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93 wdvancesNinNtheNyomputationalNzesignNofNSmallcMoleculecyontrolledNProteincxasedNyircuitsNforN
SyntheticNxiologydNProceedingsoofotheoIEEEbN2022bNgcgl 14.3 2

92 wccurateNpositioningNofNfunctionalNresiduesNwithNroboticscinspiredNcomputationalNproteinNdesignddN
ProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2022bNggobNehggkjnfggo11.5 0

91 zeNnovoNproteinNfoldNfamiliesNexpandNtheNdesignableNligandNbindingNsiteNspacedNPLoSoComputationalo
BiologybN2021bNgmbNegffolhf 5 1

90 EnsuringNscientificNreproducibilityNinNbiocmacromolecularNmodelingNviaNextensivebNautomatedN
benchmarksdNNatureoCommunicationsbN2021bNghbNlojm 17.4 0

89 SystemsclevelNeffectsNofNallostericNperturbationsNtoNaNmodelNmolecularNswitchdNNaturebN2021bNkoobNgkhcgkm50.4 1

88 ReplyNtoNLiuNetNaldpNSpecificNmutationsNmatterNinNspecificityNandNcatalysisNinNwyEhdNProceedingsoofotheo
NationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2021bNggnbN 11.5 1

87 yryoEMNandNwINrevealNaNstructureNofNSwRScyoVchNNsphbNaNmultifunctionalNproteinNinvolvedNinNkeyN
hostNprocessesN2021bN 4

86 yryoEMNandNwINrevealNaNstructureNofNSwRScyoVchNNsphbNaNmultifunctionalNproteinNinvolvedNinNkeyN
hostNprocessesN2021bN 10

85 RecentNadvancesNinNdeNnovoNproteinNdesignpNPrinciplesbNmethodsbNandNapplicationsdNJournaloofo
BiologicaloChemistrybN2021bNholbNgffkkn 5.4 29

84 zesignNprinciplesNofNproteinNswitchesdNCurrentoOpinionoinoStructuraloBiologybN2021bNmhbNmgcmn 8.1 4

83 xetterNtogetherpNElementsNofNsuccessfulNscientificNsoftwareNdevelopmentNinNaNdistributedN
collaborativeNcommunitydNPLoSoComputationaloBiologybN2020bNglbNegffmkfm 5 15

82 MacromolecularNmodelingNandNdesignNinNRosettapNrecentNmethodsNandNframeworksdNNatureoMethodsbN
2020bNgmbNllkclnf 21.6 165

81 TheNGlobalNPhosphorylationNLandscapeNofNSwRScyoVchNInfectiondNCellbN2020bNgnhbNlnkcmghdego 56.2 439

80 wNSwRScyoVchNproteinNinteractionNmapNrevealsNtargetsNforNdrugNrepurposingdNNaturebN2020bNknibNjkocjln 50.4 2142

79 wlteredNexpressionNofNaNqualityNcontrolNproteaseNinNreshapesNtheNinNvivoNmutationalNlandscapeNofNaN
modelNenzymedNELifebN2020bNobN 8.9 8

78 wNSwRScyoVchcHumanNProteincProteinNInteractionNMapNRevealsNzrugNTargetsNandNPotentialN
zrugcRepurposingN2020bN 133

77 EngineeredNwyEhNreceptorNtrapsNpotentlyNneutralizeNSwRScyoVchN2020bN 9
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76 EngineeredNwyEhNreceptorNtrapsNpotentlyNneutralizeNSwRScyoVchdNProceedingsoofotheoNationalo
AcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2020bNggmbNhnfjlchnfkk 11.5 110

75 NewNcomputationalNproteinNdesignNmethodsNforNdeNnovoNsmallNmoleculeNbindingNsitesdNPLoSo
ComputationaloBiologybN2020bNglbNegffngmn 5 9

74 yomparativeNhostccoronavirusNproteinNinteractionNnetworksNrevealNpancviralNdiseaseNmechanismsdN
SciencebN2020bNimfbN 33.3 261

73 ExpandingNtheNspaceNofNproteinNgeometriesNbyNcomputationalNdesignNofNdeNnovoNfoldNfamiliesdN
SciencebN2020bNilobNggihcggil 33.3 28

72 yomparisonNofNRosettaNflexiblecbackboneNcomputationalNproteinNdesignNmethodsNonNbindingN
interactionsdNProteins:oStructure,oFunctionoandoBioinformaticsbN2020bNnnbNhflchhl 4.2 20

71 yomputationalNdesignNofNstructuredNloopsNforNnewNproteinNfunctionsdNBiologicaloChemistrybN2019bN
jffbNhmkchnn 4.5 16

70 yontrollingNyRISPRcyasoNwithNligandcactivatedNandNligandcdeactivatedNsgRNwsdNNatureo
CommunicationsbN2019bNgfbNhghm 17.4 82

69 QuantitativeNmappingNofNproteincpeptideNaffinityNlandscapesNusingNspectrallyNencodedNbeadsdNELifebN
2019bNnbN 8.9 29

68 yomputationalNdesignNofNaNmodularNproteinNsensecresponseNsystemdNSciencebN2019bNillbNgfhjcgfhn 33.3 36

67 FlexNddGpNRosettaNEnsemblecxasedNEstimationNofNyhangesNinNProteincProteinNxindingNwffinityNuponN
MutationdNJournaloofoPhysicaloChemistryoBbN2018bNghhbNkinockioo 3.4 80

66 ExtendingNchemicalNperturbationsNofNtheNubiquitinNfitnessNlandscapeNinNaNclassroomNsettingNrevealsN
newNconstraintsNonNsequenceNtolerancedNBiologyoOpenbN2018bNmbN 2.2 11

65 TheNRosettaNwllcwtomNEnergyNFunctionNforNMacromolecularNModelingNandNzesigndNJournaloofo
ChemicaloTheoryoandoComputationbN2017bNgibNifigcifjn 6.4 486

64 EngineeringNaNlightcactivatedNcaspaseciNforNpreciseNablationNofNneuronsNinNvivodNProceedingsoofotheo
NationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2017bNggjbNEngmjcEngni 11.5 32

63 zeconstructionNofNtheNRasNswitchingNcycleNthroughNsaturationNmutagenesisdNELifebN2017bNlbN 8.9 58

62 wuthorNresponsepNzeconstructionNofNtheNRasNswitchingNcycleNthroughNsaturationNmutagenesisN2017bN 2

61 wNModelNforNtheNMolecularNMechanismNofNanNEngineeredNLightczrivenNProteinNMachinedNStructurebN
2016bNhjbNkmlcknj 5.2 6

60 zeterminationNofNubiquitinNfitnessNlandscapesNunderNdifferentNchemicalNstressesNinNaNclassroomN
settingdNELifebN2016bNkbN 8.9 44

59 zesignNofNLightcyontrolledNProteinNyonformationsNandNFunctionsdNMethodsoinoMolecularoBiologybN
2016bNgjgjbNgomchgg 1.4 3
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58 wNWebNResourceNforNStandardizedNxenchmarkNzatasetsbNMetricsbNandNRosettaNProtocolsNforN
MacromolecularNModelingNandNzesigndNPLoSoONEbN2015bNgfbNefgifjii 3.7 58

57 yombinedNcovalentcelectrostaticNmodelNofNhydrogenNbondingNimprovesNstructureNpredictionNwithN
RosettadNJournaloofoChemicaloTheoryoandoComputationbN2015bNggbNlfochh 6.4 163

56 youplingNProteinNSidecyhainNandNxackboneNFlexibilityNImprovesNtheNRecdesignNofNProteincLigandN
SpecificitydNPLoSoComputationaloBiologybN2015bNggbNegffjiik 5 46

55
QuantificationNofNtheNtransferabilityNofNaNdesignedNproteinNspecificityNswitchNrevealsNextensiveN
epistasisNinNmolecularNrecognitiondNProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedo
StatesoofoAmericabN2014bNgggbNgkjhlcig

11.5 16

54 zesignNofNaNphosphorylatableNPzZNdomainNwithNpeptidecspecificNaffinityNchangesdNStructurebN2013bN
hgbNkjclj 5.2 14

53 zesignNofNaNphotoswitchableNcadherindNJournaloofotheoAmericanoChemicaloSocietybN2013bNgikbNghkglco 16.4 20

52 ReprogrammingNanNwTPcdrivenNproteinNmachineNintoNaNlightcgatedNnanocagedNNatureo
NanotechnologybN2013bNnbNohncih 28.7 44

51 ScientificNbenchmarksNforNguidingNmacromolecularNenergyNfunctionNimprovementdNMethodsoino
EnzymologybN2013bNkhibNgfocji 1.7 164

50 FlexibleNbackboneNsamplingNmethodsNtoNmodelNandNdesignNproteinNalternativeNconformationsdN
MethodsoinoEnzymologybN2013bNkhibNlgcnk 1.7 36

49 yomputationalNproteinNdesignNquantifiesNstructuralNconstraintsNonNaminoNacidNcovariationdNPLoSo
ComputationaloBiologybN2013bNobNegffiigi 5 25

48 ServerificationNofNmolecularNmodelingNapplicationspNtheNRosettaNOnlineNServerNthatNIncludesN
EveryoneNWROSIEXdNPLoSoONEbN2013bNnbNeliofl 3.7 230

47 ImprovementsNtoNroboticscinspiredNconformationalNsamplingNinNrosettadNPLoSoONEbN2013bNnbNelifof 3.7 115

46 wminocacidNsiteNvariabilityNamongNnaturalNandNdesignedNproteinsdNPeerJbN2013bNgbNehgg 3.1 13

45 InNsupportNofNtheNxMRxdNNatureoStructuraloandoMolecularoBiologybN2012bNgobNnkjclf 17.6 5

44 PredictionNofNmutationalNtoleranceNinNHIVcgNproteaseNandNreverseNtranscriptaseNusingNflexibleN
backboneNproteinNdesigndNPLoSoComputationaloBiologybN2012bNnbNegffhlio 5 17

43 yostcbenefitNtradeoffsNinNengineeredNlacNoperonsdNSciencebN2012bNiilbNoggck 33.3 74

42 yontrolNofNproteinNsignalingNusingNaNcomputationallyNdesignedNGTPaseeGEFNorthogonalNpairdN
ProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2012bNgfobNkhmmcnh 11.5 67

41 GlobalNlandscapeNofNHIVchumanNproteinNcomplexesdNNaturebN2011bNjngbNilkcmf 50.4 507
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40 ROSETTwipNanNobjectcorientedNsoftwareNsuiteNforNtheNsimulationNandNdesignNofNmacromoleculesdN
MethodsoinoEnzymologybN2011bNjnmbNkjkcmj 1.7 1216

39 wssessmentNofNflexibleNbackboneNproteinNdesignNmethodsNforNsequenceNlibraryNpredictionNinNtheN
therapeuticNantibodyNHerceptincHERhNinterfacedNProteinoSciencebN2011bNhfbNgfnhco 6.3 27

38 PredictingNtheNtoleratedNsequencesNforNproteinsNandNproteinNinterfacesNusingNRosettaxackrubN
flexibleNbackboneNdesigndNPLoSoONEbN2011bNlbNehfjkg 3.7 73

37 SNXhmNmediatesNPzZcdirectedNsortingNfromNendosomesNtoNtheNplasmaNmembranedNJournaloofoCello
BiologybN2010bNgofbNklkcmj 7.3 193

36 RosettaxackrubccaNwebNserverNforNflexibleNbackboneNproteinNstructureNmodelingNandNdesigndNNucleico
AcidsoResearchbN2010bNinbNWklocmk 20.1 94

35 StructurecbasedNpredictionNofNtheNpeptideNsequenceNspaceNrecognizedNbyNnaturalNandNsyntheticNPzZN
domainsdNJournaloofoMolecularoBiologybN2010bNjfhbNjlfcmj 6.5 84

34 zesigningNensemblesNinNconformationalNandNsequenceNspaceNtoNcharacterizeNandNengineerNproteinsdN
CurrentoOpinionoinoStructuraloBiologybN2010bNhfbNimmcnj 8.1 22

33 wNcorrespondenceNbetweenNsolutioncstateNdynamicsNofNanNindividualNproteinNandNtheNsequenceNandN
conformationalNdiversityNofNitsNfamilydNPLoSoComputationaloBiologybN2009bNkbNegfffioi 5 60

32 xackboneNflexibilityNinNcomputationalNproteinNdesigndNCurrentoOpinionoinoBiotechnologybN2009bNhfbNjhfcn 11.4 84

31
MulticconstraintNcomputationalNdesignNsuggestsNthatNnativeNsequencesNofNgermlineNantibodyNHiN
loopsNareNnearlyNoptimalNforNconformationalNflexibilitydNProteins:oStructure,oFunctionoando
BioinformaticsbN2009bNmkbNnjlckn

4.2 45

30 yomputercaidedNdesignNofNfunctionalNproteinNinteractionsdNNatureoChemicaloBiologybN2009bNkbNmomcnfm 11.7 131

29 SubcangstromNaccuracyNinNproteinNloopNreconstructionNbyNroboticscinspiredNconformationalN
samplingdNNatureoMethodsbN2009bNlbNkkgch 21.6 329

28 PredictionNofNproteincproteinNinterfaceNsequenceNdiversityNusingNflexibleNbackboneNcomputationalN
proteinNdesigndNStructurebN2008bNglbNgmmmcnn 5.2 69

27 wNnewNtwistNinNTyRNdiversityNrevealedNbyNaNforbiddenNalphabetaNTyRdNJournaloofoMolecularoBiologybN
2008bNimkbNgiflcgo 6.5 21

26 wNsimpleNmodelNofNbackboneNflexibilityNimprovesNmodelingNofNsidecchainNconformationalNvariabilitydN
JournaloofoMolecularoBiologybN2008bNinfbNmkmcmj 6.5 60

25 xackrubclikeNbackboneNsimulationNrecapitulatesNnaturalNproteinNconformationalNvariabilityNandN
improvesNmutantNsidecchainNpredictiondNJournaloofoMolecularoBiologybN2008bNinfbNmjhckl 6.5 232

24 MutationsNdesignedNtoNdestabilizeNtheNreceptorcboundNconformationNincreaseNMIywcNKGhzN
associationNrateNandNaffinitydNJournaloofoBiologicaloChemistrybN2007bNhnhbNiflkncll 5.4 23

23 zesignNofNmulticspecificityNinNproteinNinterfacesdNPLoSoComputationaloBiologybN2007bNibNeglj 5 87
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22
RationalNdesignNofNintercellularNadhesionNmoleculecgNWIywMcgXNvariantsNforNantagonizingNintegrinN
lymphocyteNfunctioncassociatedNantigencgcdependentNadhesiondNJournaloofoBiologicaloChemistrybN
2006bNhngbNkfjhco

5.4 49

21 yomputationalNdesignNofNaNnewNhydrogenNbondNnetworkNandNatNleastNaNiffcfoldNspecificityNswitchNatN
aNproteincproteinNinterfacedNJournaloofoMolecularoBiologybN2006bNilgbNgokchfn 6.5 119

20 yahaNindicatorsNbasedNonNcomputationallyNredesignedNcalmodulincpeptideNpairsdNChemistryoando
BiologybN2006bNgibNkhgcif 402

19 PotentialNfunctionsNforNhydrogenNbondsNinNproteinNstructureNpredictionNandNdesigndNAdvancesoino
ProteinoChemistrybN2005bNmhbNgcin 38

18 zesignNofNMulticSpecificityNinNProteinNInterfacesdNPLoSoComputationaloBiologybN2005bNpreprintbNeglj 5

17
yloseNagreementNbetweenNtheNorientationNdependenceNofNhydrogenNbondsNobservedNinNproteinN
structuresNandNquantumNmechanicalNcalculationsdNProceedingsoofotheoNationaloAcademyoofoSciencesoofo
theoUnitedoStatesoofoAmericabN2004bNgfgbNlojlckg

11.5 211

16 wNnewNhydrogencbondingNpotentialNforNtheNdesignNofNproteincRNwNinteractionsNpredictsNspecificN
contactsNandNdiscriminatesNdecoysdNNucleicoAcidsoResearchbN2004bNihbNkgjmclh 20.1 62

15 yomputationalNredesignNofNproteincproteinNinteractionNspecificitydNNatureoStructuraloandoMolecularo
BiologybN2004bNggbNimgco 17.6 254

14 yomputationalNdesignNofNproteincproteinNinteractionsdNCurrentoOpinionoinoChemicaloBiologybN2004bNnbNogcm 9.7 187

13 yomputationalNalanineNscanningNofNproteincproteinNinterfacesdNScienceoSignalingbN2004bNhffjbNplh 8.8 361

12 SymmetryNrecognizingNasymmetrypNanalysisNofNtheNinteractionsNbetweenNtheNyctypeNlectinclikeN
immunoreceptorNNKGhzNandNMHyNclassNIclikeNligandsdNStructurebN2003bNggbNjggchh 5.2 90

11 EvaluationNofNModelsNofNElectrostaticNInteractionsNinNProteinsdNJournaloofoPhysicaloChemistryoBbN2003bN
gfmbNhfmkchfof 3.4 46

10 wnNorientationcdependentNhydrogenNbondingNpotentialNimprovesNpredictionNofNspecificityNandN
structureNforNproteinsNandNproteincproteinNcomplexesdNJournaloofoMolecularoBiologybN2003bNihlbNghiocko 6.5 429

9 yonvergentNmechanismsNforNrecognitionNofNdivergentNcytokinesNbyNtheNsharedNsignalingNreceptorN
gpgifdNMolecularoCellbN2003bNghbNkmmcno 17.6 107

8 wNsimpleNphysicalNmodelNforNbindingNenergyNhotNspotsNinNproteincproteinNcomplexesdNProceedingsoofo
theoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericabN2002bNoobNgjgglchg 11.5 656

7 zesignbNactivitybNandNstructureNofNaNhighlyNspecificNartificialNendonucleasedNMolecularoCellbN2002bNgfbNnokcofk17.6 202

6 TheNdesignNofNlinearNpeptidesNthatNfoldNasNmonomericNbetacsheetNstructuresdNCurrentoOpinionoino
StructuraloBiologybN1999bNobNjnmcoi 8.1 122

5 FlexNddGpNRosettaNensemblecbasedNestimationNofNchangesNinNproteincproteinNbindingNaffinityNuponNmutation 2
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4 ModulatingNtheNcellularNcontextNbroadlyNreshapesNtheNmutationalNlandscapeNofNaNmodelNenzyme 2

3 TheNRosettaNallcatomNenergyNfunctionNforNmacromolecularNmodelingNandNdesign 3

2 QuantitativeNmappingNofNproteincpeptideNaffinityNlandscapesNusingNspectrallyNencodedNbeads 3

1 EnsuringNscientificNreproducibilityNinNbiocmacromolecularNmodelingNviaNextensivebNautomatedNbenchmarks 2
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