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n Paper IF Citations

277 αacromolecularJcrowdingJandJconfinementkJbiochemicalVJbiophysicalVJandJpotentialJphysiologicalJ
consequencesXJAnnualfReviewfoffBiophysicsVJ2008VJdhVJdhfWjh 21.1 1553

276 talculationJofJproteinWligandJbindingJaffinitiesXJAnnualfReviewfoffBiophysicsfandfBiomolecularf
StructureVJ2007VJdgVJcbWec 712

275 wundamentalJaspectsJofJproteinWproteinJassociationJkineticsXJChemicalfReviewsVJ2009VJbajVJidjWga 68.1 528

274 ProteinJdesignkJaJhierarchicJapproachXJScienceVJ1995VJchaVJjdfWeb 33.3 509

273 znsightJintoJtheJmechanismJofJtheJinfluenzaJrJprotonJchannelJfromJaJstructureJinJaJlipidJbilayerXJ
ScienceVJ2010VJddaVJfajWbc 33.3 375

272 StabilizationJofJproteinsJinJconfinedJspacesXJBiochemistryVJ2001VJeaVJbbcijWjd 3.2 345

271 TheoryJofJfreeJenergyJandJentropyJinJnoncovalentJbindingXJChemicalfReviewsVJ2009VJbajVJeajcWbah 68.1 291

270 vlectrostaticJznteractionsJinJProteinJStructureVJwoldingVJsindingVJandJtondensationXJChemicalf
ReviewsVJ2018VJbbiVJbgjbWbheb 68.1 290

269 PredictionJofJproteinJinteractionJsitesJfromJsequenceJprofileJandJresidueJneighborJlistXJProteins:f
StructureufFunctionfandfBioinformaticsVJ2001VJeeVJddgWed 4.2 259

268 uemonstrationJofJpositionallyJdisorderedJwaterJwithinJaJproteinJhydrophobicJcavityJbyJβαRXJ
ScienceVJ1995VJcghVJbibdWh 33.3 225

267
yistidinesVJheartJofJtheJhydrogenJionJchannelJfromJinfluenzaJrJviruskJtowardJanJunderstandingJofJ
conductanceJandJprotonJselectivityXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedf
StatesfoffAmericaVJ2006VJbadVJgigfWha

11.5 213

266 PredictionJofJinterfaceJresiduesJinJproteinWproteinJcomplexesJbyJaJconsensusJneuralJnetworkJ
methodkJtestJagainstJβαRJdataXJProteins:fStructureufFunctionfandfBioinformaticsVJ2005VJgbVJcbWdf 4.2 213

265 ProteinJrllosteryJandJtonformationalJuynamicsXJChemicalfReviewsVJ2016VJbbgVJgfadWbf 68.1 209

264 tonformationJgatingJasJaJmechanismJforJenzymeJspecificityXJProceedingsfoffthefNationalfAcademyfoff
SciencesfoffthefUnitedfStatesfoffAmericaVJ1998VJjfVJjciaWd 11.5 201

263 znfluencesJofJmembraneJmimeticJenvironmentsJonJmembraneJproteinJstructuresXJAnnualfReviewfoff
BiophysicsVJ2013VJecVJdgbWjc 21.1 199

262 vlectrostaticJenhancementJofJdiffusionWcontrolledJproteinWproteinJassociationkJcomparisonJofJ
theoryJandJexperimentJonJbarnaseJandJbarstarXJJournalfoffMolecularfBiologyVJ1998VJchiVJbabfWce 6.5 186

261 znfluenceJofJsolubilizingJenvironmentsJonJmembraneJproteinJstructuresXJTrendsfinfBiochemicalf
SciencesVJ2011VJdgVJbbhWcf 10.3 169
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260 ProteinJfoldingJandJbindingJinJconfinedJspacesJandJinJcrowdedJsolutionsXJJournalfoffMolecularf
RecognitionVJ2004VJbhVJdgiWhf 2.6 155

259 znteractionWsiteJpredictionJforJproteinJcomplexeskJaJcriticalJassessmentXJBioinformaticsVJ2007VJcdVJccadWj 7.2 143

258 wromJinducedJfitJtoJconformationalJselectionkJaJcontinuumJofJbindingJmechanismJcontrolledJbyJtheJ
timescaleJofJconformationalJtransitionsXJBiophysicalfJournalVJ2010VJjiVJ−bfWh 2.9 140

257 metaWPPzSPkJaJmetaJwebJserverJforJproteinWproteinJinteractionJsiteJpredictionXJBioinformaticsVJ2007VJ
cdVJddigWh 7.2 136

256 srownianJdynamicsJstudyJofJtheJinfluencesJofJelectrostaticJinteractionJandJdiffusionJonJ
proteinWproteinJassociationJkineticsXJBiophysicalfJournalVJ1993VJgeVJbhbbWcg 2.9 134

255 znfluenceJofJcrowdedJcellularJenvironmentsJonJproteinJfoldingVJbindingVJandJoligomerizationkJ
biologicalJconsequencesJandJpotentialsJofJatomisticJmodelingXJFEBSfLettersVJ2013VJfihVJbafdWgb 3.8 127

254 wastJsoundaryJvlementJαethodJforJtheJ−inearJPoissonâ��soltzmannJvquationXJJournalfoffPhysicalf
ChemistryfBVJ2002VJbagVJchebWchfe 3.4 127

253 −oopsVJlinkagesVJringsVJcatenanesVJcagesVJandJcrowderskJentropyWbasedJstrategiesJforJstabilizingJ
proteinsXJAccountsfoffChemicalfResearchVJ2004VJdhVJbcdWda 24.3 126

252 ProteinJfoldingJinJconfinedJandJcrowdedJenvironmentsXJArchivesfoffBiochemistryfandfBiophysicsVJ
2008VJegjVJhgWic 4.1 124

251 vlectrostaticJrateJenhancementJandJtransientJcomplexJofJproteinWproteinJassociationXJProteins:f
StructureufFunctionfandfBioinformaticsVJ2008VJhbVJdcaWdf 4.2 123

250 PredictionJofJsolventJaccessibilityJandJsitesJofJdeleteriousJmutationsJfromJproteinJsequenceXJ
NucleicfAcidsfResearchVJ2005VJddVJdbjdWj 20.1 123

249 uzSP−rRkJanJaccurateJmethodJforJpredictingJuβrWbindingJsitesJonJproteinJsurfacesXJNucleicfAcidsf
ResearchVJ2007VJdfVJbegfWhh 20.1 121

248 tomparisonJofJcalculationJandJexperimentJimplicatesJsignificantJelectrostaticJcontributionsJtoJtheJ
bindingJstabilityJofJbarnaseJandJbarstarXJBiophysicalfJournalVJ2003VJifVJejWga 2.9 119

247 PolymerJmodelsJofJproteinJstabilityVJfoldingVJandJinteractionsXJBiochemistryVJ2004VJedVJcbebWfe 3.2 117

246 tommunityWwideJassessmentJofJproteinWinterfaceJmodelingJsuggestsJimprovementsJtoJdesignJ
methodologyXJJournalfoffMolecularfBiologyVJ2011VJebeVJcijWdac 6.5 114

245
PredictionJofJhomoproteinJandJheteroproteinJcomplexesJbyJproteinJdockingJandJtemplateWbasedJ
modelingkJrJtrSPWtrPRzJexperimentXJProteins:fStructureufFunctionfandfBioinformaticsVJ2016VJieJ
SupplJbVJdcdWei

4.2 111

244 soundaryJelementJsolutionJofJmacromolecularJelectrostaticskJinteractionJenergyJbetweenJtwoJ
proteinsXJBiophysicalfJournalVJ1993VJgfVJjffWgd 2.9 110

243 zntrinsicJdisorderkJsignalingJviaJhighlyJspecificJbutJshortWlivedJassociationXJTrendsfinfBiochemicalf
SciencesVJ2012VJdhVJedWi 10.3 109

(2012-2004)
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242 RateJtheoriesJforJbiologistsXJQuarterlyfReviewsfoffBiophysicsVJ2010VJedVJcbjWjd 7 107

241 αolecularJstructureJofJRrurbgWzJdesignerJselfWassemblingJpeptideJnanofibersXJACSfNanoVJ2013VJhVJhfgcWhc16.7 101

240
tonformationalJheterogeneityJofJtheJαcJprotonJchannelJandJaJstructuralJmodelJforJchannelJ
activationXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2009VJ
bagVJbddbbWg

11.5 99

239 rJsecondaryJgateJasJaJmechanismJforJinhibitionJofJtheJαcJprotonJchannelJbyJamantadineXJJournalfoff
PhysicalfChemistryfBVJ2008VJbbcVJhjhhWj 3.4 95

238 rtomisticJmodelingJofJmacromolecularJcrowdingJpredictsJmodestJincreasesJinJproteinJfoldingJandJ
bindingJstabilityXJBiophysicalfJournalVJ2009VJjhVJbcWj 2.9 93

237 rutomatedJpredictionJofJproteinJassociationJrateJconstantsXJStructureVJ2011VJbjVJbheeWfb 5.2 91

236 αacromolecularJelectrostaticJenergyJwithinJtheJnonlinearJPoissonâ��soltzmannJequationXJJournalfoff
ChemicalfPhysicsVJ1994VJbaaVJdbfcWdbgc 3.9 89

235 vffectJofJmacromolecularJcrowdingJonJproteinJbindingJstabilitykJmodestJstabilizationJandJ
significantJbiologicalJconsequencesXJBiophysicalfJournalVJ2009VJjhVJjagWbb 2.9 87

234 αodelingJofJproteinJconformationalJfluctuationsJinJp–aJpredictionsXJJournalfoffMolecularfBiologyVJ
1997VJcghVJbaacWbb 6.5 86

233 αicroscopicJformulationJofJαarcusâ��JtheoryJofJelectronJtransferXJJournalfoffChemicalfPhysicsVJ1995VJ
badVJdeibWdeje 3.9 85

232 yydrodynamicJfrictionJandJtheJcapacitanceJofJarbitrarilyJshapedJobjectsXJPhysicalfReviewfEVJ1994VJ
ejVJfdbjWfddb 2.4 85

231 rJrateJprocessJwithJanJentropyJbarrierXJJournalfoffChemicalfPhysicsVJ1991VJjeVJgbehWgbfc 3.9 83

230 TheJaffinityWenhancingJrolesJofJflexibleJlinkersJinJtwoWdomainJuβrWbindingJproteinsXJBiochemistryVJ
2001VJeaVJbfagjWhd 3.2 82

229 βonadditiveJeffectsJofJmixedJcrowdingJonJproteinJstabilityXJProteins:fStructureufFunctionfandf
BioinformaticsVJ2009VJhhVJbddWi 4.2 81

228
torrectionJforJQinJandJZhouVJuissectionJofJtheJhighJrateJconstantJforJtheJbindingJofJaJribotoxinJtoJ
theJribosomeXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2009VJ
bagVJbccaiWbccai

11.5 78

227 wullJreconstructionJofJaJvectorialJproteinJfoldingJpathwayJbyJatomicJforceJmicroscopyJandJ
molecularJdynamicsJsimulationsXXJJournalfoffBiologicalfChemistryVJ2011VJcigVJihai 5.4 78

226 rJmethodJtoJdetermineJdielectricJconstantsJinJnonhomogeneousJsystemskJapplicationJtoJbiologicalJ
membranesXJBiophysicalfJournalVJ2008VJjeVJbbifWjd 2.9 78

225 TheoryJandJsimulationJofJtheJtimeWdependentJrateJcoefficientsJofJdiffusionWinfluencedJreactionsXJ
BiophysicalfJournalVJ1996VJhbVJceeaWfh 2.9 78
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224 tommunityWwideJevaluationJofJmethodsJforJpredictingJtheJeffectJofJmutationsJonJproteinWproteinJ
interactionsXJProteins:fStructureufFunctionfandfBioinformaticsVJ2013VJibVJbjiaWh 4.2 78

223 rJsrownianJdynamicsJalgorithmJforJcalculatingJtheJhydrodynamicJfrictionJandJtheJelectrostaticJ
capacitanceJofJanJarbitrarilyJshapedJobjectXJJournalfoffChemicalfPhysicsVJ1994VJbaaVJdicbWdicg 3.9 76

222 αechanicalJcouplingJmaintainsJtheJfidelityJofJβαurJreceptorWmediatedJcurrentsXJNaturef
NeuroscienceVJ2014VJbhVJjbeWcc 25.5 75

221 rJxaussianWchainJmodelJforJtreatingJresidualJchargeWchargeJinteractionsJinJtheJunfoldedJstateJofJ
proteinsXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2002VJjjVJdfgjWhe11.5 75

220 xsrRgSkJaJparameterizationWfreeVJaccurateVJanalyticalJgeneralizedJbornJmethodXJJournalfoffPhysicalf
ChemistryfBVJ2007VJbbbVJdaffWgb 3.4 74

219 RapidJsearchJforJspecificJsitesJonJuβrJthroughJconformationalJswitchJofJnonspecificallyJboundJ
proteinsXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2011VJbaiVJigfbWg11.5 72

218 uisparateJionicWstrengthJdependenciesJofJonJandJoffJratesJinJproteinWproteinJassociationXJ
BiopolymersVJ2001VJfjVJechWdd 2.2 72

217 vlectrostaticJcontributionsJtoJTeJlysozymeJstabilitykJsolventWexposedJchargesJversusJsemiWburiedJ
saltJbridgesXJBiophysicalfJournalVJ2002VJidVJbdebWh 2.9 72

216 TheJgatesJofJionJchannelsJandJenzymesXJTrendsfinfBiochemicalfSciencesVJ2010VJdfVJbhjWif 10.3 71

215 QuantitativeJaccountJofJtheJenhancedJaffinityJofJtwoJlinkedJscwvsJspecificJforJdifferentJepitopesJonJ
theJsameJantigenXJJournalfoffMolecularfBiologyVJ2003VJdcjVJbWi 6.5 71

214 −oopsJinJProteinsJtanJseJαodeledJasJWormW−ikeJthainsXJJournalfoffPhysicalfChemistryfBVJ2001VJbafVJghgdWghgg3.4 71

213 PositionWdependentJstabilizingJeffectsJinJXalphaXWheliceskJβWterminalJcappingJinJsyntheticJmodelJ
peptidesXJJournalfoffthefAmericanfChemicalfSocietyVJ1992VJbbeVJgfgaWgfgc 16.4 71

212 αodelingJproteinJassociationJmechanismsJandJkineticsXJCurrentfOpinionfinfStructuralfBiologyVJ2013VJ
cdVJiihWjd 8.1 70

211 vffectsJofJmacromolecularJcrowdingJonJproteinJconformationalJchangesXJPLoSfComputationalf
BiologyVJ2010VJgVJebaaaidd 5 70

210 uataWdrivenJdockingkJyruuOt–QsJadventuresJinJtrPRzXJProteins:fStructureufFunctionfandf
BioinformaticsVJ2005VJgaVJcdcWi 4.2 70

209 themicallyJurivenJαotilityJofJsrownianJParticlesXJPhysicalfReviewfLettersVJ1996VJhhVJbjeWbjh 7.4 69

208 –ineticsJofJdiffusionWinfluencedJreactionsJstudiedJbyJsrownianJdynamicsXJThefJournalfoffPhysicalf
ChemistryVJ1990VJjeVJihjeWiiaa 69

207 vlectrostaticJcontributionsJtoJtheJstabilityJofJaJthermophilicJcoldJshockJproteinXJBiophysicalfJournalVJ
2003VJieVJccbgWcc 2.9 66

(2003-2013)
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206 −iquidW−iquidJPhaseJSeparationJofJPatchyJParticlesJzlluminatesJuiverseJvffectsJofJRegulatoryJ
tomponentsJonJProteinJuropletJwormationXJScientificfReportsVJ2018VJiVJghci 4.9 65

205 RateJconstantsJandJmechanismsJofJintrinsicallyJdisorderedJproteinsJbindingJtoJstructuredJtargetsXJ
PhysicalfChemistryfChemicalfPhysicsVJ2012VJbeVJbaeggWhg 3.6 64

204 vffectsJofJpyVJsaltVJandJmacromolecularJcrowdingJonJtheJstabilityJofJw–fagWbindingJproteinkJanJ
integratedJexperimentalJandJtheoreticalJstudyXJJournalfoffMolecularfBiologyVJ2005VJdfbVJcbjWdc 6.5 64

203 vlectrostaticJcontributionJtoJtheJbindingJstabilityJofJproteinWproteinJcomplexesXJProteins:fStructureuf
FunctionfandfBioinformaticsVJ2006VJgfVJihWbac 4.2 64

202 tomparisonJbetweenJmolecularJdynamicsJsimulationsJandJtheJSmoluchowskiJtheoryJofJreactionsJinJ
aJhardWsphereJliquidXJJournalfoffChemicalfPhysicsVJ1991VJjfVJfjeiWfjfc 3.9 63

201 WhyJuoJuisorderedJandJStructuredJProteinsJsehaveJuifferentlyJinJPhaseJSeparationpXJTrendsfinf
BiochemicalfSciencesVJ2018VJedVJejjWfbg 10.3 62

200
sothJproteinJdynamicsJandJligandJconcentrationJcanJshiftJtheJbindingJmechanismJbetweenJ
conformationalJselectionJandJinducedJfitXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthef
UnitedfStatesfoffAmericaVJ2014VJbbbVJbabjhWcac

11.5 61

199 TheoryJandJSimulationJofJStochasticallyWxatedJuiffusionWznfluencedJReactionsXJThefJournalfoff
PhysicalfChemistryVJ1996VJbaaVJcfjhWcgae 61

198 vffectsJofJαutationsJandJtomplexJwormationJonJtheJReductionJPotentialsJofJtytochromeJcJandJ
tytochromeJcJPeroxidaseXJJournalfoffthefAmericanfChemicalfSocietyVJ1994VJbbgVJbadgcWbadhf 16.4 61

197 vnhancementJofJassociationJratesJbyJnonspecificJbindingJtoJuβrJandJcellJmembranesXJPhysicalf
ReviewfLettersVJ2004VJjdVJbhibab 7.4 60

196 uiffusiveJreactionJratesJfromJsrownianJdynamicsJsimulationskJReplacingJtheJouterJcutoffJsurfaceJbyJ
anJanalyticalJtreatmentXJJournalfoffChemicalfPhysicsVJ1992VJjhVJfgicWfgig 3.9 60

195 RecentJprogressJinJstructureWbasedJantiWinfluenzaJdrugJdesignXJDrugfDiscoveryfTodayVJ2012VJbhVJbbbbWca 8.8 58

194 vffectJofJmixedJmacromolecularJcrowdingJagentsJonJproteinJfoldingXJProteins:fStructureufFunctionf
andfBioinformaticsVJ2008VJhcVJbbajWbd 4.2 57

193 TwoJpathwaysJmediateJinterdomainJallostericJregulationJinJpinbXJStructureVJ2015VJcdVJcdhWceh 5.2 56

192 PolymerJcrowdersJandJproteinJcrowdersJactJsimilarlyJonJproteinJfoldingJstabilityXJFEBSfLettersVJ2013
VJfihVJdjeWh 3.8 56

191 TheJeffectsJofJmacromolecularJcrowdingJonJtheJmechanicalJstabilityJofJproteinJmoleculesXJProteinf
ScienceVJ2008VJbhVJcbfgWgg 6.3 56

190 vnergyJlandscapeJandJtransitionJstateJofJproteinWproteinJassociationXJBiophysicalfJournalVJ2007VJjcVJbeigWfac2.9 55

189 PredictionJofJproteinWproteinJassociationJratesJfromJaJtransitionWstateJtheoryXJStructureVJ2007VJbfVJcbfWce5.2 55
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188 xlycineskJroleJinJ˛–WhelicalJmembraneJproteinJstructuresJandJaJpotentialJindicatorJofJnativeJ
conformationXJBiochemistryVJ2012VJfbVJehhjWij 3.2 54

187 SaltJsridgesJStabilizeJtheJwoldedJStructureJofJsarnaseXJJournalfoffPhysicalfChemistryfBVJ2001VJbafVJhddeWhdea3.4 54

186 TowardJtheJphysicalJbasisJofJthermophilicJproteinskJlinkingJofJenrichedJpolarJinteractionsJandJ
reducedJheatJcapacityJofJunfoldingXJBiophysicalfJournalVJ2002VJidVJdbcgWdd 2.9 52

185 yydrogenJbondsJbetweenJshortJpolarJsideJchainsJandJpeptideJbackbonekJPrevalenceJinJproteinsJandJ
effectsJonJhelixWformingJpropensitiesJ1999VJdeVJejhWfah 52

184 αcJproteinJfromJinfluenzaJrkJfromJmultipleJstructuresJtoJbiophysicalJandJfunctionalJinsightsXJ
CurrentfOpinionfinfVirologyVJ2012VJcVJbciWdd 7.5 51

183 vnhancementJofJproteinWproteinJassociationJrateJbyJinteractionJpotentialkJaccuracyJofJpredictionJ
basedJonJlocalJsoltzmannJfactorXJBiophysicalfJournalVJ1997VJhdVJceebWf 2.9 51

182 uesignJofJfastJenzymesJbyJoptimizingJinteractionJpotentialJinJactiveJsiteXJProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ1997VJjeVJbcdhcWh 11.5 49

181
SimulationJofJtheJkineticsJofJligandJbindingJtoJaJproteinJbyJmolecularJdynamicskJgeminateJrebindingJ
ofJnitricJoxideJtoJmyoglobinXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaVJ1993VJjaVJjfehWfb

11.5 49

180 ThreeJarchetypicalJclassesJofJmacromolecularJregulatorsJofJproteinJliquidWliquidJphaseJseparationXJ
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2019VJbbgVJbjeheWbjeid11.5 47

179 trowdingJeffectsJofJmembraneJproteinsXJJournalfoffPhysicalfChemistryfBVJ2009VJbbdVJhjjfWiaaf 3.4 47

178
xatingJmechanismJofJaJPcXeJreceptorJdevelopedJfromJnormalJmodeJanalysisJandJmolecularJ
dynamicsJsimulationsXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaVJ2012VJbajVJebeaWf

11.5 47

177 znteractionsJofJmacromoleculesJwithJsaltJionskJanJelectrostaticJtheoryJforJtheJyofmeisterJeffectXJ
Proteins:fStructureufFunctionfandfBioinformaticsVJ2005VJgbVJgjWhi 4.2 46

176 vffectsJofJαacromolecularJtrowdingJonJtheJtonformationalJvnsemblesJofJuisorderedJProteinsXJ
JournalfoffPhysicalfChemistryfLettersVJ2013VJeVJ 6.4 44

175 SolidWstateJβαRJandJαuJsimulationsJofJtheJantiviralJdrugJamantadineJsolubilizedJinJuαPtJbilayersXJ
BiophysicalfJournalVJ2008VJjeVJbcjfWdac 2.9 44

174 slindJpredictionJofJinterfacialJwaterJpositionsJinJtrPRzXJProteins:fStructureufFunctionfandf
BioinformaticsVJ2014VJicVJgcaWdc 4.2 43

173 vlectrostaticJrecognitionJandJinducedJfitJinJtheJkappaWPVzzrJtoxinJbindingJtoJShakerJpotassiumJ
channelXJJournalfoffthefAmericanfChemicalfSocietyVJ2005VJbchVJgidgWej 16.4 43

172 uimensionsJofJuenaturedJProteinJthainsJfromJyydrodynamicJuataXJJournalfoffPhysicalfChemistryfBVJ
2002VJbagVJfhgjWfhhf 3.4 43

171 rtomisticJmechanismJforJtheJactivationJandJdesensitizationJofJanJrαPrWsubtypeJglutamateJ
receptorXJNaturefCommunicationsVJ2011VJcVJdfe 17.4 42

(2011-2012)
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170 αodelingJtheJmembraneJenvironmentJhasJimplicationsJforJmembraneJproteinJstructureJandJ
functionkJinfluenzaJrJαcJproteinXJProteinfScienceVJ2013VJccVJdibWje 6.3 41

169
znterWJandJintrasubunitJinteractionsJbetweenJtransmembraneJhelicesJinJtheJopenJstateJofJPcXJ
receptorJchannelsXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ
2013VJbbaVJveaefWfe

11.5 41

168
SpontaneousJconformationalJchangeJandJtoxinJbindingJinJalphahJacetylcholineJreceptorkJinsightJ
intoJchannelJactivationJandJinhibitionXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedf
StatesfoffAmericaVJ2008VJbafVJiciaWf

11.5 41

167 rJmodelJforJtheJmediationJofJprocessivityJofJuβrWtargetingJproteinsJbyJnonspecificJbindingkJ
dependenceJonJuβrJlengthJandJpresenceJofJobstaclesXJBiophysicalfJournalVJ2005VJiiVJbgaiWbf 2.9 41

166 SolvationJdynamicsJinJaJsrownianJdipoleJlatticekJrJcomparisonJbetweenJtheoryJandJcomputerJ
simulationXJJournalfoffChemicalfPhysicsVJ1992VJjhVJjdbbWjdca 3.9 41

165 uynamicJShortJyydrogenJsondsJinJyistidineJTetradJofJwullW−engthJαcJProtonJthannelJRevealJ
TetramericJStructuralJyeterogeneityJandJwunctionalJαechanismXJStructureVJ2015VJcdVJcdaaWcdai 5.2 40

164 zntrinsicallyJuisorderedJProteinJvxhibitsJsothJtompactionJandJvxpansionJunderJαacromolecularJ
trowdingXJBiophysicalfJournalVJ2018VJbbeVJbaghWbahj 2.9 40

163 PredictionJofJproteinJsolubilityJfromJcalculationJofJtransferJfreeJenergyXJBiophysicalfJournalVJ2008VJ
jfVJcgabWj 2.9 40

162 TestJofJtheJxouyWthapmanJtheoryJforJaJchargedJlipidJmembraneJagainstJexplicitWsolventJmolecularJ
dynamicsJsimulationsXJPhysicalfReviewfLettersVJ2008VJbabVJadibad 7.4 40

161 uoJelectrostaticJinteractionsJdestabilizeJproteinWnucleicJacidJbindingpXJBiopolymersVJ2007VJigVJbbcWi 2.2 40

160 TheoryJofJtheJdiffusionWinfluencedJsubstrateJbindingJrateJtoJaJburiedJandJgatedJactiveJsiteXJJournalf
offChemicalfPhysicsVJ1998VJbaiVJibegWibfe 3.9 40

159 talculationJofJtranslationalJfrictionJandJintrinsicJviscosityXJzXJxeneralJformulationJforJarbitrarilyJ
shapedJparticlesXJBiophysicalfJournalVJ1995VJgjVJccigWjh 2.9 40

158 RateJtonstantsJandJαechanismsJofJProteinW−igandJsindingXJAnnualfReviewfoffBiophysicsVJ2017VJegVJbafWbda21.1 39

157
StructureJofJtrgrVJaJcellJdivisionJstructuralJandJregulatoryJproteinJfromJαycobacteriumJ
tuberculosisVJinJlipidJbilayersXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaVJ2015VJbbcVJvbbjWcg

11.5 39

156 αethodJtoJPredictJtrowdingJvffectsJbyJPostprocessingJαolecularJuynamicsJTrajectorieskJ
rpplicationJtoJtheJwlapJuynamicsJofJyzVWbJProteaseXJJournalfoffPhysicalfChemistryfLettersVJ2010VJbVJbahWbba6.4 39

155 PoissonWsoltzmannJtalculationskJvanJderJWaalsJorJαolecularJSurfacepXJCommunicationsfinf
ComputationalfPhysicsVJ2013VJbdVJbWbc 2.4 38

154 xsrgβ−kJaJgeneralizedJsornJmethodJforJaccuratelyJreproducingJsolvationJenergyJofJtheJnonlinearJ
PoissonWsoltzmannJequationXJJournalfoffChemicalfPhysicsVJ2007VJbcgVJbjfbac 3.9 38

153 vffectJofJinteractionJpotentialsJinJdiffusionWinfluencedJreactionsJwithJsmallJreactiveJregionsXJ
JournalfoffChemicalfPhysicsVJ1996VJbafVJhcdfWhcdh 3.9 37
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152 OnJtheJcalculationJofJdiffusiveJreactionJratesJusingJsrownianJdynamicsJsimulationsXJJournalfoff
ChemicalfPhysicsVJ1990VJjcVJdajcWdajf 3.9 37

151 thallengesJinJstructuralJapproachesJtoJcellJmodelingXJJournalfoffMolecularfBiologyVJ2016VJeciVJcjedWge 6.5 36

150 rnJβαurJreceptorJgatingJmechanismJdevelopedJfromJαuJsimulationsJrevealsJmolecularJdetailsJ
underlyingJsubunitWspecificJcontributionsXJBiophysicalfJournalVJ2013VJbaeVJcbhaWib 2.9 36

149 tontrolJofJreductionJpotentialJbyJproteinJmatrixkJlessonJfromJaJsphericalJproteinJmodelXJJournalfoff
BiologicalfInorganicfChemistryVJ1997VJcVJbajWbbd 3.7 36

148 SimilarityJandJdifferenceJinJtheJunfoldingJofJthermophilicJandJmesophilicJcoldJshockJproteinsJ
studiedJbyJmolecularJdynamicsJsimulationsXJBiophysicalfJournalVJ2006VJjbVJcefbWgd 2.9 36

147
rJceaWwoldJvlectrostaticJRateWvnhancementJforJrcetylcholinesteraseâ��SubstrateJsindingJtanJseJ
PredictedJbyJtheJPotentialJwithinJtheJrctiveJSiteXJJournalfoffthefAmericanfChemicalfSocietyVJ1996VJ
bbiVJbdagjWbdaha

16.4 36

146 tontrastingJfactorsJonJtheJkineticJpathJtoJproteinJcomplexJformationJdiminishJtheJeffectsJofJ
crowdingJagentsXJBiophysicalfJournalVJ2012VJbadVJbabbWj 2.9 35

145 SingleWchainJversusJdimericJproteinJfoldingkJthermodynamicJandJkineticJconsequencesJofJcovalentJ
linkageXJJournalfoffthefAmericanfChemicalfSocietyVJ2001VJbcdVJghdaWb 16.4 35

144 ProteinJfoldingVJbindingVJandJdropletJformationJinJcellWlikeJconditionsXJCurrentfOpinionfinfStructuralf
BiologyVJ2017VJedVJciWdh 8.1 34

143 wullJreconstructionJofJaJvectorialJproteinJfoldingJpathwayJbyJatomicJforceJmicroscopyJandJ
molecularJdynamicsJsimulationsXJJournalfoffBiologicalfChemistryVJ2010VJcifVJdibghWhc 5.4 34

142 uielectricJandJorientationalJrelaxationJinJaJsrownianJdipolarJlatticeXJJournalfoffChemicalfPhysicsVJ
1992VJjhVJdgbaWdgca 3.9 34

141 QuantitativeJrelationJbetweenJintermolecularJandJintramolecularJbindingJofJproWrichJpeptidesJtoJ
SydJdomainsXJBiophysicalfJournalVJ2006VJjbVJdbhaWib 2.9 32

140 woldJrecognitionJandJaccurateJqueryWtemplateJalignmentJbyJaJcombinationJofJPSzWs−rSTJandJ
threadingXJProteins:fStructureufFunctionfandfBioinformaticsVJ2001VJecVJcdWdh 4.2 32

139 rJtheoryJforJtheJprotonJtransportJofJtheJinfluenzaJvirusJαcJproteinkJextensiveJtestJagainstJ
conductanceJdataXJBiophysicalfJournalVJ2011VJbaaVJjbcWcb 2.9 31

138 vffectJofJcatenationJonJproteinJfoldingJstabilityXJJournalfoffthefAmericanfChemicalfSocietyVJ2003VJ
bcfVJjciaWb 16.4 31

137 TheoryJandJsimulationJonJtheJkineticsJofJproteinWligandJbindingJcoupledJtoJconformationalJchangeXJ
JournalfoffChemicalfPhysicsVJ2011VJbdeVJbafbab 3.9 30

136 wastJαethodJforJtomputingJthemicalJPotentialsJandJ−iquidW−iquidJPhaseJvquilibriaJofJ
αacromolecularJSolutionsXJJournalfoffPhysicalfChemistryfBVJ2016VJbcaVJibgeWhe 3.4 29

135 PzcPvkJproteinJinterfaceZinteriorJpredictionJengineXJNucleicfAcidsfResearchVJ2007VJdfVJWdfhWgc 20.1 29

(2007-1990)
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134 ResidualJelectrostaticJeffectsJinJtheJunfoldedJstateJofJtheJβWterminalJdomainJofJ−jJcanJbeJ
attributedJtoJnonspecificJnonlocalJchargeWchargeJinteractionsXJBiochemistryVJ2002VJebVJgfddWi 3.2 29

133 TheoreticalJframeworksJforJmultiscaleJmodelingJandJsimulationXJCurrentfOpinionfinfStructuralf
BiologyVJ2014VJcfVJghWhg 8.1 28

132 yowJdoJbiomolecularJsystemsJspeedJupJandJregulateJratespXJPhysicalfBiologyVJ2005VJcVJRbWcf 3 28

131 ResidualJchargeJinteractionsJinJunfoldedJstaphylococcalJnucleaseJcanJbeJexplainedJbyJtheJ
xaussianWchainJmodelXJBiophysicalfJournalVJ2002VJidVJcjibWg 2.9 28

130 ReducedJcurvatureJofJligandWbindingJdomainJfreeWenergyJsurfaceJunderliesJpartialJagonismJatJ
βαurJreceptorsXJStructureVJ2015VJcdVJcciWcdg 5.2 27

129 uiffusionWinfluencedJligandJbindingJtoJburiedJsitesJinJmacromoleculesJandJtransmembraneJ
channelsXJJournalfoffChemicalfPhysicsVJ2011VJbdfVJahfbad 3.9 27

128 xeneralizedJfundamentalJmeasureJtheoryJforJatomisticJmodelingJofJmacromolecularJcrowdingXJ
PhysicalfReviewfEVJ2010VJibVJadbjbj 2.4 26

127 OnJtheJuielectricJsoundaryJinJPoissonWsoltzmannJtalculationsXJJournalfoffChemicalfTheoryfandf
ComputationVJ2008VJeVJfahWfbe 6.4 26

126 rnJwwTWbasedJmethodJforJmodelingJproteinJfoldingJandJbindingJunderJcrowdingkJbenchmarkingJonJ
ellipsoidalJandJallWatomJcrowdersXJJournalfoffChemicalfTheoryfandfComputationVJ2013VJjVJ 6.4 25

125 uissectionJofJtheJhighJrateJconstantJforJtheJbindingJofJaJribotoxinJtoJtheJribosomeXJProceedingsfoff
thefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2009VJbagVJgjheWj 11.5 25

124 TheoryJandJSimulationJofJtheJznfluenceJofJuiffusionJinJvnzymeWtatalyzedJReactionsXJJournalfoff
PhysicalfChemistryfBVJ1997VJbabVJggecWggfb 3.4 25

123 rJunifiedJpictureJofJproteinJhydrationkJpredictionJofJhydrodynamicJpropertiesJfromJknownJ
structuresXJBiophysicalfChemistryVJ2001VJjdVJbhbWj 3.5 25

122 TheJexponentialJnatureJofJbarrierJcrossingsJstudiedJbyJlangevinJdynamicsXJChemicalfPhysicsfLettersVJ
1989VJbgeVJcifWcja 2.5 25

121 uisorderWtoWOrderJTransitionJofJanJrctiveWSiteJ−oopJαediatesJtheJrllostericJrctivationJofJSortaseJrXJ
BiophysicalfJournalVJ2015VJbajVJbhagWbf 2.9 24

120 uifferentialJsindingJofJRimantadineJvnantiomersJtoJznfluenzaJrJαcJProtonJthannelXJJournalfoffthef
AmericanfChemicalfSocietyVJ2016VJbdiVJbfagWj 16.4 24

119 PersistenceJlengthJofJhumanJcardiacJ˛–WtropomyosinJmeasuredJbyJsingleJmoleculeJdirectJprobeJ
microscopyXJPLoSfONEVJ2012VJhVJedjghg 3.7 24

118 rssociationJandJdissociationJkineticsJofJcolicinJvdJandJimmunityJproteinJdkJconvergenceJofJtheoryJ
andJexperimentXJProteinfScienceVJ2003VJbcVJcdhjWic 6.3 24

117 yelixJformationJinsideJaJnanotubekJpossibleJinfluenceJofJbackboneWwaterJhydrogenJbondingJbyJtheJ
confiningJsurfaceJthroughJmodulationJofJwaterJactivityXJJournalfoffChemicalfPhysicsVJ2007VJbchVJcefbab 3.9 24
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116 uirectJtestJofJtheJxaussianWchainJmodelJforJtreatingJresidualJchargeWchargeJinteractionsJinJtheJ
unfoldedJstateJofJproteinsXJJournalfoffthefAmericanfChemicalfSocietyVJ2003VJbcfVJcagaWb 16.4 24

115 uivergentJrolesJofJaJperipheralJtransmembraneJsegmentJinJrαPrJandJβαurJreceptorsXJJournalfoff
GeneralfPhysiologyVJ2017VJbejVJggbWgia 3.4 23

114 SimulationJandJαodelingJofJtrowdingJvffectsJonJtheJThermodynamicJandJ–ineticJPropertiesJofJ
ProteinsJwithJrtomicJuetailsXJBiophysicalfReviewsVJ2013VJfVJcahWcbf 3.7 23

113 rJmethodJforJcomputingJassociationJrateJconstantsJofJatomisticallyJrepresentedJproteinsJunderJ
macromolecularJcrowdingXJPhysicalfBiologyVJ2012VJjVJaggaai 3 23

112 slockingJeffectJofJanJimmunoWsuppressiveJagentVJcynarinVJonJtuciJofJTWcellJreceptorXJ
PharmaceuticalfResearchVJ2009VJcgVJdhfWib 4.5 23

111 wamilialJhypertrophicJcardiomyopathyJrelatedJvbiaxJmutationJincreasesJflexibilityJofJhumanJ
cardiacJ˛–WtropomyosinXJFEBSfLettersVJ2012VJfigVJdfadWh 3.8 22

110 TheJfoldingJtransitionWstateJensembleJofJaJfourWhelixJbundleJproteinkJhelixJpropensityJasJaJ
determinantJandJmacromolecularJcrowdingJasJaJprobeXJBiophysicalfJournalVJ2010VJjiVJcchdWia 2.9 22

109 PredictionJofJsaltJandJmutationalJeffectsJonJtheJassociationJrateJofJUbrJproteinJandJUbJsmallJ
nuclearJRβrJstemZloopJzzXJJournalfoffPhysicalfChemistryfBVJ2008VJbbcVJfjffWga 3.4 22

108 vffectJofJbackboneJcyclizationJonJproteinJfoldingJstabilitykJchainJentropiesJofJbothJtheJunfoldedJ
andJtheJfoldedJstatesJareJrestrictedXJJournalfoffMolecularfBiologyVJ2003VJddcVJcfhWge 6.5 22

107 tompetitiveJinteractionsJofJligandsJandJmacromolecularJcrowdersJwithJmaltoseJbindingJproteinXJ
PLoSfONEVJ2013VJiVJehejgj 3.7 22

106 rJconservedJglycineJharboringJdiseaseWassociatedJmutationsJpermitsJβαurJreceptorJslowJ
deactivationJandJhighJtaJpermeabilityXJNaturefCommunicationsVJ2018VJjVJdhei 17.4 22

105 znfluenzaJrJαcJthannelJtlusteringJatJyighJProteinZ−ipidJRatioskJViralJsuddingJzmplicationsXJ
BiophysicalfJournalVJ2019VJbbgVJbahfWbaie 2.9 21

104
wurtherJuevelopmentJofJtheJwwTWbasedJαethodJforJrtomisticJαodelingJofJProteinJwoldingJandJ
sindingJunderJtrowdingkJOptimizationJofJrccuracyJandJSpeedXJJournalfoffChemicalfTheoryfandf
ComputationVJ2014VJbaVJciceWcidf

6.4 21

103 SolidWstateJβαRJevidenceJforJ˛†WhairpinJstructureJwithinJαrXiJdesignerJpeptideJnanofibersXJ
BiophysicalfJournalVJ2013VJbafVJcccWda 2.9 21

102 zmprovingJtheJunderstandingJofJhumanJgeneticJdiseasesJthroughJpredictionsJofJproteinJstructuresJ
andJproteinWproteinJinteractionJsitesXJCurrentfMedicinalfChemistryVJ2004VJbbVJfdjWej 4.3 21

101
ProfilingJSrRSWtoVWcJαainJProteaseJRαSJsindingJtoJRepurposedJurugsJUsingJαolecularJuynamicsJ
SimulationsJinJtlassicalJandJβeuralJβetworkWTrainedJworceJwieldsXJACSfCombinatorialfScienceVJ2020VJ
ccVJicgWidc

3.9 21

100 uynamicallyJurivenJProteinJrllosteryJvxhibitsJuisparateJResponsesJforJwastJandJSlowJαotionsXJ
BiophysicalfJournalVJ2015VJbaiVJchhbWe 2.9 20

99 yingeWShiftJαechanismJαodulatesJrllostericJRegulationsJinJyumanJPinbXJJournalfoffPhysicalf
ChemistryfBVJ2018VJbccVJfgcdWfgcj 3.4 20

(2018-2003)

11



98 rJcommonJmodelJforJcytokineJreceptorJactivationkJcombinedJscissorWlikeJrotationJandJselfWrotationJ
ofJreceptorJdimerJinducedJbyJclassJzJcytokineXJPLoSfComputationalfBiologyVJ2012VJiVJebaacech 5 20

97 PredictedJstructuresJofJtwoJproteinsJinvolvedJinJhumanJdiseasesXJCellfBiochemistryfandfBiophysicsVJ
2001VJdfVJdfWeh 3.2 19

96 tomparisonJofJthreeJsrownianWdynamicsJalgorithmsJforJcalculatingJrateJconstantsJofJ
diffusionWinfluencedJreactionsXJJournalfoffChemicalfPhysicsVJ1998VJbaiVJibdjWibef 3.9 19

95 ReactionJdynamicsJonJaJthermallyJfluctuatingJpotentialXJJournalfoffChemicalfPhysicsVJ1999VJbbbVJjjfcWjjfh3.9 19

94 ueterminantsJforJwusionJSpeedJofJsiomolecularJuropletsXJAngewandtefChemiefvfInternationalf
EditionVJ2020VJfjVJcaidhWcaiea 16.4 19

93 wunctionalJstabilityJofJwaterJwireWcarbonylJinteractionsJinJanJionJchannelXJProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2020VJbbhVJbbjaiWbbjbf 11.5 18

92
calculationsJandJvalidationJofJtheJpyWdependentJstructuresJofJtheJyisdhWTrpebJquartetVJtheJheartJofJ
acidJactivationJandJprotonJconductanceJinJtheJαcJproteinJofJznfluenzaJrJvirusXJChemicalfScienceVJ
2013VJeVJchhgWchih

9.4 18

91 torrelationJbetweenJrateJofJenzymeWsubstrateJdiffusionalJencounterJandJaverageJsoltzmannJfactorJ
aroundJactiveJsiteXJBiopolymersVJ1998VJefVJdffWga 2.2 18

90 rJholisticJapproachJtoJproteinJdockingXJProteins:fStructureufFunctionfandfBioinformaticsVJ2007VJgjVJhedWj 4.2 18

89
TheJTransmembraneJuomainJαediatesJTetramerizationJofJ
˛–WrminoWdWhydroxyWfWmethylWeWisoxazolepropionicJrcidJRrαPrSJReceptorsXJJournalfoffBiologicalf
ChemistryVJ2016VJcjbVJgfjfWgag

5.4 17

88 RationalizingJfaaaWfoldJdifferencesJinJreceptorWbindingJrateJconstantsJofJfourJcytokinesXJBiophysicalf
JournalVJ2011VJbabVJbbhfWid 2.9 17

87 TheoryJforJtheJrateJofJcontactJformationJinJaJpolymerJchainJwithJlocalJconformationalJtransitionsXJ
JournalfoffChemicalfPhysicsVJ2003VJbbiVJcabaWcabf 3.9 17

86 SemiclosedJtonformationsJofJtheJ−igandWsindingJuomainsJofJβαurJReceptorsJduringJStationaryJ
xatingXJBiophysicalfJournalVJ2016VJbbbVJbebiWbeci 2.9 17

85 rdvancingJβαurJReceptorJPhysiologyJbyJzntegratingJαultipleJrpproachesXJTrendsfinfNeurosciencesVJ
2017VJeaVJbcjWbdh 13.3 16

84 αultidimensionalJreactionJrateJtheoryJwithJanisotropicJdiffusionXJJournalfoffChemicalfPhysicsVJ2014VJ
bebVJcaebag 3.9 16

83 uiffusionWznfluencedJTransportJofJzonsJacrossJaJTransmembraneJthannelJwithJanJznternalJsindingJ
SiteXJJournalfoffPhysicalfChemistryfLettersVJ2010VJbVJbjhdWbjhg 6.4 16

82 TimeWuependentJRateJtoefficientsJfromJsrownianJuynamicsJSimulationsXJThefJournalfoffPhysicalf
ChemistryVJ1996VJbaaVJfbejWfbfe 16

81 PredictionJofJResidueâ��ResidueJPairJwrequenciesJinJProteinsXJJournalfoffPhysicalfChemistryfBVJ2000VJ
baeVJjhffWjhge 3.4 16
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80 OutWofWRegisterJParallelJ˛†WSheetsJandJrntiparallelJ˛†WSheetsJtoexistJinJbfaWkuaJOligomersJwormedJ
byJrmyloidW˛†RbWecSXJJournalfoffMolecularfBiologyVJ2020VJedcVJediiWeeah 6.5 15

79 TugJofJWarJbetweenJtondensateJPhasesJinJaJαinimalJαacromolecularJSystemXJJournalfoffthef
AmericanfChemicalfSocietyVJ2020VJbecVJiieiWiigb 16.4 15

78 urugJsensitivityVJdrugWresistantJmutationsVJandJstructuresJofJthreeJconductanceJdomainsJofJviralJ
porinsXJBiochimicafEtfBiophysicafActafvfBiomembranesVJ2011VJbiaiVJfdiWeg 3.8 15

77 suflexkJaJmethodJforJefficientJtreatmentJofJmolecularJflexibilityJinJcalculatingJproteinWligandJ
bindingJrateJconstantsJfromJbrownianJdynamicsJsimulationsXJJournalfoffChemicalfPhysicsVJ2012VJbdhVJbdfbaf3.9 15

76 αeanJfieldJtheoryJofJtransientJfluorescenceJquenchingJinJtheJfrequencyJdomainXJJournalfoff
ChemicalfPhysicsVJ1990VJjcVJdiheWdiia 3.9 15

75 UsingJtheJfastJfourierJtransformJinJbindingJfreeJenergyJcalculationsXJJournalfoffComputationalf
ChemistryVJ2018VJdjVJgcbWgdg 3.5 14

74 sindingJofJαgtRVJaJSalmonellaJtransmembraneJregulatoryJpeptideVJtoJαgttVJaJαycobacteriumJ
tuberculosisJvirulenceJfactorkJaJstructuralJstudyXJJournalfoffMolecularfBiologyVJ2014VJecgVJedgWeg 6.5 14

73 RoleJofJdiffusionJinJtheJkineticsJofJreversibleJenzymeWcatalyzedJreactionsXJBulletinfoffthefKoreanf
ChemicalfSocietyVJ2012VJddVJjcfWjci 1.2 14

72 αechanismJandJrateJconstantsJofJtheJtdcecJxTPaseJbindingJwithJintrinsicallyJdisorderedJeffectorsXJ
Proteins:fStructureufFunctionfandfBioinformaticsVJ2016VJieVJgheWif 4.2 13

71 SizeJmattersJinJactivationZinhibitionJofJligandWgatedJionJchannelsXJTrendsfinfPharmacologicalf
SciencesVJ2012VJddVJeicWjd 13.2 13

70 αechanismWsasedJαathematicalJαodelJforJxatingJofJzonotropicJxlutamateJReceptorsXJJournalfoff
PhysicalfChemistryfBVJ2015VJbbjVJbajdeWea 3.4 12

69 UnidirectionalJallosteryJinJtheJregulatoryJsubunitJRz˛–JfacilitatesJefficientJdeactivationJofJproteinJ
kinaseJrXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2016VJbbdVJvghhgWvghif11.5 12

68 xeneralJrulesJforJtheJarrangementsJandJgatingJmotionsJofJporeWliningJhelicesJinJhomomericJionJ
channelsXJNaturefCommunicationsVJ2014VJfVJegeb 17.4 12

67 TemperatureWinducedJcollapseJofJaJdisorderedJpeptideJobservedJbyJthreeJsamplingJmethodsJinJ
molecularJdynamicsJsimulationsXJJournalfoffChemicalfPhysicsVJ2018VJbejVJahcdbd 3.9 12

66 uesignedJαutationsJrlterJtheJsindingJPathwaysJofJanJzntrinsicallyJuisorderedJProteinXJScientificf
ReportsVJ2019VJjVJgbhc 4.9 11

65 StructuralJmodelingJforJtheJopenJstateJofJanJβαurJreceptorXJJournalfoffStructuralfBiologyVJ2017VJ
caaVJdgjWdhf 3.4 11

64 woldingJfreeJenergyJsurfacesJofJthreeJsmallJproteinsJunderJcrowdingkJvalidationJofJtheJ
postprocessingJmethodJbyJdirectJsimulationXJPhysicalfBiologyVJ2013VJbaVJaefaab 3 11

63 uesignJrulesJforJselectiveJbindingJofJnuclearJlocalizationJsignalsJtoJminorJsiteJofJimportinJ˛–XJPLoSf
ONEVJ2014VJjVJejbacf 3.7 11

(2014-2020)
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62 wattyJrcidsJtompeteJwithJr˛†JinJsindingJtoJSerumJrlbuminJbyJQuenchingJztsJtonformationalJ
wlexibilityXJBiophysicalfJournalVJ2019VJbbgVJceiWcfh 2.9 11

61
rtomisticJαodelingJofJzntrinsicallyJuisorderedJProteinsJUnderJPolyethyleneJxlycolJtrowdingkJ
QuantitativeJtomparisonJwithJvxperimentalJuataJandJzmplicationJofJProteinWtrowderJrttractionXJ
JournalfoffPhysicalfChemistryfBVJ2018VJbccVJbbcgcWbbcha

3.4 11

60 αechanisticJinsightJintoJtheJhRcSoZdJRcSoJisotopeJeffectJinJtheJprotonJtransportJofJtheJinfluenzaJ
virusJmcJproteinXJJournalfoffMembranefBiologyVJ2011VJceeVJjdWg 2.3 10

59 ProteinJassociationJwithJcircularJuβrkJrateJenhancementJbyJnonspecificJbindingXJJournalfoff
ChemicalfPhysicsVJ2008VJbciVJbbfbai 3.9 10

58 sackboneJdynamicsJinJanJintramolecularJprolylpeptideWSydJcomplexJfromJtheJdiphtheriaJtoxinJ
repressorVJutxRXJJournalfoffMolecularfBiologyVJ2007VJdheVJjhhWjc 6.5 10

57 sarrierJtrossingJtoupledJtoJaJSmallJSetJofJOscillatorsXJJournalfoffPhysicalfChemistryfAVJ2002VJbagVJhfgcWhfge2.8 10

56 ueterminationJofJtondensateJαaterialJPropertiesJfromJuropletJueformationXJJournalfoffPhysicalf
ChemistryfBVJ2020VJbceVJidhcWidhj 3.4 10

55 PredictionJandJdissectionJofJwidelyWvaryingJassociationJrateJconstantsJofJactinWbindingJproteinsXJ
PLoSfComputationalfBiologyVJ2012VJiVJebaacgjg 5 9

54 SelectionJofJnearWnativeJposesJinJtrPRzJroundsJbdWbjXJProteins:fStructureufFunctionfandf
BioinformaticsVJ2010VJhiVJdbggWhd 4.2 9

53 rccurateJtalculationsJofJsindingVJwoldingVJandJTransferJwreeJvnergiesJbyJaJScaledJxeneralizedJsornJ
αethodXJJournalfoffChemicalfTheoryfandfComputationVJ2008VJeVJbhddWbhee 6.4 9

52 RationalJdesignJofJaJconformationWswitchableJtacUWJandJTbdUWbindingJproteinJwithoutJtheJuseJofJ
multipleJcoupledJmetalWbindingJsitesXJFEBSfJournalVJ2008VJchfVJfaeiWgb 5.7 9

51 ShearJrelaxationJgovernsJfusionJdynamicsJofJbiomolecularJcondensatesXJNaturefCommunicationsVJ
2021VJbcVJfjjf 17.4 9

50 ViscoelasticityJofJbiomolecularJcondensatesJconformsJtoJtheJ’effreysJmodelXJJournalfoffChemicalf
PhysicsVJ2021VJbfeVJaebbad 3.9 9

49 talculationJofJSecondJVirialJtoefficientsJofJrtomisticJProteinsJUsingJwastJwourierJTransformXJ
JournalfoffPhysicalfChemistryfBVJ2019VJbcdVJicadWicbf 3.4 8

48 znverseJtuningJofJmetalJbindingJaffinityJandJproteinJstabilityJbyJalteringJchargedJcoordinationJ
residuesJinJdesignedJcalciumJbindingJproteinsXJPMCfBiophysicsVJ2009VJcVJbb 8

47 TheoryJandJsimulationJofJdiffusionWinfluencedVJstochasticallyJgatedJligandJbindingJtoJburiedJsitesXJ
JournalfoffChemicalfPhysicsVJ2011VJbdfVJbefbab 3.9 8

46 yowJoftenJdoesJtheJmyristoylatedJβWterminalJlatchJofJcWrblJcomeJoffpXJFEBSfLettersVJ2003VJffcVJbgaWc 3.8 8

45 UsingJtheJconceptJofJtransientJcomplexJforJaffinityJpredictionsJinJtrPRzJroundsJcaWchJandJbeyondXJ
Proteins:fStructureufFunctionfandfBioinformaticsVJ2013VJibVJcccjWdg 4.2 7
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44 TheoreticalJdescriptionJofJtheJspatialJdependenceJofJsickleJhemoglobinJpolymerizationXJBiophysicalf
JournalVJ1990VJfiVJgjfWhad 2.9 7

43 rllostericJactivationJofJSvβPbJbyJSUαObJ˛†WgraspJdomainJinvolvesJaJdockWandWcoalesceJmechanismXJ
ELifeVJ2016VJfVJ 8.9 7

42 SrXSZSrβSJprobeJofJintermolecularJinteractionsJinJconcentratedJproteinJsolutionsXJBiophysicalf
JournalVJ2014VJbagVJhhbWd 2.9 6

41 rpplicationJofJsiasedJαetropolisJrlgorithmskJwromJprotonsJtoJproteinsXJMathematicsfandf
ComputersfinfSimulationVJ2010VJiaVJbafgWbagh 3.3 6

40 rJminimumWreactionWfluxJsolutionJtoJmasterWequationJmodelsJofJproteinJfoldingXJJournalfoff
ChemicalfPhysicsVJ2008VJbciVJbjfbae 3.9 6

39 RuggedJαetropolisJsamplingJwithJsimultaneousJupdatingJofJtwoJdynamicalJvariablesXJPhysicalf
ReviewfEVJ2005VJhcVJabghbc 2.4 6

38 vquilibriumJsamplingJforJbiomoleculesJunderJmechanicalJtensionXJBiophysicalfJournalVJ2010VJjiVJhddWea 2.9 5

37
αodelJforJtheJsindingJofJtheJznactivationJβâ��TerminalJtoJtheJzonJPoreJofJShakerJPotassiumJthannelkJJ
sothJvlectrostaticJrttractionJandJtovalentJ−inkageJrreJRequiredJforJRapidJznactivationXJJournalfoff
PhysicalfChemistryfBVJ2002VJbagVJcdjdWcdjh

3.4 5

36 uielectricJcontinuumJmodelJforJcalculatingJreorganizationJfreeJenergiesJofJelectronJtransferJinJ
proteinsXJJournalfoffChemicalfPhysicsVJ1996VJbafVJdhcgWdhdd 3.9 5

35 uynamicJsphericalJmodelJforJsolvationJinJaJdipolarJlatticeXJThefJournalfoffPhysicalfChemistryVJ1993VJ
jhVJecbgWeccd 5

34 αacromolecularJregulatorsJhaveJmatchingJeffectsJonJtheJphaseJequilibriumJandJinterfacialJtensionJ
ofJbiomolecularJcondensatesXJProteinfScienceVJ2021VJdaVJbdgaWbdha 6.3 5

33 vlectrostaticJeffectsJonJtheJfoldingJstabilityJofJw–sPbcXJProteinfEngineeringufDesignfandfSelectionVJ
2016VJcjVJdabWdai 1.9 5
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