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patientcNNaturehCommunicationsaN2019aNfeaNfgkn 17.4 68
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90 TheNsgyNmethodoNsimultaneousNsequencebbasedNpredictionNofNtheNstatisticalNpopulationsNofNorderedN
andNdisorderedNregionsNinNproteinscNJournalhofhMolecularhBiologyaN2015aNiglaNnmgbnnk 6.5 60

89 ReplicabvveragedNβetadynamicscNJournalhofhChemicalhTheoryhandhComputationaN2013aNnaNjkfebl 6.4 57

88 zxploringNtheNproteinN’NhelixNfreebenergyNsurfaceNbyNsoluteNtemperingNmetadynamicscNProteins:h
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83 xyclophilinNvNcatalyzesNprolineNisomerizationNbyNanNelectrostaticNhandleNmechanismcNProceedingshofh
thehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2014aNfffaNfegehbm 11.5 49

82 StabilizationNandNstructuralNanalysisNofNaNmembranebassociatedNh”vPPNaggregationNintermediatecN
ELifeaN2017aNkaN 8.9 47
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NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2016aNffhaNlflfbk 11.5 46

80 NetworksNofNyynamicNvllosteryNRegulateNznzymeN‘unctioncNStructureaN2017aNgjaNglkbgmk 5.2 45

79 vNtensorbfreeNmethodNforNtheNstructuralNandNdynamicalNrefinementNofNproteinsNusingNresidualN
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StructuralNcharacterizationNofNtheNinteractionNofN˛–bsynucleinNnascentNchainsNwithNtheNribosomalN
surfaceNandNtriggerNfactorcNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericaaN2016aNffhaNjefgbl

11.5 40
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72
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aggregationNinNaNglobularNproteincNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedh
StateshofhAmericaaN2014aNfffaNfififbk

11.5 36

71
vssessmentNofNtheNuseNofNNβRNchemicalNshiftsNasNreplicabaveragedNstructuralNrestraintsNinNmolecularN
dynamicsNsimulationsNtoNcharacterizeNtheNdynamicsNofNproteinscNJournalhofhPhysicalhChemistryhBaN
2013aNfflaNfmhmbih

3.4 36

70 βetadynamicNmetainferenceoNxonvergenceNtowardsNforceNfieldNindependentNstructuralNensemblesN
ofNaNdisorderedNpeptidecNJournalhofhChemicalhPhysicsaN2017aNfikaNfkjfeg 3.9 35
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aggregationNpropensitycNNaturehCommunicationsaN2018aNnaNfkjm 17.4 35
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JournalaN2012aNfegaNfjmbkl 2.9 34
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simulationscNJournalhofhChemicalhPhysicsaN2011aNfhiaNeijfej 3.9 34
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proteinscNJournalhofhBiologicalhChemistryaN2019aNgniaNfghebfghn 5.4 29

65 SmallbmoleculeNsequestrationNofNamyloidb˛†NasNaNdrugNdiscoveryNstrategyNforNvlzheimerUsNdiseasecN
SciencehAdvancesaN2020aNkaN 14.3 28

64 zmergenceNandNevolutionNofNanNinteractionNbetweenNintrinsicallyNdisorderedNproteinscNELifeaN2017aNkaN 8.9 28

63 vαβOSToNanNallNatomNmolecularNsimulationNtoolkitNforNproteinNstructureNdeterminationcNJournalhofh
ComputationalhChemistryaN2014aNhjaNffefbj 3.5 28

62 SystematicNmappingNofNfreeNenergyNlandscapesNofNaNgrowingNfilaminNdomainNduringNbiosynthesiscN
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2018aNffjaNnliibnlin 11.5 26

61 vNhighlyNcompliantNproteinNnativeNstateNwithNaNspontaneousblikeNmechanicalNunfoldingNpathwaycN
JournalhofhthehAmericanhChemicalhSocietyaN2012aNfhiaNflekmblj 16.4 24

60 yeterminationNofNtheNindividualNrolesNofNtheNlinkerNresiduesNinNtheNinterdomainNmotionsNofN
calmodulinNusingNNβRNchemicalNshiftscNJournalhofhMolecularhBiologyaN2014aNigkaNfmgkbhm 6.5 21

59 yeterminationNofNProteinNStructuralNznsemblesNbyN“ybridbResolutionNSvXSNRestrainedNβolecularN
yynamicscNJournalhofhChemicalhTheoryhandhComputationaN2020aNfkaNgmgjbgmhi 6.4 20

58 vdvancedNsimulationNtechniquesNforNtheNthermodynamicNandNkineticNcharacterizationNofNbiologicalN
systemscNAdvanceshinhPhysics:hXaN2018aNhaNfilljhf 5.1 20

57
vNconformationalNensembleNderivedNusingNNβRNmethylNchemicalNshiftsNrevealsNaNmechanicalN
clampingNtransitionNthatNgatesNtheNbindingNofNtheN“UNproteinNtoNyNvcNJournalhofhthehAmericanh
ChemicalhSocietyaN2014aNfhkaNggeibl
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56 TheNdynamicsNofNlinearNpolyubiquitincNSciencehAdvancesaN2020aNkaN 14.3 17

55 UsingNPseudocontactNShiftsNandNResidualNyipolarNxouplingsNasNzxactNNβRNRestraintsNforNtheN
yeterminationNofNProteinNStructuralNznsemblescNBiochemistryaN2015aNjiaNlilebk 3.2 16

54 TheNdynamicsNofNinterleukinbmNandNitsNinteractionNwithNhumanNxXxNreceptorN”NpeptidecNProteinh
ScienceaN2014aNghaNikibme 6.3 16

53 αymphotactinoNhowNaNproteinNcanNadoptNtwoNfoldscNJournalhofhChemicalhPhysicsaN2009aNfhfaNgijfej 3.9 16

52 βolecularNdynamicsNensembleNrefinementNofNtheNheterogeneousNnativeNstateNofNNxwyNusingN
chemicalNshiftsNandNNOzscNPeerJaN2018aNkaNejfgj 3.1 16

51 StructuralNxharacterizationNofNtheNzarlyNzventsNinNtheNNucleationbxondensationNβechanismNinNaN
ProteinN‘oldingNProcesscNJournalhofhthehAmericanhChemicalhSocietyaN2017aNfhnaNkmnnbknfe 16.4 15

50 StructureNandNdynamicsNofNtheNintegrinNα‘vbfN”bdomainNinNtheNinactiveNstateNunderlieNitsN
insideboutdoutsidebinNsignalingNandNallostericNmechanismscNStructureaN2015aNghaNlijbjh 5.2 15

49 ”dentificationNandNStructuralNxharacterizationNofNanN”ntermediateNinNtheN‘oldingNofNtheNβeaslesN
VirusNXNyomaincNJournalhofhBiologicalhChemistryaN2016aNgnfaNfemmkbng 5.4 15

48 TheNvntibodyNαightbxhainNαinkerNRegulatesNyomainNOrientationNandNvmyloidogenicitycNJournalhofh
MolecularhBiologyaN2018aNiheaNingjbinie 6.5 15

47 βappingNtheNProteinN‘oldNUniverseNUsingNtheNxamTubeN‘orceN‘ieldNinNβolecularNyynamicsN
SimulationscNPLoShComputationalhBiologyaN2015aNffaNefeeiihj 5 14

46 zarlyNeventsNinNproteinNfoldingoN”sNthereNsomethingNmoreNthanNhydrophobicNbursttcNProteinhScienceaN
2008aNflaNfigibhh 6.3 14

45 βartiniNbeadNformNfactorsNforNnucleicNacidsNandNtheirNapplicationNinNtheNrefinementNofN
proteinâ��nucleicNacidNcomplexesNagainstNSvXSNdatacNJournalhofhAppliedhCrystallographyaN2019aNjgaNhnibieg 3.8 14

44 RefinementNofN˛–bSynucleinNznsemblesNvgainstNSvXSNyataoNxomparisonNofN‘orceN‘ieldsNandNβethodscN
FrontiershinhMolecularhBiosciencesaN2021aNmaNkjihhh 5.6 14

43 TheNcobexistenceNofNcoldNactivityNandNthermalNstabilityNinNanNvntarcticN’“igN˛†bgalactosidaseNreliesNonN
itsNhexamericNquaternaryNarrangementcNFEBShJournalaN2021aNgmmaNjikbjkj 5.7 14

42 SimultaneousNNβRNcharacterisationNofNmultipleNminimaNinNtheNfreeNenergyNlandscapeNofNanNRNvN
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41 StructureNandNyynamicsNofN’eoxypoNvNThermophilicNxyclophilinNwithNaNNovelNSubstrateNwindingN
βechanismNThatN‘unctionsNzfficientlyNatNαowNTemperaturescNBiochemistryaN2015aNjiaNhgelbfl 3.2 13

40 vNrelationshipNbetweenNtheNaggregationNratesNofN˛–bsynucleinNvariantsNandNtheN˛†bsheetNpopulationsN
inNtheirNmonomericNformscNJournalhofhPhysicalhChemistryhBaN2013aNfflaNfelhlbif 3.4 13

39 TheNP“RN‘amilyoNTheNRoleNofNzxtracellularNTransglycosylasesNinNShapingNxandidaNalbicansNxellscN
JournalhofhFungihsBaselwhSwitzerlandtaN2017aNhaN 5.6 13
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38 vNkineticNensembleNofNtheNvlzheimerâ��sNv˛†NpeptidecNNaturehComputationalhScienceaN2021aNfaNlfblm 13

37 RatchetedNmolecularbdynamicsNsimulationsNidentifyNefficientlyNtheNtransitionNstateNofNproteinN
foldingcNJournalhofhChemicalhPhysicsaN2012aNfhlaNghjfef 3.9 12

36 vrchaealNβw‘fNbindsNtoNheSNandNleSNribosomesNviaNitsNhelixbturnbhelixNdomaincNBiochemicalhJournalaN
2014aNikgaNhlhbmi 3.8 10

35 vnNimplementationNofNtheNmaximumbcaliberNprincipleNbyNreplicabaveragedNtimebresolvedNrestrainedN
simulationscNJournalhofhChemicalhPhysicsaN2018aNfimaNfmiffi 3.9 10

34 vtomisticNsimulationsNofNtheN“”VbfNproteaseNfoldingNinhibitioncNBiophysicalhJournalaN2008aNnjaNjjebkg 2.9 9

33 ‘romNvNtoNwoNaNrideNinNtheNfreeNenergyNsurfacesNofNproteinN’NdomainsNsuggestsNhowNnewNfoldsNarisecN
JournalhofhChemicalhPhysicsaN2012aNfhkaNfmjfef 3.9 8

32 StructuralN”nsightNintoN”vPPbyerivedNvmyloidN”nhibitorsNandNTheirNβechanismNofNvctioncNAngewandteh
ChemiehyhInternationalhEditionaN2020aNjnaNjllfbjlmf 16.4 8

31 yeterminationNofNtheNconformationalNstatesNofNstrychnineNinNsolutionNusingNNβRNresidualNdipolarN
couplingsNinNaNtensorbfreeNapproachcNMethodsaN2018aNfimaNibm 4.6 7

30 NβRNcharacterizationNofNtheNconformationalNfluctuationsNofNtheNhumanNlymphocyteN
functionbassociatedNantigenbfN”bdomaincNProteinhScienceaN2014aNghaNfjnkbkek 6.3 7

29 βappingNtheNtransitionNstateNforNaNbindingNreactionNbetweenNancientNintrinsicallyNdisorderedN
proteinscNJournalhofhBiologicalhChemistryaN2020aNgnjaNflknmbfllfg 5.4 7

28 StructuralN”nsightsNintoNtheNxalciumbβediatedNvllostericNTransitionNinNtheNxbTerminalNyomainNofN
xalmodulinNfromNNuclearNβagneticNResonanceNβeasurementscNBiochemistryaN2016aNjjaNfnbgm 3.2 6

27 ‘oldingNβechanismNofNtheNS“hNyomainNfromN’rbgcNJournalhofhPhysicalhChemistryhBaN2018aNfggaNfffkkbffflh3.4 6

26 NewNopportunitiesNforNtensorbfreeNcalculationsNofNresidualNdipolarNcouplingsNforNtheNstudyNofNproteinN
dynamicscNJournalhofhBiomolecularhNMRaN2014aNjmaNghhbm 3 6

25 wiochemicalNandNbiophysicalNcomparisonNofNhumanNandNmouseNbetabgNmicroglobulinNrevealsNtheN
molecularNdeterminantsNofNlowNamyloidNpropensitycNFEBShJournalaN2020aNgmlaNjikbjke 5.7 6

24
vNsuperpositionNfreeNmethodNforNproteinNconformationalNensembleNanalysesNandNlocalNclusteringN
basedNonNaNdifferentialNgeometryNrepresentationNofNbackbonecNProteins:hStructurewhFunctionhandh
BioinformaticsaN2019aNmlaNhegbhfg

4.2 5

23 ReplyNtoNâ��xommentNonNâ��vNTensorb‘reeNβethodNforNtheNStructuralNandNyynamicNRefinementNofN
ProteinsNusingNResidualNyipolarNxouplingsâ��â��cNJournalhofhPhysicalhChemistryhBaN2015aNffnaNmggjbmggk 3.4 5

22
SamplingNtheNyenaturedNStateNofNPolypeptidesNinNWateraNUreaaNandN’uanidineNxhlorideNtoNStrictN
zquilibriumNxonditionsNwithNtheN“elpNofNβassivelyNParallelNxomputerscNJournalhofhChemicalhTheoryh
andhComputationaN2014aNfeaNmikbji

6.4 5

21 OpticalNabsorptionNofNaNgreenNfluorescentNproteinNvariantoNenvironmentNeffectsNinNaNdensityN
functionalNstudycNJournalhofhPhysicalhChemistryhBaN2007aNfffaNfemelbfg 3.4 5
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20 SmallNmoleculeNsequestrationNofNamyloidb˛†NasNaNdrugNdiscoveryNstrategyNforNvlzheimerâ��sNdisease 4

19 βyNSimulationsNofN”ntrinsicallyNyisorderedNProteinsNwithNReplicabvveragedNxhemicalNShiftN
RestraintscNBiophysicalhJournalaN2014aNfekaNimfa 2.9 3

18 βetadynamicNsamplingNofNtheNfreebenergyNlandscapesNofNproteinsNcoupledNwithNaNβonteNxarloN
algorithmcNGeneaN2008aNiggaNhlbie 3.8 3

17 vNPracticalN’uideNtoNtheNSimultaneousNyeterminationNofNProteinNStructureNandNyynamicsNUsingN
βetainferencecNMethodshinhMolecularhBiologyaN2019aNgeggaNhfhbhie 1.4 3

16 xryobzβNStructuresNofNvzospirillum´ brasilenseN’lutamateNSynthaseNinN”tsNOligomericNvssembliescN
JournalhofhMolecularhBiologyaN2019aNihfaNijghbijgk 6.5 2

15 StructuralNwasisNofN”nhibitionNofNtheNPioneerNTranscriptionN‘actorNN‘bYNbyNSuramincNCellsaN2020aNnaN 7.9 2

14 ”dentificationNofNtheNfoldingNinhibitorsNofNhenbeggNlysozymeoNgatheringNtheNrightNtoolscNEuropeanh
BiophysicshJournalaN2010aNhnaNnffbn 1.9 2

13 vNkineticNensembleNofNtheNvlzheimerâ��sNv˛†Npeptide 2

12 xonvergingNexperimentalNandNcomputationalNviewsNofNtheNknottingNmechanismNofNaNsmallNknottedN
proteincNBiophysicalhJournalaN2021aNfgeaNgglkbggmk 2.9 2

11 PropertiesNofNlowbdimensionalNcollectiveNvariablesNinNtheNmolecularNdynamicsNofNbiopolymerscN
PhysicalhReviewhEaN2016aNniaNejgiek 2.4 2

10 vNmethodNforNpartitioningNtheNinformationNcontainedNinNaNproteinNsequenceNbetweenNitsNstructureN
andNfunctioncNProteins:hStructurewhFunctionhandhBioinformaticsaN2018aNmkaNnjkbnki 4.2 2

9 StructuralN”nsightNintoN”vPPbyerivedNvmyloidN”nhibitorsNandNTheirNβechanismNofNvctioncNAngewandteh
ChemieaN2020aNfhgaNjmgebjmhe 3.6 1

8 StructuralNbasisNforNterminalNloopNrecognitionNandNprocessingNofNpribmiRNvbfmaNbyNhnRNPNvf 1

7 xonformationalNStabilityNandNyynamicsNinNxrystalsNRecapitulateNProteinNwehaviorNinNSolutioncN
BiophysicalhJournalaN2020aNffnaNnlmbnmm 2.9 1

6 “owNtoNyetermineNvccurateNxonformationalNznsemblesNbyNβetadynamicsNβetainferenceoNvN
xhignolinNStudyNxasecNFrontiershinhMolecularhBiosciencesaN2021aNmaNknifhe 5.6 1

5 RefinementNofN˛–bsynucleinNensemblesNagainstNSvXSNdataoNxomparisonNofNforceNfieldsNandNmethods 1

4 “ighNxonformationalN‘lexibilityNofNtheNzg‘fdyPfdyNvNxomplexcNJournalhofhMolecularhBiologyaN2021aN
ihhaNfklffn 6.5 1

3 yisorderedNRegionsN‘lankingNtheNwindingN”nterfaceNβodulateNvffinityNbetweenNxwPNandNNxOvcN
JournalhofhMolecularhBiologyaN2022aNihiaNfklkih 6.5 1

(2022-)

7



2 StructuralNinvestigationNofNtheNfoldingNofNanNimmunoglobulinNdomainNonNtheNribosomeNusingNNβRN
SpectroscopyNVαwfnlWcNFASEBhJournalaN2014aNgmaNαwfnl 0.9

1
lbNtoNdbvminoNvcidNSubstitutionNinNtheN”mmunodominantNαxβVbyerivedNzpitopeNgphhN“ighlightsNtheN
SensitivityNofNtheNTxRNRecognitionNβechanismNforNtheNβ“xdPeptideNStructureNandNyynamicsccNACSh
OmegaaN2022aNlaNnkggbnkhj
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