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311 kFdistinctFmechanismFofFmStypeFinactivationFinFtheFuvSlikeFucskFmutantFoaWVTTFNaturef
CommunicationsRF2022RFWZRFW]a[ 17.4 1

310 kccurateFdeterminationFofFproteindligandFstandardFbindingFfreeFenergiesFfromFmolecularFdynamicsF
simulationsTTFNaturefProtocolsRF2022RF 18.8 5

309 γransitionFrateFtheoryRFspectralFanalysisRFandFreactiveFpathsTTFJournalfoffChemicalfPhysicsRF2022RFW]^RFWZ[WWW3.9 4

308 wetalSresponsiveFregulationFofFenzymeFcatalysisFusingFgeneticallyFencodedFchemicalFswitchesTTF
NaturefCommunicationsRF2022RFWZRFWb^[ 17.4 1

307 qlobalFyptimizationFofFtheFvennardStonesFzarametersFforFtheFnrudeFzolarizableFporceFpieldTF
JournalfoffChemicalfTheoryfandfComputationRF2021RFWaRFaVb]SaVc] 6.4 0

306 γyrosineFkinasesdFcomplexFmolecularFsystemsFchallengingFcomputationalFmethodologiesTFEuropeanf
PhysicalfJournalfBRF2021RFc[RFW 1.2 2

305 olusiveFsntermediateF tateFueyFinFtheFmonversionFofFkγzFrydrolysisFintoFδsefulFWorkFnrivingFtheFmaF
zumpF o—mkTFJournalfoffPhysicalfChemistryfBRF2021RFWX]RFXcXWSXcXb 3.4 2

304  ynthesisRFmharacterizationRFandF imulationFofFpourSkrmedFwegamoleculesTFBiomacromoleculesRF
2021RFXXRFXZ^ZSXZaX 6.9 1

303 mrystalFstructureFofFanFarchaealFmorlFmagnesiumFtransporterTFNaturefCommunicationsRF2021RFWXRF[VXb 17.4 4

302 γheFbreakthroughFofFaFquantumFchemistFbyFclassicalFdynamicsdFwartinFuarplusFandFtheFbirthFofF
computerFsimulationsFofFchemicalFreactionsTFEuropeanfPhysicalfJournalfHRF2021RF[^RFW 0.9 0

301
wolecularFnynamicsF imulationsFlasedFonFzolarizableFwodelsF howFthatFsonFzermeationF
snterconvertsFbetweenFnifferentFwechanismsFasFaFpunctionFofFwembraneFγhicknessTFJournalfoff
PhysicalfChemistryfBRF2021RFWX]RFWVXVSWVZ]

3.4 3

300 zolarizationFoffectsFinFWaterSwediatedF electiveFmationFγransportFacrossFaFxarrowFγransmembraneF
mhannelTFJournalfoffChemicalfTheoryfandfComputationRF2021RFWaRFWaX^SWa[W 6.4 7

299 kFcriticalFperspectiveFonFwarkovFstateFmodelFtreatmentsFofFproteinSproteinFassociationFusingF
coarseSgrainedFsimulationsTFJournalfoffChemicalfPhysicsRF2021RFW][RFVb[WVW 3.9 2

298  tringFwethodFwithF warmsSofSγrajectoriesRFweanFnriftsRFvagFγimeRFandFmommittorTFJournalfoff
PhysicalfChemistryfARF2021RFWX]RFa]]bSa]aW 2.8 7

297 ongineeringFnirhodiumFkrtificialFwetalloenzymesFforFniazoFmouplingFmascadeF—eactionsPTF
AngewandtefChemiefufInternationalfEditionRF2021RF^VRFXZ^aXSXZ^aa 16.4 3

296 poldingFandFmisfoldingFofFpotassiumFchannelFmonomersFduringFassemblyFandFtetramerizationTF
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2021RFWWbRF 11.5 2

295 momputationalFstudyFofFnonSconductiveFselectivityFfilterFconformationsFandFmStypeFinactivationFinFaF
voltageSdependentFpotassiumFchannelTFJournalfoffGeneralfPhysiologyRF2021RFW]ZRF 3.4 5
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294 wechanismFofFmStypeFinactivationFinFtheFho—qFpotassiumFchannelTFSciencefAdvancesRF2021RFaRF 14.3 8

293 niversityFofFvongSvivedFsntermediatesFalongFtheFlindingFzathwayFofFsmatinibFtoFkblFuinaseF
—evealedFbyFwnF imulationsTFJournalfoffChemicalfTheoryfandfComputationRF2020RFW^RFab]XSab^] 6.4 6

292 pFmalculationsFwithFtheFzolarizableFnrudeFporceFpieldFandFzoissonSloltzmannF olvationFwodelTF
JournalfoffChemicalfTheoryfandfComputationRF2020RFW^RF[^]]S[^^b 6.4 7

291 qlycineFsubstitutionFinF rZS rXFconnectorFofFrckFtyrosineFkinaseFcausesFpopulationFshiftFfromF
assembledFtoFdisassembledFstateTFBiochimicafEtfBiophysicafActafufGeneralfSubjectsRF2020RFWb^[RFWXc^V[ 4 2

290 purtherFyptimizationFandFValidationFofFtheFmlassicalFnrudeFzolarizableFzroteinFporceFpieldTFJournalf
offChemicalfTheoryfandfComputationRF2020RFW^RFZXXWSZXZc 6.4 22

289 liochemicalFpatternsFofFantibodyFpolyreactivityFrevealedFthroughFaFbioinformaticsSbasedFanalysisF
ofFmn—FloopsTFELifeRF2020RFcRF 8.9 2

288 –uantumFmhemicalFwethodsFforFwodelingFmovalentFwodificationFofFliologicalFγhiolsTFJournalfoff
ComputationalfChemistryRF2020RF[WRF[XaS[Zb 3.5 18

287 wembraneFknchoringFofFrckFuinaseFviaFtheFsntrinsicallyFnisorderedF r[SδFandFvengthF caleF
kssociatedFwithF ubcellularFvocalizationTFJournalfoffMolecularfBiologyRF2020RF[ZXRFXcb]SXcca 6.5 6

286 lariumFblockadeFofFtheFucskFchannelFinFopenFandFclosedFconformationFdatasetsTFDatafinfBriefRF2020RF
ZXRFWV^WZ] 1.2 1

285 ypenFandFmlosedF tructuresFofFaFlariumSllockedFzotassiumFmhannelTFJournalfoffMolecularfBiologyRF
2020RF[ZXRF[abZS[acb 6.5 6

284 montinuumFolectrostaticFlehaviorFofFaFZnS—s wFγheoryTFJournalfoffPhysicalfChemistryfBRF2020RFWX[RFa[[[Sa[]W3.4 2

283 sdentificationFofFnruggableFuinaseFγargetFmonformationsFδsingFwarkovFwodelFwetastableF tatesF
knalysisFofFapoSkblTFJournalfoffChemicalfTheoryfandfComputationRF2020RFW^RFWbc^SWcWX 6.4 11

282  calableFmolecularFdynamicsFonFmzδFandFqzδFarchitecturesFwithFxkwnTFJournalfoffChemicalfPhysics
RF2020RFW]ZRFV[[WZV 3.9 483

281 mrk—wwSqδsFpreeFonergyFmalculatorFforFkbsoluteFandF—elativeFvigandF olvationFandFlindingFpreeF
onergyF imulationsTFJournalfoffChemicalfTheoryfandfComputationRF2020RFW^RFaXVaSaXWb 6.4 28

280  tatisticalFmechanicsFofFpolarizableFforceFfieldsFbasedFonFclassicalFnrudeFoscillatorsFwithFdynamicalF
propagationFbyFtheFdualSthermostatFextendedFvagrangianTFJournalfoffChemicalfPhysicsRF2020RFW]ZRFWW[WVb3.9 6

279 mrk—wwSqδsFnoo—FfacilitatorFforFspinSpairFdistanceFdistributionFcalculationsFandFpreparationFofF
restrainedSensembleFmolecularFdynamicsFsimulationsTFJournalfoffComputationalfChemistryRF2020RF[WRF[W]S[XV3.5 5

278 wolecularFnynamicsF imulationsFofFsonicFviquidsFandFolectrolytesFδsingFzolarizableFporceFpieldsTF
ChemicalfReviewsRF2019RFWWcRFac[VSacc] 68.1 206

277
momputingF—elativeFlindingFkffinityFofFvigandsFtoF—eceptordFknFoffectiveFrybridF
 ingleSnualSγopologyFpreeSonergyFzerturbationFkpproachFinFxkwnTFJournalfoffChemicalf
InformationfandfModelingRF2019RF]cRFZac[SZbVX

6.1 29

(2019-2021)

3



276  tringFwethodFforFzroteinSzroteinFlindingFpreeSonergyFmalculationsTFJournalfoffChemicalfTheoryfandf
ComputationRF2019RFW]RF]bXcS]b[[ 6.4 17

275 mrystalF tructureFandFmonformationalFnynamicsFofFzyrococcusFfuriosusFzrolylFyligopeptidaseTF
BiochemistryRF2019RF]bRFW^W^SW^X^ 3.2 10

274 malculatingFtheFoffectFofFwembraneFγhicknessFon´ theFvifetimeFofFtheFqramicidinFkFmhanneldF
k´ vandmarkTFBiophysicalfJournalRF2019RFWWaRFWaacSWabV 2.9

273  hiftsFinFtheFselectivityFfilterFdynamicsFcauseFmodalFgatingFinFuFchannelsTFNaturefCommunicationsRF
2019RFWVRFWXZ 17.4 40

272 rRFxRFandFmFresonanceFassignmentsFofFtheFintrinsicallyFdisorderedF r[FandFδniqueFdomainsFofFrckTF
BiomolecularfNMRfAssignmentsRF2019RFWZRFaWSa[ 0.7 2

271 zredictingFtheFmonformationalFVariabilityFofFkblFγyrosineFuinaseFusingFwolecularFnynamicsF
 imulationsFandFwarkovF tateFwodelsTFJournalfoffChemicalfTheoryfandfComputationRF2018RFW[RFXaXWSXaZX6.4 30

270 zolarizableFporceFpieldFforFwolecularFsonsFlasedFonFtheFmlassicalFnrudeFyscillatorTFJournalfoff
ChemicalfInformationfandfModelingRF2018RF]bRFccZSWVV[ 6.1 27

269 kFmatalyticallyFnisabledFnoubleFwutantFofF rcFγyrosineFuinaseFmanFleF tabilizedFintoFanFkctiveSvikeF
monformationTFJournalfoffMolecularfBiologyRF2018RF[ZVRFbbWSbbc 6.5 8

268 qraphSγheoreticFknalysisFofFwonomethylFzhosphateFmlusteringFinFsonicF olutionsTFJournalfoff
PhysicalfChemistryfBRF2018RFWXXRFW[b[SW[c[ 3.4 31

267 onhancedFconfigurationalFsamplingFwithFhybridFnonSequilibriumFmolecularFdynamicsSwonteFmarloF
propagatorTFJournalfoffChemicalfPhysicsRF2018RFW[bRFVW[WVW 3.9 16

266 yptimizedFvennardStonesFzarametersFforFnruglikeF mallFwoleculesTFJournalfoffChemicalfTheoryfandf
ComputationRF2018RFW[RFZWXWSZWZW 6.4 26

265 —apidFconstrictionFofFtheFselectivityFfilterFunderliesFmStypeFinactivationFinFtheFucskFpotassiumF
channelTFJournalfoffGeneralfPhysiologyRF2018RFW]VRFW[VbSW[XV 3.4 40

264 mlassicalFnrudeFzolarizableFporceFpieldFwodelFforFwethylFzhosphateFandFstsFsnteractionsFwithFwgTF
JournalfoffPhysicalfChemistryfARF2018RFWXXRF^W[aS^W]] 2.8 15

263 kFgeneralizedFlinearFresponseFframeworkFforFexpandedFensembleFandFreplicaFexchangeF
simulationsTFJournalfoffChemicalfPhysicsRF2018RFW[cRFVaXZW] 3.9 6

262 mombiningFtheFpolarizableFnrudeFforceFfieldFwithFaFcontinuumFelectrostaticFzoissonSloltzmannF
implicitFsolvationFmodelTFJournalfoffComputationalfChemistryRF2018RFZcRFWaVaSWaWc 3.5 13

261 wodelingFinductionFphenomenaFinFaminoFacidFcationâ��NpiFOFinteractionsTFTheoreticalfChemistryf
AccountsRF2018RFWZaRFW 1.9 11

260 —eproducibilityFofFpreeFonergyFmalculationsFacrossFnifferentFwolecularF imulationF oftwareF
zackagesTFJournalfoffChemicalfTheoryfandfComputationRF2018RFW[RF]]^aS]]bX 6.4 53

259 kmphiphileSsnducedFzhaseFγransitionFofFviquidFmrystalsFatFkqueousFsnterfacesTFACSfAppliedf
Materialsfmamp;fInterfacesRF2018RFWVRFZa^WbSZa^X[ 9.5 11
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258 —educedFpreeFonergyFzerturbationUramiltonianF—eplicaFoxchangeFwolecularFnynamicsFwethodF
withFδnbiasedFklchemicalFγhermodynamicFkxisTFJournalfoffPhysicalfChemistryfBRF2018RFWXXRFc[Z]Sc[[X 3.4 24

257 zrotonFmountertransportFandFmoupledFqatingFinFtheF arcoplasmicF—eticulumFmalciumFzumpTFJournalf
offMolecularfBiologyRF2018RF[ZVRF]V]VS]V^] 6.5 10

256 wolecularFnynamicsFofFsonFmonductionFthroughFtheF electivityFpilterFofFtheFxakbF odiumFmhannelTF
JournalfoffPhysicalfChemistryfBRF2018RFWXXRFWVWX^SWVW[X 3.4 18

255 wolecularF tructureFofFmanonicalFviquidFmrystalFsnterfacesTFJournalfoffthefAmericanfChemicalfSocietyRF
2017RFWZcRFZb[WSZb]V 16.4 44

254 monformationalFγransitionsFandFklternatingSkccessFwechanismFinFtheF arcoplasmicF—eticulumF
malciumFzumpTFJournalfoffMolecularfBiologyRF2017RF[XcRF^[aS^^^ 6.5 26

253 oquivalenceFofFwSFandFzS ummationFinFmalculationsFofFsonicF olvationFpreeFonergiesTFJournalfoff
PhysicalfChemistryfARF2017RFWXWRFW]X]SW]ZV 2.8 12

252
snversionFofFtheF ideSmhainF tereochemistryFofFsndvidualFγhrForFsleF—esiduesFinFaFzroteinFwoleculedF
smpactFonFtheFpoldingRF tabilityRFandF tructureFofFtheF huFγoxinTFAngewandtefChemiefufInternationalf
EditionRF2017RF]^RFZZX[SZZXb

16.4 12

251
zerplexingFcooperativeFfoldingFandFstabilityFofFaFlowSsequenceFcomplexityRFpolyprolineFXFproteinF
lackingFaFhydrophobicFcoreTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaRF2017RFWW[RFXX[WSXX[^

11.5 21

250 γyrosineFuinaseFkctivationFandFmonformationalFplexibilitydFvessonsFfromF rcSpamilyFγyrosineF
uinasesTFAccountsfoffChemicalfResearchRF2017RF]VRFWWcZSWXVW 24.3 37

249 zrobingFtheFoffectsFofFqatingFonFtheFsonFyccupancyFofFtheFuFmhannelF electivityFpilterFδsingF
γwoSnimensionalFsnfraredF pectroscopyTFJournalfoffthefAmericanfChemicalfSocietyRF2017RFWZcRFbbZaSbb[]16.4 24

248 xewFmoarseFVariablesFforFtheFkccurateFneterminationFofF tandardFlindingFpreeFonergiesTFJournalfoff
ChemicalfTheoryfandfComputationRF2017RFWZRF]WaZS]Wab 6.4 30

247
mhemicalFsubstitutionsFinFtheFselectivityFfilterFofFpotassiumFchannelsFdoFnotFruleFoutF
constrictedSlikeFconformationsFforFmStypeFinactivationTFProceedingsfoffthefNationalfAcademyfoff
SciencesfoffthefUnitedfStatesfoffAmericaRF2017RFWW[RFWWW[]SWWW]V

11.5 23

246 nrudeFzolarizableFporceFpieldFforFwolecularFnynamicsF imulationsFofF aturatedFandFδnsaturatedF
ZwitterionicFvipidsTFJournalfoffChemicalfTheoryfandfComputationRF2017RFWZRF[]Z]S[]]X 6.4 63

245
zhosphoantigenSinducedFconformationalFchangeFofFbutyrophilinFZkWFNlγxZkWOFandFitsFimplicationF
onFV˛‡cV˛·XFγFcellFactivationTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaRF2017RFWW[RFoaZWWSoaZXV

11.5 61

244 wachineFvearningFporceFpieldFzarametersFfromFkbFsnitioFnataTFJournalfoffChemicalfTheoryfandf
ComputationRF2017RFWZRF[[cXS[]VZ 6.4 73

243 WaterFpluxFsnducedF—eorientationFofFviquidFmrystalsTFACSfCentralfScienceRF2017RFZRFWZ[]SWZ[c 16.8 4

242 monstantSprFwolecularFnynamicsF imulationsFforFvargeFliomolecularF ystemsTFJournalfoffChemicalf
TheoryfandfComputationRF2017RFWZRF]cZZS]c[[ 6.4 84

241 γheFkctivationFofFcS rcFγyrosineFuinasedFmonformationalFγransitionFzathwayFandFpreeFonergyF
vandscapeTFJournalfoffPhysicalfChemistryfBRF2017RFWXWRFZZ]XSZZ^Z 3.4 27
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240 mrk—wwSqδsFWVFyearsFforFbiomolecularFmodelingFandFsimulationTFJournalfoffComputationalf
ChemistryRF2017RFZbRFWWW[SWWX[ 3.5 119

239 δnderstandingFktomicS caleFlehaviorFofFviquidFmrystalsFatFkqueousFsnterfacesTFJournalfoffChemicalf
TheoryfandfComputationRF2017RFWZRFXZaSX[[ 6.4 23

238 sonFchannelsFandFionFselectivityTFEssaysfinfBiochemistryRF2017RF^WRFXVWSXVc 7.6 49

237 snstantaneousFionFconfigurationsFinFtheFuQFionFchannelFselectivityFfilterFrevealedFbyFXnFs—F
spectroscopyTFScienceRF2016RFZ]ZRFWV[VSWV[[ 33.3 142

236 veveragingFtheFsnformationFfromFwarkovF tateFwodelsFγoFsmproveFtheFmonvergenceFofFδmbrellaF
 amplingF imulationsTFJournalfoffPhysicalfChemistryfBRF2016RFWXVRFbaZZS[X 3.4 11

235 knFompiricalFzolarizableFporceFpieldFlasedFonFtheFmlassicalFnrudeFyscillatorFwodeldFnevelopmentF
ristoryFandF—ecentFkpplicationsTFChemicalfReviewsRF2016RFWW^RF[cbZS]VWZ 68.1 299

234 wultiSionFfreeFenergyFlandscapesFunderscoreFtheFmicroscopicFmechanismFofFionFselectivityFinFtheF
ucskFchannelTFBiochimicafEtfBiophysicafActafufBiomembranesRF2016RFWb]bRFWaXXSZX 3.8 25

233 ktomicFmutagenesisFinFionFchannelsFwithFengineeredFstoichiometryTFELifeRF2016RF]RF 8.9 17

232 γheFselectivityFofFtheFxaNQOUuNQOSpumpFisFcontrolledFbyFbindingFsiteFprotonationFandFselfScorrectingF
occlusionTFELifeRF2016RF]RF 8.9 20

231 monceptsFandFprotocolsFforFelectrostaticFfreeFenergiesTFMolecularfSimulationRF2016RF[XRFWVcVSWWVW 2 25

230 officiencyFinFnonequilibriumFmolecularFdynamicsFwonteFmarloFsimulationsTFJournalfoffChemicalf
PhysicsRF2016RFW[]RFWZ[WVc 3.9 14

229 wultipleFγimeS tepFnualSramiltonianFrybridFwolecularFnynamicsFSFwonteFmarloFmanonicalF
zropagationFklgorithmTFJournalfoffChemicalfTheoryfandfComputationRF2016RFWXRFW[[cSW[]b 6.4 7

228 momputationalFstudyFofFtheFWX^VkFactivatingFmutantFofF rcFtyrosineFkinaseTFProteinfScienceRF2016RF
X]RFXWcSZV 6.3 10

227 γransitionFpathFtheoryFanalysisFofFcS rcFkinaseFactivationTFProceedingsfoffthefNationalfAcademyfoff
SciencesfoffthefUnitedfStatesfoffAmericaRF2016RFWWZRFcWcZSb 11.5 49

226 monstantSprFrybridFxonequilibriumFwolecularFnynamicsSwonteFmarloF imulationFwethodTFJournalf
offChemicalfTheoryfandfComputationRF2015RFWWRFZcWcSZW 6.4 56

225 wechanismFofFpotassiumFionFuptakeFbyFtheFxaNQOUuNQOSkγzaseTFNaturefCommunicationsRF2015RF^RFa^XX 17.4 36

224
onhancedF amplingFofFanFktomicFwodelFwithFrybridFxonequilibriumFwolecularFnynamicsSwonteF
marloF imulationsFquidedFbyFaFmoarseSqrainedFwodelTFJournalfoffChemicalfTheoryfandfComputationRF
2015RFWWRFZ]aXSbZ

6.4 16

223
officientFneterminationFofFpreeFonergyFvandscapesFinFwultipleFnimensionsFfromFliasedFδmbrellaF
 amplingF imulationsFδsingFvinearF—egressionTFJournalfoffChemicalfTheoryfandfComputationRF2015RF
WWRFZ]XZSc

6.4 17

Beno˜–ıtıRoux

6



222 zerspectiveFonFcomputationalFandFstructuralFaspectsFofFkinaseFdiscoveryFfromFszuXVW[TFBiochimicaf
EtfBiophysicafActafufProteinsfandfProteomicsRF2015RFWb][RFW]c]S^V[ 4 4

221 officientFneterminationFofF—elativeFontropyFδsingFmombinedFγemperatureFandFramiltonianF
—eplicaSoxchangeFwolecularFnynamicsTFJournalfoffChemicalfTheoryfandfComputationRF2015RFWWRFXXZ[S[[ 6.4 10

220 –uantumFeffectsFinFcationFinteractionsFwithFfirstFandFsecondFcoordinationFshellFligandsFinF
metalloproteinsTFJournalfoffChemicalfTheoryfandfComputationRF2015RFWWRF[ccXS]VVW 6.4 36

219 smplementationFofFextendedFvagrangianFdynamicsFinFq—ywkm FforFpolarizableFsimulationsFusingF
theFclassicalFnrudeFoscillatorFmodelTFJournalfoffComputationalfChemistryRF2015RFZ^RFW[aZSc 3.5 60

218  tructuralF—efinementFofFzroteinsFbyF—estrainedFwolecularFnynamicsF imulationsFwithF
xonSinteractingFwolecularFpragmentsTFPLoSfComputationalfBiologyRF2015RFWWRFeWVV[Z^b 5 19

217  imulatingFtheFdistanceFdistributionFbetweenFspinSlabelsFattachedFtoFproteinsTFJournalfoffPhysicalf
ChemistryfBRF2015RFWWcRFZcVWSWW 3.4 33

216 —epresentationFofFsonSzroteinFsnteractionsFδsingFtheFnrudeFzolarizableFporceSpieldTFJournalfoff
PhysicalfChemistryfBRF2015RFWWcRFc[VWSW^ 3.4 80

215 momputationalFstudyFofFtheFHnpqSflipHFconformationalFtransitionFinFcSkblFandFcS rcFtyrosineFkinasesTF
JournalfoffPhysicalfChemistryfBRF2015RFWWcRFW[[ZS]^ 3.4 40

214 kFstructuralFrearrangementFofFtheFxaQUuQSkγzaseFtrapsFouabainFwithinFtheFexternalFionF
permeationFpathwayTFJournalfoffMolecularfBiologyRF2015RF[XaRFWZZ]SWZ[[ 6.5 10

213 qeneralizedFwetropolisFacceptanceFcriterionFforFhybridFnonSequilibriumFmolecularFdynamicsSwonteF
marloFsimulationsTFJournalfoffChemicalfPhysicsRF2015RFW[XRFVX[WVW 3.9 16

212 kctivationFpathwayFofF rcFkinaseFrevealsFintermediateFstatesFasFtargetsFforFdrugFdesignTFNaturef
CommunicationsRF2014RF]RFZZca 17.4 244

211  tructuralFmechanismFofFvoltageSdependentFgatingFinFanFisolatedFvoltageSsensingFdomainTFNaturef
StructuralfandfMolecularfBiologyRF2014RFXWRFX[[S]X 17.6 173

210 zermeationFreduxdFthermodynamicsFandFkineticsFofFionFmovementFthroughFpotassiumFchannelsTF
BiophysicalfJournalRF2014RFWV^RFWb]cS^Z 2.9 21

209 momputationalFstudyFofFqleevecFandFq^qFrevealsFmolecularFdeterminantsFofFkinaseFinhibitorF
selectivityTFJournalfoffthefAmericanfChemicalfSocietyRF2014RFWZ^RFW[a]ZS^X 16.4 39

208 —ecentFkdvancesFinFzolarizableFporceFpieldsFforFwacromoleculesdFwicrosecondF imulationsFofF
zroteinsFδsingFtheFmlassicalFnrudeFyscillatorFwodelTFJournalfoffPhysicalfChemistryfLettersRF2014RF]RFZW[[SZW]V6.4 111

207 mrk—wwSqδsFznlFmanipulatorFforFadvancedFmodelingFandFsimulationsFofFproteinsFcontainingF
nonstandardFresiduesTFAdvancesfinfProteinfChemistryfandfStructuralfBiologyRF2014RFc^RFXZ]S^] 5.3 96

206 momparisonFbetweenFweanFporcesFandF warmsSofSγrajectoriesF tringFwethodsTFJournalfoffChemicalf
TheoryfandfComputationRF2014RFWVRF]X[SZZ 6.4 27

205 monformationalFcycleFandFionScouplingFmechanismFofFtheFxaQUhydantoinFtransporterFwhpWTF
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2014RFWWWRFW[a]XSa 11.5 61

(2014-2015)
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204 xucleotideFregulationFofFtheFstructureFandFdynamicsFofFqSactinTFBiophysicalfJournalRF2014RFWV^RFWaWVSXV 2.9 16

203 –uantitativeFanalysisFofFtheFwaterFoccupancyFaroundFtheFselectivityFfilterFofFaFuQFchannelFinF
differentFgatingFmodesTFJournalfoffthefAmericanfChemicalfSocietyRF2014RFWZ^RFXVVVSa 16.4 62

202 qeneralizedF calableFwultipleFmopyFklgorithmsFforFwolecularFnynamicsF imulationsFinFxkwnTF
ComputerfPhysicsfCommunicationsRF2014RFWb]RFcVbScW^ 4.2 88

201 knFyverviewFofFolectrostaticFpreeFonergyFmomputationsFforF olutionsFandFzroteinsTFJournalfoff
ChemicalfTheoryfandfComputationRF2014RFWVRFX^cVSaVc 6.4 103

200 nynamicsFtransitionsFatFtheFouterFvestibuleFofFtheFucskFpotassiumFchannelFduringFgatingTF
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2014RFWWWRFWbZWS^ 11.5 44

199 kchievingFergodicFsamplingFusingFreplicaSexchangeFfreeSenergyFcalculationsTFMolecularfSimulationRF
2014RF[VRFXWbSXXb 2 19

198 monformationalFdynamicsFofFligandSdependentFalternatingFaccessFinFveuγTFNaturefStructuralfandf
MolecularfBiologyRF2014RFXWRF[aXSc 17.6 102

197 oxploringFtheFconformationalFtransitionsFofFbiomolecularFsystemsFusingFaFsimpleFtwoSstateF
anisotropicFnetworkFmodelTFPLoSfComputationalfBiologyRF2014RFWVRFeWVVZ]XW 5 94

196 oscherichiaFcoliFpeptidoglycanFstructureFandFmechanicsFasFpredictedFbyFatomicSscaleFsimulationsTF
PLoSfComputationalfBiologyRF2014RFWVRFeWVVZ[a] 5 66

195 δsingFmultiscaleFpreconditioningFtoFaccelerateFtheFconvergenceFofFiterativeFmolecularFcalculationsTF
JournalfoffChemicalfPhysicsRF2014RFW[VRFWb[WW[ 3.9 11

194 officientFhybridFnonSequilibriumFmolecularFdynamicsSSwonteFmarloFsimulationsFwithFsymmetricF
momentumFreversalTFJournalfoffChemicalfPhysicsRF2014RFW[WRFWW[WVa 3.9 18

193 vockingFtheFactiveFconformationFofFcS rcFkinaseFthroughFtheFphosphorylationFofFtheFactivationFloopTF
JournalfoffMolecularfBiologyRF2014RF[X^RF[XZSZ] 6.5 62

192 warkovFstateFandFdiffusiveFstochasticFmodelsFinFelectronFspinFresonanceTFAdvancesfinfExperimentalf
MedicinefandfBiologyRF2014RFacaRFWW]SZb 3.6 3

191 kδγywkγonFpy—moFpsovnFzk—kwoγo—sZkγsyxFpy—FxyxSzyvk—sZklvoFkxnFzyvk—sZklvoF
kγywsmFwynov Flk onFyxFγk—qoγFnkγkTFJournalfoffChemicalfTheoryfandfComputationRF2013RFcRF 6.4 172

190 officientFdeterminationFofFproteinSproteinFstandardFbindingFfreeFenergiesFfromFfirstFprinciplesTF
JournalfoffChemicalfTheoryfandfComputationRF2013RFcRF 6.4 133

189  imulationsFofFanionicFlipidFmembranesdFdevelopmentFofFinteractionSspecificFionFparametersFandF
validationFusingFxw—FdataTFJournalfoffPhysicalfChemistryfBRF2013RFWWaRFWVWbZScX 3.4 130

188 —ecoveryFfromFslowFinactivationFinFuQFchannelsFisFcontrolledFbyFwaterFmoleculesTFNatureRF2013RF]VWRFWXWS[50.4 138

187 momputationalFanalysisFofFtheFbindingFspecificityFofFqleevecFtoFkblRFcSuitRFvckRFandFcS rcFtyrosineF
kinasesTFJournalfoffthefAmericanfChemicalfSocietyRF2013RFWZ]RFW[a[WS]Z 16.4 45

Beno˜–ıtıRoux
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186  imulationFstudyFofFionFpairingFinFconcentratedFaqueousFsaltFsolutionsFwithFaFpolarizableFforceFfieldTF
FaradayfDiscussionsRF2013RFW^VRFWZ]S[ceFdiscussionFXVaSX[ 3.6 86

185 porceFpieldFforFzeptidesFandFzroteinsFbasedFonFtheFmlassicalFnrudeFyscillatorTFJournalfoffChemicalf
TheoryfandfComputationRF2013RFcRF][ZVS][[c 6.4 274

184 kFstructuralFstudyFofFionFpermeationFinFymppFporinFfromFanomalousFXSrayFdiffractionFandF
molecularFdynamicsFsimulationsTFJournalfoffthefAmericanfChemicalfSocietyRF2013RFWZ]RFW^]^WSb 16.4 15

183 kFpolarizableFforceFfieldFofFdipalmitoylphosphatidylcholineFbasedFonFtheFclassicalFnrudeFmodelFforF
molecularFdynamicsFsimulationsFofFlipidsTFJournalfoffPhysicalfChemistryfBRF2013RFWWaRFcW[XS^V 3.4 122

182 uirkwoodSluffFanalysisFofFaqueousFxSmethylacetamideFandFacetamideFsolutionsFmodeledFbyFtheF
mrk—wwFadditiveFandFnrudeFpolarizableFforceFfieldsTFJournalfoffChemicalfPhysicsRF2013RFWZcRFVb[]Vc 3.9 29

181 mrk—wwSqδsFvigandFlinderFforFabsoluteFbindingFfreeFenergyFcalculationsFandFitsFapplicationTF
JournalfoffChemicalfInformationfandfModelingRF2013RF]ZRFX^aSaa 6.1 51

180 γheFbindingFofFantibioticsFinFymppFporinTFStructureRF2013RFXWRFa^Sba 5.2 93

179 oppurFsiFmuoveGFγheFXVWZFxobelFzrizeFinFmhemistryTFStructureRF2013RFXWRFXWVXS] 5.2 20

178  ixSsiteFpolarizableFmodelFofFwaterFbasedFonFtheFclassicalFnrudeFoscillatorTFJournalfoffChemicalf
PhysicsRF2013RFWZbRFVZ[]Vb 3.9 92

177 ynFtheFstatisticalFequivalenceFofFrestrainedSensembleFsimulationsFwithFtheFmaximumFentropyF
methodTFJournalfoffChemicalfPhysicsRF2013RFWZbRFVb[WVa 3.9 139

176 γheFγheoryFofFδltraSmoarseSqrainingTFWTFqeneralFzrinciplesTFJournalfoffChemicalfTheoryfandf
ComputationRF2013RFcRFX[^^SbV 6.4 114

175 krchitectureFandFassemblyFofFtheFqramSpositiveFcellFwallTFMolecularfMicrobiologyRF2013RFbbRF^^[SaX 4.1 85

174 —estrainedSensembleFmolecularFdynamicsFsimulationsFbasedFonFdistanceFhistogramsFfromFdoubleF
electronSelectronFresonanceFspectroscopyTFJournalfoffPhysicalfChemistryfBRF2013RFWWaRF[aZZSc 3.4 56

173  elfSvearningFkdaptiveFδmbrellaF amplingFwethodFforFtheFneterminationFofFpreeFonergyF
vandscapesFinFwultipleFnimensionsTFJournalfoffChemicalfTheoryfandfComputationRF2013RFcRFWbb]SWbc] 6.4 63

172  tandardFbindingFfreeFenergiesFfromFcomputerFsimulationsdFWhatFisFtheFbestFstrategyiTFJournalfoff
ChemicalfTheoryfandfComputationRF2013RFcRFac[SbVX 6.4 224

171 —elativeFpreeFonergiesFforFrydrationFofFwonovalentFsonsFfromF–wFandF–wUwwF imulationsTF
JournalfoffChemicalfTheoryfandfComputationRF2013RFcRF[W^]Sa] 6.4 45

170  tructuralFrefinementFfromFrestrainedSensembleFsimulationsFbasedFonFoz—Unoo—FdatadFapplicationF
toFγ[FlysozymeTFJournalfoffPhysicalfChemistryfBRF2013RFWWaRF[a[VS][ 3.4 67

169 –wUwwFmolecularFdynamicsFsimulationsFofFtheFhydrationFofFwgNssOFandFZnNssOFionsTFCanadianfJournalf
offChemistryRF2013RFcWRF]]XS]]b 0.9 29

(2013-2013)
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168
kFcomputationalFstudyFofFbariumFblockadesFinFtheFucskFpotassiumFchannelFbasedFonFmultiSionF
potentialFofFmeanFforceFcalculationsFandFfreeFenergyFperturbationTFJournalfoffGeneralfPhysiologyRF
2013RFW[XRF[]WS^Z

3.4 13

167 wolecularFdynamicsFsimulationsFofFmembraneFproteinsFunderFasymmetricFionicFconcentrationsTF
JournalfoffGeneralfPhysiologyRF2013RFW[XRF[^]Sa] 3.4 38

166 oxplainingFwhyFqleevecFisFaFspecificFandFpotentFinhibitorFofFkblFkinaseTFProceedingsfoffthefNationalf
AcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2013RFWWVRFW^^[Sc 11.5 126

165 WebFinterfaceFforFlrownianFdynamicsFsimulationFofFionFtransportFandFitsFapplicationsFtoFbetaSbarrelF
poresTFJournalfoffComputationalfChemistryRF2012RFZZRFZZWSc 3.5 38

164 knFemergingFconsensusFonFvoltageSdependentFgatingFfromFcomputationalFmodelingFandFmolecularF
dynamicsFsimulationsTFJournalfoffGeneralfPhysiologyRF2012RFW[VRF]baSc[ 3.4 141

163 sntermediateFstateFtrappingFofFaFvoltageFsensorTFJournalfoffGeneralfPhysiologyRF2012RFW[VRF^Z]S]X 3.4 43

162 sonFbindingFsitesFandFtheirFrepresentationsFbyFreducedFmodelsTFJournalfoffPhysicalfChemistryfBRF2012
RFWW^RF^c^^Sac 3.4 16

161 mommentFonFHzrobingFtheFthermodynamicsFofFcompetitiveFionFbindingFusingFminimumFenergyF
structuresHTFJournalfoffPhysicalfChemistryfBRF2012RFWW^RFaccWSZ 3.4 1

160 monstantFelectricFfieldFsimulationsFofFtheFmembraneFpotentialFillustratedFwithFsimpleFsystemsTF
BiochimicafEtfBiophysicafActafufBiomembranesRF2012RFWbWbRFXc[SZVX 3.8 119

159 γheF olvationF tructureFofFxaNQOFandFuNQOFinFviquidFWaterFneterminedFfromFrighFvevelFabFsnitioF
wolecularFnynamicsF imulationsTFJournalfoffChemicalfTheoryfandfComputationRF2012RFbRFZ]X^SZ] 6.4 162

158 wultiSionFdistributionsFinFtheFcytoplasmicFdomainFofFinwardFrectifierFpotassiumFchannelsTF
BiophysicalfJournalRF2012RFWVZRF[Z[S[[Z 2.9 6

157 xanoSpositioningFsystemFforFstructuralFanalysisFofFfunctionalFhomomericFproteinsFinFmultipleF
conformationsTFStructureRF2012RFXVRFW^XcS[V 5.2 13

156 malculationFofFpreeFonergyFvandscapeFinFwultiSnimensionsFwithFramiltonianSoxchangeFδmbrellaF
 amplingFonFzetascaleF upercomputerTFJournalfoffChemicalfTheoryfandfComputationRF2012RFbRF[^aXSbV 6.4 76

155 wolecularFwechanismsFofFuQF electivityFinFxaUuFzumpTFAustralianfJournalfoffChemistryRF2012RF^]RF[[b 1.2 6

154 momputationalFelectrophysiologydFtheFmolecularFdynamicsFofFionFchannelFpermeationFandF
selectivityFinFatomisticFdetailTFBiophysicalfJournalRF2011RFWVWRFa]]S^ 2.9 4

153 snFsearchFofFaFconsensusFmodelFofFtheFrestingFstateFofFaFvoltageSsensingFdomainTFNeuronRF2011RFaXRFaWZSXV13.9 78

152 righSperformanceFscalableFmolecularFdynamicsFsimulationsFofFaFpolarizableFforceFfieldFbasedFonF
classicalFnrudeFoscillatorsFinFxkwnTFJournalfoffPhysicalfChemistryfLettersRF2011RFXRFbaScX 6.4 191

151 γhermodynamicFcouplingFbetweenFactivationFandFinactivationFgatingFinFpotassiumFchannelsF
revealedFbyFfreeFenergyFmolecularFdynamicsFsimulationsTFJournalfoffGeneralfPhysiologyRF2011RFWZbRF]aWSbV3.4 47
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150 ynFtheFstructuralFbasisFofFmodalFgatingFbehaviorFinFuNQOFchannelsTFNaturefStructuralfandfMolecularf
BiologyRF2011RFWbRF^aSa[ 17.6 57

149 momputerFsimulationsFofFwaterFfluxFandFsaltFpermeabilityFofFtheFreverseFosmosisFpγSZVFaromaticF
polyamideFmembraneTFJournalfoffMembranefScienceRF2011RFZb[RFWSc 9.6 69

148 yuabainFbindingFsiteFinFaFfunctioningFxaQUuQFkγzaseTFJournalfoffBiologicalfChemistryRF2011RFXb^RFZbWaaSZbWbZ5.4 43

147 VoltageSqatedFsonFmhannelsdFγheFwachinesF—esponsibleFforFtheFxerveFsmpulseF2011RFXZWSX[b 1

146
qramicidinFkFbackboneFandFsideFchainFdynamicsFevaluatedFbyFmolecularFdynamicsFsimulationsFandF
nuclearFmagneticFresonanceFexperimentsTFsdFmolecularFdynamicsFsimulationsTFJournalfoffPhysicalf
ChemistryfBRF2011RFWW]RFa[WaSX^

3.4 31

145 liogenesisFofFtheFporeFarchitectureFofFaFvoltageSgatedFpotassiumFchannelTFProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2011RFWVbRFZX[VS] 11.5 18

144 sonFselectivityFinFchannelsFandFtransportersTFJournalfoffGeneralfPhysiologyRF2011RFWZaRF[W]SX^ 3.4 127

143 zrotonationFofFkeyFacidicFresiduesFisFcriticalFforFtheFuQSselectivityFofFtheFxaUuFpumpTFNaturef
StructuralfandfMolecularfBiologyRF2011RFWbRFWW]cS^Z 17.6 47

142  tructuralFbasisFforFtheFcouplingFbetweenFactivationFandFinactivationFgatesFinFuNQOFchannelsTFNatureRF
2010RF[^^RFXaXS] 50.4 227

141 zerspectivesFondFmolecularFdynamicsFandFcomputationalFmethodsTFJournalfoffGeneralfPhysiologyRF
2010RFWZ]RF][aSb 3.4 12

140 γwoFmechanismsFofFionFselectivityFinFproteinFbindingFsitesTFProceedingsfoffthefNationalfAcademyfoff
SciencesfoffthefUnitedfStatesfoffAmericaRF2010RFWVaRFXVZXcSZ[ 11.5 69

139 γheFactivatedFstateFofFaFsodiumFchannelFvoltageFsensorFinFaFmembraneFenvironmentTFProceedingsfoff
thefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2010RFWVaRF][Z]S[V 11.5 41

138  electivityFofFexternallyFfacingFionSbindingFsitesFinFtheFxaUuFpumpFtoFalkaliFmetalsFandForganicF
cationsTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2010RFWVaRFWbaWbSXZ11.5 28

137 wultidomainFassembledFstatesFofFrckFtyrosineFkinaseFinFsolutionTFProceedingsfoffthefNationalf
AcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaRF2010RFWVaRFW]a]aS^X 11.5 177

136 kssessingFtheFaccuracyFofFapproximateFtreatmentsFofFionFhydrationFbasedFonFprimitiveF
quasichemicalFtheoryTFJournalfoffChemicalfPhysicsRF2010RFWZXRFXZ[WVW 3.9 24

135 malculationFofFtheFgatingFchargeFforFtheFuvWTXFvoltageSactivatedFpotassiumFchannelTFBiophysicalf
JournalRF2010RFcbRFXWbcScb 2.9 121

134 oxploringFtheFionFselectivityFpropertiesFofFaFlargeFnumberFofFsimplifiedFbindingFsiteFmodelsTF
BiophysicalfJournalRF2010RFcbRFXbaaSb] 2.9 29

133 kbsoluteFbindingFfreeFenergyFcalculationsFofFsparsomycinFanalogsFtoFtheFbacterialFribosomeTF
JournalfoffPhysicalfChemistryfBRF2010RFWW[RFc]X]SZc 3.4 45

(2010-2011)
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132 sonFselectivityFofFalphaShemolysinFwithFaFbetaScyclodextrinFadapterTFsTF ingleFionFpotentialFofFmeanF
forceFandFdiffusionFcoefficientTFJournalfoffPhysicalfChemistryfBRF2010RFWW[RFc]XSb 3.4 34

131 onergeticsFofFdoubleSionFoccupancyFinFtheFgramicidinFkFchannelTFJournalfoffPhysicalfChemistryfBRF
2010RFWW[RFWZbbWSb 3.4 15

130 mationSselectiveFpathwayFofFymppFporinFrevealedFbyFanomalousFXSrayFdiffractionTFJournalfoff
MolecularfBiologyRF2010RFZc^RFXcZSZVV 6.5 27

129 sonFselectivityFofFtheFucskFchanneldFaFperspectiveFfromFmultiSionFfreeFenergyFlandscapesTFJournalfoff
MolecularfBiologyRF2010RF[VWRFbZWS[X 6.5 74

128
preeFonergyFzerturbationFramiltonianF—eplicaSoxchangeFwolecularFnynamicsFNpozUrS—ownOFforF
kbsoluteFvigandFlindingFpreeFonergyFmalculationsTFJournalfoffChemicalfTheoryfandfComputationRF
2010RF^RFX]]cSX]^]

6.4 180

127  imulatingFwonovalentFandFnivalentFsonsFinFkqueousF olutionFδsingFaFnrudeFzolarizableFporceF
pieldTFJournalfoffChemicalfTheoryfandfComputationRF2010RF^RFaa[Sab^ 6.4 336

126 kccurateFmalculationFofFrydrationFpreeFonergiesFusingFzairS pecificFvennardStonesFzarametersFinF
theFmrk—wwFnrudeFzolarizableFporceFpieldTFJournalfoffChemicalfTheoryfandfComputationRF2010RF^RFWWbWSWWcb6.4 116

125  imulationFofFysmoticFzressureFinFmoncentratedFkqueousF altF olutionsTFJournalfoffPhysicalf
ChemistryfLettersRF2010RFWRFWbZSWbc 6.4 208

124
malculationFofFtheFstandardFbindingFfreeFenergyFofFsparsomycinFtoFtheFribosomalF
peptidylStransferaseFzSsiteFusingFmolecularFdynamicsFsimulationsFwithFrestrainingFpotentialsTF
JournalfoffMolecularfRecognitionRF2010RFXZRFWXbS[W

2.6 13

123 zerspectivesFondFwolecularFdynamicsFandFcomputationalFmethodsTFJournalfoffCellfBiologyRF2010RF
WbcRFiW^SiW^ 7.3

122
wappingFtheFconformationalFtransitionFinF rcFactivationFbyFcumulatingFtheFinformationFfromF
multipleFmolecularFdynamicsFtrajectoriesTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthef
UnitedfStatesfoffAmericaRF2009RFWV^RFZaa^SbW

11.5 97

121 mrk—wwdFtheFbiomolecularFsimulationFprogramTFJournalfoffComputationalfChemistryRF2009RFZVRFW][]S^W[3.5 5515

120 wolecularFmodelingFandFdynamicsFstudiesFwithFexplicitFinclusionFofFelectronicFpolarizabilityTFγheoryF
andFapplicationsTFTheoreticalfChemistryfAccountsRF2009RFWX[RFWWSXb 1.9 285

119 lindingFspecificityFofF rXFdomainsdFinsightFfromFfreeFenergyFsimulationsTFProteins:fStructuretf
FunctionfandfBioinformaticsRF2009RFa[RFcc^SWVVa 4.2 42

118 momputationsFofFstandardFbindingFfreeFenergiesFwithFmolecularFdynamicsFsimulationsTFJournalfoff
PhysicalfChemistryfBRF2009RFWWZRFXXZ[S[^ 3.4 415

117 rydrationFnumberRFtopologicalFcontrolRFandFionFselectivityTFJournalfoffPhysicalfChemistryfBRF2009RF
WWZRFbaX]SZV 3.4 34

116 preeFenergyFandFkineticsFofFconformationalFtransitionsFfromFVoronoiFtessellatedFmilestoningFwithF
restrainingFpotentialsTFJournalfoffChemicalfTheoryfandfComputationRF2009RF]RFX]bcSX]c[ 6.4 46

115
momputationFofFkbsoluteFrydrationFandFlindingFpreeFonergyFwithFpreeFonergyFzerturbationF
nistributedF—eplicaSoxchangeFwolecularFnynamicsFNpozU—ownOTFJournalfoffChemicalfTheoryfandf
ComputationRF2009RF]RFX]bZSX]bb

6.4 105
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114
kFrapidFcoarseFresidueSbasedFcomputationalFmethodFforFxSrayFsolutionFscatteringFcharacterizationF
ofFproteinFfoldsFandFmultipleFconformationalFstatesFofFlargeFproteinFcomplexesTFBiophysicalfJournalRF
2009RFc^RF[[[cS^Z

2.9 96

113 ktomisticFviewFofFtheFconformationalFactivationFofF rcFkinaseFusingFtheFstringFmethodFwithF
swarmsSofStrajectoriesTFBiophysicalfJournalRF2009RFcaRFvbSvWV 2.9 74

112 ynFtheFutilizationFofFenergyFminimizationFtoFtheFstudyFofFionFselectivityTFBiophysicalfJournalRF2009RF
caRFvW]Sa 2.9 16

111 wolecularFdynamicsFstudyFofFaFpolymericFreverseFosmosisFmembraneTFJournalfoffPhysicalfChemistryf
BRF2009RFWWZRFWVWaaSbX 3.4 111

110 wultifrequencyFelectronFspinFresonanceFspectraFofFaFspinSlabeledFproteinFcalculatedFfromFmolecularF
dynamicsFsimulationsTFJournalfoffthefAmericanfChemicalfSocietyRF2009RFWZWRFX]caS^V] 16.4 61

109 wanySbodyFpolarizationFeffectsFandFtheFmembraneFdipoleFpotentialTFJournalfoffthefAmericanf
ChemicalfSocietyRF2009RFWZWRFXa^VSW 16.4 90

108 momputationsFofFkbsoluteF olvationFpreeFonergiesFofF mallFwoleculesFδsingFoxplicitFandFsmplicitF
 olventFwodelTFJournalfoffChemicalfTheoryfandfComputationRF2009RF]RFcWcSZV 6.4 125

107 plexibilityFandFchargeFasymmetryFinFtheFactivationFloopFofF rcFtyrosineFkinasesTFProteins:fStructuretf
FunctionfandfBioinformaticsRF2009RFa[RFZabSbc 4.2 35

106  tructuralFrefinementFofFmembraneFproteinsFbyFrestrainedFmolecularFdynamicsFandFsolventF
accessibilityFdataTFBiophysicalfJournalRF2008RFc]RF]Z[cS^W 2.9 21

105 zarametrizationRFmolecularFdynamicsFsimulationRFandFcalculationFofFelectronFspinFresonanceFspectraF
ofFaFnitroxideFspinFlabelFonFaFpolyalanineFalphaShelixTFJournalfoffPhysicalfChemistryfBRF2008RFWWXRF]a]]S^a 3.4 84

104 montrolFofFionFselectivityFinFveuγdFtwoFxaQFbindingFsitesFwithFtwoFdifferentFmechanismsTFJournalfoff
MolecularfBiologyRF2008RFZaaRFbV[SWb 6.5 160

103 ynFtheForiginFofFtheFelectrostaticFpotentialFdifferenceFatFaFliquidSvacuumFinterfaceTFJournalfoff
ChemicalfPhysicsRF2008RFWXcRFXZ[aV^ 3.9 81

102 γheFmembraneFpotentialFandFitsFrepresentationFbyFaFconstantFelectricFfieldFinFcomputerF
simulationsTFBiophysicalfJournalRF2008RFc]RF[XV]SW^ 2.9 140

101 δnderstandingFtheFdielectricFpropertiesFofFliquidFamidesFfromFaFpolarizableFforceFfieldTFJournalfoff
PhysicalfChemistryfBRF2008RFWWXRFZ]VcSXW 3.4 113

100 pindingFtransitionFpathwaysFusingFtheFstringFmethodFwithFswarmsFofFtrajectoriesTFJournalfoffPhysicalf
ChemistryfBRF2008RFWWXRFZ[ZXS[V 3.4 252

99 luildingFwarkovFstateFmodelsFalongFpathwaysFtoFdetermineFfreeFenergiesFandFratesFofFtransitionsTF
JournalfoffChemicalfPhysicsRF2008RFWXcRFV^[WVa 3.9 112

98 mommentFonFHpreeFenergyFsimulationsFofFsingleFandFdoubleFionFoccupancyFinFgramicidinFkHF[tTF
mhemTFzhysTFWX^RFWV]WVZFNXVVaO]TFJournalfoffChemicalfPhysicsRF2008RFWXbRFXXaWVWeFauthorFreplyFXXaWVX 3.9 19

97  rcFkinaseFconformationalFactivationdFthermodynamicsRFpathwaysRFandFmechanismsTFPLoSf
ComputationalfBiologyRF2008RF[RFeWVVVV[a 5 83

(2008-2009)
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96 vongSporeFelectrostaticsFinFinwardSrectifierFpotassiumFchannelsTFJournalfoffGeneralfPhysiologyRF2008
RFWZXRF^WZSZX 3.4 40

95 WhatFmanFleFneducedFaboutFtheF tructureFofF hakerFfromFkvailableFnataiTFNovartisfFoundationf
SymposiumRF2008RFb[SWVb 3

94 momputationFofFbindingFfreeFenergyFwithFmolecularFdynamicsFandFgrandFcanonicalFwonteFmarloF
simulationsTFJournalfoffChemicalfPhysicsRF2008RFWXbRFWW]WVZ 3.9 103

93 zolarizableFempiricalFforceFfieldFforFaromaticFcompoundsFbasedFonFtheFclassicalFdrudeFoscillatorTF
JournalfoffPhysicalfChemistryfBRF2007RFWWWRFXbaZSb] 3.4 132

92 kFtheoreticalFstudyFofFaqueousFsolvationFofFuFcomparingFabFinitioRFpolarizableRFandFfixedSchargeF
modelsTFJournalfoffChemicalfTheoryfandfComputationRF2007RFZRFXV^bSXVbX 6.4 75

91 nynamicsFofFtheFuvWTXFvoltageSgatedFuQFchannelFinFaFmembraneFenvironmentTFBiophysicalfJournalRF
2007RFcZRFZVaVSbX 2.9 122

90 zolarizableFempiricalFforceFfieldFforFtheFprimaryFandFsecondaryFalcoholFseriesFbasedFonFtheFclassicalF
nrudeFmodelTFJournalfoffChemicalfTheoryfandfComputationRF2007RFZRFWcXaSWc[^ 6.4 124

89
mharacterizationFofFconformationalFequilibriaFthroughFramiltonianFandFtemperatureF
replicaSexchangeFsimulationsdFassessingFentropicFandFenvironmentalFeffectsTFJournalfoff
ComputationalfChemistryRF2007RFXbRFW^Z[S[a

3.5 41

88 knatomyFofFaFstructuralFpathwayFforFactivationFofFtheFcatalyticFdomainFofF rcFkinaseFrckTFProteins:f
StructuretfFunctionfandfBioinformaticsRF2007RF^aRFWVc^SWWX 4.2 36

87 wolecularFdrivingFforcesFdeterminingFpotassiumFchannelFslowFinactivationTFNaturefStructuralfandf
MolecularfBiologyRF2007RFW[RFWV^XSc 17.6 190

86 smportanceFofFhydrationFandFdynamicsFonFtheFselectivityFofFtheFucskFandFxauFchannelsTFJournalfoff
GeneralfPhysiologyRF2007RFWXcRFWZ]S[Z 3.4 159

85
ynFtheFimportanceFofFaFfunneledFenergyFlandscapeFforFtheFassemblyFandFregulationFofFmultidomainF
 rcFtyrosineFkinasesTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmerica
RF2007RFWV[RFWZ^[ZSb

11.5 44

84 mlosingFinFonFtheFrestingFstateFofFtheF hakerFuNQOFchannelTFNeuronRF2007RF]^RFWX[S[V 13.9 243

83
wechanismFofFintracellularFblockFofFtheFucskFuQFchannelFbyFtetrabutylammoniumdFinsightsFfromF
XSrayFcrystallographyRFelectrophysiologyFandFreplicaSexchangeFmolecularFdynamicsFsimulationsTF
JournalfoffMolecularfBiologyRF2007RFZ^]RF^[cS^X

6.5 50

82
γwoFatomicFconstraintsFunambiguouslyFpositionFtheF [FsegmentFrelativeFtoF WFandF XFsegmentsFinF
theFclosedFstateFofF hakerFuFchannelTFProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedf
StatesfoffAmericaRF2007RFWV[RFacV[Sc

11.5 145

81 oxtracellularFblockadeFofFpotassiumFchannelsFbyFγokQdFtheFtipFofFtheFicebergiTFJournalfoffGeneralf
PhysiologyRF2006RFWXbRF^Z]S^ 3.4 4

80 malculationFofF tandardFlindingFpreeFonergiesdFFkromaticFwoleculesFinFtheFγ[FvysozymeFvcckF
wutantTFJournalfoffChemicalfTheoryfandfComputationRF2006RFXRFWX]]SaZ 6.4 228

79
sonFpermeationFthroughFaFnarrowFchanneldFusingFgramicidinFtoFascertainFallSatomFmolecularF
dynamicsFpotentialFofFmeanFforceFmethodologyFandFbiomolecularFforceFfieldsTFBiophysicalfJournalRF
2006RFcVRFZ[[aS^b

2.9 123
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