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n Paper IF Citations

148 ROSwTTselJanJobjectXorientedJsoftwareJsuiteJforJtheJsimulationJandJdesignJofJmacromoleculesZJ
MethodslinlEnzymologyWJ2011WJfjiWJgfgXif 1.7 1216

147 ProteinXproteinJdockingJwithJsimultaneousJoptimizationJofJrigidXbodyJdisplacementJandJsideXchainJ
conformationsZJJournalloflMolecularlBiologyWJ2003WJeecWJdjcXkk 6.5 858

146 TheJinteractionJofJproteinsJwithJsolidJsurfacesZJCurrentlOpinionlinlStructurallBiologyWJ2004WJcfWJccbXg 8.1 683

145 TheJRosettaJsllXstomJwnergyJxunctionJforJMacromolecularJModelingJandJvesignZJJournallofl
ChemicallTheorylandlComputationWJ2017WJceWJebecXebfj 6.4 486

144 TheJRosettavockJserverJforJlocalJproteinXproteinJdockingZJNucleiclAcidslResearchWJ2008WJehWJWdeeXj 20.1 389

143 PyRosettalJaJscriptXbasedJinterfaceJforJimplementingJmolecularJmodelingJalgorithmsJusingJRosettaZJ
BioinformaticsWJ2010WJdhWJhjkXkc 7.2 333

142 ServerificationJofJmolecularJmodelingJapplicationslJtheJRosettaJOnlineJServerJthatJ–ncludesJ
wveryoneJSROS–wTZJPLoSlONEWJ2013WJjWJehekbh 3.7 230

141 sJcomprehensiveWJhighXresolutionJmapJofJaJgeneRsJfitnessJlandscapeZJMolecularlBiologylandl
EvolutionWJ2014WJecWJcgjcXkd 8.3 190

140 tenchmarkingJandJanalysisJofJproteinJdockingJperformanceJinJRosettaJveZdZJPLoSlONEWJ2011WJhWJeddfii 3.7 190

139 MacromolecularJmodelingJandJdesignJinJRosettalJrecentJmethodsJandJframeworksZJNaturelMethodsWJ
2020WJciWJhhgXhjb 21.6 165

138 ScientificJbenchmarksJforJguidingJmacromolecularJenergyJfunctionJimprovementZJMethodslinl
EnzymologyWJ2013WJgdeWJcbkXfe 1.7 164

137 ModelingJandJdockingJofJantibodyJstructuresJwithJRosettaZJNaturelProtocolsWJ2017WJcdWJfbcXfch 18.8 159

136 zighXresolutionJproteinXproteinJdockingZJCurrentlOpinionlinlStructurallBiologyWJ2006WJchWJcjeXke 8.1 152

135 TowardJhighXresolutionJhomologyJmodelingJofJantibodyJxvJregionsJandJapplicationJtoJ
antibodyXantigenJdockingZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2009WJifWJfkiXgcf 4.2 149

134 uonformerJselectionJandJinducedJfitJinJflexibleJbackboneJproteinXproteinJdockingJusingJ
computationalJandJNMRJensemblesZJJournalloflMolecularlBiologyWJ2008WJejcWJcbhjXji 6.5 128

133 PhosphorylationXdependentJinhibitionJofJmineralizationJbyJosteopontinJsSsRMJpeptidesJisJ
regulatedJbyJPzwXJcleavageZJJournalloflBonelandlMinerallResearchWJ2010WJdgWJhkgXibg 6.3 124

132 RosettasntibodylJantibodyJvariableJregionJhomologyJmodelingJserverZJNucleiclAcidslResearchWJ2009WJ
eiWJWfifXk 20.1 123
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131
LargeXscaleJsequenceJandJstructuralJcomparisonsJofJhumanJnaiveJandJantigenXexperiencedJ
antibodyJrepertoiresZJProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStateslofl
AmericaWJ2016WJcceWJwdhehXfg

11.5 118

130 TargetingJtheJuoRwSTJcomplexJwithJdualJhistoneJdeacetylaseJandJdemethylaseJinhibitorsZJNaturel
CommunicationsWJ2018WJkWJge 17.4 116

129 uommunityXwideJassessmentJofJproteinXinterfaceJmodelingJsuggestsJimprovementsJtoJdesignJ
methodologyZJJournalloflMolecularlBiologyWJ2011WJfcfWJdjkXebd 6.5 114

128
PredictionJofJhomoproteinJandJheteroproteinJcomplexesJbyJproteinJdockingJandJtemplateXbasedJ
modelinglJsJusSPXusPR–JexperimentZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2016WJjfJ
SupplJcWJedeXfj

4.2 111

127 StructureXbasedJdesignJofJsuperchargedWJhighlyJthermoresistantJantibodiesZJChemistrylandlBiologyWJ
2012WJckWJffkXgg 108

126 StructureJpredictionJofJproteinXsolidJsurfaceJinteractionsJrevealsJaJmolecularJrecognitionJmotifJofJ
statherinJforJhydroxyapatiteZJJournalloflthelAmericanlChemicallSocietyWJ2007WJcdkWJceiceXdd 16.4 103

125 uhiralJacidicJaminoJacidsJinduceJchiralJhierarchicalJstructureJinJcalciumJcarbonateZJNaturel
CommunicationsWJ2017WJjWJcgbhh 17.4 99

124 wnzymeJreplacementJtherapyJpreventsJdentalJdefectsJinJaJmodelJofJhypophosphatasiaZJJournallofl
DentallResearchWJ2011WJkbWJfibXh 8.1 96

123 SnugvocklJparatopeJstructuralJoptimizationJduringJantibodyXantigenJdockingJcompensatesJforJ
errorsJinJantibodyJhomologyJmodelsZJPLoSlComputationallBiologyWJ2010WJhWJecbbbhff 5 95

122 ProteinXproteinJdockingJpredictionsJforJtheJusPR–JexperimentZJProteins:lStructurezlFunctionlandl
BioinformaticsWJ2003WJgdWJccjXdd 4.2 93

121 snJ–ntegratedJxrameworkJsdvancingJMembraneJProteinJModelingJandJvesignZJPLoSlComputationall
BiologyWJ2015WJccWJecbbfekj 5 92

120 LocalJmotionsJinJaJbenchmarkJofJallostericJproteinsZJProteins:lStructurezlFunctionlandlBioinformaticsWJ
2007WJhiWJejgXkk 4.2 90

119 xunctionalJlossJofJsemaphorinJeuJandaorJsemaphorinJevJandJtheirJepistaticJinteractionJwithJretJareJ
criticalJtoJzirschsprungJdiseaseJliabilityZJAmericanlJournalloflHumanlGeneticsWJ2015WJkhWJgjcXkh 11 82

118 sllostericJcommunicationJoccursJviaJnetworksJofJtertiaryJandJquaternaryJmotionsJinJproteinsZJPLoSl
ComputationallBiologyWJ2009WJgWJecbbbdke 5 80

117 uommunityXwideJevaluationJofJmethodsJforJpredictingJtheJeffectJofJmutationsJonJproteinXproteinJ
interactionsZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2013WJjcWJckjbXi 4.2 78

116 uontactJrearrangementsJformJcoupledJnetworksJfromJlocalJmotionsJinJallostericJproteinsZJProteins:l
StructurezlFunctionlandlBioinformaticsWJ2008WJicWJfggXhh 4.2 75

115 tlindJpredictionJperformanceJofJRosettasntibodyJeZblJgraftingWJrelaxationWJkinematicJloopJ
modelingWJandJfullJuvRJoptimizationZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2014WJjdWJchccXde 4.2 72

114 uomputationalJmodelingJofJmembraneJproteinsZJProteins:lStructurezlFunctionlandlBioinformaticsWJ
2015WJjeWJcXdf 4.2 69

(2015-2016)
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113 wfficientJflexibleJbackboneJproteinXproteinJdockingJforJchallengingJtargetsZJBioinformaticsWJ2018WJ
efWJefhcXefhk 7.2 57

112 TheJoriginJofJuvRJzeJstructuralJdiversityZJStructureWJ2015WJdeWJebdXcc 5.2 57

111 snalysisJandJmodelingJofJtheJvariableJregionJofJcamelidJsingleXdomainJantibodiesZJJournallofl
ImmunologyWJ2011WJcjhWJhegiXhi 5.3 57

110
ModulationJofJcalciumJoxalateJdihydrateJgrowthJbyJselectiveJcrystalXfaceJbindingJofJ
phosphorylatedJosteopontinJandJpolyaspartateJpeptideJshowingJocclusionJbyJsectoralJ
ScompositionalTJzoningZJJournalloflBiologicallChemistryWJ2009WJdjfWJdefkcXgbc

5.4 53

109 veepJLearningJinJProteinJStructuralJModelingJandJvesignZJPatternsWJ2020WJcWJcbbcfd 5.1 52

108 RapidJcalculationJofJproteinJpβaJvaluesJusingJRosettaZJBiophysicallJournalWJ2012WJcbeWJgjiXgkg 2.9 51

107 slternativeJcomputationalJprotocolsJforJsuperchargingJproteinJsurfacesJforJreversibleJunfoldingJ
andJretentionJofJstabilityZJPLoSlONEWJ2013WJjWJehfehe 3.7 50

106 SolutionXJandJadsorbedXstateJstructuralJensemblesJpredictedJforJtheJstatherinXhydroxyapatiteJ
systemZJBiophysicallJournalWJ2009WJkhWJebjdXkc 2.9 49

105 usPR–JroundsJeXgJrevealJpromisingJsuccessesJandJfutureJchallengesJforJRosettavockZJProteins:l
StructurezlFunctionlandlBioinformaticsWJ2005WJhbWJcjcXh 4.2 49

104 StructuralJmodelJofJtheJmsbJjbhXwyxRJcomplexJusingJcomputationalJdockingJfollowedJbyJ
computationalJandJexperimentalJmutagenesisZJStructureWJ2006WJcfWJfbcXcf 5.2 48

103 NanostructureWJosteopontinWJandJmechanicalJpropertiesJofJcalciticJavianJeggshellZJSciencelAdvancesWJ
2018WJfWJeaaredck 14.3 47

102 sddingJdiverseJnoncanonicalJbackbonesJtoJrosettalJenablingJpeptidomimeticJdesignZJPLoSlONEWJ
2013WJjWJehibgc 3.7 47

101 PlasmaJuellsJsreJtheJMostJsbundantJylutenJPeptideJMzuXexpressingJuellsJinJ–nflamedJ–ntestinalJ
TissuesJxrom´ PatientsJWithJueliacJviseaseZJGastroenterologyWJ2019WJcghWJcfdjXcfekZecb 13.3 45

100 tlindJpredictionJofJinterfacialJwaterJpositionsJinJusPR–ZJProteins:lStructurezlFunctionlandl
BioinformaticsWJ2014WJjdWJhdbXed 4.2 43

99 veJnovoJdesignJofJpeptideXcalciteJbiomineralizationJsystemsZJJournalloflthelAmericanlChemicall
SocietyWJ2010WJcedWJcddgdXhd 16.4 43

98 ShapeJcomplementarityJandJhydrogenJbondJpreferencesJinJproteinXproteinJinterfaceslJimplicationsJ
forJantibodyJmodelingJandJproteinXproteinJdockingZJBioinformaticsWJ2016WJedWJdfgcXh 7.2 43

97 scidicJuXterminalJdomainsJautoregulateJtheJRNsJchaperoneJzfqZJELifeWJ2017WJhWJ 8.9 40

96 wnzymaticJexcisionJofJuracilJresiduesJinJnucleosomesJdependsJonJtheJlocalJvNsJstructureJandJ
dynamicsZJBiochemistryWJ2012WJgcWJhbdjXej 3.2 39
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95 PartialJhighXresolutionJstructureJofJphosphorylatedJandJnonXphosphorylatedJleucineXrichJ
amelogeninJproteinJadsorbedJtoJhydroxyapatiteZJJournalloflPhysicallChemistrylCWJ2011WJccgWJceiigXceijg3.8 39

94 sJgeneralizedJapproachJtoJsamplingJbackboneJconformationsJwithJRosettavockJforJusPR–JroundsJ
ceXckZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2010WJijWJeccgXde 4.2 39

93 sdsorptionJofJcolloidalJparticlesJbyJtrownianJdynamicsJsimulationlJβineticsJandJsurfaceJstructuresZJ
JournalloflChemicallPhysicsWJ2001WJccfWJcehhXcejc 3.9 39

92 –ncorporatingJbiochemicalJinformationJandJbackboneJflexibilityJinJRosettavockJforJusPR–JroundsJ
hXcdZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2007WJhkWJikeXjbb 4.2 37

91 RealXtimeJPyMOLJvisualizationJforJRosettaJandJPyRosettaZJPLoSlONEWJ2011WJhWJedckec 3.7 35

90 TowardJaJstructureJdeterminationJmethodJforJbiomineralXassociatedJproteinJusingJcombinedJsolidXJ
stateJNMRJandJcomputationalJstructureJpredictionZJStructureWJ2010WJcjWJchijXji 5.2 35

89 PushingJtheJtackboneJinJProteinXProteinJvockingZJStructureWJ2016WJdfWJcjdcXcjdk 5.2 33

88 sccurateJStructureJPredictionJofJuvRJzeJLoopsJwnabledJbyJaJNovelJStructureXtasedJuXTerminalJ
uonstraintZJJournalloflImmunologyWJ2017WJckjWJgbgXgcg 5.3 33

87 WebXaccessibleJmolecularJmodelingJwithJRosettalJTheJRosettaJOnlineJServerJthatJ–ncludesJ
wveryoneJSROS–wTZJProteinlScienceWJ2018WJdiWJdgkXdhj 6.3 32

86 –mprovedJpredictionJofJantibodyJVLXVzJorientationZJProteinlEngineeringzlDesignlandlSelectionWJ2016WJ
dkWJfbkXfcj 1.9 32

85 ResidueXcentricJmodelingJandJdesignJofJsaccharideJandJglycoconjugateJstructuresZJJournallofl
ComputationallChemistryWJ2017WJejWJdihXdji 3.5 31

84 StructuralJviversityJinJtheJTypeJ–VJPiliJofJMultidrugXresistantJscinetobacterZJJournalloflBiologicall
ChemistryWJ2016WJdkcWJddkdfXddkeg 5.4 31

83
spplyingJlinearJinteractionJenergyJmethodJforJrationalJdesignJofJnoncompetitiveJallostericJ
inhibitorsJofJtheJsarcoXJandJendoplasmicJreticulumJcalciumXsTPaseZJJournalloflMedicinallChemistryWJ
2005WJfjWJebbgXcf

8.3 29

82 uhiralJswitchingJinJbiomineralJsuprastructuresJinducedJbyJhomochiralJlXaminoJacidZJSciencelAdvances
WJ2018WJfWJeaaskjck 14.3 28

81 –dentificationJofJstructuralJmechanismsJofJz–VXcJproteaseJspecificityJusingJcomputationalJpeptideJ
dockinglJimplicationsJforJdrugJresistanceZJStructureWJ2009WJciWJchehXchfj 5.2 28

80 ModelingJtheJstructureJofJmsbJcftiJboundJtoJtheJanthraxJprotectiveJantigenZJProteins:lStructurezl
FunctionlandlBioinformaticsWJ2008WJibWJdcjXeb 4.2 28

79 ProteinJStructureJPredictionJandJvesignJinJaJtiologicallyJRealisticJ–mplicitJMembraneZJBiophysicall
JournalWJ2020WJccjWJdbfdXdbgg 2.9 27

78 TargetedJvNsJmethylationJusingJanJartificiallyJbisectedJMZzha–JfusedJtoJzincJfingersZJPLoSlONEWJ
2012WJiWJeffjgd 3.7 27

(2012-2011)
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77 RheologyJandJdynamicsJofJshearedJarraysJofJcolloidalJparticlesZJJournalloflRheologyWJ1998WJfdWJccdcXccgc4.1 27

76 RepertoireJsnalysisJofJsntibodyJuvRXzeJLoopsJSuggestsJsffinityJMaturationJvoesJNotJTypicallyJ
ResultJinJRigidificationZJFrontierslinlImmunologyWJ2018WJkWJfce 8.4 26

75 NeutronJreflectometryJstudiesJofJtheJadsorbedJstructureJofJtheJamelogeninWJLRsPZJJournallofl
PhysicallChemistrylBWJ2013WJcciWJebkjXcbk 3.4 26

74 MicrostructureJxormationJandJβineticsJinJtheJRandomJSequentialJsdsorptionJofJPolydisperseJ
TetheredJNanoparticlesJModeledJasJzardJvisksZJLangmuirWJ2001WJciWJdeciXdedj 4 26

73 StructureXbasedJcrossXdockingJanalysisJofJantibodyXantigenJinteractionsZJScientificlReportsWJ2017WJiWJjcfg4.9 24

72 UsingJtheJRosettaSurfaceJalgorithmJtoJpredictJproteinJstructureJatJmineralJsurfacesZJMethodslinl
EnzymologyWJ2013WJgedWJefeXhh 1.7 20

71 wxtendingJRosettavockJwithJwaterWJsugarWJandJpzJforJpredictionJofJcomplexJstructuresJandJ
affinitiesJforJusPR–JroundsJdbXdiZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2013WJjcWJddbcXk 4.2 20

70 StructurallyJdistinctJtoxicityJinhibitorsJbindJatJcommonJlociJonJ˛†XamyloidJfibrilZJProteinlScienceWJ2010
WJckWJddkcXebf 6.3 20

69 NonequilibriumJphaseJbehaviorJduringJtheJrandomJsequentialJadsorptionJofJtetheredJhardJdisksZJ
PhysicallReviewlLettersWJ2000WJjgWJffebXe 7.4 20

68 StructureXbasedJnonXcanonicalJaminoJacidJdesignJtoJcovalentlyJcrosslinkJanJantibodyXantigenJ
complexZJJournalloflStructurallBiologyWJ2014WJcjgWJdcgXdd 3.4 18

67 –nterfacialJMineralâ��PeptideJPropertiesJofJaJMineralJtindingJPeptideJfromJOsteonectinJandJ
toneXlikeJspatiteZJChemistryloflMaterialsWJ2015WJdiWJgghdXgghk 9.6 18

66 StructureJpredictionJofJdomainJinsertionJproteinsJfromJstructuresJofJindividualJdomainsZJStructureWJ
2008WJchWJgceXdi 5.2 17

65 yeometricJpotentialsJfromJdeepJlearningJimproveJpredictionJofJuvRJzeJloopJstructuresZJ
BioinformaticsWJ2020WJehWJidhjXidig 7.2 17

64 PredictionJofJproteinJassembliesWJtheJnextJfrontierlJTheJusSPcfXusPR–JexperimentZJProteins:l
StructurezlFunctionlandlBioinformaticsWJ2021WJjkWJcjbbXcjde 4.2 17

63 snalysisJofJproteinJkinaseJautophosphorylationJusingJexpressedJproteinJligationJandJcomputationalJ
modelingZJJournalloflthelAmericanlChemicallSocietyWJ2008WJcebWJghhiXk 16.4 16

62 OriginJofJanomalousJmultibodyJinteractionsZJNatureWJ1999WJfbdWJigbXigb 50.4 16

61 sntibodyJstructureJpredictionJusingJinterpretableJdeepJlearningZZJPatternsWJ2022WJeWJcbbfbh 5.1 16

60 tetterJtogetherlJwlementsJofJsuccessfulJscientificJsoftwareJdevelopmentJinJaJdistributedJ
collaborativeJcommunityZJPLoSlComputationallBiologyWJ2020WJchWJecbbigbi 5 15
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59 sdvancesJtoJtackleJbackboneJflexibilityJinJproteinJdockingZJCurrentlOpinionlinlStructurallBiologyWJ
2021WJhiWJcijXcjh 8.1 15

58 zfqJstructureJrevealsJaJconservedJmechanismJofJRNsJannealingJregulationZJProceedingsloflthel
NationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaWJ2019WJcchWJcbkijXcbkji 11.5 14

57 ModelingJoblongJproteinsJandJwaterXmediatedJinterfacesJwithJRosettavockJinJusPR–JroundsJdjXegZJ
Proteins:lStructurezlFunctionlandlBioinformaticsWJ2017WJjgWJfikXfjh 4.2 14

56 ProteinXproteinJdockingJwithJdynamicJresidueJprotonationJstatesZJPLoSlComputationallBiologyWJ
2014WJcbWJecbbfbcj 5 14

55 wxpandingJtheJtoolkitJforJmembraneJproteinJmodelingJinJRosettaZJBioinformaticsWJ2017WJeeWJigfXigh 7.2 14

54 snJexpandedJbenchmarkJforJantibodyXantigenJdockingJandJaffinityJpredictionJrevealsJinsightsJintoJ
antibodyJrecognitionJdeterminantsZJStructureWJ2021WJdkWJhbhXhdcZeg 5.2 13

53
TheJstructureJofJtheJcolorectalJcancerXassociatedJenzymeJyalNscXTcdJrevealsJhowJnonconservedJ
residuesJdictateJitsJfunctionZJProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStateslofl
AmericaWJ2019WJcchWJdbfbfXdbfcb

11.5 12

52 MechanismJofJpolyubiquitinJchainJrecognitionJbyJtheJhumanJubiquitinJconjugatingJenzymeJUbedgdZJ
JournalloflBiologicallChemistryWJ2011WJdjhWJekjcXkc 5.4 11

51 sdsorptionJofJuhargeXtidisperseJMixturesJofJuolloidalJParticlesZJLangmuirWJ2001WJciWJikegXikfi 4 11

50 TruncationJofJtheJcaspaseXrelatedJsubunitJSypijpTJofJSaccharomycesJcerevisiaeJyP–JtransamidaselJ
dimerizationJrevealedZJArchivesloflBiochemistrylandlBiophysicsWJ2007WJfhdWJjeXke 4.1 10

49 wffectJofJtrisodiumJcitrateJtreatmentJonJhybridomaJcellJviabilityZJBiotechnologylLettersWJ1991WJgWJdkgXdkj 10

48 ModulationJofJcalciumJoxalateJdihydrateJgrowthJbyJphosphorylatedJosteopontinJpeptidesZJJournall
oflStructurallBiologyWJ2018WJdbfWJcecXcff 3.4 9

47 MolecularJveterminantsJforJProteinJStabilizationJbyJ–nsertionalJxusionJtoJaJThermophilicJzostJ
ProteinZJChemBioChemWJ2015WJchWJdekdXfbd 3.8 9

46
NovelJsamplingJstrategiesJandJaJcoarseXgrainedJscoreJfunctionJforJdockingJhomomersWJflexibleJ
heteromersWJandJoligosaccharidesJusingJRosettaJinJusPR–JroundsJeiXfgZJProteins:lStructurezlFunctionl
andlBioinformaticsWJ2020WJjjWJkieXkjg

4.2 9

45 sJtenchmarkingJStudyJofJPeptideâ��tiomineralJ–nteractionsZJCrystallGrowthlandlDesignWJ2018WJcjWJhbiXhch 3.5 9

44 ylycoengineeringJofJwsteraseJsctivityJthroughJMetabolicJxluxXtasedJModulationJofJSialicJscidZJ
ChemBioChemWJ2017WJcjWJcdbfXcdcg 3.8 8

43 NonXzeJuvRJtemplateJselectionJinJantibodyJmodelingJthroughJmachineJlearningZJPeerJWJ2019WJiWJehcik 3.1 8

42 xlexibleJtackboneJsssemblyJandJRefinementJofJSymmetricalJzomomericJuomplexesZJStructureWJ
2019WJdiWJcbfcXcbgcZej 5.2 8

(2019-2021)
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41 PredictionJofJcalciteJmorphologyJfromJcomputationalJandJexperimentalJstudiesJofJmutationsJofJaJ
deJnovoXdesignedJpeptideZJLangmuirWJ2011WJdiWJccgdbXi 4 8

40 ProteinJdockingJandJsteeredJmolecularJdynamicsJsuggestJalternativeJphospholambanXbindingJsitesJ
onJtheJSwRusJcalciumJtransporterZJJournalloflBiologicallChemistryWJ2020WJdkgWJccdhdXccdif 5.4 7

39 sJcyberXlinkedJundergraduateJresearchJexperienceJinJcomputationalJbiomolecularJstructureJ
predictionJandJdesignZJPLoSlComputationallBiologyWJ2017WJceWJecbbgjei 5 7

38 sJhighJthroughputJmutagenicJanalysisJofJyeastJsumoJstructureJandJfunctionZJPLoSlGeneticsWJ2017WJ
ceWJecbbhhcd 6 7

37 sJhumanizedJyeastJsystemJtoJanalyzeJcleavageJofJprelaminJsJbyJZMPSTwdfZJMethodsWJ2019WJcgiWJfiXgg 4.6 7

36 RobustificationJofJRosettasntibodyJandJRosettaJSnugvockZJPLoSlONEWJ2021WJchWJebdefdjd 3.7 6

35 sntibodyJstructureJpredictionJusingJinterpretableJdeepJlearning 6

34 uomputedJstructuresJofJpointJdeletionJmutantsJandJtheirJenzymaticJactivitiesZJProteins:lStructurezl
FunctionlandlBioinformaticsWJ2011WJikWJdjffXhb 4.2 5

33 uomputationalJpredictionsJofJtheJmutantJbehaviorJofJsrauZJJournalloflMolecularlBiologyWJ2010WJekjWJfhdXib6.5 5

32 TheJstructuralJbasisJofJPTwNJregulationJbyJmultiXsiteJphosphorylationZJNaturelStructurallandl
MolecularlBiologyWJ2021WJdjWJjgjXjhj 17.6 5

31 SolidXStateJNMRJStudiesJofJtiomineralizationJPeptidesJandJProteinsZJACSlSymposiumlSeriesWJ2012WJiiXkh 0.4 4

30 LzowJvoJWeJvoJThisJatJaJvistanceqKLJsJvescriptiveJStudyJofJRemoteJUndergraduateJResearchJ
ProgramsJduringJuOV–vXckZZJCBElLifelScienceslEducationWJ2022WJdcWJarc 3.4 4

29 uomputerXbasedJwngineeringJofJThermostabilizedJsntibodyJxragmentsZJAICHElJournalWJ2020WJhhWJechjhf3.6 4

28 uomparisonJofJNMRJandJcrystalJstructuresJofJmembraneJproteinsJandJcomputationalJrefinementJtoJ
improveJmodelJqualityZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2018WJjhWJgiXif 4.2 3

27 wfficientJxlexibleJtackboneJProteinXProteinJvockingJforJuhallengingJTargets 3

26 vevelopmentJofJaJtroadlyJsccessibleWJuomputationallyJyuidedJtiochemistryJuourseXtasedJ
UndergraduateJResearchJwxperienceZJJournalloflChemicallEducationWJ2021WJkjWJfbbXfbk 2.4 3

25 TheJRosettaJallXatomJenergyJfunctionJforJmacromolecularJmodelingJandJdesign 3

24 yeometricJPotentialsJfromJveepJLearningJ–mproveJPredictionJofJuvRJzeJLoopJStructures 3
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23 vevelopmentJandJwvaluationJofJylycanvocklJsJProteinXylycoligandJvockingJRefinementJslgorithmJ
inJRosettaZJJournalloflPhysicallChemistrylBWJ2021WJ 3.4 3

22 StructuralJbasisJforJpeptideJsubstrateJspecificitiesJofJglycosyltransferaseJyalNscXTdZJACSlCatalysisWJ
2021WJccWJdkiiXdkkc 13.1 3

21 sJhighXaffinityJhumanJTuRXlikeJantibodyJdetectsJceliacJdiseaseJglutenJpeptideXMzuJcomplexesJandJ
inhibitsJTJcellJactivationZJSciencelImmunologyWJ2021WJhWJ 28 3

20 sJParametricJRosettaJwnergyJxunctionJsnalysisJwithJLβJPeptidesJonJSsMJSurfacesZJLangmuirWJ2018WJ
efWJgdikXgdjk 4 2

19 RosettaXMPvocklJsJNovelJuomputationalJToolJforJProteinXProteinJvockingJwithinJtheJMembraneJ
tilayerZJBiophysicallJournalWJ2015WJcbjWJdgba 2.9 2

18 snJwxpandedJtenchmarkJforJsntibodyXsntigenJvockingJandJsffinityJPredictionJRevealsJ–nsightsJ
intoJsntibodyJRecognitionJveterminantsZJSSRNlElectroniclJournalW 1 2

17 ProteinJvockingJandJSteeredJMolecularJvynamicsJRevealJslternativeJRegulatoryJSitesJonJtheJ
SwRusJualciumJTransporter 2

16 ShotgunJscanningJglycomutagenesislJaJsimpleJandJefficientJstrategyJforJconstructingJandJ
characterizingJneoglycoproteins 2

15 wnsuringJscientificJreproducibilityJinJbioXmacromolecularJmodelingJviaJextensiveWJautomatedJbenchmarks 2

14 TowardJtheJcomputationalJdesignJofJproteinJcrystalsJwithJimprovedJresolutionZJActal
CrystallographicalSectionlD:lStructurallBiologyWJ2019WJigWJcbcgXcbdi 5.5 2

13 yrowingJylycansJinJRosettalJsccurateJdeJnovoJglycanJmodelingWJdensityJfittingWJandJrationalJsequonJdesign 2

12 NovelJsamplingJstrategiesJandJaJcoarseXgrainedJscoreJfunctionJforJdockingJhomomersWJflexibleJ
heteromersWJandJoligosaccharidesJusingJRosettaJinJusPR–JRoundsJeiâ��fg 1

11 viverseJscientificJbenchmarksJforJimplicitJmembraneJenergyJfunctions 1

10 ModelingJandJdockingJantibodyJstructuresJwithJRosetta 1

9 PyRosettaJ upyterJNotebooksJTeachJtiomolecularJStructureJPredictionJandJvesignZZJThel
BiophysicistWJ2021WJdWJcbjXcdd 1 1

8 MembraneJProteinJwngineeringJwithJRosettaZJMethodslinlMolecularlBiologyWJ2021WJdecgWJfeXgi 1.4 1

7 viverseJScientificJtenchmarksJforJ–mplicitJMembraneJwnergyJxunctionsZJJournalloflChemicallTheoryl
andlComputationWJ2021WJciWJgdfjXgdhc 6.4 1

6 uolicinXMediatedJTransportJofJvNsJthroughJtheJ–ronJTransporterJxepsZJMBioWJ2021WJcdWJebcijidc 7.8 1

(2021-2021)
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5
ShotgunJscanningJglycomutagenesislJsJsimpleJandJefficientJstrategyJforJconstructingJandJ
characterizingJneoglycoproteinsZJProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedl
StatesloflAmericaWJ2021WJccjWJ

11.5 1

4 wnsuringJscientificJreproducibilityJinJbioXmacromolecularJmodelingJviaJextensiveWJautomatedJ
benchmarksZJNaturelCommunicationsWJ2021WJcdWJhkfi 17.4 0

3 sccurateJpositioningJofJfunctionalJresiduesJwithJroboticsXinspiredJcomputationalJproteinJdesignZZJ
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaWJ2022WJcckWJedccgfjbcck11.5 0

2 uoverJ–mageWJVolumeJjhWJ–ssueJcZJProteins:lStructurezlFunctionlandlBioinformaticsWJ2018WJjhWJufXuf 4.2

1 –nducedJfitJwithJreplicaJexchangeJimprovesJproteinJcomplexJstructureJpredictionZJPLoSl
ComputationallBiologyWJ2022WJcjWJecbcbcdf 5

Jeffrey J Gray
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