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119 TheMgeneralMvMwzRMforceMfieldMU–v††VMcanMaccuratelyMpredictMthermodynamicMandMtransportM
propertiesMofMmanyMionicMliquidscMJournalgofgPhysicalgChemistrygBaM2015aMffnaMjmmgbnj 3.4 185

118 TheMfbyMhinderedMrotorMapproximationcMTheoreticalgChemistrygAccountsaM2007aMffmaMmmfbmnm 1.9 149

117 αcebnucleatingMbacteriaMcontrolMtheMorderMandMdynamicsMofMinterfacialMwatercMSciencegAdvancesaM2016aM
gaMefjefkhe 14.3 128

116 vMsystematicMmethodologyMforMdefiningMcoarsebgrainedMsitesMinMlargeMbiomoleculescMBiophysicalg
JournalaM2008aMnjaMjelhbmh 2.9 124

115 zfficientMSamplingMofM−ighbyimensionalM†reebznergyMLandscapesMwithMParallelMwiasMMetadynamicscM
JournalgofgChemicalgTheorygandgComputationaM2015aMffaMjekgbl 6.4 112

114 SystematicMmultiscaleMparameterizationMofMheterogeneousMelasticMnetworkMmodelsMofMproteinscM
BiophysicalgJournalaM2008aMnjaMifmhbng 2.9 112

113 NucleotidebdependentMconformationalMstatesMofMactincMProceedingsgofgthegNationalgAcademygofg
SciencesgofgthegUnitedgStatesgofgAmericaaM2009aMfekaMfglghbm 11.5 97

112 zfficientMSimulationMofMzxplicitlyMSolvatedMProteinsMinMtheMWellbTemperedMznsemblecMJournalgofg
ChemicalgTheorygandgComputationaM2012aMmaMgfmnbng 6.4 94

111 zxhaustivelyMsamplingMpeptideMadsorptionMwithMmetadynamicscMLangmuiraM2013aMgnaMlnnnbmeen 4 93

110 LexicographyMofMkineticMmodelingMofMcomplexMreactionMnetworkscMAICHEgJournalaM2005aMjfaMgffgbgfgf 3.6 82

109 TrimethylamineMboxidebderivedMzwitterionicMpolymersoMvMnewMclassMofMultralowMfoulingMbioinspiredM
materialscMSciencegAdvancesaM2019aMjaMeaawnjkg 14.3 81

108 vctinMfilamentMremodelingMbyMactinMdepolymerizationMfactordcofilincMProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaaM2010aMfelaMlgnnbhei 11.5 81

107 StructureaMdynamicsaMandMactivityMofMxylanaseMsolvatedMinMbinaryMmixturesMofMionicMliquidMandMwatercM
ACSgChemicalgBiologyaM2013aMmaMfflnbmk 4.9 77

106 StructureMandMdynamicsMofMtheMactinMfilamentcMJournalgofgMoleculargBiologyaM2010aMhnkaMgjgbkh 6.5 74

105 yefiningMcoarsebgrainedMrepresentationsMofMlargeMbiomoleculesMandMbiomolecularMcomplexesMfromM
elasticMnetworkMmodelscMBiophysicalgJournalaM2009aMnlaMghglbhl 2.9 70

104 vbMinitioMstudyMofMacrylateMpolymerizationMreactionsoMmethylMmethacrylateMandMmethylMacrylateM
propagationcMJournalgofgPhysicalgChemistrygAaM2008aMffgaMkllgbmg 2.8 68

103 MillisecondMPulsedM†ilmsMUnifyMtheMMechanismsMofMxelluloseM†ragmentationcMChemistrygofgMaterialsaM
2016aMgmaMhfembhffi 9.6 63
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102 QuantumMchemicalMinvestigationMofMlowbtemperatureMintramolecularMhydrogenMtransferMreactionsMofM
hydrocarbonscMJournalgofgPhysicalgChemistrygAaM2006aMffeaMfemkhblf 2.8 54

101 xomparisonMofMthreeMionicMliquidbtolerantMcellulasesMbyMmolecularMdynamicscMBiophysicalgJournalaM
2015aMfemaMmmebmng 2.9 53

100 yiatomMmimicsoMdirectingMtheMformationMofMbiosilicaMnanoparticlesMbyMcontrolledMfoldingMofM
lysinebleucineMpeptidescMJournalgofgthegAmericangChemicalgSocietyaM2014aMfhkaMfjfhibl 16.4 50

99 StructuralMandMdynamicMfeaturesMofMxandidaMrugosaMlipaseMfMinMwateraMoctaneaMtolueneaMandMionicM
liquidsMwMαMbP†kMandMwMαMbNOhcMJournalgofgPhysicalgChemistrygBaM2013aMfflaMgkkgble 3.4 49

98 MechanisticMModelingMofMLubricantMyegradationcMgcMTheMvutoxidationMofMyecaneMandMOctanecM
Industrialgnamp;gEngineeringgChemistrygResearchaM2008aMilaMgmnlbgnei 3.9 46

97 MechanisticMModelingMofMLubricantMyegradationcMfcMStructureâ��ReactivityMRelationshipsMforM
†reebRadicalMOxidationcMIndustrialgnamp;gEngineeringgChemistrygResearchaM2008aMilaMgmmkbgmnk 3.9 46

96 yataMscienceoMvcceleratingMinnovationMandMdiscoveryMinMchemicalMengineeringcMAICHEgJournalaM2016aM
kgaMfiegbfifk 3.6 44

95 MolecularMdynamicsMinvestigationMofMtheMionicMliquiddenzymeMinterfaceoMapplicationMtoMengineeringM
enzymeMsurfaceMchargecMProteins:gStructuretgFunctiongandgBioinformaticsaM2015aMmhaMklebme 4.2 43

94 vpplicationMofMmachineMlearningMtoMpyrolysisMreactionMnetworksoMReducingMmodelMsolutionMtimeMtoM
enableMprocessMoptimizationcMComputersgandgChemicalgEngineeringaM2017aMfeiaMjkbkh 4 39

93 NewMvpproachMforMαnvestigatingMReactionMyynamicsMandMRatesMwithMvbMαnitioMxalculationscMJournalgofg
PhysicalgChemistrygAaM2016aMfgeaMgnnbhej 2.8 37

92 znhancedMsamplingMofMchemicalMandMbiochemicalMreactionsMwithMmetadynamicscMMoleculargSimulation
aM2015aMifaMjjblg 2 34

91 †astMPyrolysisMofMWoodMforMwiofuelsoMSpatiotemporallyMResolvedMyiffuseMReflectanceMαnMsituM
SpectroscopyMofMParticlescMChemSusChemaM2014aMlaMlkj 8.3 34

90 yetailedMKineticMModelingMofMLigninMPyrolysisMforMProcessMOptimizationcMIndustrialgnamp;gEngineeringg
ChemistrygResearchaM2016aMjjaMnfilbnfjh 3.9 31

89 StrongMzlectrostaticMαnteractionsMLeadMtoMzntropicallyM†avorableMwindingMofMPeptidesMtoMxhargedM
SurfacescMLangmuiraM2016aMhgaMjkneblef 4 31

88 xarâ��ParrinelloMMolecularMyynamicsMXMMetadynamicsMStudyMofM−ighbTemperatureMMethanolM
OxidationMReactionsMUsingM–enericMxollectiveMVariablescMJournalgofgPhysicalgChemistrygCaM2014aMffmaMfelkibfelle3.8 30

87 †reeMenergyMofMsolvatedMsaltMbridgesoMaMsimulationMandMexperimentalMstudycMJournalgofgPhysicalg
ChemistrygBaM2013aMfflaMlgjibn 3.4 30

86 TheMStructureMofMtheMyiatomMSilaffinMPeptideMRjMwithinM†reestandingMTwobyimensionalMwiosilicaM
SheetscMAngewandtegChemiegugInternationalgEditionaM2017aMjkaMmgllbmgme 16.4 29

85 KineticsMandMmechanismMofMionicbliquidMinducedMproteinMunfoldingoMapplicationMtoMtheMmodelMproteinM
−PhjcMMoleculargSystemsgDesigngandgEngineeringaM2016aMfaMhmgbhne 4.6 29
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84 †oldingMandMinsertionMthermodynamicsMofMtheMtransmembraneMWvLPMpeptidecMJournalgofgChemicalg
PhysicsaM2015aMfihaMgihfgl 3.9 29

83 wiomimeticM–rowthMofMUltrathinMSilicaMSheetsMUsingMvrtificialMvmphiphilicMPeptidescMAdvancedg
MaterialsgInterfacesaM2015aMgaMfjeegmg 4.6 29

82 StructuralMeffectsMofMmethionineMoxidationMonMisolatedMsubdomainsMofMhumanMfibrinMyMandM˛–xM
regionscMPLoSgONEaM2014aMnaMemknmf 3.7 28

81 KeyMstructuralMfeaturesMofMtheMactinMfilamentMvrpgdhMcomplexMbranchMjunctionMrevealedMbyMmolecularM
simulationcMJournalgofgMoleculargBiologyaM2012aMifkaMfimbkf 6.5 25

80 TrpbxageM†oldingMonMOrganicMSurfacescMJournalgofgPhysicalgChemistrygBaM2015aMffnaMfeiflbgj 3.4 24

79 SolvatochromismMandMconformationalMchangesMinMfullyMdissolvedMpolyUhbalkylthiopheneVscMLangmuiraM
2015aMhfaMijmbkm 4 24

78 αnvestigatingMtheMRoleMofMPhosphorylationMinMtheMwindingMofMSilaffinMPeptideMRjMtoMSilicaMwithM
MolecularMyynamicsMSimulationscMLangmuiraM2018aMhiaMffnnbfgel 4 23

77 UltrafastMReorientationalMyynamicsMofMLeucineMatMtheMvirbWaterMαnterfacecMJournalgofgthegAmericang
ChemicalgSocietyaM2016aMfhmaMjggkbn 16.4 23

76 StatisticalMmodelsMareMableMtoMpredictMionicMliquidMviscosityMacrossMaMwideMrangeMofMchemicalM
functionalitiesMandMexperimentalMconditionscMMoleculargSystemsgDesigngandgEngineeringaM2018aMhaMgjhbgkh4.6 22

75 zssentialMslowMdegreesMofMfreedomMinMproteinbsurfaceMsimulationsoMvMmetadynamicsMinvestigationcM
BiochemicalgandgBiophysicalgResearchgCommunicationsaM2018aMinmaMglibgmf 3.4 22

74 yeconstructionMofMhighbdensityMpolyethyleneMintoMliquidMhydrocarbonMfuelsMandMlubricantsMbyM
hydrogenolysisMoverMRuMcatalystcMChemgCatalysisaM2021aMfaMihlbijj 22

73 yestabilizationMofM−umanMSerumMvlbuminMbyMαonicMLiquidsMStudiedMUsingMznhancedMMolecularM
yynamicsMSimulationscMJournalgofgPhysicalgChemistrygBaM2016aMfgeaMfgelnbfgeml 3.4 21

72 αonicMLiquidsMxanMSelectivelyMxhangeMtheMxonformationalM†reebznergyMLandscapeMofMSugarMRingscM
JournalgofgChemicalgTheorygandgComputationaM2014aMfeaMjelbfe 6.4 20

71 zlucidatingMsequenceMandMsolventMspecificMdesignMtargetsMtoMprotectMandMstabilizeMenzymesMforM
biocatalysisMinMionicMliquidscMPhysicalgChemistrygChemicalgPhysicsaM2017aMfnaMfligkbflihh 3.6 20

70 zffectMofM−ydrophobicMandM−ydrophilicMSurfacesMonMtheMStabilityMofMyoublebStrandedMyNvcM
BiomacromoleculesaM2015aMfkaMfmkgbn 6.9 20

69 xharacterizingMtheMcatalyzedMhydrolysisMofM˛†bfaiMglycosidicMbondsMusingMdensityMfunctionalMtheorycM
JournalgofgPhysicalgChemistrygAaM2013aMfflaMfigeebm 2.8 19

68 MechanismMofMxompetitiveMαnhibitionMandMyestabilizationMofMvcidothermusMcellulolyticusM
zndoglucanaseMfMbyMαonicMLiquidscMJournalgofgPhysicalgChemistrygBaM2017aMfgfaMfelnhbfemeh 3.4 19

67 xhainM†lexibilityMinMSelfbvssembledMMonolayersMvffectsMProteinMvdsorptionMandMSurfaceM−ydrationoMvM
MolecularMyynamicsMStudycMJournalgofgPhysicalgChemistrygBaM2016aMfgeaMfeighbfeihg 3.4 19
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66 MolecularMyrivingM†orcesMinMPeptideMvdsorptionMtoMMetalMOxideMSurfacescMLangmuiraM2019aMhjaMjnffbjnge 4 18

65 MolecularMdynamicsMsimulationMandMcoarsebgrainedManalysisMofMtheMvrpgdhMcomplexcMBiophysicalg
JournalaM2008aMnjaMjhgibhh 2.9 18

64 vssessingM–enericMxollectiveMVariablesMforMyeterminingMReactionMRatesMinMMetadynamicsM
SimulationscMJournalgofgChemicalgTheorygandgComputationaM2017aMfhaMnkmbnlh 6.4 16

63 –enericMwiphasicMxatalyticMvpproachMforMProducingMRenewableMyieselMfromM†attyMvcidsMandM
VegetableMOilscMACSgCatalysisaM2019aMnaMhljhbhlkh 13.1 16

62 LiftingMtheMxurseMofMyimensionalityMonMznhancedMSamplingMofMReactionMNetworksMwithMParallelMwiasM
MetadynamicscMJournalgofgChemicalgTheorygandgComputationaM2018aMfiaMgjfkbgjgj 6.4 16

61 PeptoidMwackboneM†lexibililityMyictatesMαtsMαnteractionMwithMWaterMandMSurfacesoMvMMolecularM
yynamicsMαnvestigationcMBiomacromoleculesaM2018aMfnaMfeekbfefj 6.9 16

60 zlucidationMofMstructureâ��reactivityMrelationshipsMinMhinderedMphenolsMviaMquantumMchemistryMandM
transitionMstateMtheorycMChemicalgEngineeringgScienceaM2007aMkgaMjghgbjghn 4.4 16

59 LyticMPolysaccharideMMonooxygenasesMScLPMOfewMandMScLPMOfexMvreMStableMinMαonicMLiquidsMvsM
yeterminedMbyMMolecularMSimulationscMJournalgofgPhysicalgChemistrygBaM2016aMfgeaMhmkhblg 3.4 15

58 wiasingMSmarteraMNotM−arderaMbyMPartitioningMxollectiveMVariablesMintoM†amiliesMinMParallelMwiasM
MetadynamicscMJournalgofgChemicalgTheorygandgComputationaM2018aMfiaMinmjbinne 6.4 14

57 QuantifyingMtheMMolecularbScaleMvqueousMResponseMtoMtheMMicaMSurfacecMJournalgofgPhysicalg
ChemistrygCaM2017aMfgfaMfminkbfmjei 3.8 14

56 αcebbindingMsiteMofMsurfacebboundMtypeMαααMantifreezeMproteinMpartiallyMdecoupledMfromMwatercM
PhysicalgChemistrygChemicalgPhysicsaM2018aMgeaMgkngkbgknhh 3.6 14

55 znhancingMtheMOxidationMofMTolueneMwithMzxternalMzlectricM†ieldsoMaMReactiveMMolecularMyynamicsM
StudycMScientificgReportsaM2017aMlaMflfe 4.9 13

54 OrientationMandMxonformationMofMProteinsMatMtheMvirbWaterMαnterfaceMyeterminedMfromMαntegrativeM
MolecularMyynamicsMSimulationsMandMSumM†requencyM–enerationMSpectroscopycMLangmuiraM2020aMhkaMffmjjbffmkj4 13

53 yeterminingMenergyMbarriersMandMselectivitiesMofMaMmultibpathwayMsystemMwithMinfrequentM
metadynamicscMJournalgofgChemicalgPhysicsaM2017aMfikaMefifem 3.9 11

52 LKMpeptideMsideMchainMdynamicsMatMinterfacesMareMindependentMofMsecondaryMstructurecMPhysicalg
ChemistrygChemicalgPhysicsaM2017aMfnaMgmjelbgmjff 3.6 11

51
SequencebStructurebwindingMRelationshipsMRevealMvdhesionMwehaviorMofMtheMxarnMSolidbwindingM
PeptideoMvnMαntegratedMzxperimentalMandMSimulationMStudycMJournalgofgthegAmericangChemicalg
SocietyaM2020aMfigaMghjjbghkh

16.4 11

50 vssessmentMofMmolecularMdynamicsMsimulationsMforMamorphousMpolyUhbhexylthiopheneVMusingM
neutronMandMXbrayMscatteringMexperimentscMSoftgMatteraM2019aMfjaMjeklbjemh 3.6 10

49 StructureMxharacterizationMandMPropertiesMofMMetalbSurfactantMxomplexesMyispersedMinMOrganicM
SolventscMLangmuiraM2015aMhfaMneekbfk 4 10
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48 MvRTαNαbxompatibleMxoarseb–rainedMModelMforMtheMMesoscaleMSimulationMofMPeptoidscMJournalgofg
PhysicalgChemistrygBaM2020aMfgiaMllijbllki 3.4 10

47 SolidbStateMNMRMandMMyMStudyMofMtheMStructureMofMtheMStatherinMMutantMSNafjMonMMineralMSurfacescM
JournalgofgthegAmericangChemicalgSocietyaM2019aMfifaMfnnmbgeff 16.4 10

46 vcetylationMdictatesMtheMmorphologyMofMnanophaseMbiosilicaMprecipitatedMbyMaMfibaminoMacidM
leucineblysineMpeptidecMJournalgofgPeptidegScienceaM2017aMghaMfifbfil 2.1 9

45 zffectMofManMionicMliquiddairMαnterfaceMonMtheMstructureMandMdynamicsMofMamphiphilicMpeptidescMJournalg
ofgMoleculargLiquidsaM2017aMghkaMieibifh 6 8

44 UsingMMolecularMSimulationMtoMStudyMwiocatalysisMinMαonicMLiquidscMMethodsgingEnzymologyaM2016aMjllaMifnbif1.7 8

43
znhancedMvctivityMandMStabilityMofMvcidothermusMcellulolyticusMzndoglucanaseMfMinMαonicMLiquidsMviaM
zngineeringMvctiveMSiteMResiduesMandMNonbNativeMyisulfideMwridgescMACSgSustainablegChemistrygandg
EngineeringaM2020aMmaMffgnnbffhel

8.3 8

42 xontinuousMMolecularMRepresentationsMofMαonicMLiquidscMJournalgofgPhysicalgChemistrygBaM2020aMfgiaMmhilbmhjl3.4 8

41 αcebnucleatingMproteinsMareMactivatedMbyMlowMtemperaturesMtoMcontrolMtheMstructureMofMinterfacialM
watercMNaturegCommunicationsaM2021aMfgaMffmh 17.4 8

40 yiagnosingMtheMαmpactMofMzxternalMzlectricM†ieldsMxhemicalMKineticsoMvpplicationMtoMTolueneM
OxidationMandMPyrolysiscMJournalgofgPhysicalgChemistrygAaM2019aMfghaMhemebhemn 2.8 7

39 yesignMofMPolyphosphateMαnhibitorsoMvMMolecularMyynamicsMαnvestigationMonMPolyethyleneM
–lycolbLinkedMxationicMwindingM–roupscMBiomacromoleculesaM2018aMfnaMfhjmbfhkl 6.9 7

38
TribologicalMdegradationMofMtwoMvegetablebbasedMlubricantsMatMelevatedMtemperaturescMJournalgofg
SyntheticgLubrication:gResearchtgDevelopmentgandgApplicationgofgSyntheticgLubricantsgandgFunctionalg
FluidsaM2007aMgiaMfklbfln

7

37 StudiesMofMyynamicMwindingMofMvminoMvcidsMtoMTiOMNanoparticleMSurfacesMbyMSolutionMNMRMandM
MolecularMyynamicsMSimulationscMLangmuiraM2020aMhkaMfehifbfehje 4 7

36 SolventMoligomerizationMpathwaysMfacilitatedMbyMelectrolyteMadditivesMduringMsolidbelectrolyteM
interphaseMformationcMPhysicalgChemistrygChemicalgPhysicsaM2020aMggaMgfinibgfjeh 3.6 7

35 QuantifyingMtheMyynamicsMofMProteinMSelfbOrganizationMUsingMyeepMLearningMvnalysisMofMvtomicM
†orceMMicroscopyMyatacMNanogLettersaM2021aMgfaMfjmbfkj 11.5 7

34 vttentionbbasedMgenerativeMmodelsMforMmolecularMdesigncMChemicalgScienceaM2021aMfgaMmhkgbmhlg 9.4 6

33
zffectMofM†luoroethyleneMxarbonateMvdditivesMonMtheMαnitialM†ormationMofMtheMSolidMzlectrolyteM
αnterphaseMonManMOxygenb†unctionalizedM–raphiticMvnodeMinMLithiumbαonMwatteriescMACSgAppliedg
Materialsgnamp;gInterfacesaM2021aMfhaMmfknbmfme

9.5 6

32 †antasticMLiquidsMandMWhereMToM†indMThemoMOptimizationsMofMyiscreteMxhemicalMSpacecMJournalgofg
ChemicalgInformationgandgModelingaM2019aMjnaMgkflbgkgj 6.1 5

31 zlucidatingMMolecularMyesignMPrinciplesMforMxhargebvlternatingMPeptidescMBiomacromoleculesaM2020aM
gfaMihjbiih 6.9 5
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30 αonbdependentMproteinbsurfaceMinteractionsMfromMintrinsicMsolventMresponsecMProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaaM2021aMffmaM 11.5 5

29 yeterminingMdominantMdrivingMforcesMaffectingMcontrolledMproteinMreleaseMfromMpolymericM
nanoparticlescMBiointerphasesaM2017aMfgaMegyifg 1.8 4

28 vmphiphilicMpeptideMbindingMonMcrystallineMvscMamorphousMsilicaMfromMmolecularMdynamicsM
simulationscMMoleculargPhysicsaM2019aMfflaMhkigbhkje 1.7 4

27 yensityMfunctionalMtightbbindingMandMinfrequentMmetadynamicsMcanMcaptureMentropicMeffectsMinM
intramolecularMhydrogenMtransferMreactionscMJournalgofgChemicalgPhysicsaM2018aMfimaMfjifef 3.9 4

26 xontrabthermodynamicMbehaviorMinMintermolecularMhydrogenMtransferMofMalkylperoxyMradicalscM
ChemPhysChemaM2007aMmaMfnknblm 3.2 4

25 αmpactMofM–lutamateMxarboxylationMinMtheMvdsorptionMofMtheM˛–bfMyomainMofMOsteocalcinMtoM
−ydroxyapatiteMandMTitaniacMMoleculargSystemsgDesigngandgEngineeringaM2020aMjaMkgebkhf 4.6 4

24 xlosingMtheM–apMwetweenMModelingMandMzxperimentsMinMtheMSelfbvssemblyMofMwiomoleculesMatM
αnterfacesMandMinMSolutionâ� cMChemistrygofgMaterialsaM2020aMhgaMmeihbmejn 9.6 4

23 †ormulationMandMzfficacyMofMxatalasebLoadedMNanoparticlesMforMtheMTreatmentMofMNeonatalM
−ypoxicbαschemicMzncephalopathycMPharmaceuticsaM2021aMfhaM 6.4 3

22 MolecularMrecognitionMandMspecificityMofMbiomoleculesMtoMtitaniumMdioxideMfromMmolecularMdynamicsM
simulationscMNpjgComputationalgMaterialsaM2020aMkaM 10.9 3

21 αLbNetoMUsingMzxpertMKnowledgeMtoM–uideMtheMyesignMofM†urcatedMNeuralMNetworksM2018aM 3

20 MetadynamicsMtoMznhanceMSamplingMinMwiomolecularMSimulationscMMethodsgingMoleculargBiologyaM
2019aMgeggaMflnbgee 1.4 2

19 ddMVirtualMSpecialMαssueMonMMachineMLearningMinMPhysicalMxhemistrycMJournalgofgPhysicalgChemistrygBaM
2020aMfgiaMnlklbnllg 3.4 2

18 TrimethylationMofMtheMRjMSilicabPrecipitatingMPeptideMαncreasesMSilicaMParticleMSizeMbyMRedirectingM
OrthosilicateMwindingcMChemBioChemaM2020aMgfaMhgembhgff 3.8 2

17 zlucidatingMtheMMolecularMαnteractionsMbetweenMUremicMToxinsMandMtheMSudlowMααMwindingMSiteMofM
−umanMSerumMvlbumincMJournalgofgPhysicalgChemistrygBaM2020aMfgiaMhnggbhnhe 3.4 2

16 vssessingMtheMPerformanceMofMVariousMStochasticMOptimizationMMethodsMonMxhemicalMKineticM
ModelingMofMxombustioncMIndustrialgnamp;gEngineeringgChemistrygResearchaM2020aMjnaMfngfgbfnggj 3.9 2

15 yataMScienceMinMxhemicalMzngineeringoMvpplicationsMtoMMolecularMSciencecMAnnualgReviewgofgChemicalg
andgBiomoleculargEngineeringaM2021aMfgaMfjbhl 8.9 2

14 ThiolatedMLysinebLeucineMPeptidesMSelfbvssembleMintoMwiosilicaMNucleationMPitsMonM–oldMSurfacescM
AdvancedgMaterialsgInterfacesaM2017aMiaMfleehnn 4.6 1

13 ddMVirtualMSpecialMαssueMonMMachineMLearningMinMPhysicalMxhemistrycMJournalgofgPhysicalgChemistrygAaM
2020aMfgiaMnffhbnffm 2.8 1
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12 TheMβournalMofMPhysicalMxhemistryMvdwdxMVirtualMSpecialMαssueMonMMachineMLearningMinMPhysicalM
xhemistrycMJournalgofgPhysicalgChemistrygCaM2020aMfgiaMgiehhbgiehm 3.8 1

11 αnhibitionMofMtheMzxoglucanaseMxellvMbyMaMyouglasb†irbxondensedMTannincMJournalgofgPhysicalg
ChemistrygBaM2018aMfggaMmkkjbmkli 3.4 1

10
RedefiningMtheMProteinbProteinMαnterfaceoMxoarseM–rainingMandMxombinatoricsMforManMαmprovedM
UnderstandingMofMvminoMvcidMxontributionsMtoMtheMProteinbProteinMwindingMvffinitycMLangmuiraM2017
aMhhaMffjffbffjfl

4 1

9 MembraneMStructureMofMvquaporinMObservedMwithMxombinedMzxperimentalMandMTheoreticalMSumM
†requencyM–enerationMSpectroscopycMLangmuiraM2021aMhlaMfhijgbfhijn 4 1

8 SubstitutionMofMdistalMandMactiveMsiteMresiduesMreducesMproductMinhibitionMofMzfMfromMvcidothermusM
xellulolyticusccMProteingEngineeringtgDesigngandgSelectionaM2021aMhiaM 1.9 1

7 ProbingMtheMthermodynamicsMandMkineticsMofMethyleneMcarbonateMreductionMatMtheM
electrodebelectrolyteMinterfaceMwithMmolecularMsimulationscMJournalgofgChemicalgPhysicsaM2021aMfjjaMgeileh3.9 1

6 vnalyzingMtheMLongMTimebScaleMyynamicsMofMUremicMToxinsMwoundMtoMSudlowMSiteMααMinM−umanMSerumM
vlbumincMJournalgofgPhysicalgChemistrygBaM2021aMfgjaMgnfebgnge 3.4 1

5 xombiningMMolecularMandMSpinMyynamicsMSimulationsMwithMSolidbStateMNMRoMvMxaseMStudyMofM
vmphiphilicMLysinebLeucineMRepeatMPeptideMvggregatescMJournalgofgPhysicalgChemistrygBaM2019aMfghaMfenfjbfengn3.4 1

4 yirectMzvidenceMforMvlignedMwindingMofMxellulaseMznzymesMtoMxelluloseMSurfacescMJournalgofgPhysicalg
ChemistrygLettersaM2021aMfgaMfekmibfekmm 6.4 0

3 zffectMofMgraphiticManodeMsurfaceMfunctionalizationMonMtheMstructureMandMdynamicsMofMelectrolytesMatM
theMinterfacecMJournalgofgChemicalgPhysicsaM2021aMfjjaMfhileg 3.9 0

2 xoagulopathyMαnMTraumaMPatientsMαsMvccompaniedMwyMOxidationMOfMaMMethionineMResidueMαnMTheM˛–xM
yomainMOfM†ibrinogenMandMvbnormalM†ibrinMPolymerizationcMBloodaM2013aMfggaMfenlbfenl 2.2

1 zfficientMSamplingMofM−ighbyimensionalM†reeMznergyMLandscapesoMvMReviewMofMParallelMwiasM
MetadynamicscMMoleculargModelinggandgSimulationaM2021aMfghbfif
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