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362  heHcalculationHofHtheHpotentialHofHmeanHforceHusingHcomputerHsimulationsVHComputerePhysicse
CommunicationsTH1995THdYTHZb5UZcZ 4.2 1274

361 qiniteHrepresentationHofHanHinfiniteHbulkHsystemeH—olventHboundaryHpotentialHforHcomputerH
simulationsVHJournaleofeChemicalePhysicsTH1994THYXXTHdX5XUdXa[ 3.9 796

360 pnergeticsHofHionHconductionHthroughHtheHvSHchannelVHNatureTH2001TH]Y]THb[Ub 50.4 659

359 —calableHmolecularHdynamicsHonHn…UHandHr…UHarchitecturesHwithHylxoVHJournaleofeChemicalePhysics
TH2020THY5[THX]]Y[X 3.9 483
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ofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2005THYXZTHacZ5U[X 11.5 481

357 nontinuumHsolvationHmodeleHnomputationHofHelectrostaticHforcesHfromHnumericalHsolutionsHtoHtheH
…oissonUmoltzmannHequationVHComputerePhysicseCommunicationsTH1998THYYYTH5dUb5 4.2 459

356 nontrolHofHionHselectivityHinHpotassiumHchannelsHbyHelectrostaticHandHdynamicHpropertiesHofHcarbonylH
ligandsVHNatureTH2004TH][YTHc[XU] 50.4 453

355 lHpolarizableHmodelHofHwaterHforHmolecularHdynamicsHsimulationsHofHbiomoleculesVHChemicalePhysicse
LettersTH2006TH]YcTHZ]5UZ]d 2.5 448

354 nomputationsHofHstandardHbindingHfreeHenergiesHwithHmolecularHdynamicsHsimulationsVHJournaleofe
PhysicaleChemistryeBTH2009THYY[THZZ[]U]a 3.4 415

353 lnHtntegralHpquationH oHoescribeHtheH—olvationHofH…olarHxoleculesHinHwiquidHéaterVHJournaleofe
PhysicaleChemistryeBTH1997THYXYTHbcZYUbcZa 3.4 409

352 xolecularHdeterminantsHofHgatingHatHtheHpotassiumUchannelHselectivityHfilterVHNatureeStructuraleande
MoleculareBiologyTH2006THY[TH[YYUc 17.6 355

351 ltomicH–adiiHforHnontinuumHplectrostaticsHnalculationsHmasedHonHxolecularHoynamicsHqreeHpnergyH
—imulationsVHJournaleofePhysicaleChemistryeBTH1997THYXYTH5Z[dU5Z]c 3.4 352

350 —imulatingHxonovalentHandHoivalentHtonsHinHlqueousH—olutionHUsingHaHorudeH…olarizableHqorceH
qieldVHJournaleofeChemicaleTheoryeandeComputationTH2010THaTHbb]Ubca 6.4 336

349 pnergeticsHofHionHconductionHthroughHtheHgramicidinHchannelVHProceedingseofetheeNationaleAcademye
ofeScienceseofetheeUnitedeStateseofeAmericaTH2004THYXYTHYYbUZZ 11.5 335

348 oynamicHcouplingHbetweenHtheH—sZHandH—s[HdomainsHofHcU—rcHandHsckHunderliesHtheirHinactivationH
byHnUterminalHtyrosineHphosphorylationVHCellTH2001THYX5THYY5UZa 56.2 329

347  heoreticalHandHcomputationalHmodelsHofHbiologicalHionHchannelsVHQuarterlyeReviewseofeBiophysicsTH
2004TH[bTHY5UYX[ 7 321

346 lbsoluteHhydrationHfreeHenergyHscaleHforHalkaliHandHhalideHionsHestablishedHfromHsimulationsHwithHaH
polarizableHforceHfieldVHJournaleofePhysicaleChemistryeBTH2006THYYXTH[[XcUZZ 3.4 320
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345
tonHpermeationHandHselectivityHofHzmpqHporineHaHtheoreticalHstudyHbasedHonHmolecularHdynamicsTH
mrownianHdynamicsTHandHcontinuumHelectrodiffusionHtheoryVHJournaleofeMoleculareBiologyTH2002TH
[ZZTHc5YUad

6.5 312

344 lnHpmpiricalH…olarizableHqorceHqieldHmasedHonHtheHnlassicalHorudeHzscillatorHxodeleHoevelopmentH
sistoryHandH–ecentHlpplicationsVHChemicaleReviewsTH2016THYYaTH]dc[U5XY[ 68.1 299

343 xolecularHdynamicsHofHtheHvcslHvPSQHchannelHinHaHbilayerHmembraneVHBiophysicaleJournalTH2000THbcTHZdXXUYb2.9 289

342 xolecularHmodelingHandHdynamicsHstudiesHwithHexplicitHinclusionHofHelectronicHpolarizabilityVH heoryH
andHapplicationsVHTheoreticaleChemistryeAccountsTH2009THYZ]THYYUZc 1.9 285

341 lbsoluteHbindingHfreeHenergyHcalculationsHusingHmolecularHdynamicsHsimulationsHwithHrestrainingH
potentialsVHBiophysicaleJournalTH2006THdYTHZbdcUcY] 2.9 284

340 qorceHqieldHforH…eptidesHandH…roteinsHbasedHonHtheHnlassicalHorudeHzscillatorVHJournaleofeChemicale
TheoryeandeComputationTH2013THdTH5][XU5]]d 6.4 274

339 qindingHtransitionHpathwaysHusingHtheHstringHmethodHwithHswarmsHofHtrajectoriesVHJournaleofePhysicale
ChemistryeBTH2008THYYZTH[][ZU]X 3.4 252

338 xolecularHdynamicsHstudyHofHhydrationHinHethanolUwaterHmixturesHusingHaHpolarizableHforceHfieldVH
JournaleofePhysicaleChemistryeBTH2005THYXdTHabX5UY[ 3.4 246

337 —tructureTHenergeticsTHandHdynamicsHofHlipidUproteinHinteractionseHlHmolecularHdynamicsHstudyHofHtheH
gramicidinHlHchannelHinHaHox…nHbilayerVHProteins:eStructureseFunctioneandeBioinformaticsTH1996THZ]THdZUYY]4.2 246

336 lctivationHpathwayHofH—rcHkinaseHrevealsHintermediateHstatesHasHtargetsHforHdrugHdesignVHNaturee
CommunicationsTH2014TH5TH[[db 17.4 244

335 nlosingHinHonHtheHrestingHstateHofHtheH—hakerHvPSQHchannelVHNeuronTH2007TH5aTHYZ]U]X 13.9 243

334 oeterminationHofHplectrostaticH…arametersHforHaH…olarizableHqorceHqieldHmasedHonHtheHnlassicalH
orudeHzscillatorVHJournaleofeChemicaleTheoryeandeComputationTH2005THYTHY5[Uac 6.4 237

333
tonsHandHcounterionsHinHaHbiologicalHchanneleHaHmolecularHdynamicsHsimulationHofHzmpqHporinHfromH
pscherichiaHcoliHinHanHexplicitHmembraneHwithHYHxHvnlHaqueousHsaltHsolutionVHJournaleofeMoleculare
BiologyTH2002TH[YdTHYYbbUdb

6.5 230

332 xolecularHmechanismHofHsSHconductionHinHtheHsingleUfileHwaterHchainHofHtheHgramicidinHchannelVH
BiophysicaleJournalTH2002THcZTHZ[X]UYa 2.9 229

331 nalculationHofH—tandardHmindingHqreeHpnergieseHHlromaticHxoleculesHinHtheH ]HwysozymeHwddlH
xutantVHJournaleofeChemicaleTheoryeandeComputationTH2006THZTHYZ55Ub[ 6.4 228

330 —tructuralHbasisHforHtheHcouplingHbetweenHactivationHandHinactivationHgatesHinHvPSQHchannelsVHNatureTH
2010TH]aaTHZbZU5 50.4 227

329 ratingHchargeHdisplacementHinHvoltageUgatedHionHchannelsHinvolvesHlimitedHtransmembraneH
movementVHNatureTH2005TH][aTHc5ZUa 50.4 226

328 —tandardHbindingHfreeHenergiesHfromHcomputerHsimulationseHéhatHisHtheHbestHstrategyjVHJournaleofe
ChemicaleTheoryeandeComputationTH2013THdTHbd]UcXZ 6.4 224
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327 —imulationHofHzsmoticH…ressureHinHnoncentratedHlqueousH—altH—olutionsVHJournaleofePhysicale
ChemistryeLettersTH2010THYTHYc[UYcd 6.4 208

326 xolecularHoynamicsH—imulationsHofHtonicHwiquidsHandHplectrolytesHUsingH…olarizableHqorceHqieldsVH
ChemicaleReviewsTH2019THYYdTHbd]XUbdd5 68.1 206

325 xolecularHbasisHforHtheHmornHmodelHofHionHsolvationVHTheeJournaleofePhysicaleChemistryTH1990THd]TH]ac[U]acc 204

324
sydrationHofHlminoHlcidH—ideHnhainseHHyonpolarHandHplectrostaticHnontributionsHnalculatedHfromH
—tagedHxolecularHoynamicsHqreeHpnergyH—imulationsHwithHpxplicitHéaterHxoleculesVHJournaleofe
PhysicaleChemistryeBTH2004THYXcTHYa5abUYa5ba

3.4 196

323 xolecularHdynamicsHsimulationHofHmelittinHinHaHdimyristoylphosphatidylcholineHbilayerHmembraneVH
BiophysicaleJournalTH1998THb5THYaX[UYc 2.9 196

322 lHrrandHnanonicalHxonteHnarloUmrownianHdynamicsHalgorithmHforHsimulatingHionHchannelsVH
BiophysicaleJournalTH2000THbdTHbccUcXY 2.9 192

321 sighUperformanceHscalableHmolecularHdynamicsHsimulationsHofHaHpolarizableHforceHfieldHbasedHonH
classicalHorudeHoscillatorsHinHylxoVHJournaleofePhysicaleChemistryeLettersTH2011THZTHcbUdZ 6.4 191

320 xolecularHdrivingHforcesHdeterminingHpotassiumHchannelHslowHinactivationVHNatureeStructuraleande
MoleculareBiologyTH2007THY]THYXaZUd 17.6 190

319 lHmicroscopicHviewHofHionHconductionHthroughHtheHvSHchannelVHProceedingseofetheeNationaleAcademye
ofeScienceseofetheeUnitedeStateseofeAmericaTH2003THYXXTHca]]Uc 11.5 189

318 qreeHenergyHprofilesHforHsSHconductionHalongHhydrogenUbondedHchainsHofHwaterHmoleculesVH
BiophysicaleJournalTH1998THb5TH[[U]X 2.9 182

317
qreeHpnergyH…erturbationHsamiltonianH–eplicaUpxchangeHxolecularHoynamicsHPqp…WsU–pxoQHforH
lbsoluteHwigandHmindingHqreeHpnergyHnalculationsVHJournaleofeChemicaleTheoryeandeComputationTH
2010THaTHZ55dUZ5a5

6.4 180

316 xultidomainHassembledHstatesHofHsckHtyrosineHkinaseHinHsolutionVHProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2010THYXbTHY5b5bUaZ 11.5 177

315 lHgateHinHtheHselectivityHfilterHofHpotassiumHchannelsVHStructureTH2005THY[TH5dYUaXX 5.2 176

314 —tructuralHmechanismHofHvoltageUdependentHgatingHinHanHisolatedHvoltageUsensingHdomainVHNaturee
StructuraleandeMoleculareBiologyTH2014THZYTHZ]]U5Z 17.6 173

313 lU zxl poHqz–npHqtpwoH…l–lxp p–tZl tzyHqz–HyzyU…zwl–tZlmwpHlyoH…zwl–tZlmwpH
l zxtnHxzopw—Hml—poHzyH l–rp Hol lVHJournaleofeChemicaleTheoryeandeComputationTH2013THdTH 6.4 172

312 qorceHfieldHbiasHinHproteinHfoldingHsimulationsVHBiophysicaleJournalTH2009THdaTH[bbZUcX 2.9 169

311 …mp’U—olverHforHonlineHvisualizationHofHelectrostaticHpotentialHofHbiomoleculesVHNucleiceAcidse
ResearchTH2008TH[aTHéZbXU5 20.1 163

310 tonHpermeationHthroughHtheHalphaUhemolysinHchanneleHtheoreticalHstudiesHbasedHonHmrownianH
dynamicsHandH…oissonUyernstU…lankHelectrodiffusionHtheoryVHBiophysicaleJournalTH2004THcbTHZZddU[Xd 2.9 163
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309 ltomicHproximityHbetweenH—]HsegmentHandHporeHdomainHinH—hakerHpotassiumHchannelsVHNeuronTH
2003TH[dTH]abUcY 13.9 163

308  heH—olvationH—tructureHofHyaPSQHandHvPSQHinHwiquidHéaterHoeterminedHfromHsighHwevelHabHtnitioH
xolecularHoynamicsH—imulationsVHJournaleofeChemicaleTheoryeandeComputationTH2012THcTH[5ZaU[5 6.4 162

307 nontrolHofHionHselectivityHinHweu eHtwoHyaSHbindingHsitesHwithHtwoHdifferentHmechanismsVHJournaleofe
MoleculareBiologyTH2008TH[bbTHcX]UYc 6.5 160

306 tonHtransportHinHaHgramicidinUlikeHchanneleHdynamicsHandHmobilityVHTheeJournaleofePhysicaleChemistryTH
1991THd5TH]c5aU]cac 160

305 tmportanceHofHhydrationHandHdynamicsHonHtheHselectivityHofHtheHvcslHandHyavHchannelsVHJournaleofe
GeneralePhysiologyTH2007THYZdTHY[5U][ 3.4 159

304 tonHchannelsTHpermeationTHandHelectrostaticseHinsightHintoHtheHfunctionHofHvcslVHBiochemistryTH2000TH
[dTHY[Zd5U[Xa 3.2 158

303 xolecularHdynamicsHUHpotentialHofHmeanHforceHcalculationsHasHaHtoolHforHunderstandingHionH
permeationHandHselectivityHinHnarrowHchannelsVHBiophysicaleChemistryTH2006THYZ]THZ5YUab 3.5 155

302 —olvationHofHcomplexHmoleculesHinHaHpolarHliquideHlnHintegralHequationHtheoryVHJournaleofeChemicale
PhysicsTH1996THYX]THcabcUcacd 3.9 153

301 tonHconductionHandHselectivityHinHvPSQHchannelsVHAnnualeRevieweofeBiophysicseandeBiomoleculare
StructureTH2005TH[]THY5[UbY 148

300
 woHatomicHconstraintsHunambiguouslyHpositionHtheH—]HsegmentHrelativeHtoH—YHandH—ZHsegmentsHinH
theHclosedHstateHofH—hakerHvHchannelVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitede
StateseofeAmericaTH2007THYX]THbdX]Ud

11.5 145

299 tonHselectivityHinHpotassiumHchannelsVHBiophysicaleChemistryTH2006THYZ]THZbdUdY 3.5 144

298 tnstantaneousHionHconfigurationsHinHtheHvSHionHchannelHselectivityHfilterHrevealedHbyHZoHt–H
spectroscopyVHScienceTH2016TH[5[THYX]XUYX]] 33.3 142

297 lnHemergingHconsensusHonHvoltageUdependentHgatingHfromHcomputationalHmodelingHandHmolecularH
dynamicsHsimulationsVHJournaleofeGeneralePhysiologyTH2012THY]XTH5cbUd] 3.4 141

296  heHmembraneHpotentialHandHitsHrepresentationHbyHaHconstantHelectricHfieldHinHcomputerH
simulationsVHBiophysicaleJournalTH2008THd5TH]ZX5UYa 2.9 140

295 znHtheHstatisticalHequivalenceHofHrestrainedUensembleHsimulationsHwithHtheHmaximumHentropyH
methodVHJournaleofeChemicalePhysicsTH2013THY[cTHXc]YXb 3.9 139

294 –ecoveryHfromHslowHinactivationHinHvSHchannelsHisHcontrolledHbyHwaterHmoleculesVHNatureTH2013TH5XYTHYZYU]50.4 138

293 pfficientHdeterminationHofHproteinUproteinHstandardHbindingHfreeHenergiesHfromHfirstHprinciplesVH
JournaleofeChemicaleTheoryeandeComputationTH2013THdTH 6.4 133

292 …olarizableHempiricalHforceHfieldHforHaromaticHcompoundsHbasedHonHtheHclassicalHdrudeHoscillatorVH
JournaleofePhysicaleChemistryeBTH2007THYYYTHZcb[Uc5 3.4 132
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291 xolecularHbasisHofHprotonHblockageHinHaquaporinsVHStructureTH2004THYZTHa5Ub] 5.2 132

290 —imulationsHofHanionicHlipidHmembraneseHdevelopmentHofHinteractionUspecificHionHparametersHandH
validationHusingHyx–HdataVHJournaleofePhysicaleChemistryeBTH2013THYYbTHYXYc[UdZ 3.4 130

289 tonHselectivityHinHchannelsHandHtransportersVHJournaleofeGeneralePhysiologyTH2011THY[bTH]Y5UZa 3.4 127

288 znHtheHimportanceHofHatomicHfluctuationsTHproteinHflexibilityTHandHsolventHinHionHpermeationVHJournale
ofeGeneralePhysiologyTH2004THYZ]THabdUdX 3.4 127

287 pxplainingHwhyHrleevecHisHaHspecificHandHpotentHinhibitorHofHlblHkinaseVHProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2013THYYXTHYaa]Ud 11.5 126

286 nomputationsHofHlbsoluteH—olvationHqreeHpnergiesHofH—mallHxoleculesHUsingHpxplicitHandHtmplicitH
—olventHxodelVHJournaleofeChemicaleTheoryeandeComputationTH2009TH5THdYdU[X 6.4 125

285 …olarizableHempiricalHforceHfieldHforHtheHprimaryHandHsecondaryHalcoholHseriesHbasedHonHtheHclassicalH
orudeHmodelVHJournaleofeChemicaleTheoryeandeComputationTH2007TH[THYdZbUYd]a 6.4 124

284 nomputationalHstudiesHofHtheHgramicidinHchannelVHAccountseofeChemicaleResearchTH2002TH[5TH[aaUb5 24.3 124

283
tonHpermeationHthroughHaHnarrowHchanneleHusingHgramicidinHtoHascertainHallUatomHmolecularH
dynamicsHpotentialHofHmeanHforceHmethodologyHandHbiomolecularHforceHfieldsVHBiophysicaleJournalTH
2006THdXTH[]]bUac

2.9 123

282 ltomicHwevelHlnisotropyHinHtheHplectrostaticHxodelingHofHwoneH…airsHforHaH…olarizableHqorceHqieldH
masedHonHtheHnlassicalHorudeHzscillatorVHJournaleofeChemicaleTheoryeandeComputationTH2006THZTHY5cbUdb 6.4 123

281 lHpolarizableHforceHfieldHofHdipalmitoylphosphatidylcholineHbasedHonHtheHclassicalHorudeHmodelHforH
molecularHdynamicsHsimulationsHofHlipidsVHJournaleofePhysicaleChemistryeBTH2013THYYbTHdY]ZUaX 3.4 122

280 oynamicsHofHtheHvvYVZHvoltageUgatedHvSHchannelHinHaHmembraneHenvironmentVHBiophysicaleJournalTH
2007THd[TH[XbXUcZ 2.9 122

279 nalculationHofHtheHgatingHchargeHforHtheHvvYVZHvoltageUactivatedHpotassiumHchannelVHBiophysicale
JournalTH2010THdcTHZYcdUdc 2.9 121

278 yumericalHsolutionHofHtheHhypernettedHchainHequationHforHaHsoluteHofHarbitraryHgeometryHinHthreeH
dimensionsVHJournaleofeChemicalePhysicsTH1995THYX[TH[aXU[a] 3.9 121

277 nsl–xxUrUtHYXHyearsHforHbiomolecularHmodelingHandHsimulationVHJournaleofeComputationale
ChemistryTH2017TH[cTHYYY]UYYZ] 3.5 119

276 nonstantHelectricHfieldHsimulationsHofHtheHmembraneHpotentialHillustratedHwithHsimpleHsystemsVH
BiochimicaeEteBiophysicaeActaeteBiomembranesTH2012THYcYcTHZd]U[XZ 3.8 119

275 nomputationalHstudiesHofHmembraneHchannelsVHStructureTH2004THYZTHY[][U5Y 5.2 119

274
xodelingHtheHstructureHofHagitoxinHinHcomplexHwithHtheH—hakerHvSHchanneleHaHcomputationalH
approachHbasedHonHexperimentalHdistanceHrestraintsHextractedHfromHthermodynamicHmutantHcyclesVH
BiophysicaleJournalTH2002THc[THZ5d5UaXd

2.9 119
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273 —olvationHthermodynamicseHlnHapproachHfromHanalyticHtemperatureHderivativesVHJournaleofeChemicale
PhysicsTH1990THdZTH5XZXU5X[[ 3.9 118

272  heoreticalH—tudyHofHsSH ranslocationHalongHaHxodelH…rotonHéireVHTheeJournaleofePhysicaleChemistryTH
1996THYXXTHZ5YdUZ5Zb 117

271 lccurateHnalculationHofHsydrationHqreeHpnergiesHusingH…airU—pecificHwennardUuonesH…arametersHinH
theHnsl–xxHorudeH…olarizableHqorceHqieldVHJournaleofeChemicaleTheoryeandeComputationTH2010THaTHYYcYUYYdc6.4 116

270 —tatisticalHmechanicalHequilibriumHtheoryHofHselectiveHionHchannelsVHBiophysicaleJournalTH1999THbbTHY[dU5[ 2.9 116

269 —tructureHofHgramicidinHaHinHaHlipidHbilayerHenvironmentHdeterminedHusingHmolecularHdynamicsH
simulationsHandHsolidUstateHyx–HdataVHJournaleofetheeAmericaneChemicaleSocietyTH2003THYZ5THdcacUbb 16.4 115

268  heH heoryHofHUltraUnoarseUrrainingVHYVHreneralH…rinciplesVHJournaleofeChemicaleTheoryeande
ComputationTH2013THdTHZ]aaUcX 6.4 114

267 —olvationHqreeHpnergyHofH…olarHandHyonpolarHxoleculesHinHéatereHHlnHpxtendedHtnteractionH—iteH
tntegralHpquationH heoryHinH hreeHoimensionsVHJournaleofePhysicaleChemistryeBTH2000THYX]THbdaUcX5 3.4 114

266 UnderstandingHtheHdielectricHpropertiesHofHliquidHamidesHfromHaHpolarizableHforceHfieldVHJournaleofe
PhysicaleChemistryeBTH2008THYYZTH[5XdUZY 3.4 113

265 qreeHenergyHlandscapeHofHlUoylHtoHmUoylHconversionHinHaqueousHsolutionVHJournaleofetheeAmericane
ChemicaleSocietyTH2005THYZbTHacaaUba 16.4 113

264 muildingHxarkovHstateHmodelsHalongHpathwaysHtoHdetermineHfreeHenergiesHandHratesHofHtransitionsVH
JournaleofeChemicalePhysicsTH2008THYZdTHXa]YXb 3.9 112

263 tonHtransportHinHtheHgramicidinHchanneleHfreeHenergyHofHtheHsolvatedHrightUhandedHdimerHinHaHmodelH
membraneVHJournaleofetheeAmericaneChemicaleSocietyTH1993THYY5TH[Z5XU[ZaZ 16.4 112

262 –ecentHldvancesHinH…olarizableHqorceHqieldsHforHxacromoleculeseHxicrosecondH—imulationsHofH
…roteinsHUsingHtheHnlassicalHorudeHzscillatorHxodelVHJournaleofePhysicaleChemistryeLettersTH2014TH5TH[Y]]U[Y5X6.4 111

261 xolecularHdynamicsHstudyHofHaHpolymericHreverseHosmosisHmembraneVHJournaleofePhysicaleChemistrye
BTH2009THYY[THYXYbbUcZ 3.4 111

260
nomputationHofHlbsoluteHsydrationHandHmindingHqreeHpnergyHwithHqreeHpnergyH…erturbationH
oistributedH–eplicaUpxchangeHxolecularHoynamicsHPqp…W–pxoQVHJournaleofeChemicaleTheoryeande
ComputationTH2009TH5THZ5c[UZ5cc

6.4 105

259 nonformationalHqlexibilityHofHoU…hosphorylcholineHandHoU…hosphorylethanolamineeHlHxolecularH
oynamicsH—tudyHofH—olvationHpffectsVHJournaleofetheeAmericaneChemicaleSocietyTH1994THYYaTH5dYaU5dZa 16.4 104

258 lnHzverviewHofHplectrostaticHqreeHpnergyHnomputationsHforH—olutionsHandH…roteinsVHJournaleofe
ChemicaleTheoryeandeComputationTH2014THYXTHZadXUbXd 6.4 103

257 nomputationHofHbindingHfreeHenergyHwithHmolecularHdynamicsHandHgrandHcanonicalHxonteHnarloH
simulationsVHJournaleofeChemicalePhysicsTH2008THYZcTHYY5YX[ 3.9 103

256 nonformationalHdynamicsHofHligandUdependentHalternatingHaccessHinHweu VHNatureeStructuraleande
MoleculareBiologyTH2014THZYTH]bZUd 17.6 102
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255  heoreticalHandHcomputationalHmodelsHofHionHchannelsVHCurrenteOpinioneineStructuraleBiologyTH2002TH
YZTHYcZUd 8.1 101

254 rramicidinHchannelsVHIEEEeTransactionseoneNanobioscienceTH2005TH]THYXUZX 3.4 101

253 —tructuralHdeterminantsHofHprotonHblockageHinHaquaporinsVHJournaleofeMoleculareBiologyTH2004TH[][TH]d[U5YX6.5 100

252  heHhiddenHenergeticsHofHligandHbindingHandHactivationHinHaHglutamateHreceptorVHNatureeStructurale
andeMoleculareBiologyTH2011THYcTHZc[Ub 17.6 99

251
xappingHtheHconformationalHtransitionHinH—rcHactivationHbyHcumulatingHtheHinformationHfromH
multipleHmolecularHdynamicsHtrajectoriesVHProceedingseofetheeNationaleAcademyeofeScienceseofethee
UnitedeStateseofeAmericaTH2009THYXaTH[bbaUcY

11.5 97

250 rrandHcanonicalHxonteHnarloHsimulationsHofHwaterHinHproteinHenvironmentsVHJournaleofeChemicale
PhysicsTH2004THYZYTHa[dZU]XX 3.9 97

249 nsl–xxUrUtH…omHmanipulatorHforHadvancedHmodelingHandHsimulationsHofHproteinsHcontainingH
nonstandardHresiduesVHAdvanceseineProteineChemistryeandeStructuraleBiologyTH2014THdaTHZ[5Ua5 5.3 96

248
lHrapidHcoarseHresidueUbasedHcomputationalHmethodHforHxUrayHsolutionHscatteringHcharacterizationH
ofHproteinHfoldsHandHmultipleHconformationalHstatesHofHlargeHproteinHcomplexesVHBiophysicaleJournalTH
2009THdaTH]]]dUa[

2.9 96

247 plectrostaticsHofHionHstabilizationHinHaHnlnHchlorideHchannelHhomologueHfromHpscherichiaHcoliVHJournale
ofeMoleculareBiologyTH2004TH[[dTHdcYUYXXX 6.5 95

246 pxploringHtheHconformationalHtransitionsHofHbiomolecularHsystemsHusingHaHsimpleHtwoUstateH
anisotropicHnetworkHmodelVHPLoSeComputationaleBiologyTH2014THYXTHeYXX[5ZY 5 94

245  heHbindingHofHantibioticsHinHzmpqHporinVHStructureTH2013THZYTHbaUcb 5.2 93

244  heHfreeHenergyHlandscapesHgoverningHconformationalHchangesHinHaHglutamateHreceptorH
ligandUbindingHdomainVHStructureTH2007THY5THYZX[UY] 5.2 93

243 —ixUsiteHpolarizableHmodelHofHwaterHbasedHonHtheHclassicalHorudeHoscillatorVHJournaleofeChemicale
PhysicsTH2013THY[cTHX[]5Xc 3.9 92

242 xanyUbodyHpolarizationHeffectsHandHtheHmembraneHdipoleHpotentialVHJournaleofetheeAmericane
ChemicaleSocietyTH2009THY[YTHZbaXUY 16.4 90

241 reneralizedH—calableHxultipleHnopyHllgorithmsHforHxolecularHoynamicsH—imulationsHinHylxoVH
ComputerePhysicseCommunicationsTH2014THYc5THdXcUdYa 4.2 88

240 xodelingHtheHstructureHofHtheH—tl– HdomainsHofHxwya]HandH—tl–HproteinsHinHcomplexHwithH
cholesterolVHJournaleofeLipideResearchTH2006TH]bTHZaY]U[X 6.3 87

239 —imulationHstudyHofHionHpairingHinHconcentratedHaqueousHsaltHsolutionsHwithHaHpolarizableHforceHfieldVH
FaradayeDiscussionsTH2013THYaXTHY[5U]dfHdiscussionHZXbUZ] 3.6 86

238 lrchitectureHandHassemblyHofHtheHrramUpositiveHcellHwallVHMoleculareMicrobiologyTH2013THccTHaa]UbZ 4.1 85

Benoit Roux
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237 —tructuralHbasisHofHtwoUstageHvoltageUdependentHactivationHinHvSHchannelsVHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2003THYXXTHZd[5U]X 11.5 85

236 nonstantUpsHxolecularHoynamicsH—imulationsHforHwargeHmiomolecularH—ystemsVHJournaleofeChemicale
TheoryeandeComputationTH2017THY[TH5d[[U5d]] 6.4 84

235 …arametrizationTHmolecularHdynamicsHsimulationTHandHcalculationHofHelectronHspinHresonanceHspectraH
ofHaHnitroxideHspinHlabelHonHaHpolyalanineHalphaUhelixVHJournaleofePhysicaleChemistryeBTH2008THYYZTH5b55Uab 3.4 84

234 —rcHkinaseHconformationalHactivationeHthermodynamicsTHpathwaysTHandHmechanismsVHPLoSe
ComputationaleBiologyTH2008TH]THeYXXXX]b 5 83

233  heHionizationHstateHandHtheHconformationHofHrluUbYHinHtheHvcslHvPSQHchannelVHBiophysicaleJournalTH
2002THcZTHbbZUcX 2.9 82

232 znHtheHoriginHofHtheHelectrostaticHpotentialHdifferenceHatHaHliquidUvacuumHinterfaceVHJournaleofe
ChemicalePhysicsTH2008THYZdTHZ[]bXa 3.9 81

231 –epresentationHofHtonU…roteinHtnteractionsHUsingHtheHorudeH…olarizableHqorceUqieldVHJournaleofe
PhysicaleChemistryeBTH2015THYYdTHd]XYUYa 3.4 80

230 tmagingHtheHelectrostaticHpotentialHofHtransmembraneHchannelseHatomicHprobeHmicroscopyHofHzmpqH
porinVHBiophysicaleJournalTH2002THcZTHYaabUba 2.9 79

229 tnHsearchHofHaHconsensusHmodelHofHtheHrestingHstateHofHaHvoltageUsensingHdomainVHNeuronTH2011THbZTHbY[UZX13.9 78

228 nalculationHofHqreeHpnergyHwandscapeHinHxultiUoimensionsHwithHsamiltonianUpxchangeHUmbrellaH
—amplingHonH…etascaleH—upercomputerVHJournaleofeChemicaleTheoryeandeComputationTH2012THcTH]abZUcX 6.4 76

227 yanosculptingHreversedHwavelengthHsensitivityHintoHaHphotoswitchableHirlu–VHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2009THYXaTHacY]Ud 11.5 75

226 lHtheoreticalHstudyHofHaqueousHsolvationHofHvHcomparingHabHinitioTHpolarizableTHandHfixedUchargeH
modelsVHJournaleofeChemicaleTheoryeandeComputationTH2007TH[THZXacUZXcZ 6.4 75

225 znHtheHpotentialHfunctionsHusedHinHmolecularHdynamicsHsimulationsHofHionHchannelsVHBiophysicale
JournalTH2002THcZTHYacYU] 2.9 75

224 wipidUmediatedHinteractionsHbetweenHintrinsicHmembraneHproteinseHdependenceHonHproteinHsizeHandH
lipidHcompositionVHBiophysicaleJournalTH2001THcYTHZbaUc] 2.9 75

223 tonHselectivityHofHtheHvcslHchanneleHaHperspectiveHfromHmultiUionHfreeHenergyHlandscapesVHJournaleofe
MoleculareBiologyTH2010TH]XYTHc[YU]Z 6.5 74

222 ltomisticHviewHofHtheHconformationalHactivationHofH—rcHkinaseHusingHtheHstringHmethodHwithH
swarmsUofUtrajectoriesVHBiophysicaleJournalTH2009THdbTHwcUwYX 2.9 74

221 xachineHwearningHqorceHqieldH…arametersHfromHlbHtnitioHoataVHJournaleofeChemicaleTheoryeande
ComputationTH2017THY[TH]]dZU]5X[ 6.4 73

220  hreeUdimensionalHarchitectureHofHmembraneUembeddedHxsc—HinHtheHclosedHconformationVHJournale
ofeMoleculareBiologyTH2008TH[bcTH55UbX 6.5 71

(2008-2003)
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219 nomputerHsimulationsHofHwaterHfluxHandHsaltHpermeabilityHofHtheHreverseHosmosisHq U[XHaromaticH
polyamideHmembraneVHJournaleofeMembraneeScienceTH2011TH[c]THYUd 9.6 69

218  woHmechanismsHofHionHselectivityHinHproteinHbindingHsitesVHProceedingseofetheeNationaleAcademyeofe
ScienceseofetheeUnitedeStateseofeAmericaTH2010THYXbTHZX[ZdU[] 11.5 69

217 —tructuralHrefinementHfromHrestrainedUensembleHsimulationsHbasedHonHp…–Wopp–HdataeHapplicationH
toH ]HlysozymeVHJournaleofePhysicaleChemistryeBTH2013THYYbTH]b]XU5] 3.4 67

216 vineticsHofHpeptideHfoldingeHcomputerHsimulationsHofH—Y…qoèHandHpeptideHvariantsHinHwaterVHJournale
ofeMoleculareBiologyTH1997THZbZTH]Z[U]Z 6.5 67

215 xolecularHdynamicsHsimulationsHofHtheHinfluenzaHhemagglutininHfusionHpeptideHinHmicellesHandH
bilayerseHconformationalHanalysisHofHpeptideHandHlipidsVHJournaleofeMoleculareBiologyTH2005TH[5]THYYZdU]Y 6.5 67

214 pscherichiaHcoliHpeptidoglycanHstructureHandHmechanicsHasHpredictedHbyHatomicUscaleHsimulationsVH
PLoSeComputationaleBiologyTH2014THYXTHeYXX[]b5 5 66

213 pxtracellularHblockadeHofHvPSQHchannelsHbyH pleHresultsHfromHmolecularHdynamicsHsimulationsHofHtheH
vcslHchannelVHJournaleofeGeneralePhysiologyTH2001THYYcTHZXbUYc 3.4 66

212 ltomicH–adiiHforHnontinuumHplectrostaticsHnalculationsHonHyucleicHlcidsVHJournaleofePhysicale
ChemistryeBTH2002THYXaTHYYXZaUYYX[5 3.4 64

211 oominantHsolvationHeffectsHfromHtheHprimaryHshellHofHhydrationeHlpproximationHforHmolecularH
dynamicsHsimulationsVHBiopolymersTH1995TH[5THYbYUYbc 2.2 64

210 orudeH…olarizableHqorceHqieldHforHxolecularHoynamicsH—imulationsHofH—aturatedHandHUnsaturatedH
ZwitterionicHwipidsVHJournaleofeChemicaleTheoryeandeComputationTH2017THY[TH]5[5U]55Z 6.4 63

209 —elfUwearningHldaptiveHUmbrellaH—amplingHxethodHforHtheHoeterminationHofHqreeHpnergyH
wandscapesHinHxultipleHoimensionsVHJournaleofeChemicaleTheoryeandeComputationTH2013THdTHYcc5UYcd5 6.4 63

208 ’uantitativeHanalysisHofHtheHwaterHoccupancyHaroundHtheHselectivityHfilterHofHaHvSHchannelHinH
differentHgatingHmodesVHJournaleofetheeAmericaneChemicaleSocietyTH2014THY[aTHZXXXUb 16.4 62

207 wockingHtheHactiveHconformationHofHcU—rcHkinaseHthroughHtheHphosphorylationHofHtheHactivationHloopVH
JournaleofeMoleculareBiologyTH2014TH]ZaTH]Z[U[5 6.5 62

206 nonformationalHcycleHandHionUcouplingHmechanismHofHtheHyaSWhydantoinHtransporterHxhpYVH
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2014THYYYTHY]b5ZUb 11.5 61

205 xultifrequencyHelectronHspinHresonanceHspectraHofHaHspinUlabeledHproteinHcalculatedHfromHmolecularH
dynamicsHsimulationsVHJournaleofetheeAmericaneChemicaleSocietyTH2009THY[YTHZ5dbUaX5 16.4 61

204 xolecularHdynamicsHstudyHofHcalbindinHodkHinHtheHapoHandHsinglyHandHdoublyHcalciumUloadedHstatesH
1998TH[[THZa5UZc] 61

203 tmplementationHofHextendedHwagrangianHdynamicsHinHr–zxln—HforHpolarizableHsimulationsHusingH
theHclassicalHorudeHoscillatorHmodelVHJournaleofeComputationaleChemistryTH2015TH[aTHY]b[Ud 3.5 60

202 lHcombinedHmolecularHdynamicsHandHdiffusionHmodelHofHsingleHprotonHconductionHthroughH
gramicidinVHBiophysicaleJournalTH2000THbdTHZc]XU5b 2.9 59

Benoit Roux
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201 ’uantumHeffectsHonHtheHstructureHandHenergyHofHaHprotonatedHlinearHchainHofHhydrogenUbondedH
waterHmoleculesVHChemicalePhysicseLettersTH1995THZ[]TH]YaU]Z] 2.5 58

200 znHtheHstructuralHbasisHofHmodalHgatingHbehaviorHinHvPSQHchannelsVHNatureeStructuraleandeMoleculare
BiologyTH2011THYcTHabUb] 17.6 57

199 plectrostaticsHofHtheHintracellularHvestibuleHofHvSHchannelsVHJournaleofeMoleculareBiologyTH2005TH[5]THZbZUcc6.5 57

198 —patialHdependenceHofHtimeUdependentHfrictionHforHpairHdiffusionHinHaHsimpleHfluidVHJournaleofe
ChemicalePhysicsTH1990THd[THacX]UacYZ 3.9 57

197 nonstantUpsHsybridHyonequilibriumHxolecularHoynamicsUxonteHnarloH—imulationHxethodVHJournale
ofeChemicaleTheoryeandeComputationTH2015THYYTH[dYdU[Y 6.4 56

196 –estrainedUensembleHmolecularHdynamicsHsimulationsHbasedHonHdistanceHhistogramsHfromHdoubleH
electronUelectronHresonanceHspectroscopyVHJournaleofePhysicaleChemistryeBTH2013THYYbTH]b[[Ud 3.4 56

195 –eproducibilityHofHqreeHpnergyHnalculationsHacrossHoifferentHxolecularH—imulationH—oftwareH
…ackagesVHJournaleofeChemicaleTheoryeandeComputationTH2018THY]TH55abU55cZ 6.4 53

194 wocalHdeformationsHrevealedHbyHdynamicsHsimulationsHofHoylHpolymeraseHmetaHwithHoylH
mismatchesHatHtheHprimerHterminusVHJournaleofeMoleculareBiologyTH2002TH[ZYTH]5dUbc 6.5 52

193 …otentialHenergyHfunctionHforHcationâ��peptideHinteractionseHlnHabHinitioHstudyVHJournaleofe
ComputationaleChemistryTH1995THYaTHadXUbX] 3.5 52

192 nsl–xxUrUtHwigandHminderHforHabsoluteHbindingHfreeHenergyHcalculationsHandHitsHapplicationVH
JournaleofeChemicaleInformationeandeModelingTH2013TH5[THZabUbb 6.1 51

191
xechanismHofHintracellularHblockHofHtheHvcslHvSHchannelHbyHtetrabutylammoniumeHinsightsHfromH
ωUrayHcrystallographyTHelectrophysiologyHandHreplicaUexchangeHmolecularHdynamicsHsimulationsVH
JournaleofeMoleculareBiologyTH2007TH[a5THa]dUaZ

6.5 50

190 tonHchannelsHandHionHselectivityVHEssayseineBiochemistryTH2017THaYTHZXYUZXd 7.6 49

189  ransitionHpathHtheoryHanalysisHofHcU—rcHkinaseHactivationVHProceedingseofetheeNationaleAcademyeofe
ScienceseofetheeUnitedeStateseofeAmericaTH2016THYY[THdYd[Uc 11.5 49

188 —imulatingHelectronHspinHresonanceHspectraHofHnitroxideHspinHlabelsHfromHmolecularHdynamicsHandH
stochasticHtrajectoriesVHJournaleofeChemicalePhysicsTH2008THYZcTHYa5YXa 3.9 48

187 lnchoringHofHaHmonotopicHmembraneHproteineHtheHbindingHofHprostaglandinHsZHsynthaseUYHtoHtheH
surfaceHofHaHphospholipidHbilayerVHEuropeaneBiophysicseJournalTH2000THZdTH][dU5] 1.9 48

186  hermodynamicHcouplingHbetweenHactivationHandHinactivationHgatingHinHpotassiumHchannelsH
revealedHbyHfreeHenergyHmolecularHdynamicsHsimulationsVHJournaleofeGeneralePhysiologyTH2011THY[cTH5bYUcX3.4 47

185 …rotonationHofHkeyHacidicHresiduesHisHcriticalHforHtheHvSUselectivityHofHtheHyaWvHpumpVHNaturee
StructuraleandeMoleculareBiologyTH2011THYcTHYY5dUa[ 17.6 47

184 –apidHintracellularH plHblockHofHtheHvcslHpotassiumHchannelVHBiophysicaleJournalTH2005THccTHYXYcUZd 2.9 47

(2005-1995)
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183 –ylHstructureHdeterminationHusingH—lω—HdataVHJournaleofePhysicaleChemistryeBTH2010THYY]THYXX[dU]c 3.4 46

182 qreeHenergyHandHkineticsHofHconformationalHtransitionsHfromHèoronoiHtessellatedHmilestoningHwithH
restrainingHpotentialsVHJournaleofeChemicaleTheoryeandeComputationTH2009TH5THZ5cdUZ5d] 6.4 46

181 nomputationalHanalysisHofHtheHbindingHspecificityHofHrleevecHtoHlblTHcUvitTHwckTHandHcU—rcHtyrosineH
kinasesVHJournaleofetheeAmericaneChemicaleSocietyTH2013THY[5THY]b]YU5[ 16.4 45

180 –elativeHqreeHpnergiesHforHsydrationHofHxonovalentHtonsHfromH’xHandH’xWxxH—imulationsVH
JournaleofeChemicaleTheoryeandeComputationTH2013THdTH]Ya5Ub5 6.4 45

179 lbsoluteHbindingHfreeHenergyHcalculationsHofHsparsomycinHanalogsHtoHtheHbacterialHribosomeVH
JournaleofePhysicaleChemistryeBTH2010THYY]THd5Z5U[d 3.4 45

178 oynamicsHtransitionsHatHtheHouterHvestibuleHofHtheHvcslHpotassiumHchannelHduringHgatingVH
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2014THYYYTHYc[YUa 11.5 44

177
znHtheHimportanceHofHaHfunneledHenergyHlandscapeHforHtheHassemblyHandHregulationHofHmultidomainH
—rcHtyrosineHkinasesVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmerica
TH2007THYX]THY[a][Uc

11.5 44

176 yonUadditivityHinHcationâ��peptideHinteractionsVHlHmolecularHdynamicsHandHabHinitioHstudyHofHyaSHinH
theHgramicidinHchannelVHChemicalePhysicseLettersTH1993THZYZTHZ[YUZ]X 2.5 44

175 tntermediateHstateHtrappingHofHaHvoltageHsensorVHJournaleofeGeneralePhysiologyTH2012THY]XTHa[5U5Z 3.4 43

174 oeterminationHofHmembraneUinsertionHfreeHenergiesHbyHmolecularHdynamicsHsimulationsVHBiophysicale
JournalTH2012THYXZTHbd5UcXY 2.9 43

173 zuabainHbindingHsiteHinHaHfunctioningHyaSWvSHl …aseVHJournaleofeBiologicaleChemistryTH2011THZcaTH[cYbbU[cYc[5.4 43

172  heHyUterminalHendHofHtheHcatalyticHdomainHofH—–nHkinaseHsckHisHaHconformationalHswitchHimplicatedH
inHlongUrangeHallostericHregulationVHStructureTH2005THY[THYbY5UZ[ 5.2 43

171 wipidUmediatedHinteractionsHbetweenHintrinsicHmembraneHproteinseHaHtheoreticalHstudyHbasedHonH
integralHequationsVHBiophysicaleJournalTH2000THbdTHZcabUbd 2.9 43

170 mindingHspecificityHofH—sZHdomainseHinsightHfromHfreeHenergyHsimulationsVHProteins:eStructurese
FunctioneandeBioinformaticsTH2009THb]THddaUYXXb 4.2 42

169 UsingHxarkovHmodelsHtoHsimulateHelectronHspinHresonanceHspectraHfromHmolecularHdynamicsH
trajectoriesVHJournaleofePhysicaleChemistryeBTH2008THYYZTHYYXY]UZb 3.4 42

168  heHactivatedHstateHofHaHsodiumHchannelHvoltageHsensorHinHaHmembraneHenvironmentVHProceedingseofe
theeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2010THYXbTH5][5U]X 11.5 41

167 lHpotentialHfunctionHforHcomputerHsimulationHstudiesHofHprotonHtransferHinHacetylacetoneVHJournaleofe
ComputationaleChemistryTH1997THYcTH[acU[cX 3.5 41

166
nharacterizationHofHconformationalHequilibriaHthroughHsamiltonianHandHtemperatureH
replicaUexchangeHsimulationseHassessingHentropicHandHenvironmentalHeffectsVHJournaleofe
ComputationaleChemistryTH2007THZcTHYa[]U]b

3.5 41
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165 –apidHconstrictionHofHtheHselectivityHfilterHunderliesHnUtypeHinactivationHinHtheHvcslHpotassiumH
channelVHJournaleofeGeneralePhysiologyTH2018THY5XTHY]XcUY]ZX 3.4 40

164 nomputationalHstudyHofHtheHJoqrUflipJHconformationalHtransitionHinHcUlblHandHcU—rcHtyrosineHkinasesVH
JournaleofePhysicaleChemistryeBTH2015THYYdTHY]][U5a 3.4 40

163 wongUporeHelectrostaticsHinHinwardUrectifierHpotassiumHchannelsVHJournaleofeGeneralePhysiologyTH2008
THY[ZTHaY[U[Z 3.4 40

162 —hiftsHinHtheHselectivityHfilterHdynamicsHcauseHmodalHgatingHinHvHchannelsVHNatureeCommunicationsTH
2019THYXTHYZ[ 17.4 40

161 nomputationalHstudyHofHrleevecHandHrarHrevealsHmolecularHdeterminantsHofHkinaseHinhibitorH
selectivityVHJournaleofetheeAmericaneChemicaleSocietyTH2014THY[aTHY]b5[UaZ 16.4 39

160 éebHinterfaceHforHmrownianHdynamicsHsimulationHofHionHtransportHandHitsHapplicationsHtoHbetaUbarrelH
poresVHJournaleofeComputationaleChemistryTH2012TH[[TH[[YUd 3.5 38

159 xolecularHdynamicsHinvestigationHofHtheHˇ�UcurrentHinHtheHvvYVZHvoltageHsensorHdomainsVHBiophysicale
JournalTH2012THYXZTHZ5cUab 2.9 38

158 xolecularHdynamicsHsimulationsHofHmembraneHproteinsHunderHasymmetricHionicHconcentrationsVH
JournaleofeGeneralePhysiologyTH2013THY]ZTH]a5Ub5 3.4 38

157 lHvariableHresidueHinHtheHporeHofHvvYHchannelsHisHcriticalHforHtheHhighHaffinityHofHblockersHfromHseaH
anemonesHandHscorpionsVHJournaleofeBiologicaleChemistryTH2005THZcXTHZbXd[UYXZ 5.4 38

156  yrosineHvinaseHlctivationHandHnonformationalHqlexibilityeHwessonsHfromH—rcUqamilyH yrosineH
vinasesVHAccountseofeChemicaleResearchTH2017TH5XTHYYd[UYZXY 24.3 37

155 –econcilingHtheHrolesHofHkineticHandHthermodynamicHfactorsHinHmembraneUproteinHinsertionVHJournale
ofetheeAmericaneChemicaleSocietyTH2013THY[5THZZdYUb 16.4 37

154 xechanismHofHpotassiumHionHuptakeHbyHtheHyaPSQWvPSQUl …aseVHNatureeCommunicationsTH2015THaTHbaZZ 17.4 36

153 ’uantumHeffectsHinHcationHinteractionsHwithHfirstHandHsecondHcoordinationHshellHligandsHinH
metalloproteinsVHJournaleofeChemicaleTheoryeandeComputationTH2015THYYTH]ddZU5XXY 6.4 36

152
tonHselectivityHofHalphaUhemolysinHwithHbetaUcyclodextrinHadapterVHttVHxultiUionHeffectsHstudiedHwithH
grandHcanonicalHxonteHnarloWmrownianHdynamicsHsimulationsVHJournaleofePhysicaleChemistryeBTH2010TH
YY]THZdXYUd

3.4 36

151 lnatomyHofHaHstructuralHpathwayHforHactivationHofHtheHcatalyticHdomainHofH—rcHkinaseHsckVHProteins:e
StructureseFunctioneandeBioinformaticsTH2007THabTHYXdaUYYZ 4.2 36

150 qlexibilityHandHchargeHasymmetryHinHtheHactivationHloopHofH—rcHtyrosineHkinasesVHProteins:eStructurese
FunctioneandeBioinformaticsTH2009THb]TH[bcUcd 4.2 35

149 qrameworkHmodelHforHsingleHprotonHconductionHthroughHgramicidinVHBiophysicaleJournalTH2001THcXTHYZU[X 2.9 35

148 lHconformationalHintermediateHinHglutamateHreceptorHactivationVHNeuronTH2013THbdTH]dZU5X[ 13.9 34

(2013-2018)
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147 tonHselectivityHofHalphaUhemolysinHwithHaHbetaUcyclodextrinHadapterVHtVH—ingleHionHpotentialHofHmeanH
forceHandHdiffusionHcoefficientVHJournaleofePhysicaleChemistryeBTH2010THYY]THd5ZUc 3.4 34

146 lHstructuralHmodelHforHvZ…HpotassiumHchannelsHbasedHonHZ[HpairsHofHinteractingHsitesHandH
continuumHelectrostaticsVHJournaleofeGeneralePhysiologyTH2009THY[]TH5[Uac 3.4 34

145 sydrationHnumberTHtopologicalHcontrolTHandHionHselectivityVHJournaleofePhysicaleChemistryeBTH2009TH
YY[THcbZ5U[X 3.4 34

144 —imulatingHtheHdistanceHdistributionHbetweenHspinUlabelsHattachedHtoHproteinsVHJournaleofePhysicale
ChemistryeBTH2015THYYdTH[dXYUYY 3.4 33

143 xolecularHdynamicsHsimulationsHofHtheHnxZaHhemichanneleHinsightsHintoHvoltageUdependentH
loopUgatingVHBiophysicaleJournalTH2012THYXZTHY[]YU5Y 2.9 32

142 lHcombinedHexperimentalHandHtheoreticalHstudyHofHionHsolvationHinHliquidHyUmethylacetamideVH
JournaleofetheeAmericaneChemicaleSocietyTH2010THY[ZTHYXc]bU5a 16.4 32

141 nriticalHassessmentHofHaHproposedHmodelHofH—hakerVHFEBSeLettersTH2004TH5a]THZ5bUa[ 3.8 32

140 —imulationHanalysisHofHtheHretinalHconformationalHequilibriumHinHdarkUadaptedHbacteriorhodopsinVH
BiophysicaleJournalTH1999THbaTHYdXdUYb 2.9 32

139 rraphU heoreticHlnalysisHofHxonomethylH…hosphateHnlusteringHinHtonicH—olutionsVHJournaleofe
PhysicaleChemistryeBTH2018THYZZTHY]c]UY]d] 3.4 31

138
rramicidinHlHbackboneHandHsideHchainHdynamicsHevaluatedHbyHmolecularHdynamicsHsimulationsHandH
nuclearHmagneticHresonanceHexperimentsVHteHmolecularHdynamicsHsimulationsVHJournaleofePhysicale
ChemistryeBTH2011THYY5THb]YbUZa

3.4 31

137 yewHnoarseHèariablesHforHtheHlccurateHoeterminationHofH—tandardHmindingHqreeHpnergiesVHJournaleofe
ChemicaleTheoryeandeComputationTH2017THY[TH5Yb[U5Ybc 6.4 30

136 …redictingHtheHnonformationalHèariabilityHofHlblH yrosineHvinaseHusingHxolecularHoynamicsH
—imulationsHandHxarkovH—tateHxodelsVHJournaleofeChemicaleTheoryeandeComputationTH2018THY]THZbZYUZb[Z6.4 30

135
nomputingH–elativeHmindingHlffinityHofHwigandsHtoH–eceptoreHlnHpffectiveHsybridH
—ingleUoualU opologyHqreeUpnergyH…erturbationHlpproachHinHylxoVHJournaleofeChemicale
InformationeandeModelingTH2019TH5dTH[bd]U[cXZ

6.1 29

134 virkwoodUmuffHanalysisHofHaqueousHyUmethylacetamideHandHacetamideHsolutionsHmodeledHbyHtheH
nsl–xxHadditiveHandHorudeHpolarizableHforceHfieldsVHJournaleofeChemicalePhysicsTH2013THY[dTHXc]5Xd 3.9 29

133 ’xWxxHmolecularHdynamicsHsimulationsHofHtheHhydrationHofHxgPttQHandHZnPttQHionsVHCanadianeJournale
ofeChemistryTH2013THdYTH55ZU55c 0.9 29

132 pxploringHtheHionHselectivityHpropertiesHofHaHlargeHnumberHofHsimplifiedHbindingHsiteHmodelsVH
BiophysicaleJournalTH2010THdcTHZcbbUc5 2.9 29

131  heHbackboneHY5yHchemicalHshiftHtensorHofHtheHgramicidinHchannelVHlHmolecularHdynamicsHandH
densityHfunctionalHstudyVHChemicalePhysicseLettersTH1995THZ[dTHYcaUYd] 2.5 29

130 —electivityHofHexternallyHfacingHionUbindingHsitesHinHtheHyaWvHpumpHtoHalkaliHmetalsHandHorganicH
cationsVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2010THYXbTHYcbYcUZ[11.5 28
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129 wonelyHarginineHseeksHfriendlyHenvironmentVHJournaleofeGeneralePhysiologyTH2007THY[XTHZ[[Ua 3.4 28

128 nsl–xxUrUtHqreeHpnergyHnalculatorHforHlbsoluteHandH–elativeHwigandH—olvationHandHmindingHqreeH
pnergyH—imulationsVHJournaleofeChemicaleTheoryeandeComputationTH2020THYaTHbZXbUbZYc 6.4 28

127 …olarizableHqorceHqieldHforHxolecularHtonsHmasedHonHtheHnlassicalHorudeHzscillatorVHJournaleofe
ChemicaleInformationeandeModelingTH2018TH5cTHdd[UYXX] 6.1 27

126 nomparisonHbetweenHxeanHqorcesHandH—warmsUofU rajectoriesH—tringHxethodsVHJournaleofeChemicale
TheoryeandeComputationTH2014THYXTH5Z]U[[ 6.4 27

125  heHlctivationHofHcU—rcH yrosineHvinaseeHnonformationalH ransitionH…athwayHandHqreeHpnergyH
wandscapeVHJournaleofePhysicaleChemistryeBTH2017THYZYTH[[5ZU[[a[ 3.4 27

124 nationUselectiveHpathwayHofHzmpqHporinHrevealedHbyHanomalousHωUrayHdiffractionVHJournaleofe
MoleculareBiologyTH2010TH[daTHZd[U[XX 6.5 27

123 ’uantumHnhemicalHandHqreeHpnergyH—imulationHlnalysisHofH–etinalHnonformationalHpnergeticsVH
JournaleofeChemicaleInformationeandeComputereSciencesTH1997TH[bTHYXYcUYXZ] 27

122
pfficientHcalculationHofHtwoUdimensionalHadiabaticHandHfreeHenergyHmapseHlpplicationHtoHtheH
isomerizationHofHtheHnY[jnY]HandHnY5jyYaHbondsHinHtheHretinalHofHbacteriorhodopsinVHJournaleofe
ComputationaleChemistryTH1999THZXTHYa]]UYa5c

3.5 27

121 nonformationalH ransitionsHandHllternatingUlccessHxechanismHinHtheH—arcoplasmicH–eticulumH
nalciumH…umpVHJournaleofeMoleculareBiologyTH2017TH]ZdTHa]bUaaa 6.5 26

120 zptimizedHwennardUuonesH…arametersHforHoruglikeH—mallHxoleculesVHJournaleofeChemicaleTheoryeande
ComputationTH2018THY]TH[YZYU[Y[Y 6.4 26

119 —tructuralHdynamicsHofHtheHmagnesiumUboundHconformationHofHnorlHinHaHlipidHbilayerVHStructureTH
2010THYcTHcacUbc 5.2 26

118 qreeHpnergyH—imulationseHH hermodynamicH–eversibilityHandHèariabilityVHJournaleofePhysicaleChemistrye
BTH2000THYX]TH5YbdU5YdX 3.4 26

117 xultiUionHfreeHenergyHlandscapesHunderscoreHtheHmicroscopicHmechanismHofHionHselectivityHinHtheH
vcslHchannelVHBiochimicaeEteBiophysicaeActaeteBiomembranesTH2016THYc5cTHYbZZU[Z 3.8 25

116 …roteinHinclusionHinHlipidHmembraneseHaHtheoryHbasedHonHtheHhypernettedHchainHintegralHequationVH
FaradayeDiscussionsTH1998THYa5UbZfHdiscussionHZZ5U]a 3.6 25

115 nonceptsHandHprotocolsHforHelectrostaticHfreeHenergiesVHMoleculareSimulationTH2016TH]ZTHYXdXUYYXY 2 25

114 …robingHtheHpffectsHofHratingHonHtheHtonHzccupancyHofHtheHvHnhannelH—electivityHqilterHUsingH
 woUoimensionalHtnfraredH—pectroscopyVHJournaleofetheeAmericaneChemicaleSocietyTH2017THY[dTHcc[bUcc]516.4 24

113 lssessingHtheHaccuracyHofHapproximateHtreatmentsHofHionHhydrationHbasedHonHprimitiveH
quasichemicalHtheoryVHJournaleofeChemicalePhysicsTH2010THY[ZTHZ[]YXY 3.9 24

112 –educedHqreeHpnergyH…erturbationWsamiltonianH–eplicaHpxchangeHxolecularHoynamicsHxethodH
withHUnbiasedHllchemicalH hermodynamicHlxisVHJournaleofePhysicaleChemistryeBTH2018THYZZTHd][5Ud]]Z 3.4 24

(2018-2007)

15



111
nhemicalHsubstitutionsHinHtheHselectivityHfilterHofHpotassiumHchannelsHdoHnotHruleHoutH
constrictedUlikeHconformationsHforHnUtypeHinactivationVHProceedingseofetheeNationaleAcademyeofe
ScienceseofetheeUnitedeStateseofeAmericaTH2017THYY]THYYY]5UYYY5X

11.5 23

110 UnderstandingHltomicU—caleHmehaviorHofHwiquidHnrystalsHatHlqueousHtnterfacesVHJournaleofeChemicale
TheoryeandeComputationTH2017THY[THZ[bUZ]] 6.4 23

109 ltomicHconstraintsHbetweenHtheHvoltageHsensorHandHtheHporeHdomainHinHaHvoltageUgatedHvSHchannelH
ofHknownHstructureVHJournaleofeGeneralePhysiologyTH2008THY[YTH5]dUaY 3.4 23

108 xechanismHofHndZSHcoordinationHduringHslowHinactivationHinHpotassiumHchannelsVHStructureTH2012TH
ZXTHY[[ZU]Z 5.2 22

107 tnteractionHofHvSHwithHaH…hospholipidHmilayereHHlHxolecularHoynamicsH—tudyVHJournaleofePhysicale
ChemistryeBTH1997THYXYTHaXaaUaXbZ 3.4 22

106 nomputingHconformationalHfreeHenergyHbyHdeactivatedHmorphingVHJournaleofeChemicalePhysicsTH2008TH
YZdTHY[]YXZ 3.9 22

105 …ermeationHreduxeHthermodynamicsHandHkineticsHofHionHmovementHthroughHpotassiumHchannelsVH
BiophysicaleJournalTH2014THYXaTHYc5dUa[ 2.9 21

104 —tructuralHrefinementHofHmembraneHproteinsHbyHrestrainedHmolecularHdynamicsHandHsolventH
accessibilityHdataVHBiophysicaleJournalTH2008THd5TH5[]dUaY 2.9 21

103 nysteineHmutagenesisHandHcomputerHmodelingHofHtheH—aHregionHofHanHintermediateHconductanceH
tvnaHchannelVHJournaleofeGeneralePhysiologyTH2002THYZXTHddUYYa 3.4 21

102 pppurHsiHmuoveIH heHZXY[HyobelH…rizeHinHnhemistryVHStructureTH2013THZYTHZYXZU5 5.2 20

101  heHselectivityHofHtheHyaPSQWvPSQUpumpHisHcontrolledHbyHbindingHsiteHprotonationHandHselfUcorrectingH
occlusionVHELifeTH2016TH5TH 8.9 20

100 —tructuralH–efinementHofH…roteinsHbyH–estrainedHxolecularHoynamicsH—imulationsHwithH
yonUinteractingHxolecularHqragmentsVHPLoSeComputationaleBiologyTH2015THYYTHeYXX][ac 5 19

99 lchievingHergodicHsamplingHusingHreplicaUexchangeHfreeUenergyHcalculationsVHMoleculareSimulationTH
2014TH]XTHZYcUZZc 2 19

98 nommentHonHJqreeHenergyHsimulationsHofHsingleHandHdoubleHionHoccupancyHinHgramicidinHlJH[uVH
nhemVH…hysVHYZaTHYX5YX[HPZXXbQ]VHJournaleofeChemicalePhysicsTH2008THYZcTHZZbYXYfHauthorHreplyHZZbYXZ 3.9 19

97 pfficientHhybridHnonUequilibriumHmolecularHdynamicsUUxonteHnarloHsimulationsHwithHsymmetricH
momentumHreversalVHJournaleofeChemicalePhysicsTH2014THY]YTHYY]YXb 3.9 18

96 tntegratedHnontinuumHoielectricHlpproachesHtoHtreatHxolecularH…olarizabilityHandHtheHnondensedH
…haseeH–efractiveHtndexHandHtmplicitH—olvationVHJournaleofeChemicaleTheoryeandeComputationTH2009TH5THYbc5UYcXZ6.4 18

95 miogenesisHofHtheHporeHarchitectureHofHaHvoltageUgatedHpotassiumHchannelVHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2011THYXcTH[Z]XU5 11.5 18

94 ’uantumHnhemicalHxethodsHforHxodelingHnovalentHxodificationHofHmiologicalH hiolsVHJournaleofe
ComputationaleChemistryTH2020TH]YTH]ZbU][c 3.5 18

Benoit Roux
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93 xolecularHoynamicsHofHtonHnonductionHthroughHtheH—electivityHqilterHofHtheHyalbH—odiumHnhannelVH
JournaleofePhysicaleChemistryeBTH2018THYZZTHYXYZaUYXY]Z 3.4 18

92 nsl–xxeH heHpnergyHqunctionHandHttsH…arameterization 18

91
pfficientHoeterminationHofHqreeHpnergyHwandscapesHinHxultipleHoimensionsHfromHmiasedHUmbrellaH
—amplingH—imulationsHUsingHwinearH–egressionVHJournaleofeChemicaleTheoryeandeComputationTH2015TH
YYTH[5Z[Ud

6.4 17

90 —tringHxethodHforH…roteinU…roteinHmindingHqreeUpnergyHnalculationsVHJournaleofeChemicaleTheoryeande
ComputationTH2019THY5TH5cZdU5c]] 6.4 17

89 èoltageHprofileHalongHtheHpermeationHpathwayHofHanHopenHchannelVHBiophysicaleJournalTH2010THddTHZca[Ud2.9 17

88 lccurateHxolecularH…olarizabilitiesHmasedHonHnontinuumHplectrostaticsVHJournaleofeChemicaleTheorye
andeComputationTH2008TH]THY]cXUY]d[ 6.4 17

87 ltomicHmutagenesisHinHionHchannelsHwithHengineeredHstoichiometryVHELifeTH2016TH5TH 8.9 17

86
pnhancedH—amplingHofHanHltomicHxodelHwithHsybridHyonequilibriumHxolecularHoynamicsUxonteH
narloH—imulationsHruidedHbyHaHnoarseUrrainedHxodelVHJournaleofeChemicaleTheoryeandeComputationTH
2015THYYTH[5bZUc[

6.4 16

85 pnhancedHconfigurationalHsamplingHwithHhybridHnonUequilibriumHmolecularHdynamicsUxonteHnarloH
propagatorVHJournaleofeChemicalePhysicsTH2018THY]cTHXY]YXY 3.9 16

84 yucleotideHregulationHofHtheHstructureHandHdynamicsHofHrUactinVHBiophysicaleJournalTH2014THYXaTHYbYXUZX 2.9 16

83 reneralizedHxetropolisHacceptanceHcriterionHforHhybridHnonUequilibriumHmolecularHdynamicsUxonteH
narloHsimulationsVHJournaleofeChemicalePhysicsTH2015THY]ZTHXZ]YXY 3.9 16

82 tonHbindingHsitesHandHtheirHrepresentationsHbyHreducedHmodelsVHJournaleofePhysicaleChemistryeBTH2012
THYYaTHadaaUbd 3.4 16

81 znHtheHutilizationHofHenergyHminimizationHtoHtheHstudyHofHionHselectivityVHBiophysicaleJournalTH2009TH
dbTHwY5Ub 2.9 16

80 xixingHquantumUclassicalHmolecularHdynamicsHmethodsHappliedHtoHintramolecularHprotonHtransferHinH
acetylacetoneVHJournaleofeComputationaleChemistryTH1997THYcTHYbaXUYbbZ 3.5 16

79 nlassicalHorudeH…olarizableHqorceHqieldHxodelHforHxethylH…hosphateHandHttsHtnteractionsHwithHxgVH
JournaleofePhysicaleChemistryeATH2018THYZZTHaY]bUaY55 2.8 15

78 lHstructuralHstudyHofHionHpermeationHinHzmpqHporinHfromHanomalousHωUrayHdiffractionHandH
molecularHdynamicsHsimulationsVHJournaleofetheeAmericaneChemicaleSocietyTH2013THY[5THYa5aYUc 16.4 15

77 pnergeticsHofHdoubleUionHoccupancyHinHtheHgramicidinHlHchannelVHJournaleofePhysicaleChemistryeBTH
2010THYY]THY[ccYUc 3.4 15

76 pfficiencyHinHnonequilibriumHmolecularHdynamicsHxonteHnarloHsimulationsVHJournaleofeChemicale
PhysicsTH2016THY]5THY[]YXd 3.9 14

(2016-2018)

17



75 nombiningHtheHpolarizableHorudeHforceHfieldHwithHaHcontinuumHelectrostaticH…oissonUmoltzmannH
implicitHsolvationHmodelVHJournaleofeComputationaleChemistryTH2018TH[dTHYbXbUYbYd 3.5 13

74 yanoUpositioningHsystemHforHstructuralHanalysisHofHfunctionalHhomomericHproteinsHinHmultipleH
conformationsVHStructureTH2012THZXTHYaZdU]X 5.2 13

73
lHcomputationalHstudyHofHbariumHblockadesHinHtheHvcslHpotassiumHchannelHbasedHonHmultiUionH
potentialHofHmeanHforceHcalculationsHandHfreeHenergyHperturbationVHJournaleofeGeneralePhysiologyTH
2013THY]ZTH]5YUa[

3.4 13

72
nalculationHofHtheHstandardHbindingHfreeHenergyHofHsparsomycinHtoHtheHribosomalH
peptidylUtransferaseH…UsiteHusingHmolecularHdynamicsHsimulationsHwithHrestrainingHpotentialsVH
JournaleofeMoleculareRecognitionTH2010THZ[THYZcU]Y

2.6 13

71 pquivalenceHofHxUHandH…U—ummationHinHnalculationsHofHtonicH—olvationHqreeHpnergiesVHJournaleofe
PhysicaleChemistryeATH2017THYZYTHY5Z5UY5[X 2.8 12

70 …erspectivesHoneHmolecularHdynamicsHandHcomputationalHmethodsVHJournaleofeGeneralePhysiologyTH
2010THY[5TH5]bUc 3.4 12

69 —tructureHandHelectrostaticHpropertyHofHcytoplasmicHdomainHofHZntmHtransporterVHProteineScienceTH
2009THYcTHZX][U5Z 6.3 12

68 weveragingHtheHtnformationHfromHxarkovH—tateHxodelsH oHtmproveHtheHnonvergenceHofHUmbrellaH
—amplingH—imulationsVHJournaleofePhysicaleChemistryeBTH2016THYZXTHcb[[U]Z 3.4 11

67 —tructuralHandHfunctionalHcharacterizationHofHaHcalciumUactivatedHcationHchannelHfromH sukamurellaH
paurometabolaVHNatureeCommunicationsTH2016THbTHYZb5[ 17.4 11

66 UsingHmultiscaleHpreconditioningHtoHaccelerateHtheHconvergenceHofHiterativeHmolecularHcalculationsVH
JournaleofeChemicalePhysicsTH2014THY]XTHYc]YY] 3.9 11

65 xolecularHdynamicsHsimulationsHofHionHchannelseHhowHfarHhaveHweHgoneHandHwhereHareHweHheadingjVH
BiophysicaleJournalTH1998THb]THZb]]U5 2.9 11

64 tdentificationHofHoruggableHvinaseH argetHnonformationsHUsingHxarkovHxodelHxetastableH—tatesH
lnalysisHofHapoUlblVHJournaleofeChemicaleTheoryeandeComputationTH2020THYaTHYcdaUYdYZ 6.4 11

63 xodelingHinductionHphenomenaHinHaminoHacidHcationâ��PpiHQHinteractionsVHTheoreticaleChemistrye
AccountsTH2018THY[bTHY 1.9 11

62 lmphiphileUtnducedH…haseH ransitionHofHwiquidHnrystalsHatHlqueousHtnterfacesVHACSeAppliede
Materialselamp;eInterfacesTH2018THYXTH[baYcU[baZ] 9.5 11

61 rramicidinHnhannelseHèersatileH oolsH2007TH[[UcX 11

60 xolecularHoynamicsHofH…fYHnoatH…roteinHinHaH…hospholipidHmilayerH1996TH555U5cb 11

59 pfficientHoeterminationHofH–elativeHpntropyHUsingHnombinedH emperatureHandHsamiltonianH
–eplicaUpxchangeHxolecularHoynamicsVHJournaleofeChemicaleTheoryeandeComputationTH2015THYYTHZZ[]U]] 6.4 10

58 lHstructuralHrearrangementHofHtheHyaSWvSUl …aseHtrapsHouabainHwithinHtheHexternalHionH
permeationHpathwayVHJournaleofeMoleculareBiologyTH2015TH]ZbTHY[[5UY[]] 6.5 10

Benoit Roux
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57 p–z—eHmetterHthanH—lω—IVHStructureTH2011THYdTH[U] 5.2 10

56 tmplicitH—olventHxodelsH2001TH 10

55 èirtualHhighUthroughputHligandHscreeningVHMethodseineMoleculareBiologyTH2014THYY]XTHZ5YUaY 1.4 10

54 nomputationalHstudyHofHtheHéZaXlHactivatingHmutantHofH—rcHtyrosineHkinaseVHProteineScienceTH2016TH
Z5THZYdU[X 6.3 10

53 …rotonHnountertransportHandHnoupledHratingHinHtheH—arcoplasmicH–eticulumHnalciumH…umpVHJournale
ofeMoleculareBiologyTH2018TH][XTH5X5XU5Xa5 6.5 10

52 lHnatalyticallyHoisabledHooubleHxutantHofH—rcH yrosineHvinaseHnanHmeH—tabilizedHintoHanHlctiveUwikeH
nonformationVHJournaleofeMoleculareBiologyTH2018TH][XTHccYUccd 6.5 8

51 xechanismHofHnUtypeHinactivationHinHtheHhp–rHpotassiumHchannelVHScienceeAdvancesTH2021THbTH 14.3 8

50 pHnalculationsHwithHtheH…olarizableHorudeHqorceHqieldHandH…oissonUmoltzmannH—olvationHxodelVH
JournaleofeChemicaleTheoryeandeComputationTH2020THYaTH]a55U]aac 6.4 7

49 UsingHelectronicHpolarizationHfromHtheHinternalHcontinuumHPp…tnQHforHintermolecularHinteractionsVH
JournaleofeComputationaleChemistryTH2010TH[YTHcYYUZ] 3.5 7

48 xultipleH imeU—tepHoualUsamiltonianHsybridHxolecularHoynamicsHUHxonteHnarloHnanonicalH
…ropagationHllgorithmVHJournaleofeChemicaleTheoryeandeComputationTH2016THYZTHY]]dUY]5c 6.4 7

47 …olarizationHpffectsHinHéaterUxediatedH—electiveHnationH ransportHacrossHaHyarrowH ransmembraneH
nhannelVHJournaleofeChemicaleTheoryeandeComputationTH2021THYbTHYbZaUYb]Y 6.4 7

46 —tringHxethodHwithH—warmsUofU rajectoriesTHxeanHoriftsTHwagH imeTHandHnommittorVHJournaleofe
PhysicaleChemistryeATH2021THYZ5THb55cUb5bY 2.8 7

45 qormalismsHforHtheHpxplicitHtnclusionHofHplectronicH…olarizabilityHinHxolecularHxodelingHandH
oynamicsH—tudiesVHChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsTH2009THZYdUZ5b 0.7 7

44 oiversityHofHwongUwivedHtntermediatesHalongHtheHmindingH…athwayHofHtmatinibHtoHlblHvinaseH
–evealedHbyHxoH—imulationsVHJournaleofeChemicaleTheoryeandeComputationTH2020THYaTHbc5ZUbca5 6.4 6

43 lHgeneralizedHlinearHresponseHframeworkHforHexpandedHensembleHandHreplicaHexchangeH
simulationsVHJournaleofeChemicalePhysicsTH2018THY]dTHXbZ[Y5 3.9 6

42 xolecularHxechanismsHofHvSH—electivityHinHyaWvH…umpVHAustralianeJournaleofeChemistryTH2012THa5TH]]c 1.2 6

41 xembraneHlnchoringHofHsckHvinaseHviaHtheHtntrinsicallyHoisorderedH—s]UUHandHwengthH—caleH
lssociatedHwithH—ubcellularHwocalizationVHJournaleofeMoleculareBiologyTH2020TH][ZTHZdc5UZddb 6.5 6

40 zpenHandHnlosedH—tructuresHofHaHmariumUmlockedH…otassiumHnhannelVHJournaleofeMoleculareBiologyTH
2020TH][ZTH]bc[U]bdc 6.5 6

(2020-2011)

19



39 —tatisticalHmechanicsHofHpolarizableHforceHfieldsHbasedHonHclassicalHorudeHoscillatorsHwithHdynamicalH
propagationHbyHtheHdualUthermostatHextendedHwagrangianVHJournaleofeChemicalePhysicsTH2020THY5[THYY]YXc3.9 6

38
rramicidinHlHbackboneHandHsideHchainHdynamicsHevaluatedHbyHmolecularHdynamicsHsimulationsHandH
nuclearHmagneticHresonanceHexperimentsVHtteHnuclearHmagneticHresonanceHexperimentsVHJournaleofe
PhysicaleChemistryeBTH2011THYY5THb]ZbU[Z

3.4 5

37 oissectingHtheHcouplingHbetweenHtheHvoltageHsensorHandHporeHdomainsVHNeuronTH2006TH5ZTH5acUd 13.9 5

36 zneHchanneleHopenHandHclosedVHStructureTH2005THY[THY[dcU]XX 5.2 5

35  heoreticalHstudiesHofHactivatedHprocessesHinHbiologicalHionHchannelsH1998TH 5

34 nsl–xxUrUtHopp–HfacilitatorHforHspinUpairHdistanceHdistributionHcalculationsHandHpreparationHofH
restrainedUensembleHmolecularHdynamicsHsimulationsVHJournaleofeComputationaleChemistryTH2020TH]YTH]Y5U]ZX3.5 5

33 nomputationalHstudyHofHnonUconductiveHselectivityHfilterHconformationsHandHnUtypeHinactivationHinHaH
voltageUdependentHpotassiumHchannelVHJournaleofeGeneralePhysiologyTH2021THY5[TH 3.4 5

32 lccurateHdeterminationHofHproteineligandHstandardHbindingHfreeHenergiesHfromHmolecularHdynamicsH
simulationsVVHNatureeProtocolsTH2022TH 18.8 5

31 …erspectiveHonHcomputationalHandHstructuralHaspectsHofHkinaseHdiscoveryHfromHt…vZXY]VHBiochimicae
EteBiophysicaeActaeteProteinseandeProteomicsTH2015THYc5]THY5d5UaX] 4 4

30 éaterHqluxHtnducedH–eorientationHofHwiquidHnrystalsVHACSeCentraleScienceTH2017TH[THY[]5UY[]d 16.8 4

29 nomputationalHelectrophysiologyeHtheHmolecularHdynamicsHofHionHchannelHpermeationHandH
selectivityHinHatomisticHdetailVHBiophysicaleJournalTH2011THYXYTHb55Ua 2.9 4

28 pxtracellularHblockadeHofHpotassiumHchannelsHbyH plSeHtheHtipHofHtheHicebergjVHJournaleofeGenerale
PhysiologyTH2006THYZcTHa[5Ua 3.4 4

27  heHartHofHdissectingHtheHfunctionHofHaHpotassiumHchannelVHNeuronTH2005TH]bTHbbbUc 13.9 4

26  heoryHofH ransportHinHtonHnhannelsY[[UYad 4

25 nrystalHstructureHofHanHarchaealHnormHmagnesiumHtransporterVHNatureeCommunicationsTH2021THYZTH]XZc 17.4 4

24 éhatHcanHbeHdeducedHaboutHtheHstructureHofH—hakerHfromHavailableHdatajVHNovartiseFoundatione
SymposiumTH2002THZ]5THc]UYXYfHdiscussionHYXYUcTHYa5Uc 4

23  ransitionHrateHtheoryTHspectralHanalysisTHandHreactiveHpathsVVHJournaleofeChemicalePhysicsTH2022THY5aTHY[]YYY3.9 4

22 éhatHnanHmeHoeducedHaboutHtheH—tructureHofH—hakerHfromHlvailableHoatajVHNovartiseFoundatione
SymposiumTH2008THc]UYXc 3

Benoit Roux
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21 xarkovHstateHandHdiffusiveHstochasticHmodelsHinHelectronHspinHresonanceVHAdvanceseineExperimentale
MedicineeandeBiologyTH2014THbdbTHYY5U[c 3.6 3

20
xolecularHoynamicsH—imulationsHmasedHonH…olarizableHxodelsH—howHthatHtonH…ermeationH
tnterconvertsHbetweenHoifferentHxechanismsHasHaHqunctionHofHxembraneH hicknessVHJournaleofe
PhysicaleChemistryeBTH2021THYZ5THYXZXUYX[5

3.4 3

19 qreeHpnergyHxethodsHinHorugHoiscoveryâ��tntroductionVHACSeSymposiumeSeriesTYU[c 0.4 3

18 rlycineHsubstitutionHinH—s[U—sZHconnectorHofHsckHtyrosineHkinaseHcausesHpopulationHshiftHfromH
assembledHtoHdisassembledHstateVHBiochimicaeEteBiophysicaeActaeteGeneraleSubjectsTH2020THYca]THYZdaX] 4 2

17 nhapterHY[HlHmriefHtntroductionHtoHèoltageUratedHvSHnhannelsVHCurrenteTopicseineMembranesTH2008TH[adU[c]2.2 2

16 …rotonHwiresHareHdifferentVHBiophysicaleJournalTH1999THbbTHZ[[YUZ 2.9 2

15  yrosineHkinaseseHcomplexHmolecularHsystemsHchallengingHcomputationalHmethodologiesVHEuropeane
PhysicaleJournaleBTH2021THd]THY 1.2 2

14  heHbindingHsiteHofHsodiumHinHtheHgramicidinHlHchannelVHNovartiseFoundationeSymposiumTH1999THZZ5TH
YY[UZ]fHdiscussionHYZ]Ub 2

13 nontinuumHplectrostaticHmehaviorHofHaH[oU–t—xH heoryVHJournaleofePhysicaleChemistryeBTH2020THYZ]THb]]]Ub]5Y3.4 2

12 plusiveHtntermediateH—tateHveyHinHtheHnonversionHofHl …HsydrolysisHintoHUsefulHéorkHorivingHtheHnaH
…umpH—p–nlVHJournaleofePhysicaleChemistryeBTH2021THYZ5THZdZYUZdZc 3.4 2

11 sTHyTHandHnHresonanceHassignmentsHofHtheHintrinsicallyHdisorderedH—s]HandHUniqueHdomainsHofHsckVH
BiomoleculareNMReAssignmentsTH2019THY[THbYUb] 0.7 2

10 qoldingHandHmisfoldingHofHpotassiumHchannelHmonomersHduringHassemblyHandHtetramerizationVH
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2021THYYcTH 11.5 2

9 nommentHonHJ…robingHtheHthermodynamicsHofHcompetitiveHionHbindingHusingHminimumHenergyH
structuresJVHJournaleofePhysicaleChemistryeBTH2012THYYaTHbddYU[ 3.4 1

8 èoltageUratedHtonHnhannelseH heHxachinesH–esponsibleHforHtheHyerveHtmpulseH2011THZ[YUZ]c 1

7 mariumHblockadeHofHtheHvcslHchannelHinHopenHandHclosedHconformationHdatasetsVHDataeineBriefTH2020TH
[ZTHYXaY[5 1.2 1

6 lHdistinctHmechanismHofHnUtypeHinactivationHinHtheHvvUlikeHvcslHmutantHpbYèVVHNaturee
CommunicationsTH2022THY[THY5b] 17.4 1

5 lHbasHlesHbarriˆ¤resâ�ƒHdâ��ˆ'nergieHdansHlesHcanauxHpotassiques´ IVHMedecinevSciencesTH2002THYcTHaX5UaXd 0

4 rlobalHzptimizationHofHtheHwennardUuonesH…arametersHforHtheHorudeH…olarizableHqorceHqieldVH
JournaleofeChemicaleTheoryeandeComputationTH2021THYbTHbXc5UbXd5 6.4 0

(2021-2014)
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