksLusingL
structureZpropertyLmapaLProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaYL2017YLddgYLkmefZkmel

11.5 19

43 UnderstandingLgasLadsorptionLinLMOzZhbgrapheneLoxideLcompositeLmaterialsaLPhysicalfChemistryf
ChemicalfPhysicsYL2017YLdmYLddifmZddigg 3.6 18

42 zindingL–iddenLSignalsLinLwhemicalLSensorsLUsingLxeepLLearningaLAnalyticalfChemistryYL2020YLmeYLihemZihfk7.8 18

41 exLMaterialsLxecoratedLwithLUltrathinLandLPorousL~rapheneLOxideLforL–ighLStabilityLandLSelectiveL
SurfaceLuctivityaLAdvancedfMaterialsYL2020YLfeYLeeccekef 24 18

40 PolyelementalLNanoparticlesLasLwatalystsLforLaLLiZOLvatteryaLACSfNanoYL2021YLdhYLgefhZgegg 16.7 18

39 PhotochemicallyLβnducedLWaterL–arvestingLinLMetalâ��OrganicLzrameworkaLACSfSustainablef
ChemistryfandfEngineeringYL2019YLkYLdhlhgZdhlhm 8.3 15

38 LigandLβnsertionLinLMOzZkgLasLyffectiveLxesignLforLOxidationLofLythaneLtoLythanolaLJournalfoff
PhysicalfChemistryfCYL2018YLdeeYLefcklZefclf 3.8 14

37 womputationalLpredictionLofLheteroZinterpenetrationLinLmetalZorganicLframeworksaLChemicalf
CommunicationsYL2017YLhfYLdmhfZdmhi 5.8 12

36 womputationalLpredictionLofLhighLmethaneLstorageLcapacityLinLVZMOzZkgaLPhysicalfChemistryf
ChemicalfPhysicsYL2017YLdmYLeddfeZeddfm 3.6 12

35 TransferabilityLofLwOeLzorceLzieldsLforLPredictionLofLudsorptionLPropertiesLinLullZSilicaLZeolitesaL
JournalfoffPhysicalfChemistryfCYL2018YLdeeYLdclmeZdcmcf 3.8 11

34 womputationalLxesignLofLaLPhotoresponsiveLMetalâ��OrganicLzrameworkLforLPostLwombustionL
warbonLwaptureaLJournalfoffPhysicalfChemistryfCYL2020YLdegYLdfdieZdfdik 3.8 10

33 TuningLtheLelectrodeLworkLfunctionLviaLaLvaporZphaseLdepositedLultrathinLpolymerLfilmaLJournalfoff
MaterialsfChemistryfCYL2016YLgYLlfdZlfm 7.1 9

32 RationalLxesignLofLuminopolymerLforLSelectiveLxiscriminationLofLucidicLuirLPollutantsaLACSfSensorsYL
2018YLfYLdfemZdffk 9.2 9

31 PredictingLlowZkLzeoliteLmaterialsaLJournalfoffMaterialsfChemistryfCYL2014YLeYLeemlZefcc 7.1 8

30 ThermodynamicsLofLgasLadsorptionLinLMOzsLusingLubLβnitioLcalculationsaLInternationalfJournalfoff
QuantumfChemistryYL2016YLddiYLhimZhke 2.1 8

29 zormationLofLtoroidalLLiOLinLnonZaqueousLLiZOLbatteriesLwithLMowTLMXenebwNTLcompositeaaLRSCf
AdvancesYL2019YLmYLgddecZgddeh 3.7 8

28 UnderstandingLReactionLPathwaysLinL–ighLxielectricLylectrolytesLUsingL˛†ZMowLasLaLwatalystLforL
LiZwOLvatteriesaLACSfAppliedfMaterialsfnamp;fInterfacesYL2020YLdeYLfeiffZfeigd 9.5 7

27 VoidLSpaceLversusLSurfaceLzunctionalizationLforLProtonLwonductionLinLMetalZOrganicLzrameworksaL
AngewandtefChemiefvfInternationalfEditionYL2021YLicYLecdkfZecdkk 16.4 7
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26 βnfluenceLofLgrapheneLthicknessLandLgrainLboundariesLonLMoSLwrinkleLnanostructuresaLPhysicalf
ChemistryfChemicalfPhysicsYL2018YLecYLdkcccZdkccl 3.6 7

25 RationalLmodificationsLofLPwNZkccLtoLinduceLelectricalLconductivitynLaLcomputationalLstudyaLDaltonf
TransactionsYL2020YLgmYLdceZddf 4.3 6

24 βsothermLparameterLlibraryLandLevaluationLsoftwareLforLwOeLcaptureLadsorbentsaLComputersfandf
ChemicalfEngineeringYL2020YLdgfYLdckdch 4 6

23 UltrathinLMagnesiumLNanosheetLforLβmprovedL–ydrogenLStorageLwithLzishboneLShapedL
OneZximensionalLwarbonLMatrixaLACSfAppliedfEnergyfMaterialsYL2020YLfYLldgfZldgm 6.1 6

22 ProbingLgasLadsorptionLinLMOzsLusingLanLefficientLabLinitioLwidomLinsertionLMonteLwarloLmethodaL
JournalfoffComputationalfChemistryYL2016YLfkYLelclZeldh 3.5 6

21 wonfinementLofLUltrasmallLvimetallicLNanoparticlesLinLwonductiveLMetalZOrganicLzrameworksLviaL
SiteZSpecificLNucleationaLAdvancedfMaterialsYL2021YLffYLeedcdedi 24 6

20 womputationalLunalysisLofLLinkerLxefectiveLMetalZOrganicLzrameworksLforLMembraneLSeparationL
upplicationsaLLangmuirYL2019YLfhYLfmdkZfmeg 4 5

19 womputationalLβdentificationLofLwonnectedLMOztwOzLMaterialsaLJournalfoffPhysicalfChemistryfCYL
2021YLdehYLhlmkZhmcf 3.8 4

18 ReverseLshapeLselectivityLofLhexaneLisomerLinLligandLinsertedLMOzZkgaaLRSCfAdvancesYL2020YLdcYLeeicdZeeich3.7 3

17 ~asLudsorptionLynhancementLinLPartiallyLumorphizedLMetalâ��OrganicLzrameworksaLJournalfoff
PhysicalfChemistryfCYL2021YLdehYLghcmZghdl 3.8 3

16 OxidebZβzZlL–ybridLNanofiberLYarnsnL–eightenedLSurfaceLuctivityLforLyxceptionalLwhemiresistiveL
SensingaaLAdvancedfMaterialsYL2022YLeedchlim 24 2

15 yxploringL~uestZxependentLPhotoconductivityLinLaLxonorZwontainingLMetalâ��OrganicLzrameworkaL
JournalfoffPhysicalfChemistryfCYL2021YLdehYLdcdmlZdceci 3.8 2

14 UltraZdenseLU~ecLTdotbinVLnanoparticleLarrayLfromLanLorderedLsupramolecularLdendrimerLcontainingL
aLmetalLprecursoraLScientificfReportsYL2019YLmYLfllh 4.9 1

13 TowardsLaccurateLporosityLdescriptorsLbasedLonLguestZhostLinteractionsaLJournalfoffMolecularf
GraphicsfandfModellingYL2016YLiiYLmdZl 2.8 1

12 womputationalLgenerationLofLuserZdesiredLmultivariateLmetalZorganicLframeworkLstructuresaL
ChemPhysChemYL2014YLdhYLidZf 3.2 1

11 NewLmodelLforLSZshapedLisothermLdataLandLitsLapplicationLtoLprocessLmodelingLusingLβuSTaL
ChemicalfEngineeringfJournalYL2021YLgecYLdekhlc 14.7 1

10 zinelyLtunedLinverseLdesignLofLmetalâ��organicLframeworksLwithLuserZdesiredLXebKrLselectivityaL
JournalfoffMaterialsfChemistryfAYL2021YLmYLeddkhZeddlf 13 1

9 MachineLlearningZbasedLdiscoveryLofLmoleculesYLcrystalsYLandLcompositesnLuLperspectiveLreviewaL
KoreanfJournalfoffChemicalfEngineeringYL2021YLflYLdmkdZdmle 2.8 1
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8 SuppressingLwhargeLxisproportionationLofLMnOeLwathodesLinLRechargeableLZincLβonLvatteriesLviaL
wooperativeLJahnZTellerLxistortionaLBatteriesfandfSupercapsY 5.6 1

7 TunableLylectricalLwonductivityLofLzlexibleLMetalâ��OrganicLzrameworksaLChemistryfoffMaterialsYL2022
YLfgYLehgZeih 9.6 1

6 womputationalLtechniquesLforLcharacterisationLofLelectricallyLconductiveLMOzsnLquantumL
calculationsLandLmachineLlearningLapproachesaLJournalfoffMaterialsfChemistryfCY 7.1 0

5 xeepLlearningZbasedLinitialLguessLforLminimumLenergyLpathLcalculationsaLKoreanfJournalfoffChemicalf
EngineeringYL2021YLflYLgciZgdc 2.8 0

4 VoidLSpaceLversusLSurfaceLzunctionalizationLforLProtonLwonductionLinLMetalâ��OrganicLzrameworksaL
AngewandtefChemieYL2021YLdffYLecffhZecffm 3.6 0

3 wonfinementLofLUltrasmallLvimetallicLNanoparticlesLinLwonductiveLMetalâ��OrganicLzrameworksLviaL
SiteZSpecificLNucleationLUudvaLMateraLflbecedVaLAdvancedfMaterialsYL2021YLffYLedkcfce 24 0

2 MiningLβnsightsLonLMetalZOrganicLzrameworkLSynthesisLfromLScientificLLiteratureLTextsaaLJournalfoff
ChemicalfInformationfandfModelingYL2022YLieYLddmcZddml 6.1 0

1 βnnentitelbildnLVoidLSpaceLversusLSurfaceLzunctionalizationLforLProtonLwonductionLinLMetalâ��OrganicL
zrameworksLUungewaLwhemaLfkbecedVaLAngewandtefChemieYL2021YLdffYLeceeiZeceei 3.6
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