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80 xalancingKsolvationKandKintramolecularKinteractionspKtowardKaKconsistentKgeneralizedKxornKforceK
fielddKJournalhofhthehAmericanhChemicalhSocietybK2006bKghnbKimhncil 16.4 290

79 RecentKadvancesKinKimplicitKsolventcbasedKmethodsKforKbiomolecularKsimulationsdKCurrenthOpinionhinh
StructuralhBiologybK2008bKgnbKgjfcn 8.1 266

78 PowerKgenerationKfromKambientKhumidityKusingKproteinKnanowiresdKNaturebK2020bKkmnbKkkfckkj 50.4 169

77 yanKmolecularKdynamicsKsimulationsKprovideKhighcresolutionKrefinementKofKproteinKstructureudK
Proteins:hStructureyhFunctionhandhBioinformaticsbK2007bKlmbKohhcif 4.2 116

76 ImplicitKmodelingKofKnonpolarKsolvationKforKsimulatingKproteinKfoldingKandKconformationalK
transitionsdKPhysicalhChemistryhChemicalhPhysicsbK2008bKgfbKjmgcng 3.6 116

75 IntrinsicKdisorderKmediatesKtheKdiverseKregulatoryKfunctionsKofKtheKydkKinhibitorKphgdKNatureh
ChemicalhBiologybK2011bKmbKhgjchg 11.7 98

74 wtomisticKdetailsKofKtheKdisorderedKstatesKofKKIzKandKpKIzdKImplicationsKinKcoupledKbindingKandK
foldingdKJournalhofhthehAmericanhChemicalhSocietybK2009bKgigbKkhgjchi 16.4 82

73 RevisitingKtheKcarboxylicKacidKdimersKinKaqueousKsolutionpKinterplayKofKhydrogenKbondingbK
hydrophobicKinteractionsbKandKentropydKJournalhofhPhysicalhChemistryhBbK2008bKgghbKhjhco 3.4 81

72 †xploringKatomisticKdetailsKofKpHcdependentKpeptideKfoldingdKProceedingshofhthehNationalhAcademyh
ofhScienceshofhthehUnitedhStateshofhAmericabK2006bKgfibKgnkjlckf 11.5 79

71 xioinspiredKbiocvoltageKmemristorsdKNaturehCommunicationsbK2020bKggbKgnlg 17.4 79

70 IntrinsicallyKdisorderedKpkiKextremeKycterminusKbindsKtoKSgffxTbetabetaUKthroughKMflyccastingMdK
JournalhofhthehAmericanhChemicalhSocietybK2009bKgigbKhfnnco 16.4 77

69 ResidualKstructuresbKconformationalKfluctuationsbKandKelectrostaticKinteractionsKinKtheKsynergisticK
foldingKofKtwoKintrinsicallyKdisorderedKproteinsdKPLoShComputationalhBiologybK2012bKnbKegffhiki 5 73

68 TowardsKtheKphysicalKbasisKofKhowKintrinsicKdisorderKmediatesKproteinKfunctiondKArchiveshofh
BiochemistryhandhBiophysicsbK2012bKkhjbKghicig 4.1 67

67 †lectrostaticallyKacceleratedKencounterKandKfoldingKforKfacileKrecognitionKofKintrinsicallyKdisorderedK
proteinsdKPLoShComputationalhBiologybK2013bKobKegffiili 5 67

66 wpplicationKofKtorsionKangleKmolecularKdynamicsKforKefficientKsamplingKofKproteinKconformationsdK
JournalhofhComputationalhChemistrybK2005bKhlbKgklkcmn 3.5 63

65 †lectrostaticallyKacceleratedKcoupledKbindingKandKfoldingKofKintrinsicallyKdisorderedKproteinsdK
JournalhofhMolecularhBiologybK2012bKjhhbKlmjclnj 6.5 60

64 TopologycbasedKmodelingKofKintrinsicallyKdisorderedKproteinspKbalancingKintrinsicKfoldingKandK
intermolecularKinteractionsdKProteins:hStructureyhFunctionhandhBioinformaticsbK2011bKmobKghkgcll 4.2 60
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63 StructuralKinterpretationKofKparamagneticKrelaxationKenhancementcderivedKdistancesKforK
disorderedKproteinKstatesdKJournalhofhMolecularhBiologybK2009bKiofbKjlmcmm 6.5 60

62 PeptideKandKproteinKfoldingKandKconformationalKequilibriapKtheoreticalKtreatmentKofKelectrostaticsK
andKhydrogenKbondingKwithKimplicitKsolventKmodelsdKAdvanceshinhProteinhChemistrybK2005bKmhbKgmicon 58

61 ModelcfreeKanalysisKofKproteinKdynamicspKassessmentKofKaccuracyKandKmodelKselectionKprotocolsK
basedKonKmolecularKdynamicsKsimulationdKJournalhofhBiomolecularhNMRbK2004bKhobKhjickm 3 56

60 RefinementKofKNMRKstructuresKusingKimplicitKsolventKandKadvancedKsamplingKtechniquesdKJournalhofh
thehAmericanhChemicalhSocietybK2004bKghlbKglfincjm 16.4 53

59 SynergisticKfoldingKofKtwoKintrinsicallyKdisorderedKproteinspKsearchingKforKconformationalKselectiondK
MolecularhBioSystemsbK2012bKnbKgonchfo 47

58 wtomisticKmodellingKofKscatteringKdataKinKtheKyollaborativeKyomputationalKProjectKforKSmallKwngleK
ScatteringKTyyPcSwSUdKJournalhofhAppliedhCrystallographybK2016bKjobKgnlgcgnmk 3.8 46

57 wnK†valuationKofK†xplicitKReceptorKβlexibilityKinKMolecularKzockingKUsingKMolecularKzynamicsKandK
TorsionKwngleKMolecularKzynamicsdKJournalhofhChemicalhTheoryhandhComputationbK2009bKkbKhofochohi 6.4 43

56 IntrinsicallyKdisorderedKproteinsKinKaKphysicscbasedKworlddKInternationalhJournalhofhMolecularh
SciencesbK2010bKggbKkhohcifo 6.3 42

55 MolecularKbasisKofKPIPcdependentKregulationKofKtheKyacactivatedKchlorideKchannelKTM†MglwdK
NaturehCommunicationsbK2019bKgfbKimlo 17.4 39

54 yriticalKimportanceKofKlengthcscaleKdependenceKinKimplicitKmodelingKofKhydrophobicKinteractionsdK
JournalhofhthehAmericanhChemicalhSocietybK2007bKghobKhjjjck 16.4 38

53 HydrophobicKgatingKinKxKKchannelsdKNaturehCommunicationsbK2018bKobKijfn 17.4 35

52 GenerationKofKnativeclikeKproteinKstructuresKfromKlimitedKNMRKdatabKmodernKforceKfieldsKandK
advancedKconformationalKsamplingdKJournalhofhBiomolecularhNMRbK2005bKigbKkoclj 3 35

51 wccelerateKSamplingKinKwtomisticK†nergyKLandscapesKUsingKTopologycxasedKyoarsecGrainedK
ModelsdKJournalhofhChemicalhTheoryhandhComputationbK2014bKgfbKognchi 6.4 32

50 βoldGPyRpKstructureKpredictionKprotocolKforKtheKtransmembraneKdomainKofKGKproteinccoupledK
receptorsKfromKclassKwdKProteins:hStructureyhFunctionhandhBioinformaticsbK2010bKmnbKhgnochfg 4.2 31

49 wpplicationKofKsolidcstateKNMRKrestraintKpotentialsKinKmembraneKproteinKmodelingdKJournalhofh
MagnetichResonancebK2008bKgoibKlncml 3 28

48 ModulationKofKtheKdisorderedKconformationalKensemblesKofKtheKpkiKtransactivationKdomainKbyK
cancercassociatedKmutationsdKPLoShComputationalhBiologybK2015bKggbKegffjhjm 5 27

47 †GyGKbindsKintrinsicallyKdisorderedKNcterminalKdomainKofKpkiKandKdisruptsKpkicMzMhKinteractiondK
NaturehCommunicationsbK2021bKghbKonl 17.4 27

46 wnKinnerKactivationKgateKcontrolsKTM†MglβKphospholipidKscramblingdKNaturehCommunicationsbK2019bK
gfbKgnjl 17.4 25
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45 MultiscaleKfilterKdiagonalizationKmethodKforKspectralKanalysisKofKnoisyKdataKwithKnonlocalizedK
featuresdKJournalhofhChemicalhPhysicsbK2000bKgghbKjjhocjjim 3.9 25

44 MultiscaleKenhancedKsamplingKofKintrinsicallyKdisorderedKproteinKconformationsdKJournalhofh
ComputationalhChemistrybK2016bKimbKkkfcm 3.5 24

43 †fficiencyKofKwdaptiveKTemperaturecxasedKReplicaK†xchangeKforKSamplingKLargecScaleKProteinK
yonformationalKTransitionsdKJournalhofhChemicalhTheoryhandhComputationbK2013bKobKhnjockl 6.4 24

42 PotentialKconformationalKheterogeneityKofKpkiKboundKtoKSgffxT˛†˛†UdKJournalhofhMolecularhBiologybK
2013bKjhkbKooocgfgf 6.5 22

41 †ffectiveKwpproximationKofKMolecularKVolumeKUsingKwtomcyenteredKzielectricKβunctionsKinK
GeneralizedKxornKModelsdKJournalhofhChemicalhTheoryhandhComputationbK2010bKlbKhmofcnfi 6.4 22

40 OptimizationKofKtheKGxMVhKimplicitKsolventKforceKfieldKforKaccurateKsimulationKofKproteinK
conformationalKequilibriadKJournalhofhComputationalhChemistrybK2017bKinbKgiihcgijg 3.5 21

39 wmyloidKassemblyKisKdominatedKbyKmisregisteredKkineticKtrapsKonKanKunbiasedKenergyKlandscapedK
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabK2020bKggmbKgfihhcgfihn11.5 21

38 xranchedKoligopeptidesKformKnanocapsulesKwithKlipidKvesicleKcharacteristicsdKLangmuirbK2013bKhobKgjljnckj4 20

37
ResidualKStructuresKandKTransientKLongcRangeKInteractionsKofKpkiKTransactivationKzomainpK
wssessmentKofK†xplicitKSolventKProteinKβorceKβieldsdKJournalhofhChemicalhTheoryhandhComputationbK
2019bKgkbKjmfncjmhf

6.4 17

36 βorcecinducedKunfoldingKsimulationsKofKtheKhumanKNotchgKnegativeKregulatoryKregionpKpossibleK
rolesKofKtheKheterodimerizationKdomainKinKmechanosensingdKPLoShONEbK2011bKlbKehhnim 3.7 17

35 ModulationKofKwmyloidc˛†jhKyonformationKbyKSmallKMoleculesKThroughKNonspecificKxindingdKJournalh
ofhChemicalhTheoryhandhComputationbK2019bKgkbKkglockgmj 6.4 16

34 TargetingKIntrinsicallyKzisorderedKProteinsKthroughKzynamicKInteractionsdKBiomoleculesbK2020bKgfbK 5.9 16

33 ResidualKStructureKwcceleratesKxindingKofKIntrinsicallyKzisorderedKwyTRKbyKPromotingK†fficientK
βoldingKuponK†ncounterdKJournalhofhMolecularhBiologybK2019bKjigbKjhhcjih 6.5 16

32
M†βwKTmultiepitopeKfusionKantigenUcNovelKTechnologyKforKStructuralKVaccinologybKProofKfromK
yomputationalKandK†mpiricalKImmunogenicityKyharacterizationKofKanK†nterotoxigenicKT†T†yUK
wdhesinKM†βwdKJournalhofhVaccineshphVaccinationbK2017bKnbK

15

31 †nhancedKSamplingKofKIntrinsicKStructuralKHeterogeneityKofKtheKxHicOnlyKProteinKxindingKInterfaceK
ofKxclcxLdKJournalhofhPhysicalhChemistryhBbK2017bKghgbKoglfcogln 3.4 13

30 HyRespKaKcoarsecgrainedKmodelKforKmulticscaleKenhancedKsamplingKofKdisorderedKproteinK
conformationsdKPhysicalhChemistryhChemicalhPhysicsbK2017bKgobKihjhgcihjih 3.6 13

29 zifferentKwnomericKSugarKxoundKStatesKofKMaltoseKxindingKProteinKResolvedKbyKaKyytolysinKwK
NanoporeKTweezerdKACShNanobK2020bKgjbKgmhmcgmim 16.7 12

28 ReplicaKexchangeKwithKguidedKannealingKforKacceleratedKsamplingKofKdisorderedKproteinK
conformationsdKJournalhofhComputationalhChemistrybK2014bKikbKglnhco 3.5 12
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27 yombinedKMonteKyarloetorsioncangleKmolecularKdynamicsKforKensembleKmodelingKofKproteinsbK
nucleicKacidsKandKcarbohydratesdKJournalhofhMolecularhGraphicshandhModellingbK2017bKmibKgmocgof 2.8 11

26 SpecificKPIPKbindingKpromotesKcalciumKactivationKofKTM†MglwKchlorideKchannelsdKCommunicationsh
BiologybK2021bKjbKhko 6.7 10

25 zynamicsKofKtheKxHicOnlyKProteinKxindingKInterfaceKofKxclcxLdKBiophysicalhJournalbK2015bKgfobKgfjockm 2.9 9

24 StructuralKcharacterizationKofKtwoKporecformingKpeptidespKconsequencesKofKintroducingKaK
ycterminalKtryptophandKProteins:hStructureyhFunctionhandhBioinformaticsbK2010bKmnbKhhinckf 4.2 7

23
wcceleratingKtheKGeneralizedKxornKwithKMolecularKVolumeKandKSolventKwccessibleKSurfaceKwreaK
ImplicitKSolventKModelKUsingKGraphicsKProcessingKUnitsdKJournalhofhComputationalhChemistrybK2020bK
jgbKnifcnin

3.5 7

22 TheKLevinthalKProblemKinKwmyloidKwggregationpKSamplingKofKaKβlatKReactionKSpacedKJournalhofh
PhysicalhChemistryhBbK2017bKghgbKgkmlcgknl 3.4 6

21 OrganizationKandKStructureKofKxranchedKwmphipathicKOligopeptideKxilayersdKLangmuirbK2016bKihbKonnicog4 6

20 HydrophobicKdewettingKinKgatingKandKregulationKofKtransmembraneKproteinKionKchannelsdKJournalhofh
ChemicalhPhysicsbK2020bKgkibKggfofg 3.9 5

19 NecessityKofKhighcresolutionKforKcoarsecgrainedKmodelingKofKflexibleKproteinsdKJournalhofh
ComputationalhChemistrybK2016bKimbKgmhkcii 3.5 5

18 yancercwssociatedKMutationsKPerturbKtheKzisorderedK†nsembleKandKInteractionsKofKtheKIntrinsicallyK
zisorderedKpkiKTransactivationKzomaindKJournalhofhMolecularhBiologybK2021bKjiibKglmfjn 6.5 5

17 †ffectsKofKflankingKloopsKonKmembraneKinsertionKofKtransmembraneKhelicespKaKroleKforKpeptideK
conformationalKequilibriumdKJournalhofhPhysicalhChemistryhBbK2013bKggmbKniifco 3.4 4

16
ModulationKofKpkiKTransactivationKzomainKyonformationsKbyKLigandKxindingKandK
yancercwssociatedKMutationsdKPacifichSymposiumhonhBiocomputinghPacifichSymposiumhonh
BiocomputingbK2020bKhkbKgokchfl

1.3 4

15 wtomisticKPeptideKβoldingKSimulationsKRevealKInterplayKofK†ntropyKandKLongcRangeKInteractionsKinK
βoldingKyooperativitydKScientifichReportsbK2018bKnbKgilln 4.9 3

14 wdvancedKSamplingKMethodsKforKMultiscaleKSimulationKofKzisorderedKProteinsKandKzynamicK
InteractionsdKBiomoleculesbK2021bKggbK 5.9 3

13 yonformationalKβlexibilityKandKpHK†ffectsKonKwnisotropicKGrowthKofKSheetcLikeKwssemblyKofK
wmphiphilicKPeptidesdKJournalhofhNanosciencehandhNanotechnologybK2015bKgkbKjjmfco 1.3 2

12 wcceleratingKatomisticKsimulationsKofKproteinsKusingKmultiscaleKenhancedKsamplingKwithK
independentKtemperingdKJournalhofhComputationalhChemistrybK2021bKjhbKikncilj 3.5 2

11 PositionalKIsomersKofKaKNoncNucleosideKSubstrateKzifferentiallyKwffectKMyosinKβunctiondKBiophysicalh
JournalbK2020bKggobKklmcknf 2.9 1

10 βreeKenergyKanalysisKofKconductivityKandKchargeKselectivityKofKMhGlyRcderivedKsyntheticKchannelsdK
BiochimicahEthBiophysicahActah-hBiomembranesbK2014bKgninbKhigochk 3.8 1
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9 †fficacyKofKindependenceKsamplingKinKreplicaKexchangeKsimulationsKofKorderedKandKdisorderedK
proteinsdKJournalhofhComputationalhChemistrybK2017bKinbKhlihchljf 3.5 1

8 ImplicitKSolventKβorcecβieldKOptimizationglmcgof 1

7 yomputingK†nergyKLevelsKbyKInversionKofKImaginarycTimeKyrosscyorrelationKβunctionsâ� dKJournalhofh
PhysicalhChemistryhAbK2003bKgfmbKmgmkcmgnf 2.8 1

6 †xpressionKandKyharacterizationKofKStressKResponsiveKPeptidecgqKanKInducerKofKwntimicrobialK
PeptideKSynthesisK2019bKjbKjhckh 1

5 PhysicscbasedKmodelingKprovidesKpredictiveKunderstandingKofKselectivelyKpromiscuousKsubstrateK
bindingKbyKHspmfKchaperonesdKPLoShComputationalhBiologybK2021bKgmbKegffoklm 5 1

4 wromaticKinteractionsKwithKmembraneKmodulateKhumanKxKKchannelKactivationdKELifebK2020bKobK 8.9 1

3 SpecificKPIPhKxindingKPromotesKyalciumKwctivationKofKTM†MglwKyhlorideKyhannels 1

2 IntrinsicallyKzisorderedKNcterminalKzomainKTNTzUKofKpkiKInteractsKwithKMitochondrialKPTPK
RegulatorKyyclophilinKzddKJournalhofhMolecularhBiologybK2022bKjijbKglmkkh 6.5 1

1 wtomisticKGlimpseKofKtheKOrderlyKyhaosKofKOneKProteindKBiophysicalhJournalbK2015bKgfobKgkggch 2.9
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