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j Paper IF Citations

251 −ptimizingLōultisiteL˛»YvynamicsLλhroughputLwithLuhargeLβenormalizationZZLJournaliofiChemicali
InformationiandiModelingXL2022XLhdXLcfikYcfjj 6.1 1

250 sllosteryLinLtheLdynamicLcoactivatorLdomainLK–XLoccursLthroughLminorLconformationalL
microYstatesZZLPLoSiComputationaliBiologyXL2022XLcjXLecbbkkii 5

249 xlexibleLuv−uKwβlLzybridLκearchingLslgorithmLandLκcoringLxunctionLwithLκideLuhainL
uonformationalLwntropyZLJournaliofiChemicaliInformationiandiModelingXL2021XLhcXLggegYggfk 6.1 1

248 tLavwlLsLtasicLLambdaLvynamicsLwngineLforLyPπYscceleratedLōolecularLvynamicsLxreeLwnergyL
ualculationsZLJournaliofiChemicaliTheoryiandiComputationXL2021XLciXLhikkYhjbi 6.4 1

247 λōPβκκdLinhibitorLdiscoveryLfacilitatedLthroughLanLandLbiochemicalLscreeningLplatformL2021XL 4

246 uapturingLtheLuatalyticLProtonLofLvihydrofolateLβeductaselL–mplicationsLforLyeneralLscidYtaseL
uatalysisZLACSiCatalysisXL2021XLccXLgjieYgjjf 13.1 0

245 sLstrategyLforLprolineLandLglycineLmutationsLtoLproteinsLwithLalchemicalLfreeLenergyLcalculationsZL
JournaliofiComputationaliChemistryXL2021XLfdXLcbjjYcbkf 3.5 3

244 ₃orsticticLscidL–sLaLκelectiveLsllostericLλranscriptionalLβegulatorZLJournaliofitheiAmericaniChemicali
SocietyXL2021XLcfeXLkdkiYkebd 16.4 4

243 yeneralizingLtheLviscreteLyibbsLκamplerYtasedL˛»YvynamicsLspproachLforLōultisiteLκamplingLofL
ōanyLLigandsZLJournaliofiChemicaliTheoryiandiComputationXL2021XLciXLejkgYekbi 6.4 1

242 V–PwβdbLveZblLaLstructureYbasedLdataLanalyticsLplatformLforLviralLcapsidsZLNucleiciAcidsiResearchXL
2021XLfkXLvjbkYvjch 20.1 7

241 scceleratedLuv−uKwβLwithLyPπsXLParallelLκimulatedLsnnealingXLandLxastLxourierLλransformsZL
JournaliofiChemicaliTheoryiandiComputationXL2020XLchXLekcbYekck 6.4 16

240 wxploringLpzLvependentLzostayuestLtindingLsffinitiesZLJournaliofiPhysicaliChemistryiBXL2020XLcdfXLhgdbYhgdj3.4 2

239 wlectrostaticLxorcesLuontrolLtheL₃egativeLsllostericLβegulationLinLaLvisorderedLProteinLκwitchZL
JournaliofiPhysicaliChemistryiLettersXL2020XLccXLjhfYjhj 6.4 8

238 ōdLamphipathicLhelicesLfacilitateLpzYdependentLconformationalLtransitionLinLinfluenzaLsLvirusZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2020XLcciXLegjeYegkc 11.5 6

237
scceleratingLtheLyeneralizedLtornLwithLōolecularLVolumeLandLκolventLsccessibleLκurfaceLsreaL
–mplicitLκolventLōodelLπsingLyraphicsLProcessingLπnitsZLJournaliofiComputationaliChemistryXL2020XL
fcXLjebYjej

3.5 7

236 sutomatedXLsccurateXLandLκcalableLβelativeLProteinYLigandLtindingLxreeYwnergyLualculationsLπsingL
LambdaLvynamicsZLJournaliofiChemicaliTheoryiandiComputationXL2020XLchXLijkgYikcf 6.4 16

235 uomputationalLκtudiesLofLuatalyticLLoopLvynamicsLinLProteinLλyrosineLPhosphataseLπsingLPathwayL
−ptimizationLōethodsZLJournaliofiPhysicaliChemistryiBXL2019XLcdeXLijfbYijgc 3.4 1

Charles L Brooks

2



234 zydroxylLβadicalYuoupledLwlectronYλransferLōechanismLofLxlavinYvependentLzydroxylasesZLJournali
ofiPhysicaliChemistryiBXL2019XLcdeXLjbhgYjbie 3.4 8

233 wnhancedLκamplingLsppliedLtoLōodelingLsllostericLβegulationLinLλranscriptionZLJournaliofiPhysicali
ChemistryiLettersXL2019XLcbXLgkheYgkhj 6.4 9

232 xastLκolverLforLLargeLκcaleLōultistateLtennettLscceptanceLβatioLwquationsZLJournaliofiChemicali
TheoryiandiComputationXL2019XLcgXLikkYjbd 6.4 16

231 ōolecularLōechanismsLofL–nteractionsLbetweenLōonolayeredLλransitionLōetalLvichalcogenidesLandL
tiologicalLōoleculesZLJournaliofitheiAmericaniChemicaliSocietyXL2019XLcfcXLkkjbYkkjj 16.4 18

230 PositioningYyroupYwnabledLtiocatalyticL−xidativeLvearomatizationZLACSiCentraliScienceXL2019XLgXLcbcbYcbch16.8 6

229 κtructuralLbasisLforLselectivityLinLflavinYdependentLmonooxygenaseYcatalyzedLoxidativeL
dearomatizationZLACSiCatalysisXL2019XLkXLeheeYehfb 13.1 17

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

227 xrustrationLandLfoldingLofLaLλ–ōLbarrelLproteinZLProceedingsiofitheiNationaliAcademyiofiSciencesiofi
theiUnitediStatesiofiAmericaXL2019XLcchXLcheijYcheje 11.5 11

226 ōodelingLpzYvependentL₃ōβLuhemicalLκhiftLPerturbationsLinLPeptidesZLBiophysicaliJournalXL2019XL
cciXLdgjYdhj 2.9 1

225 vecipheringLproteinLevolutionLandLfitnessLlandscapesLwithLlatentLspaceLmodelsZLNaturei
CommunicationsXL2019XLcbXLghff 17.4 25

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

223 uonservationLofLcoactivatorLengagementLmechanismLenablesLsmallYmoleculeLallostericLmodulatorsZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2018XLccgXLjkhbYjkhg 11.5 11

222 ōolecularLinteractionsLbetweenLsingleLlayeredLōoκLandLbiologicalLmoleculesZLChemicaliScienceXL
2018XLkXLcihkYciie 9.4 20

221 wffectLofLimmobilizationLsiteLonLtheLorientationLandLactivityLofLsurfaceYtetheredLenzymesZLPhysicali
ChemistryiChemicaliPhysicsXL2018XLdbXLcbdcYcbdk 3.6 29

220 –nvestigatingLtheLwffectLofLλwoYPointLκurfaceLsttachmentLonLwnzymeLκtabilityLandLsctivityZLJournali
ofitheiAmericaniChemicaliSocietyXL2018XLcfbXLchghbYchghk 16.4 33

219 βeplyLtoLSōisreadingLchaperoneYsubstrateLcomplexesLfromLrandomLnoiseSZLNatureiStructuraliandi
MoleculariBiologyXL2018XLdgXLkkbYkkc 17.6 1

218 V–PwβdblLsLλoolLforLVirusLβesearchZLAnnualiReviewiofiVirologyXL2018XLgXLfiiYfjj 14.6 20

217 LigandLōodulatesLurossYuouplingLbetweenLβiboswitchLxoldingLandLλranscriptionalLPausingZL
MoleculariCellXL2018XLidXLgfcYggdZeh 17.6 26

(2018-2019)
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216 spproachingLproteinLdesignLwithLmultisiteL˛»LdynamicslLsccurateLandLscalableLmutationalLfoldingL
freeLenergiesLinLλfLlysozymeZLProteiniScienceXL2018XLdiXLckcbYckdd 6.3 11

215 PredictingLtindingLxreeLwnergiesLinLaLLargeLuombinatorialLuhemicalLκpaceLπsingLōultisiteL˛»L
vynamicsZLJournaliofiPhysicaliChemistryiLettersXL2018XLkXLeedjYeeed 6.4 17

214 ōolecularL–nteractionsLbetweenLyrapheneLandLtiologicalLōoleculesZLJournaliofitheiAmericani
ChemicaliSocietyXL2017XLcekXLckdjYckeh 16.4 77

213 wxploringLProteinY₃anoparticleL–nteractionsLwithLuoarseYyrainedLProteinLxoldingLōodelsZLSmallXL
2017XLceXLchbeifj 11 25

212 sdaptiveLLandscapeLxlatteningLscceleratesLκamplingLofLslchemicalLκpaceLinLōultisiteL˛»LvynamicsZL
JournaliofiPhysicaliChemistryiBXL2017XLcdcXLehdhYeheg 3.4 34

211 sLrapidLsolventLaccessibleLsurfaceLareaLestimatorLforLcoarseLgrainedLmolecularLsimulationsZLJournali
ofiComputationaliChemistryXL2017XLejXLcdibYcdif 3.5 7

210 ōechanismLofLVpsfLhexamerLfunctionLrevealedLbyLcryoYwōZLScienceiAdvancesXL2017XLeXLecibbedg 14.3 40

209 yibbsLκamplerYtasedL˛»YvynamicsLandLβaoYtlackwellLwstimatorLforLslchemicalLxreeLwnergyL
ualculationZLJournaliofiChemicaliTheoryiandiComputationXL2017XLceXLdgbcYdgcb 6.4 23

208 λuningLβ₃sLfoldingLandLfunctionLthroughLrationalLdesignLofLjunctionLtopologyZLNucleiciAcidsi
ResearchXL2017XLfgXLkibhYkicg 20.1 6

207
yrowthYincompetentLmonomersLofLhumanLcalcitoninLleadLtoLaLnoncanonicalLdirectLrelationshipL
betweenLpeptideLconcentrationLandLaggregationLlagLtimeZLJournaliofiBiologicaliChemistryXL2017XL
dkdXLcfkheYcfkih

5.4 10

206 −rientationLveterminationLofLaLzybridLPeptideL–mmobilizedLonLuVvYtasedLβeactiveLPolymerL
κurfacesZLJournaliofiPhysicaliChemistryiCXL2016XLcdbXLckbijYckbjh 3.8 11

205 ₃onuniformLelasticLpropertiesLofLmacromoleculesLandLeffectLofLprestrainLonLtheirLcontinuumL
natureZLPhysicaliReviewiEXL2016XLkeXLbcdfci 2.4 8

204 uapturingLaLvynamicLuhaperoneYκubstrateL–nteractionLπsingL₃ōβY–nformedLōolecularLōodelingZL
JournaliofitheiAmericaniChemicaliSocietyXL2016XLcejXLkjdhYek 16.4 23

203 wfficientLimplementationLofLconstantLpzLmolecularLdynamicsLonLmodernLgraphicsLprocessorsZL
JournaliofiComputationaliChemistryXL2016XLeiXLdcicYjb 3.5 13

202 sLκyntheticLLoopLβeplacementLPeptideLλhatLtlocksLuanonicalL₃xY˛”tLκignalingZLAngewandteiChemieXL
2016XLcdjXLcgddcYcgddg 3.6 4

201 sLκyntheticLLoopLβeplacementLPeptideLλhatLtlocksLuanonicalL₃xY˛”tLκignalingZLAngewandteiChemiei
yiInternationaliEditionXL2016XLggXLcfkkiYcgbbc 16.4 11

200 ōolecularLōechanismLforL–soformYκelectiveL–nhibitionLofLscylLProteinLλhioesterasesLcLandLdLTsPλcL
andLsPλdUZLACSiChemicaliBiologyXL2016XLccXLeeifYeejd 4.9 44

199 ParallelizationLandLimprovementsLofLtheLgeneralizedLbornLmodelLwithLaLsimpleLsWitchingLfunctionL
forLmodernLgraphicsLprocessorsZLJournaliofiComputationaliChemistryXL2016XLeiXLkdiYek 3.5 21
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198 ParametrizationLofLhalogenLbondsLinLtheLuzsβōōLgeneralLforceLfieldlL–mprovedLtreatmentLofL
ligandYproteinLinteractionsZLBioorganiciandiMedicinaliChemistryXL2016XLdfXLfjcdYfjdg 3.4 95

197 VisualizingLchaperoneYassistedLproteinLfoldingZLNatureiStructuraliandiMoleculariBiologyXL2016XLdeXLhkcYi 17.6 34

196 uoupledLfoldingLandLbindingLwithLdvLWindowYwxchangeLπmbrellaLκamplingZLJournaliofi
ComputationaliChemistryXL2016XLeiXLgjiYkf 3.5 19

195 xlexibleLuv−uKwβlLvevelopmentLandLapplicationLofLaLpseudoYexplicitLstructureYbasedLdockingL
methodLwithinLuzsβōōZLJournaliofiComputationaliChemistryXL2016XLeiXLigeYhd 3.5 61

194
uzsβōōYyπ–L–nputLyeneratorLforL₃sōvXLyβ−ōsuκXLsōtwβXL−penōōXLandLuzsβōōa−penōōL
κimulationsLπsingLtheLuzsβōōehLsdditiveLxorceLxieldZLJournaliofiChemicaliTheoryiandi
ComputationXL2016XLcdXLfbgYce

6.4 1303

193 κecondaryLstructureLencodesLaLcooperativeLtertiaryLfoldingLfunnelLinLtheLszoarcusLribozymeZL
NucleiciAcidsiResearchXL2016XLffXLfbdYcd 20.1 3

192 ProbingLκiteYκpecificLκtructuralL–nformationLofLPeptidesLatLōodelLōembraneL–nterfaceL–nLκituZL
JournaliofitheiAmericaniChemicaliSocietyXL2015XLceiXLcbckbYj 16.4 41

191 ₃oncanonicalLsecondaryLstructureLstabilizesLmitochondrialLtβ₃sTκerTπu₃UULbyLreducingLtheL
entropicLcostLofLtertiaryLfoldingZLJournaliofitheiAmericaniChemicaliSocietyXL2015XLceiXLegkdYk 16.4 11

190 uapsidōapslLproteinYproteinLinteractionLpatternLdiscoveryLplatformLforLtheLstructuralLanalysisLofL
virusLcapsidsLusingLyoogleLōapsZLJournaliofiStructuraliBiologyXL2015XLckbXLfiYgg 3.4 4

189 κtabilityLandLorientationLofLcecropinLPcLonLmaleimideLselfYassembledLmonolayerLTκsōULsurfacesL
andLsuggestedLfunctionalLmutationsZLChineseiChemicaliLettersXL2015XLdhXLfjgYfkb 8.1 9

188 sccurateLmodelingLofLionicLsurfactantsLatLhighLconcentrationZLJournaliofiPhysicaliChemistryiBXL2015XL
cckXLhdciYdf 3.4 15

187 ōembraneLenvironmentLmodulatesLtheLpKaLvaluesLofLtransmembraneLhelicesZLJournaliofiPhysicali
ChemistryiBXL2015XLcckXLfhbcYi 3.4 35

186 wffectsLofLPeptideL–mmobilizationLκitesLonLtheLκtructureLandLsctivityLofLκurfaceYλetheredL
sntimicrobialLPeptidesZLJournaliofiPhysicaliChemistryiCXL2015XLcckXLicfhYicgg 3.8 48

185 βegulationLofLcalreticulinYmajorLhistocompatibilityLcomplexLTōzuULclassL–LinteractionsLbyLsλPZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2015XLccdXLwghbjYci 11.5 13

184 ProteinYProteinL–nterfacesLinLViralLuapsidsLsreLκtructurallyLπniqueZLJournaliofiMoleculariBiologyXL
2015XLfdiXLehceYehdf 6.5 3

183 –nterfacialLtehaviorsLofLsntimicrobialLPeptideLuecropinLPcL–mmobilizedLonLvifferentL
κelfYsssembledLōonolayersZLJournaliofiPhysicaliChemistryiCXL2015XLcckXLddgfdYddggc 3.8 20

182
PredictingLproteinLbackboneLchemicalLshiftsLfromLu˛–LcoordinateslLextractingLhighLresolutionL
experimentalLobservablesLfromLlowLresolutionLmodelsZLJournaliofiChemicaliTheoryiandiComputation
XL2015XLccXLedgYec

6.4 10

181
xrequentLsideLchainLmethylLcarbonYoxygenLhydrogenLbondingLinLproteinsLrevealedLbyL
computationalLandLstereochemicalLanalysisLofLneutronLstructuresZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2015XLjeXLfbeYfcb

4.2 31

(2015-2016)
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180 PualignlLaLmethodLtoLquantifyLphysicochemicalLsimilarityLofLproteinYproteinLinterfacesZLBMCi
BioinformaticsXL2015XLchXLee 3.6 13

179 ōolecularYLevelL–nsightsLintoL−rientationYvependentLuhangesLinLtheLλhermalLκtabilityLofLwnzymesL
uovalentlyL–mmobilizedLonLκurfacesZLLangmuirXL2015XLecXLhcfgYge 4 34

178 βesidueYlevelLresolutionLofLalphavirusLenvelopeLproteinLinteractionsLinLpzYdependentLfusionZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2015XLccdXLdbefYk 11.5 21

177 tiasingLPotentialLβeplicaLwxchangeLōultisiteL˛»YvynamicsLforLwfficientLxreeLwnergyLualculationsZL
JournaliofiChemicaliTheoryiandiComputationXL2015XLccXLcdhiYii 6.4 25

176 pzYdependentLtransientLconformationalLstatesLcontrolLopticalLpropertiesLinLcyanLfluorescentL
proteinZLJournaliofitheiAmericaniChemicaliSocietyXL2015XLceiXLdjkdYkbb 16.4 14

175 ōultiscaleLmodelingLofLaLconditionallyLdisorderedLpzYsensingLchaperoneZLJournaliofiMoleculari
BiologyXL2015XLfdiXLchibYjb 6.5 23

174 PrepayingLtheLentropicLcostLforLallostericLregulationLinLK–XZLProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaXL2014XLcccXLcdbhiYid 11.5 50

173 λopologicalLconstraintsLareLmajorLdeterminantsLofLtβ₃sLtertiaryLstructureLandLdynamicsLandL
provideLbasisLforLtertiaryLfoldingLcooperativityZLNucleiciAcidsiResearchXL2014XLfdXLccikdYjbf 20.1 18

172 zamiltonianLōappingLβevisitedlLualibratingLōinimalistLōodelsLtoLuaptureLōolecularLβecognitionLbyL
–ntrinsicallyLvisorderedLProteinsZLJournaliofiPhysicaliChemistryiLettersXL2014XLgXLeffcYefff 6.4 10

171 WwxplorelLhierarchicalLexplorationLofLhighYdimensionalLspacesLusingLtheLweightedLensembleL
algorithmZLJournaliofiPhysicaliChemistryiBXL2014XLccjXLegedYfd 3.4 62

170 sLsimpleLandLfastLapproachLforLpredictingLTcUzLandLTceUuLchemicalLshiftslLtowardLchemicalL
shiftYguidedLsimulationsLofLβ₃sZLJournaliofiPhysicaliChemistryiBXL2014XLccjXLcdchjYig 3.4 23

169 uonstantLpzLmolecularLdynamicsLofLproteinsLinLexplicitLsolventLwithLprotonLtautomerismZLProteins:i
StructurexiFunctioniandiBioinformaticsXL2014XLjdXLceckYec 4.2 73

168 pzYinducedLstabilityLswitchingLofLtheLbacteriophageLzKkiLmaturationLpathwayZLJournaliofithei
AmericaniChemicaliSocietyXL2014XLcehXLebkiYcbi 16.4 16

167 zierarchyLofLβ₃sLfunctionalLdynamicsZLAnnualiReviewiofiBiochemistryXL2014XLjeXLffcYhh 29.1 110

166 Pusκκ−lLaLfastLandLefficientLu˛–YbasedLmethodLforLaccuratelyLassigningLproteinLsecondaryLstructureL
elementsZLJournaliofiComputationaliChemistryXL2014XLegXLcigiYhc 3.5 19

165 ōodulationLofLfrustrationLinLfoldingLbyLsequenceLpermutationZLProceedingsiofitheiNationaliAcademyi
ofiSciencesiofitheiUnitediStatesiofiAmericaXL2014XLcccXLcbghdYi 11.5 19

164 uoarseLgrainedLmodelsLrevealLessentialLcontributionsLofLtopologicalLconstraintsLtoLtheL
conformationalLfreeLenergyLofLβ₃sLbulgesZLJournaliofiPhysicaliChemistryiBXL2014XLccjXLdhcgYdi 3.4 43

163 πncoveringLpzYdependentLtransientLstatesLofLproteinsLwithLburiedLionizableLresiduesZLJournaliofi
theiAmericaniChemicaliSocietyXL2014XLcehXLjfkhYk 16.4 33
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162 wfficientLinLsilicoLexplorationLofLβ₃sLinterhelicalLconformationsLusingLwulerLanglesLandLWwxploreZL
NucleiciAcidsiResearchXL2014XLfdXLcdcdhYei 20.1 20

161 βoleLofLtheLessentialLlightLchainLinLtheLactivationLofLsmoothLmuscleLmyosinLbyLregulatoryLlightLchainL
phosphorylationZLJournaliofiStructuraliBiologyXL2014XLcjgXLeigYjd 3.4 25

160 xlippingLofLtheLribosomalLsYsiteLadeninesLprovidesLaLbasisLforLtβ₃sLselectionZLJournaliofiMoleculari
BiologyXL2014XLfdhXLedbcYedce 6.5 26

159 uonformationalLdynamicsLofLaLregulatorLofLyYproteinLsignalingLproteinLrevealsLaLmechanismLofL
allostericLinhibitionLbyLaLsmallLmoleculeZLACSiChemicaliBiologyXL2013XLjXLdiijYjf 4.9 30

158 ₃ativeLstatesLofLfastYfoldingLproteinsLareLkineticLtrapsZLJournaliofitheiAmericaniChemicaliSocietyXL
2013XLcegXLfidkYef 16.4 43

157 λowardsLsccurateLPredictionLofLProtonationLwquilibriumLofL₃ucleicLscidsZLJournaliofiPhysicali
ChemistryiLettersXL2013XLfXLihbYihh 6.4 26

156 sssessingLtheLqualityLofLabsoluteLhydrationLfreeLenergiesLamongLuzsβōōYcompatibleLligandL
parameterizationLschemesZLJournaliofiComputationaliChemistryXL2013XLefXLjkeYkbe 3.5 30

155 −rderingLaLdynamicLproteinLviaLaLsmallYmoleculeLstabilizerZLJournaliofitheiAmericaniChemicaliSociety
XL2013XLcegXLeeheYh 16.4 61

154 veconstructingLactivationLeventsLinLrhodopsinZLJournaliofitheiAmericaniChemicaliSocietyXL2013XLcegXLcbkbhYk16.4 15

153 tindingLandLfoldingLofLtheLsmallLbacterialLchaperoneLzdesZLJournaliofiPhysicaliChemistryiBXL2013XL
cciXLcedckYdg 3.4 15

152 pzYdependentLdynamicsLofLcomplexLβ₃sLmacromoleculesZLJournaliofiChemicaliTheoryiandi
ComputationXL2013XLkXLkegYkfe 6.4 47

151 αuantifyingLchaperoneYmediatedLtransitionsLinLtheLproteostasisLnetworkLofLwZLcoliZLPLoSi
ComputationaliBiologyXL2013XLkXLecbbeedf 5 5

150 ViralLcapsidLproteinsLareLsegregatedLinLstructuralLfoldLspaceZLPLoSiComputationaliBiologyXL2013XLkXLecbbdkbg5 38

149 uhaperoneLactivationLbyLunfoldingZLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaXL2013XLccbXLwcdgfYhd 11.5 57

148 pzYsensitiveLresiduesLinLtheLpckLβ₃sLsilencingLsuppressorLproteinLfromLcarnationL–talianLringspotL
virusLaffectLsiβ₃sLbindingLstabilityZLProteiniScienceXL2013XLddXLgkgYhbf 6.3 13

147
κingleLtranscriptionalLandLtranslationalLpreαcLriboswitchesLadoptLsimilarLpreYfoldedLensemblesL
thatLfollowLdistinctLfoldingLpathwaysLintoLtheLsameLligandYboundLstructureZLNucleiciAcidsiResearchXL
2013XLfcXLcbfhdYig

20.1 64

146 ōsλuzlLanLatomYtypingLtoolsetLforLmolecularLmechanicsLforceLfieldsZLJournaliofiComputationali
ChemistryXL2012XLeeXLcjkYdbd 3.5 115

145 κekikaicLacidLandLlobaricLacidLtargetLaLdynamicLinterfaceLofLtheLcoactivatorLutPapebbZLAngewandtei
ChemieiyiInternationaliEditionXL2012XLgcXLccdgjYhd 16.4 47

(2012-2014)
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144 uonstantLpzLōolecularLvynamicsLκimulationsLofL₃ucleicLscidsLinLwxplicitLκolventZLJournaliofi
ChemicaliTheoryiandiComputationXL2012XLjXLehYfh 6.4 73

143 xromLōolecularLPhylogeneticsLtoLαuantumLuhemistrylLviscoveringLwnzymeLvesignLPrinciplesL
throughLuomputationZLComputationaliandiStructuraliBiotechnologyiJournalXL2012XLdXLedbcdbkbcj 6.8 2

142 −nLtheLmorphologyLofLviralLcapsidslLelasticLpropertiesLandLbucklingLtransitionsZLJournaliofiPhysicali
ChemistryiBXL2012XLcchXLjhbfYk 3.4 33

141 αuantifyingLhubYlikeLbehaviorLinLproteinLfoldingLnetworksZLJournaliofiChemicaliTheoryiandi
ComputationXL2012XLjXLebffYebgd 6.4 21

140 wxploringLtheLsymmetryLandLmechanismLofLvirusLcapsidLmaturationLviaLanLensembleLofLpathwaysZL
BiophysicaliJournalXL2012XLcbdXLhbhYcd 2.9 35

139 πnravelingLtheLstructuralLcomplexityLinLaLsingleYstrandedLβ₃sLtaillLimplicationsLforLefficientLligandL
bindingLinLtheLprequeuosineLriboswitchZLNucleiciAcidsiResearchXL2012XLfbXLcefgYgg 20.1 46

138 ōechanicsLofLbacteriophageLmaturationZLProceedingsiofitheiNationaliAcademyiofiSciencesiofithei
UnitediStatesiofiAmericaXL2012XLcbkXLdefdYi 11.5 91

137 ₃ewLinsightsLintoLtheLfundamentalLroleLofLtopologicalLconstraintsLasLaLdeterminantLofLtwoYwayL
junctionLconformationZLNucleiciAcidsiResearchXL2012XLfbXLjkdYkbf 20.1 31

136 ōultiscaleLōodelingLofLVirusLκtructureXLsssemblyXLandLvynamicsL2012XLchiYcjk

135 ViralLcapsidLequilibriumLdynamicsLrevealsLnonuniformLelasticLpropertiesZLBiophysicaliJournalXL2011XL
cbbXLLgkYhc 2.9 30

134 ProbingLpzYdependentLdissociationLofLzdesLdimersZLJournaliofitheiAmericaniChemicaliSocietyXL2011XL
ceeXLckekeYj 16.4 37

133 ōultiYκiteL˛»YdynamicsLforLsimulatedLκtructureYsctivityLβelationshipLstudiesZLJournaliofiChemicali
TheoryiandiComputationXL2011XLiXLdidjYdiek 6.4 51

132 λopologicalLconstraintslLusingLβ₃sLsecondaryLstructureLtoLmodelLevLconformationXLfoldingL
pathwaysXLandLdynamicLadaptationZLCurrentiOpinioniiniStructuraliBiologyXL2011XLdcXLdkhYebg 8.1 53

131 PredictingLextremeLpKaLshiftsLinLstaphylococcalLnucleaseLmutantsLwithLconstantLpzLmolecularL
dynamicsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2011XLikXLedihYjh 4.2 39

130 sLōechanismLforLwvolvingL₃ovelLPlantLκesquiterpeneLκynthaseLxunctionZLMoleculariInformaticsXL
2011XLebXLjkhYkbh 3.8 6

129 κurveyingLimplicitLsolventLmodelsLforLestimatingLsmallLmoleculeLabsoluteLhydrationLfreeLenergiesZL
JournaliofiComputationaliChemistryXL2011XLedXLdkbkYde 3.5 58

128 spplyingLefficientLimplicitLnongeometricLconstraintsLinLalchemicalLfreeLenergyLsimulationsZLJournali
ofiComputationaliChemistryXL2011XLedXLefdeYed 3.5 32

127 uooperativeLandLdirectionalLfoldingLofLtheLpreαcLriboswitchLaptamerLdomainZLJournaliofithei
AmericaniChemicaliSocietyXL2011XLceeXLfckhYk 16.4 50
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126 veterminationLofLviralLcapsidLelasticLpropertiesLfromLequilibriumLthermalLfluctuationsZLPhysicali
ReviewiLettersXL2011XLcbhXLcjjcbc 7.4 36

125 evLmapsLofLβ₃sLinterhelicalLjunctionsZLNatureiProtocolsXL2011XLhXLcgehYfg 18.8 38

124 PeriodicLtableLofLvirusLcapsidslLimplicationsLforLnaturalLselectionLandLdesignZLPLoSiONEXL2010XLgXLekfde 3.7 57

123 zexamericLhelicaseLdeconstructedlLinterplayLofLconformationalLchangesLandLsubstrateLcouplingZL
BiophysicaliJournalXL2010XLkjXLcffkYgi 2.9 14

122 λopologicalLfrustrationLinLbetaLalphaYrepeatLproteinslLsequenceLdiversityLmodulatesLtheLconservedL
foldingLmechanismsLofLalphaabetaaalphaLsandwichLproteinsZLJournaliofiMoleculariBiologyXL2010XLekjXLeedYgb6.5 27

121 κtericLandLthermodynamicLlimitsLofLdesignLforLtheLincorporationLofLlargeLunnaturalLaminoLacidsLinL
aminoacylYtβ₃sLsynthetaseLenzymesZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLckdhYej 4.2 3

120 xoldyPuβlLstructureLpredictionLprotocolLforLtheLtransmembraneLdomainLofLyLproteinYcoupledL
receptorsLfromLclassLsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLdcjkYdbc 4.2 31

119 λheLflexibleLuYterminalLarmLofLtheLLassaLarenavirusLZYproteinLmediatesLinteractionsLwithLmultipleL
bindingLpartnersZLProteins:iStructurexiFunctioniandiBioinformaticsXL2010XLijXLddgcYhf 4.2 9

118 V–PwβdbdlLanLenhancedLandLwebLsP–LenabledLrelationalLdatabaseLforLstructuralLvirologyZLNucleici
AcidsiResearchXL2009XLeiXLvfehYfd 20.1 317

117 yeometricLconsiderationsLinLvirusLcapsidLsizeLspecificityXLauxiliaryLrequirementsXLandLbucklingZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2009XLcbhXLjgecYh 11.5 26

116 uzsβōōlLtheLbiomolecularLsimulationLprogramZLJournaliofiComputationaliChemistryXL2009XLebXLcgfgYhcf3.5 5515

115 LambdaYdynamicsLfreeLenergyLsimulationLmethodsZLJournaliofiComputationaliChemistryXL2009XLebXLchkdYibb3.5 138

114 PredictingLstructurallyLconservedLcontactsLforLhomologousLproteinsLusingLsequenceLconservationL
filtersZLProteins:iStructurexiFunctioniandiBioinformaticsXL2009XLiiXLffjYge 4.2 10

113 uommunityYwideLassessmentLofLyPuβLstructureLmodellingLandLligandLdockinglLyPuβLvockLdbbjZL
NatureiReviewsiDrugiDiscoveryXL2009XLjXLfggYhe 64.1 236

112 xunctionallyLimportantLconformationsLofLtheLōetdbLloopLinLdihydrofolateLreductaseLareLpopulatedL
byLrapidLthermalLfluctuationsZLJournaliofitheiAmericaniChemicaliSocietyXL2009XLcecXLghfdYi 16.4 52

111 –nvariantLpolymorphismLinLvirusLcapsidLassemblyZLJournaliofitheiAmericaniChemicaliSocietyXL2009XL
cecXLdhbhYcf 16.4 94

110 –nsightsLfromLcoarseYgrainedLy¯�LmodelsLforLproteinLfoldingLandLdynamicsZLInternationaliJournaliofi
MoleculariSciencesXL2009XLcbXLjjkYkbg 6.3 198

109 ValidatingLuzsβōōLparametersLandLexploringLchargeLdistributionLrulesLinLstructureYbasedLdrugL
designZLJournaliofiChemicaliTheoryiandiComputationXL2009XLgXLchjbYchkc 6.4 10

(2009-2011)
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108 βecentLadvancesLinLimplicitLsolventYbasedLmethodsLforLbiomolecularLsimulationsZLCurrentiOpinioniini
StructuraliBiologyXL2008XLcjXLcfbYj 8.1 266

107 uoevolutionLofLfunctionLandLtheLfoldingLlandscapelLcorrelationLwithLdensityLofLnativeLcontactsZL
BiophysicaliJournalXL2008XLkgXLLgiYk 2.9 17

106 κubdomainLcompetitionXLcooperativityXLandLtopologicalLfrustrationLinLtheLfoldingLofLuheYZLJournali
ofiMoleculariBiologyXL2008XLejdXLfjgYkg 6.5 48

105 λilableLnatureLofLvirusLcapsidsLandLtheLroleLofLtopologicalLconstraintsLinLnaturalLcapsidLdesignZL
PhysicaliReviewiEXL2008XLiiXLbgckbd 2.4 28

104 veLnovoLpredictionLofLtheLstructuresLofLōZLtuberculosisLmembraneLproteinsZLJournaliofithei
AmericaniChemicaliSocietyXL2008XLcebXLgejfYg 16.4 10

103 –mprovedLmodelLbuildingLandLassessmentLofLtheLualciumYsensingLreceptorLtransmembraneLdomainZL
Proteins:iStructurexiFunctioniandiBioinformaticsXL2008XLicXLdcgYdh 4.2 26

102 sLnovelLmethodLtoLmapLandLcompareLproteinYproteinLinteractionsLinLsphericalLviralLcapsidsZL
Proteins:iStructurexiFunctioniandiBioinformaticsXL2008XLieXLhffYgg 4.2 10

101 PredictionLofLproteinLloopLconformationsLusingLmultiscaleLmodelingLmethodsLwithLphysicalLenergyL
scoringLfunctionsZLJournaliofiComputationaliChemistryXL2008XLdkXLjdbYec 3.5 37

100 –mplicitLmodelingLofLnonpolarLsolvationLforLsimulatingLproteinLfoldingLandLconformationalL
transitionsZLPhysicaliChemistryiChemicaliPhysicsXL2008XLcbXLficYjc 3.6 116

99 xoldingLintermediateLinLtheLvillinLheadpieceLdomainLarisesLfromLdisruptionLofLaL₃YterminalL
hydrogenYbondedLnetworkZLJournaliofitheiAmericaniChemicaliSocietyXL2007XLcdkXLebghYi 16.4 33

98 ōembraneLassemblyLofLsimpleLhelixLhomoYoligomersLstudiedLviaLmolecularLdynamicsLsimulationsZL
BiophysicaliJournalXL2007XLkdXLjgfYhe 2.9 74

97 uanLmolecularLdynamicsLsimulationsLprovideLhighYresolutionLrefinementLofLproteinLstructureqZL
Proteins:iStructurexiFunctioniandiBioinformaticsXL2007XLhiXLkddYeb 4.2 116

96 uonformationalLchangeLofLtheLmethionineLdbLloopLofLwscherichiaLcoliLdihydrofolateLreductaseL
modulatesLpKaLofLtheLboundLdihydrofolateZLProteiniScienceXL2007XLchXLcbjiYcbb 6.3 34

95 veprotonationLbyLdehydrationlLtheLoriginLofLammoniumLsensingLinLtheLsmttLchannelZLPLoSi
ComputationaliBiologyXL2007XLeXLedd 5 38

94 uhapterLcLōolecularLκimulationsLofLpzYōediatedLtiologicalLProcessesZLAnnualiReportsiini
ComputationaliChemistryXL2007XLeYce 1.8 7

93 LinkingLfoldingLwithLaggregationLinLslzheimerSsLbetaYamyloidLpeptidesZLProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2007XLcbfXLchjjbYg 11.5 133

92
LargeYscaleLallostericLconformationalLtransitionsLofLadenylateLkinaseLappearLtoLinvolveLaL
populationYshiftLmechanismZLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaXL2007XLcbfXLcjfkhYgbc

11.5 216

91 wlectrostaticLpropertiesLofLcowpeaLchloroticLmottleLvirusLandLcucumberLmosaicLvirusLcapsidsZL
BiopolymersXL2006XLjdXLcbhYdb 2.2 50
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90 zarmonicLxourierLbeadsLmethodLforLstudyingLrareLeventsLonLruggedLenergyLsurfacesZLJournaliofi
ChemicaliPhysicsXL2006XLcdgXLcifcbj 3.9 37

89 sntibodyLevolutionLconstrainsLconformationalLheterogeneityLbyLtailoringLproteinLdynamicsZL
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2006XLcbeXLceiddYi 11.5 101

88 wxploringLatomisticLdetailsLofLpzYdependentLpeptideLfoldingZLProceedingsiofitheiNationaliAcademyi
ofiSciencesiofitheiUnitediStatesiofiAmericaXL2006XLcbeXLcjgfhYgb 11.5 79

87 xluctuatingLchargeLforceLfieldslLrecentLdevelopmentsLandLapplicationsLfromLsmallLmoleculesLtoL
macromolecularLbiologicalLsystemsZLMoleculariSimulationXL2006XLedXLdecYdfk 2 101

86 κymmetryXLformXLandLshapelLguidingLprinciplesLforLrobustnessLinLmacromolecularLmachinesZLAnnuali
ReviewiofiBiophysicsiandiBiomoleculariStructureXL2006XLegXLccgYee 228

85 talancingLsolvationLandLintramolecularLinteractionslLtowardLaLconsistentLgeneralizedLtornLforceL
fieldZLJournaliofitheiAmericaniChemicaliSocietyXL2006XLcdjXLeidjYeh 16.4 290

84 λowardLtheLaccurateLfirstYprinciplesLpredictionLofLionizationLequilibriaLinLproteinsZLBiochemistryXL
2006XLfgXLkeheYie 3.2 150

83 ōodelLofLtheLtoxicLcomplexLofLanthraxlLresponsiveLconformationalLchangesLinLbothLtheLlethalLfactorL
andLtheLprotectiveLantigenLheptamerZLProteiniScienceXL2006XLcgXLdckbYdbb 6.3 21

82 viversityLandLidentityLofLmechanicalLpropertiesLofLicosahedralLviralLcapsidsLstudiedLwithLelasticL
networkLnormalLmodeLanalysisZLJournaliofiMoleculariBiologyXL2005XLefgXLdkkYecf 6.5 157

81 uonstantLpzLmolecularLdynamicsLwithLprotonLtautomerismZLBiophysicaliJournalXL2005XLjkXLcfcYgi 2.9 223

80 βeceptorLrigidityLandLligandLmobilityLinLtrypsinYligandLcomplexesZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2005XLgjXLfbiYci 4.2 21

79 sLnonadditiveLmethanolLforceLfieldlLbulkLliquidLandLliquidYvaporLinterfacialLpropertiesLviaLmolecularL
dynamicsLsimulationsLusingLaLfluctuatingLchargeLmodelZLJournaliofiChemicaliPhysicsXL2005XLcddXLbdfgbj 3.9 61

78 vetailedLconsiderationsLforLaLbalancedLandLbroadlyLapplicableLforceLfieldlLaLstudyLofLsubstitutedL
benzenesLmodeledLwithL−PLκYssZLJournaliofiComputationaliChemistryXL2005XLdhXLcgdkYfc 3.5 25

77 spplicationLofLtorsionLangleLmolecularLdynamicsLforLefficientLsamplingLofLproteinLconformationsZL
JournaliofiComputationaliChemistryXL2005XLdhXLcghgYij 3.5 63

76 yenerationLofLnativeYlikeLproteinLstructuresLfromLlimitedL₃ōβLdataXLmodernLforceLfieldsLandL
advancedLconformationalLsamplingZLJournaliofiBiomoleculariNMRXL2005XLecXLgkYhf 3 35

75 wxploringLōechanicalXLPhysicalLandLuhemicalLsspectsLofLVirusLκwellingLandLsssemblyLπsingLwlasticL
₃etworkL₃ormalLōodeLsnalysisZLJournaliofiTheoreticaliMedicineXL2005XLhXLcegYceg

74
–ntegratingLfoldingLkineticsLandLproteinLfunctionlLbiphasicLkineticsLandLdualLbindingLspecificityLinLaL
WWLdomainZLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2004XL
cbcXLefedYi

11.5 61

73 βecentLadvancesLinLtheLdevelopmentLandLapplicationLofLimplicitLsolventLmodelsLinLbiomoleculeL
simulationsZLCurrentiOpinioniiniStructuraliBiologyXL2004XLcfXLdciYdf 8.1 485

(2004-2006)
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72 sLmodifiedLλ–PePLwaterLpotentialLforLsimulationLwithLwwaldLsummationZLJournaliofiChemicaliPhysics
XL2004XLcdcXLcbbkhYcbe 3.9 715

71 uonstantYpzLmolecularLdynamicsLusingLcontinuousLtitrationLcoordinatesZLProteins:iStructurexi
FunctioniandiBioinformaticsXL2004XLghXLiejYgd 4.2 267

70 snLelectrostaticLbasisLforLtheLstabilityLofLthermophilicLproteinsZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2004XLgiXLcdjYfc 4.2 108

69 λheLcouplingLofLstructuralLfluctuationsLtoLhydrideLtransferLinLdihydrofolateLreductaseZLProteins:i
StructurexiFunctioniandiBioinformaticsXL2004XLgiXLfffYgi 4.2 47

68 βibosomeLmotionsLmodulateLelectrostaticLpropertiesZLBiopolymersXL2004XLifXLfdeYec 2.2 40

67 κtudyingLproteinLfoldingLonLtheLyridlLexperiencesLusingLuzsβōōLonL₃Psu–LresourcesLunderL
LegionZLConcurrencyiComputationiPracticeiandiExperienceXL2004XLchXLejgYeki 1.4 6

66 uzsβōōLfluctuatingLchargeLforceLfieldLforLproteinslL–LparameterizationLandLapplicationLtoLbulkL
organicLliquidLsimulationsZLJournaliofiComputationaliChemistryXL2004XLdgXLcYcg 3.5 414

65
PerformanceLcomparisonLofLgeneralizedLbornLandLPoissonLmethodsLinLtheLcalculationLofL
electrostaticLsolvationLenergiesLforLproteinLstructuresZLJournaliofiComputationaliChemistryXL2004XL
dgXLdhgYjf

3.5 465

64 wfficientLapproximateLallYatomLsolventLaccessibleLsurfaceLareaLmethodLparameterizedLforLfoldedL
andLdenaturedLproteinLconformationsZLJournaliofiComputationaliChemistryXL2004XLdgXLcbbgYcf 3.5 21

63
wxtendingLtheLtreatmentLofLbackboneLenergeticsLinLproteinLforceLfieldslLlimitationsLofLgasYphaseL
quantumLmechanicsLinLreproducingLproteinLconformationalLdistributionsLinLmolecularLdynamicsL
simulationsZLJournaliofiComputationaliChemistryXL2004XLdgXLcfbbYcg

3.5 2792

62
uzsβōōLfluctuatingLchargeLforceLfieldLforLproteinslL––LproteinasolventLpropertiesLfromLmolecularL
dynamicsLsimulationsLusingLaLnonadditiveLelectrostaticLmodelZLJournaliofiComputationaliChemistryXL
2004XLdgXLcgbfYcf

3.5 371

61 ōōλκtLλoolLκetlLenhancedLsamplingLandLmultiscaleLmodelingLmethodsLforLapplicationsLinL
structuralLbiologyZLJournaliofiMoleculariGraphicsiandiModellingXL2004XLddXLeiiYkg 2.8 709

60 –mprovedLtreatmentLofLtheLproteinLbackboneLinLempiricalLforceLfieldsZLJournaliofitheiAmericani
ChemicaliSocietyXL2004XLcdhXLhkjYk 16.4 773

59 –mplicitLsolvationLbasedLonLgeneralizedLtornLtheoryLinLdifferentLdielectricLenvironmentsZLJournaliofi
ChemicaliPhysicsXL2004XLcdbXLkbeYcc 3.9 124

58 βefinementLofL₃ōβLstructuresLusingLimplicitLsolventLandLadvancedLsamplingLtechniquesZLJournaliofi
theiAmericaniChemicaliSocietyXL2004XLcdhXLchbejYfi 16.4 53

57 sssessingLscoringLfunctionsLforLproteinYligandLinteractionsZLJournaliofiMedicinaliChemistryXL2004XL
fiXLebedYfi 8.3 433

56
λheLstructuralLbasisLforLbiphasicLkineticsLinLtheLfoldingLofLtheLWWLdomainLfromLaLforminYbindingL
proteinlLlessonsLforLproteinLdesignqZLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaXL2003XLcbbXLekgfYk

11.5 119

55 uomparativeLstudyLofLseveralLalgorithmsLforLflexibleLligandLdockingZLJournaliofiComputeryAidedi
MoleculariDesignXL2003XLciXLiggYhe 4.2 245

Charles L Brooks

12



54 λemperatureYdependentLbehaviorLofLproteinYchromophoreLinteractionslLaLtheoreticalLstudyLofLaL
blueLfluorescentLantibodyZLChemPhysChemXL2003XLfXLjfjYgg 3.2 5

53 ₃ewLanalyticLapproximationLtoLtheLstandardLmolecularLvolumeLdefinitionLandLitsLapplicationLtoL
generalizedLtornLcalculationsZLJournaliofiComputationaliChemistryXL2003XLdfXLcefjYgh 3.5 435

52 vetailedLanalysisLofLgridYbasedLmolecularLdockinglLsLcaseLstudyLofLuv−uKwβYsLuzsβōmYbasedLōvL
dockingLalgorithmZLJournaliofiComputationaliChemistryXL2003XLdfXLcgfkYhd 3.5 1032

51 yeneralizedLbornLmodelLwithLaLsimpleLsmoothingLfunctionZLJournaliofiComputationaliChemistryXL
2003XLdfXLchkcYibd 3.5 578

50 λheLimportanceLofLexplicitLchainLrepresentationLinLproteinLfoldingLmodelslLanLexaminationLofL
–singYlikeLmodelsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2003XLgeXLifbYi 4.2 30

49 tarriersLtoLzydrideLλransferLinLWildLλypeLandLōutantLvihydrofolateLβeductaseLfromLwZLcoliZLJournali
ofiPhysicaliChemistryiBXL2003XLcbiXLcfbfdYcfbgc 3.4 57

48 xorceLxieldL–nfluenceLonLtheL−bservationLofLˇ�YzelicalLProteinLκtructuresLinLōolecularLvynamicsL
κimulationsZLJournaliofiPhysicaliChemistryiBXL2003XLcbiXLdjecYdjeh 3.4 186

47 –mprovedLy¯�YlikeLmodelsLdemonstrateLtheLrobustnessLofLproteinLfoldingLmechanismsLtowardsL
nonYnativeLinteractionsZLJournaliofiMoleculariBiologyXL2003XLeefXLebkYdg 6.5 175

46 zowLdihydrofolateLreductaseLfacilitatesLprotonationLofLdihydrofolateZLJournaliofitheiAmericani
ChemicaliSocietyXL2003XLcdgXLjicjYk 16.4 42

45 snLimplicitLmembraneLgeneralizedLbornLtheoryLforLtheLstudyLofLstructureXLstabilityXLandLinteractionsL
ofLmembraneLproteinsZLBiophysicaliJournalXL2003XLjgXLdkbbYcj 2.9 346

44 uorrelatedLmotionLandLtheLeffectLofLdistalLmutationsLinLdihydrofolateLreductaseZLProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaXL2003XLcbbXLhkjbYg 11.5 202

43 λheLoriginsLofLasymmetryLinLtheLfoldingLtransitionLstatesLofLproteinLLLandLproteinLyZLProteiniScienceXL
2002XLccXLdegcYhc 6.3 313

42 ōodernLproteinLforceLfieldsLbehaveLcomparablyLinLmolecularLdynamicsLsimulationsZLJournaliofi
ComputationaliChemistryXL2002XLdeXLcbfgYgi 3.5 92

41 wvaluatingLusκPfLpredictionsLwithLphysicalLenergyLfunctionsZLProteins:iStructurexiFunctioniandi
BioinformaticsXL2002XLfkXLdedYfg 4.2 75

40 ProteinLandLpeptideLfoldingLexploredLwithLmolecularLsimulationsZLAccountsiofiChemicaliResearchXL
2002XLegXLffiYgf 24.3 118

39 ₃ovelLgeneralizedLtornLmethodsZLJournaliofiChemicaliPhysicsXL2002XLcchXLcbhbhYcbhcf 3.9 391

38 ViewingLproteinLfoldingLfromLmanyLperspectivesZLProceedingsiofitheiNationaliAcademyiofiSciencesiofi
theiUnitediStatesiofiAmericaXL2002XLkkXLcbkkYcbb 11.5 16

37 ōodelingLofLtheLmetalloYbetaYlactamaseLfromLtZLfragilislLstructuralLandLdynamicLeffectsLofLinhibitorL
bindingZLProteins:iStructurexiFunctioniandiBioinformaticsXL2001XLffXLffjYgk 4.2 41

(2001-2003)
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36 xromLfoldingLtheoriesLtoLfoldingLproteinslLaLreviewLandLassessmentLofLsimulationLstudiesLofLproteinL
foldingLandLunfoldingZLAnnualiReviewiofiPhysicaliChemistryXL2001XLgdXLfkkYgeg 15.7 447

35 VirusLParticleLwxplorerLTV–PwβUXLaLwebsiteLforLvirusLcapsidLstructuresLandLtheirLcomputationalL
analysesZLJournaliofiVirologyXL2001XLigXLcckfeYi 6.6 163

34 LigandYproteinLdatabaselLlinkingLproteinYligandLcomplexLstructuresLtoLbindingLdataZLJournaliofi
MedicinaliChemistryXL2001XLffXLegkdYj 8.3 114

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

32 κtatisticalLthermodynamicsZLλakingLaLwalkLonLaLlandscapeZLScienceXL2001XLdkeXLhcdYe 33.3 143

31 sccurateLreconstructionLofLallYatomLproteinLrepresentationsLfromLsideYchainYbasedLlowYresolutionL
modelsZLProteins:iStructurexiFunctioniandiBioinformaticsXL2000XLfcXLjhYki 4.2 80

30 wnergeticLfrustrationLandLtheLnatureLofLtheLtransitionLstateLinLproteinLfoldingZLJournaliofiChemicali
PhysicsXL2000XLcceXLihheYihic 3.9 75

29 xreeLenergyLscreeningLofLsmallLligandsLbindingLtoLanLartificialLproteinLcavityZLJournaliofiChemicali
PhysicsXL2000XLcceXLefdeYefee 3.9 19

28 wfficientLκamplingLofLLigandL−rientationsLandLuonformationsLinLxreeLwnergyLualculationsLπsingLtheL
˛»YvynamicsLōethodZLJournaliofiPhysicaliChemistryiBXL2000XLcbfXLhkbeYhkcb 3.4 37

27 ProteinLvynamicsLinLwnzymaticLuatalysislLLwxplorationLofLvihydrofolateLβeductaseZLJournaliofithei
AmericaniChemicaliSocietyXL2000XLcddXLddgYdec 16.4 269

26 sreLōanyYtodyLwffectsL–mportantLinLProteinLxoldingqZLJournaliofiPhysicaliChemistryiBXL2000XLcbfXLkggfYkghe3.4 60

25 sccurateLreconstructionLofLallYatomLproteinLrepresentationsLfromLsideYchainYbasedLlowYresolutionL
modelsL2000XLfcXLjh 3

24 uorrelationLbetweenLknowledgeYbasedLandLdetailedLatomicLpotentialslLspplicationLtoLtheLunfoldingL
ofLtheLyu₃fLleucineLzipperZLProteins:iStructurexiFunctioniandiBioinformaticsXL1999XLegXLffiYfgd 4.2 29

23 ōethodologyLforLproteinYligandLbindingLstudieslLapplicationLtoLaLmodelLforLdrugLresistanceXLtheL
z–Vax–VLproteaseLsystemZLProteins:iStructurexiFunctioniandiBioinformaticsXL1999XLehXLecjYec 4.2 17

22 vevelopmentLofLaLyeneralizedLtornLōodelLParametrizationLforLProteinsLandL₃ucleicLscidsZLJournali
ofiPhysicaliChemistryiBXL1999XLcbeXLeihgYeiie 3.4 342

21 voLactiveLsiteLconformationsLofLsmallLligandsLcorrespondLtoLlowLfreeYenergyLsolutionLstructuresqZL
JournaliofiComputeryAidediMoleculariDesignXL1998XLcdXLgheYid 4.2 82

20 sssessingLenergyLfunctionsLforLflexibleLdockingZLJournaliofiComputationaliChemistryXL1998XLckXLchcdYchdd3.5 132

19 sssessingLsearchLstrategiesLforLflexibleLdockingZLJournaliofiComputationaliChemistryXL1998XLckXLchdeYchec3.5 102
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18 βapidLκcreeningLofLtindingLsffinitieslLLspplicationLofLtheL˛»YvynamicsLōethodLtoLaLλrypsinY–nhibitorL
κystemZLJournaliofitheiAmericaniChemicaliSocietyXL1998XLcdbXLckdbYckdc 16.4 35

17 ualculationsLonLfoldingLofLsegmentLtcLofLstreptococcalLproteinLyZLJournaliofiMoleculariBiologyXL
1998XLdijXLfekYgh 6.5 178

16 wxploringLtheLspaceLofLproteinLfoldingLzamiltonianslLλheLbalanceLofLforcesLinLaLminimalistL˛†YbarrelL
modelZLJournaliofiChemicaliPhysicsXL1998XLcbkXLdjkgYdkbe 3.9 89

15 ōultireferenceLuonfigurationL–nteractionLualculationsLofLwlectronicLκtatesLofL₃YōethylformamideXL
scetamideXLandL₃YōethylacetamideZLJournaliofiPhysicaliChemistryiAXL1997XLcbcXLfjdcYfjdi 2.8 60

14 sLreexaminationLofLtheLhydrophobicLeffectlLwxploringLtheLroleLofLtheLsolventLmodelLinLcomputingL
theLmethaneâ��methaneLpotentialLofLmeanLforceZLJournaliofiChemicaliPhysicsXL1997XLcbhXLkdhgYkdhk 3.9 64

13 uuriousLstructureLinLNcanonicalNLalanineYbasedLpeptidesZLProteins:iStructurexiFunctioniandi
BioinformaticsXL1997XLdjXLgkYic 4.2 53

12 sLmolecularLdynamicsLsimulationLstudyLofLsegmentLtcLofLproteinLyZLProteins:iStructurexiFunctioniandi
BioinformaticsXL1997XLdkXLckeYdbd 4.2 39

11 λhermodynamicsLofLproteinLfoldinglLaLstatisticalLmechanicalLstudyLofLaLsmallLallYbetaLproteinZL
BiopolymersXL1997XLfdXLifgYgi 2.2 103

10 ˛»YdynamicslLsLnewLapproachLtoLfreeLenergyLcalculationsZLJournaliofiChemicaliPhysicsXL1996XLcbgXLdfcfYdfde3.9 267

9 uhargeLκcreeningLandLtheLvielectricLuonstantLofLProteinslLL–nsightsLfromLōolecularLvynamicsZL
JournaliofitheiAmericaniChemicaliSocietyXL1996XLccjXLjfgdYjfgj 16.4 320

8 κtatisticalLclusteringLtechniquesLforLtheLanalysisLofLlongLmolecularLdynamicsLtrajectorieslLanalysisLofL
dZdYnsLtrajectoriesLofLYPyvVZLBiochemistryXL1993XLedXLfcdYdb 3.2 199

7 uonstantYtemperatureLfreeLenergyLsurfacesLforLphysicalLandLchemicalLprocessesZLTheiJournaliofi
PhysicaliChemistryXL1993XLkiXLfgbkYfgce 145

6 sLmethodLforLpredictingLproteinLstructureLfromLsequenceZLCurrentiBiologyXL1993XLeXLfcfYde 6.3 73

5 uonformationalLflexibilityLinLfreeLenergyLsimulationsZLChemicaliPhysicsiLettersXL1989XLcghXLdghYdhb 2.5 26

4 λhermodynamicsLofLaqueousLsolvationlLκolutionLpropertiesLofLalcoholsLandLalkanesZLJournaliofi
ChemicaliPhysicsXL1987XLjiXLebdkYebei 3.9 118

3 κtochasticLboundaryLconditionsLforLmolecularLdynamicsLsimulationsLofLκλdLwaterZLChemicaliPhysicsi
LettersXL1984XLcbgXLfkgYgbb 2.5 484

2 wxploringLtheLxunctionalLLandscapeLofLtiomolecularLōachinesLviaLwlasticL₃etworkL₃ormalLōodeLsnalysisgkYii2

1 –mplicitLκolventLxorceYxieldL−ptimizationchiYckb 1

(-1998)
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