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162 λopologicalLconstraintslLusingLβ₃sLsecondaryLstructureLtoLmodelLevLconformationXLfoldingL
pathwaysXLandLdynamicLadaptationZLCurrentiOpinioniiniStructuraliBiologyXL2011XLdcXLdkhYebg 8.1 53

161 uuriousLstructureLinLNcanonicalNLalanineYbasedLpeptidesZLProteins:iStructurexiFunctioniandi
BioinformaticsXL1997XLdjXLgkYic 4.2 53

160 βefinementLofL₃ōβLstructuresLusingLimplicitLsolventLandLadvancedLsamplingLtechniquesZLJournaliofi
theiAmericaniChemicaliSocietyXL2004XLcdhXLchbejYfi 16.4 53

159 xunctionallyLimportantLconformationsLofLtheLōetdbLloopLinLdihydrofolateLreductaseLareLpopulatedL
byLrapidLthermalLfluctuationsZLJournaliofitheiAmericaniChemicaliSocietyXL2009XLcecXLghfdYi 16.4 52

158 ōultiYκiteL˛»YdynamicsLforLsimulatedLκtructureYsctivityLβelationshipLstudiesZLJournaliofiChemicali
TheoryiandiComputationXL2011XLiXLdidjYdiek 6.4 51

157 PrepayingLtheLentropicLcostLforLallostericLregulationLinLK–XZLProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaXL2014XLcccXLcdbhiYid 11.5 50

156 uooperativeLandLdirectionalLfoldingLofLtheLpreαcLriboswitchLaptamerLdomainZLJournaliofithei
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bindingLinLtheLprequeuosineLriboswitchZLNucleiciAcidsiResearchXL2012XLfbXLcefgYgg 20.1 46

148 ōolecularLōechanismLforL–soformYκelectiveL–nhibitionLofLscylLProteinLλhioesterasesLcLandLdLTsPλcL
andLsPλdUZLACSiChemicaliBiologyXL2016XLccXLeeifYeejd 4.9 44
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140 PredictingLextremeLpKaLshiftsLinLstaphylococcalLnucleaseLmutantsLwithLconstantLpzLmolecularL
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123 uonformationalLchangeLofLtheLmethionineLdbLloopLofLwscherichiaLcoliLdihydrofolateLreductaseL
modulatesLpKaLofLtheLboundLdihydrofolateZLProteiniScienceXL2007XLchXLcbjiYcbb 6.3 34

122 πncoveringLpzYdependentLtransientLstatesLofLproteinsLwithLburiedLionizableLresiduesZLJournaliofi
theiAmericaniChemicaliSocietyXL2014XLcehXLjfkhYk 16.4 33

121 −nLtheLmorphologyLofLviralLcapsidslLelasticLpropertiesLandLbucklingLtransitionsZLJournaliofiPhysicali
ChemistryiBXL2012XLcchXLjhbfYk 3.4 33

120 xoldingLintermediateLinLtheLvillinLheadpieceLdomainLarisesLfromLdisruptionLofLaL₃YterminalL
hydrogenYbondedLnetworkZLJournaliofitheiAmericaniChemicaliSocietyXL2007XLcdkXLebghYi 16.4 33

119 –nvestigatingLtheLwffectLofLλwoYPointLκurfaceLsttachmentLonLwnzymeLκtabilityLandLsctivityZLJournali
ofitheiAmericaniChemicaliSocietyXL2018XLcfbXLchghbYchghk 16.4 33

118 spplyingLefficientLimplicitLnongeometricLconstraintsLinLalchemicalLfreeLenergyLsimulationsZLJournali
ofiComputationaliChemistryXL2011XLedXLefdeYed 3.5 32

117
xrequentLsideLchainLmethylLcarbonYoxygenLhydrogenLbondingLinLproteinsLrevealedLbyL
computationalLandLstereochemicalLanalysisLofLneutronLstructuresZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2015XLjeXLfbeYfcb

4.2 31

116 ₃ewLinsightsLintoLtheLfundamentalLroleLofLtopologicalLconstraintsLasLaLdeterminantLofLtwoYwayL
junctionLconformationZLNucleiciAcidsiResearchXL2012XLfbXLjkdYkbf 20.1 31

115 xoldyPuβlLstructureLpredictionLprotocolLforLtheLtransmembraneLdomainLofLyLproteinYcoupledL
receptorsLfromLclassLsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLdcjkYdbc 4.2 31

114 uonformationalLdynamicsLofLaLregulatorLofLyYproteinLsignalingLproteinLrevealsLaLmechanismLofL
allostericLinhibitionLbyLaLsmallLmoleculeZLACSiChemicaliBiologyXL2013XLjXLdiijYjf 4.9 30

113 sssessingLtheLqualityLofLabsoluteLhydrationLfreeLenergiesLamongLuzsβōōYcompatibleLligandL
parameterizationLschemesZLJournaliofiComputationaliChemistryXL2013XLefXLjkeYkbe 3.5 30

112 ViralLcapsidLequilibriumLdynamicsLrevealsLnonuniformLelasticLpropertiesZLBiophysicaliJournalXL2011XL
cbbXLLgkYhc 2.9 30

111 λheLimportanceLofLexplicitLchainLrepresentationLinLproteinLfoldingLmodelslLanLexaminationLofL
–singYlikeLmodelsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2003XLgeXLifbYi 4.2 30

110 uorrelationLbetweenLknowledgeYbasedLandLdetailedLatomicLpotentialslLspplicationLtoLtheLunfoldingL
ofLtheLyu₃fLleucineLzipperZLProteins:iStructurexiFunctioniandiBioinformaticsXL1999XLegXLffiYfgd 4.2 29

109 wffectLofLimmobilizationLsiteLonLtheLorientationLandLactivityLofLsurfaceYtetheredLenzymesZLPhysicali
ChemistryiChemicaliPhysicsXL2018XLdbXLcbdcYcbdk 3.6 29

(2018-2017)

9



108 λilableLnatureLofLvirusLcapsidsLandLtheLroleLofLtopologicalLconstraintsLinLnaturalLcapsidLdesignZL
PhysicaliReviewiEXL2008XLiiXLbgckbd 2.4 28

107 λopologicalLfrustrationLinLbetaLalphaYrepeatLproteinslLsequenceLdiversityLmodulatesLtheLconservedL
foldingLmechanismsLofLalphaabetaaalphaLsandwichLproteinsZLJournaliofiMoleculariBiologyXL2010XLekjXLeedYgb6.5 27

106 λowardsLsccurateLPredictionLofLProtonationLwquilibriumLofL₃ucleicLscidsZLJournaliofiPhysicali
ChemistryiLettersXL2013XLfXLihbYihh 6.4 26

105 xlippingLofLtheLribosomalLsYsiteLadeninesLprovidesLaLbasisLforLtβ₃sLselectionZLJournaliofiMoleculari
BiologyXL2014XLfdhXLedbcYedce 6.5 26

104 yeometricLconsiderationsLinLvirusLcapsidLsizeLspecificityXLauxiliaryLrequirementsXLandLbucklingZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2009XLcbhXLjgecYh 11.5 26

103 –mprovedLmodelLbuildingLandLassessmentLofLtheLualciumYsensingLreceptorLtransmembraneLdomainZL
Proteins:iStructurexiFunctioniandiBioinformaticsXL2008XLicXLdcgYdh 4.2 26

102 uonformationalLflexibilityLinLfreeLenergyLsimulationsZLChemicaliPhysicsiLettersXL1989XLcghXLdghYdhb 2.5 26

101 LigandLōodulatesLurossYuouplingLbetweenLβiboswitchLxoldingLandLλranscriptionalLPausingZL
MoleculariCellXL2018XLidXLgfcYggdZeh 17.6 26

100 wxploringLProteinY₃anoparticleL–nteractionsLwithLuoarseYyrainedLProteinLxoldingLōodelsZLSmallXL
2017XLceXLchbeifj 11 25

99 tiasingLPotentialLβeplicaLwxchangeLōultisiteL˛»YvynamicsLforLwfficientLxreeLwnergyLualculationsZL
JournaliofiChemicaliTheoryiandiComputationXL2015XLccXLcdhiYii 6.4 25

98 βoleLofLtheLessentialLlightLchainLinLtheLactivationLofLsmoothLmuscleLmyosinLbyLregulatoryLlightLchainL
phosphorylationZLJournaliofiStructuraliBiologyXL2014XLcjgXLeigYjd 3.4 25

97 vetailedLconsiderationsLforLaLbalancedLandLbroadlyLapplicableLforceLfieldlLaLstudyLofLsubstitutedL
benzenesLmodeledLwithL−PLκYssZLJournaliofiComputationaliChemistryXL2005XLdhXLcgdkYfc 3.5 25

96 spplicationLofLōultipleLλopologyL˛»YvynamicsLtoLaLzostâ��yuestLκystemlLL˛†YuyclodextrinLwithL
κubstitutedLtenzenesZLJournaliofiPhysicaliChemistryiBXL2001XLcbgXLkechYkedd 3.4 25

95 vecipheringLproteinLevolutionLandLfitnessLlandscapesLwithLlatentLspaceLmodelsZLNaturei
CommunicationsXL2019XLcbXLghff 17.4 25

94 yibbsLκamplerYtasedL˛»YvynamicsLandLβaoYtlackwellLwstimatorLforLslchemicalLxreeLwnergyL
ualculationZLJournaliofiChemicaliTheoryiandiComputationXL2017XLceXLdgbcYdgcb 6.4 23

93 uapturingLaLvynamicLuhaperoneYκubstrateL–nteractionLπsingL₃ōβY–nformedLōolecularLōodelingZL
JournaliofitheiAmericaniChemicaliSocietyXL2016XLcejXLkjdhYek 16.4 23

92 sLsimpleLandLfastLapproachLforLpredictingLTcUzLandLTceUuLchemicalLshiftslLtowardLchemicalL
shiftYguidedLsimulationsLofLβ₃sZLJournaliofiPhysicaliChemistryiBXL2014XLccjXLcdchjYig 3.4 23

91 ōultiscaleLmodelingLofLaLconditionallyLdisorderedLpzYsensingLchaperoneZLJournaliofiMoleculari
BiologyXL2015XLfdiXLchibYjb 6.5 23

Charles L Brooks
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90 ParallelizationLandLimprovementsLofLtheLgeneralizedLbornLmodelLwithLaLsimpleLsWitchingLfunctionL
forLmodernLgraphicsLprocessorsZLJournaliofiComputationaliChemistryXL2016XLeiXLkdiYek 3.5 21

89 βesidueYlevelLresolutionLofLalphavirusLenvelopeLproteinLinteractionsLinLpzYdependentLfusionZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2015XLccdXLdbefYk 11.5 21

88 αuantifyingLhubYlikeLbehaviorLinLproteinLfoldingLnetworksZLJournaliofiChemicaliTheoryiandi
ComputationXL2012XLjXLebffYebgd 6.4 21

87 ōodelLofLtheLtoxicLcomplexLofLanthraxlLresponsiveLconformationalLchangesLinLbothLtheLlethalLfactorL
andLtheLprotectiveLantigenLheptamerZLProteiniScienceXL2006XLcgXLdckbYdbb 6.3 21

86 βeceptorLrigidityLandLligandLmobilityLinLtrypsinYligandLcomplexesZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2005XLgjXLfbiYci 4.2 21

85 wfficientLapproximateLallYatomLsolventLaccessibleLsurfaceLareaLmethodLparameterizedLforLfoldedL
andLdenaturedLproteinLconformationsZLJournaliofiComputationaliChemistryXL2004XLdgXLcbbgYcf 3.5 21

84 –nterfacialLtehaviorsLofLsntimicrobialLPeptideLuecropinLPcL–mmobilizedLonLvifferentL
κelfYsssembledLōonolayersZLJournaliofiPhysicaliChemistryiCXL2015XLcckXLddgfdYddggc 3.8 20

83 wfficientLinLsilicoLexplorationLofLβ₃sLinterhelicalLconformationsLusingLwulerLanglesLandLWwxploreZL
NucleiciAcidsiResearchXL2014XLfdXLcdcdhYei 20.1 20

82 ōolecularLinteractionsLbetweenLsingleLlayeredLōoκLandLbiologicalLmoleculesZLChemicaliScienceXL
2018XLkXLcihkYciie 9.4 20

81 V–PwβdblLsLλoolLforLVirusLβesearchZLAnnualiReviewiofiVirologyXL2018XLgXLfiiYfjj 14.6 20

80 uoupledLfoldingLandLbindingLwithLdvLWindowYwxchangeLπmbrellaLκamplingZLJournaliofi
ComputationaliChemistryXL2016XLeiXLgjiYkf 3.5 19

79 Pusκκ−lLaLfastLandLefficientLu˛–YbasedLmethodLforLaccuratelyLassigningLproteinLsecondaryLstructureL
elementsZLJournaliofiComputationaliChemistryXL2014XLegXLcigiYhc 3.5 19

78 ōodulationLofLfrustrationLinLfoldingLbyLsequenceLpermutationZLProceedingsiofitheiNationaliAcademyi
ofiSciencesiofitheiUnitediStatesiofiAmericaXL2014XLcccXLcbghdYi 11.5 19

77 xreeLenergyLscreeningLofLsmallLligandsLbindingLtoLanLartificialLproteinLcavityZLJournaliofiChemicali
PhysicsXL2000XLcceXLefdeYefee 3.9 19

76 ōolecularLōechanismsLofL–nteractionsLbetweenLōonolayeredLλransitionLōetalLvichalcogenidesLandL
tiologicalLōoleculesZLJournaliofitheiAmericaniChemicaliSocietyXL2019XLcfcXLkkjbYkkjj 16.4 18

75 λopologicalLconstraintsLareLmajorLdeterminantsLofLtβ₃sLtertiaryLstructureLandLdynamicsLandL
provideLbasisLforLtertiaryLfoldingLcooperativityZLNucleiciAcidsiResearchXL2014XLfdXLccikdYjbf 20.1 18

74 κtructuralLbasisLforLselectivityLinLflavinYdependentLmonooxygenaseYcatalyzedLoxidativeL
dearomatizationZLACSiCatalysisXL2019XLkXLeheeYehfb 13.1 17

73 uoevolutionLofLfunctionLandLtheLfoldingLlandscapelLcorrelationLwithLdensityLofLnativeLcontactsZL
BiophysicaliJournalXL2008XLkgXLLgiYk 2.9 17

(2008-2016)
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72 ōethodologyLforLproteinYligandLbindingLstudieslLapplicationLtoLaLmodelLforLdrugLresistanceXLtheL
z–Vax–VLproteaseLsystemZLProteins:iStructurexiFunctioniandiBioinformaticsXL1999XLehXLecjYec 4.2 17

71 PredictingLtindingLxreeLwnergiesLinLaLLargeLuombinatorialLuhemicalLκpaceLπsingLōultisiteL˛»L
vynamicsZLJournaliofiPhysicaliChemistryiLettersXL2018XLkXLeedjYeeed 6.4 17

70 xastLκolverLforLLargeLκcaleLōultistateLtennettLscceptanceLβatioLwquationsZLJournaliofiChemicali
TheoryiandiComputationXL2019XLcgXLikkYjbd 6.4 16

69 scceleratedLuv−uKwβLwithLyPπsXLParallelLκimulatedLsnnealingXLandLxastLxourierLλransformsZL
JournaliofiChemicaliTheoryiandiComputationXL2020XLchXLekcbYekck 6.4 16

68 pzYinducedLstabilityLswitchingLofLtheLbacteriophageLzKkiLmaturationLpathwayZLJournaliofithei
AmericaniChemicaliSocietyXL2014XLcehXLebkiYcbi 16.4 16

67 ViewingLproteinLfoldingLfromLmanyLperspectivesZLProceedingsiofitheiNationaliAcademyiofiSciencesiofi
theiUnitediStatesiofiAmericaXL2002XLkkXLcbkkYcbb 11.5 16

66 sutomatedXLsccurateXLandLκcalableLβelativeLProteinYLigandLtindingLxreeYwnergyLualculationsLπsingL
LambdaLvynamicsZLJournaliofiChemicaliTheoryiandiComputationXL2020XLchXLijkgYikcf 6.4 16

65 sccurateLmodelingLofLionicLsurfactantsLatLhighLconcentrationZLJournaliofiPhysicaliChemistryiBXL2015XL
cckXLhdciYdf 3.4 15

64 veconstructingLactivationLeventsLinLrhodopsinZLJournaliofitheiAmericaniChemicaliSocietyXL2013XLcegXLcbkbhYk16.4 15

63 tindingLandLfoldingLofLtheLsmallLbacterialLchaperoneLzdesZLJournaliofiPhysicaliChemistryiBXL2013XL
cciXLcedckYdg 3.4 15

62 pzYdependentLtransientLconformationalLstatesLcontrolLopticalLpropertiesLinLcyanLfluorescentL
proteinZLJournaliofitheiAmericaniChemicaliSocietyXL2015XLceiXLdjkdYkbb 16.4 14

61 zexamericLhelicaseLdeconstructedlLinterplayLofLconformationalLchangesLandLsubstrateLcouplingZL
BiophysicaliJournalXL2010XLkjXLcffkYgi 2.9 14

60 βegulationLofLcalreticulinYmajorLhistocompatibilityLcomplexLTōzuULclassL–LinteractionsLbyLsλPZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2015XLccdXLwghbjYci 11.5 13

59 wfficientLimplementationLofLconstantLpzLmolecularLdynamicsLonLmodernLgraphicsLprocessorsZL
JournaliofiComputationaliChemistryXL2016XLeiXLdcicYjb 3.5 13

58 PualignlLaLmethodLtoLquantifyLphysicochemicalLsimilarityLofLproteinYproteinLinterfacesZLBMCi
BioinformaticsXL2015XLchXLee 3.6 13

57 pzYsensitiveLresiduesLinLtheLpckLβ₃sLsilencingLsuppressorLproteinLfromLcarnationL–talianLringspotL
virusLaffectLsiβ₃sLbindingLstabilityZLProteiniScienceXL2013XLddXLgkgYhbf 6.3 13

56 ₃oncanonicalLsecondaryLstructureLstabilizesLmitochondrialLtβ₃sTκerTπu₃UULbyLreducingLtheL
entropicLcostLofLtertiaryLfoldingZLJournaliofitheiAmericaniChemicaliSocietyXL2015XLceiXLegkdYk 16.4 11

55 −rientationLveterminationLofLaLzybridLPeptideL–mmobilizedLonLuVvYtasedLβeactiveLPolymerL
κurfacesZLJournaliofiPhysicaliChemistryiCXL2016XLcdbXLckbijYckbjh 3.8 11
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54 sLκyntheticLLoopLβeplacementLPeptideLλhatLtlocksLuanonicalL₃xY˛”tLκignalingZLAngewandteiChemiei
yiInternationaliEditionXL2016XLggXLcfkkiYcgbbc 16.4 11

53 uonservationLofLcoactivatorLengagementLmechanismLenablesLsmallYmoleculeLallostericLmodulatorsZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2018XLccgXLjkhbYjkhg 11.5 11

52 xrustrationLandLfoldingLofLaLλ–ōLbarrelLproteinZLProceedingsiofitheiNationaliAcademyiofiSciencesiofi
theiUnitediStatesiofiAmericaXL2019XLcchXLcheijYcheje 11.5 11

51 spproachingLproteinLdesignLwithLmultisiteL˛»LdynamicslLsccurateLandLscalableLmutationalLfoldingL
freeLenergiesLinLλfLlysozymeZLProteiniScienceXL2018XLdiXLckcbYckdd 6.3 11

50
PredictingLproteinLbackboneLchemicalLshiftsLfromLu˛–LcoordinateslLextractingLhighLresolutionL
experimentalLobservablesLfromLlowLresolutionLmodelsZLJournaliofiChemicaliTheoryiandiComputation
XL2015XLccXLedgYec

6.4 10

49 −vercomingLuhallengingLκubstituentLPerturbationsLwithLōultisiteL˛»YvynamicslLsLuaseLκtudyL
λargetingL˛†YκecretaseLcZLJournaliofiPhysicaliChemistryiLettersXL2019XLcbXLfjigYfjjb 6.4 10

48 zamiltonianLōappingLβevisitedlLualibratingLōinimalistLōodelsLtoLuaptureLōolecularLβecognitionLbyL
–ntrinsicallyLvisorderedLProteinsZLJournaliofiPhysicaliChemistryiLettersXL2014XLgXLeffcYefff 6.4 10

47
yrowthYincompetentLmonomersLofLhumanLcalcitoninLleadLtoLaLnoncanonicalLdirectLrelationshipL
betweenLpeptideLconcentrationLandLaggregationLlagLtimeZLJournaliofiBiologicaliChemistryXL2017XL
dkdXLcfkheYcfkih

5.4 10

46 PredictingLstructurallyLconservedLcontactsLforLhomologousLproteinsLusingLsequenceLconservationL
filtersZLProteins:iStructurexiFunctioniandiBioinformaticsXL2009XLiiXLffjYge 4.2 10

45 ValidatingLuzsβōōLparametersLandLexploringLchargeLdistributionLrulesLinLstructureYbasedLdrugL
designZLJournaliofiChemicaliTheoryiandiComputationXL2009XLgXLchjbYchkc 6.4 10

44 veLnovoLpredictionLofLtheLstructuresLofLōZLtuberculosisLmembraneLproteinsZLJournaliofithei
AmericaniChemicaliSocietyXL2008XLcebXLgejfYg 16.4 10

43 sLnovelLmethodLtoLmapLandLcompareLproteinYproteinLinteractionsLinLsphericalLviralLcapsidsZL
Proteins:iStructurexiFunctioniandiBioinformaticsXL2008XLieXLhffYgg 4.2 10

42 wnhancedLκamplingLsppliedLtoLōodelingLsllostericLβegulationLinLλranscriptionZLJournaliofiPhysicali
ChemistryiLettersXL2019XLcbXLgkheYgkhj 6.4 9

41 κtabilityLandLorientationLofLcecropinLPcLonLmaleimideLselfYassembledLmonolayerLTκsōULsurfacesL
andLsuggestedLfunctionalLmutationsZLChineseiChemicaliLettersXL2015XLdhXLfjgYfkb 8.1 9

40 λheLflexibleLuYterminalLarmLofLtheLLassaLarenavirusLZYproteinLmediatesLinteractionsLwithLmultipleL
bindingLpartnersZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLddgcYhf 4.2 9

39 zydroxylLβadicalYuoupledLwlectronYλransferLōechanismLofLxlavinYvependentLzydroxylasesZLJournali
ofiPhysicaliChemistryiBXL2019XLcdeXLjbhgYjbie 3.4 8

38 wlectrostaticLxorcesLuontrolLtheL₃egativeLsllostericLβegulationLinLaLvisorderedLProteinLκwitchZL
JournaliofiPhysicaliChemistryiLettersXL2020XLccXLjhfYjhj 6.4 8

37 ₃onuniformLelasticLpropertiesLofLmacromoleculesLandLeffectLofLprestrainLonLtheirLcontinuumL
natureZLPhysicaliReviewiEXL2016XLkeXLbcdfci 2.4 8

(2016-2016)
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36 sLrapidLsolventLaccessibleLsurfaceLareaLestimatorLforLcoarseLgrainedLmolecularLsimulationsZLJournali
ofiComputationaliChemistryXL2017XLejXLcdibYcdif 3.5 7

35 uhapterLcLōolecularLκimulationsLofLpzYōediatedLtiologicalLProcessesZLAnnualiReportsiini
ComputationaliChemistryXL2007XLeYce 1.8 7

34
scceleratingLtheLyeneralizedLtornLwithLōolecularLVolumeLandLκolventLsccessibleLκurfaceLsreaL
–mplicitLκolventLōodelLπsingLyraphicsLProcessingLπnitsZLJournaliofiComputationaliChemistryXL2020XL
fcXLjebYjej

3.5 7

33 V–PwβdbLveZblLaLstructureYbasedLdataLanalyticsLplatformLforLviralLcapsidsZLNucleiciAcidsiResearchXL
2021XLfkXLvjbkYvjch 20.1 7

32 PositioningYyroupYwnabledLtiocatalyticL−xidativeLvearomatizationZLACSiCentraliScienceXL2019XLgXLcbcbYcbch16.8 6

31 ōdLamphipathicLhelicesLfacilitateLpzYdependentLconformationalLtransitionLinLinfluenzaLsLvirusZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2020XLcciXLegjeYegkc 11.5 6

30 λuningLβ₃sLfoldingLandLfunctionLthroughLrationalLdesignLofLjunctionLtopologyZLNucleiciAcidsi
ResearchXL2017XLfgXLkibhYkicg 20.1 6

29 sLōechanismLforLwvolvingL₃ovelLPlantLκesquiterpeneLκynthaseLxunctionZLMoleculariInformaticsXL
2011XLebXLjkhYkbh 3.8 6

28 κtudyingLproteinLfoldingLonLtheLyridlLexperiencesLusingLuzsβōōLonL₃Psu–LresourcesLunderL
LegionZLConcurrencyiComputationiPracticeiandiExperienceXL2004XLchXLejgYeki 1.4 6

27 uv−uKwβLandL˛»YdynamicsLforLprospectiveLpredictionLinLvâ��βLyrandLuhallengeLdZLJournaliofi
ComputeryAidediMoleculariDesignXL2018XLedXLjkYcbd 4.2 5

26 αuantifyingLchaperoneYmediatedLtransitionsLinLtheLproteostasisLnetworkLofLwZLcoliZLPLoSi
ComputationaliBiologyXL2013XLkXLecbbeedf 5 5

25 λemperatureYdependentLbehaviorLofLproteinYchromophoreLinteractionslLaLtheoreticalLstudyLofLaL
blueLfluorescentLantibodyZLChemPhysChemXL2003XLfXLjfjYgg 3.2 5

24 uapsidōapslLproteinYproteinLinteractionLpatternLdiscoveryLplatformLforLtheLstructuralLanalysisLofL
virusLcapsidsLusingLyoogleLōapsZLJournaliofiStructuraliBiologyXL2015XLckbXLfiYgg 3.4 4

23 sLκyntheticLLoopLβeplacementLPeptideLλhatLtlocksLuanonicalL₃xY˛”tLκignalingZLAngewandteiChemieXL
2016XLcdjXLcgddcYcgddg 3.6 4

22 λōPβκκdLinhibitorLdiscoveryLfacilitatedLthroughLanLandLbiochemicalLscreeningLplatformL2021XL 4

21 ₃orsticticLscidL–sLaLκelectiveLsllostericLλranscriptionalLβegulatorZLJournaliofitheiAmericaniChemicali
SocietyXL2021XLcfeXLkdkiYkebd 16.4 4

20 ProteinYProteinL–nterfacesLinLViralLuapsidsLsreLκtructurallyLπniqueZLJournaliofiMoleculariBiologyXL
2015XLfdiXLehceYehdf 6.5 3

19 κtericLandLthermodynamicLlimitsLofLdesignLforLtheLincorporationLofLlargeLunnaturalLaminoLacidsLinL
aminoacylYtβ₃sLsynthetaseLenzymesZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLckdhYej 4.2 3
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18 sLstrategyLforLprolineLandLglycineLmutationsLtoLproteinsLwithLalchemicalLfreeLenergyLcalculationsZL
JournaliofiComputationaliChemistryXL2021XLfdXLcbjjYcbkf 3.5 3

17 κecondaryLstructureLencodesLaLcooperativeLtertiaryLfoldingLfunnelLinLtheLszoarcusLribozymeZL
NucleiciAcidsiResearchXL2016XLffXLfbdYcd 20.1 3

16 sccurateLreconstructionLofLallYatomLproteinLrepresentationsLfromLsideYchainYbasedLlowYresolutionL
modelsL2000XLfcXLjh 3

15 wxploringLpzLvependentLzostayuestLtindingLsffinitiesZLJournaliofiPhysicaliChemistryiBXL2020XLcdfXLhgdbYhgdj3.4 2

14 xromLōolecularLPhylogeneticsLtoLαuantumLuhemistrylLviscoveringLwnzymeLvesignLPrinciplesL
throughLuomputationZLComputationaliandiStructuraliBiotechnologyiJournalXL2012XLdXLedbcdbkbcj 6.8 2

13 wxploringLtheLxunctionalLLandscapeLofLtiomolecularLōachinesLviaLwlasticL₃etworkL₃ormalLōodeLsnalysisgkYii2

12 uomputationalLκtudiesLofLuatalyticLLoopLvynamicsLinLProteinLλyrosineLPhosphataseLπsingLPathwayL
−ptimizationLōethodsZLJournaliofiPhysicaliChemistryiBXL2019XLcdeXLijfbYijgc 3.4 1

11 ōodelingLpzYvependentL₃ōβLuhemicalLκhiftLPerturbationsLinLPeptidesZLBiophysicaliJournalXL2019XL
cciXLdgjYdhj 2.9 1

10 –mplicitLκolventLxorceYxieldL−ptimizationchiYckb 1

9 xlexibleLuv−uKwβlLzybridLκearchingLslgorithmLandLκcoringLxunctionLwithLκideLuhainL
uonformationalLwntropyZLJournaliofiChemicaliInformationiandiModelingXL2021XLhcXLggegYggfk 6.1 1

8 tLavwlLsLtasicLLambdaLvynamicsLwngineLforLyPπYscceleratedLōolecularLvynamicsLxreeLwnergyL
ualculationsZLJournaliofiChemicaliTheoryiandiComputationXL2021XLciXLhikkYhjbi 6.4 1

7 yeneralizingLtheLviscreteLyibbsLκamplerYtasedL˛»YvynamicsLspproachLforLōultisiteLκamplingLofL
ōanyLLigandsZLJournaliofiChemicaliTheoryiandiComputationXL2021XLciXLejkgYekbi 6.4 1

6 βeplyLtoLSōisreadingLchaperoneYsubstrateLcomplexesLfromLrandomLnoiseSZLNatureiStructuraliandi
MoleculariBiologyXL2018XLdgXLkkbYkkc 17.6 1

5 −ptimizingLōultisiteL˛»YvynamicsLλhroughputLwithLuhargeLβenormalizationZZLJournaliofiChemicali
InformationiandiModelingXL2022XLhdXLcfikYcfjj 6.1 1

4 uapturingLtheLuatalyticLProtonLofLvihydrofolateLβeductaselL–mplicationsLforLyeneralLscidYtaseL
uatalysisZLACSiCatalysisXL2021XLccXLgjieYgjjf 13.1 0

3 wxploringLōechanicalXLPhysicalLandLuhemicalLsspectsLofLVirusLκwellingLandLsssemblyLπsingLwlasticL
₃etworkL₃ormalLōodeLsnalysisZLJournaliofiTheoreticaliMedicineXL2005XLhXLcegYceg

2 ōultiscaleLōodelingLofLVirusLκtructureXLsssemblyXLandLvynamicsL2012XLchiYcjk

1 sllosteryLinLtheLdynamicLcoactivatorLdomainLK–XLoccursLthroughLminorLconformationalL
microYstatesZZLPLoSiComputationaliBiologyXL2022XLcjXLecbbkkii 5
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