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l Paper IF Citations

267 uomputingJgeneralizedJLangevinJequationsJandJgeneralizedJxokkerWλlanckJequationsZJProceedingsn
ofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2009VJcbhVJcbjjfWk 11.5 82

266 wnhancedJsamplingJinJgeneralizedJensembleJwithJlargeJgapJofJsamplingJparameterlJcaseJstudyJinJ
temperatureJspaceJrandomJwalkZJJournalnofnChemicalnPhysicsVJ2009VJcebVJckfccd 3.9 18

265
SimultaneousJescapingJofJexplicitJandJhiddenJfreeJenergyJbarrierslJapplicationJofJtheJorthogonalJ
spaceJrandomJwalkJstrategyJinJgeneralizedJensembleJbasedJconformationalJsamplingZJJournalnofn
ChemicalnPhysicsVJ2009VJcebVJdefcbg

3.9 71

264 γnWtheWpathJrandomJwalkJsamplingJforJefficientJoptimizationJofJminimumJfreeWenergyJpathZJJournaln
ofnComputationalnChemistryVJ2009VJebVJchfkWge 3.5 23

263 srtificialJreactionJcoordinateJLtunnelingLJinJfreeWenergyJcalculationslJtheJcatalyticJreactionJofJRβaseJ
zZJJournalnofnComputationalnChemistryVJ2009VJebVJchefWfc 3.5 73

262 ualculationJofJfreeWenergyJdifferencesJbyJconfinementJsimulationsZJspplicationJtoJpeptideJ
conformersZJJournalnofnPhysicalnChemistrynBVJ2009VJcceVJkidjWfb 3.4 46

261 TheoryJofJfreeJenergyJandJentropyJinJnoncovalentJbindingZJChemicalnReviewsVJ2009VJcbkVJfbkdWcbi 68.1 291

260 vecompositionJofJenergyJandJfreeJenergyJchangesJbyJfollowingJtheJflowJofJworkJalongJreactionJ
pathZJJournalnofnChemicalnPhysicsVJ2009VJcecVJcffcbg 3.9 15

259 πMaMMJslchemicalJxreeJwnergyJSimulationslJuhallengesJandJRecentJvevelopmentsZJ2010VJhVJgcWhd 18

258 wxploringJMultidimensionalJxreeJwnergyJLandscapesJUsingJTimeWvependentJtiasesJonJuollectiveJ
VariablesZJJournalnofnChemicalnTheorynandnComputationVJ2010VJhVJegWfi 6.4 310

257 RUnSxoldingJmechanismsJofJtheJxtλdjJWWJdomainJinJexplicitJsolventJrevealedJbyJmultipleJrareJ
eventJsimulationJmethodsZJ2010VJkjVJhfhWgh 15

256 uhemicalJversusJmechanicalJperturbationsJonJtheJprotonationJstateJofJarginineJinJcomplexJlipidJ
membraneslJinsightsJfromJmicroscopicJpïaJcalculationsZJ2010VJkkVJcgdkWej 11

255 λracticallyJwfficientJπMaMMJslchemicalJxreeJwnergyJSimulationslJTheJγrthogonalJSpaceJRandomJ
WalkJStrategyZJJournalnofnChemicalnTheorynandnComputationVJ2010VJhVJddgeWhh 6.4 29

254 wlucidationJofJinteractionsJofJslzheimerJamyloidJbetaJpeptidesJRsbetafbJandJsbetafdSJwithJinsulinJ
degradingJenzymelJaJmolecularJdynamicsJstudyZJ2010VJfkVJekfiWgh 13

253 uonformationalJconsequencesJofJionizationJofJLysVJsspVJandJyluJburiedJatJpositionJhhJinJ
staphylococcalJnucleaseZJ2010VJfkVJfcejWfh 48

252
wlectronicJpropertiesJandJdesolvationJpenaltiesJofJmetalJionsJplusJproteinJelectrostaticsJdictateJtheJ
metalJbindingJaffinityJandJselectivityJinJtheJcopperJeffluxJregulatorZJJournalnofnthenAmericann
ChemicalnSocietyVJ2010VJcedVJcjbkdWcbd

16.4 32

251 uonformationalJxreeWwnergyJvifferenceJofJaJMiniproteinJfromJβonequilibriumJSimulationsZJJournaln
ofnPhysicalnChemistrynLettersVJ2010VJcVJckddWckdh 6.4 17
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250 ïeyJresiduesJthatJplayJaJcriticalJroleJinJureaWinducedJlysozymeJunfoldingZJJournalnofnPhysicaln
ChemistrynBVJ2010VJccfVJcghjiWke 3.4 17

249
SamplingJlongJtimeJscaleJproteinJmotionslJγSRWJsimulationJofJactiveJsiteJloopJconformationalJfreeJ
energiesJinJformylWuosloxalateJuosJtransferaseZJJournalnofnthenAmericannChemicalnSocietyVJ2010VJ
cedVJidgdWe

16.4 9

248 uonstantJpzJreplicaJexchangeJmolecularJdynamicsJinJbiomoleculesJusingJaJdiscreteJprotonationJ
modelZJJournalnofnChemicalnTheorynandnComputationVJ2010VJhVJcfbcWcfcd 6.4 79

247 λredictingJtheJacidabaseJbehaviorJofJproteinslJaJconstantWpzJMonteJuarloJapproachJwithJ
generalizedJbornJsolventZJJournalnofnPhysicalnChemistrynBVJ2010VJccfVJcbhefWfj 3.4 28

246 talancingJsimulationJaccuracyJandJefficiencyJwithJtheJsmberJunitedJatomJforceJfieldZJJournalnofn
PhysicalnChemistrynBVJ2010VJccfVJdjjhWke 3.4 8

245 ylycosidicJbondJconformationJpreferenceJplaysJaJpivotalJroleJinJcatalysisJofJRβsJpseudouridylationlJ
aJcombinedJsimulationJandJstructuralJstudyZJ2010VJfbcVJhkbWg 9

244 xreeJenergyJcalculationslJanJefficientJadaptiveJbiasingJpotentialJmethodZJJournalnofnPhysicaln
ChemistrynBVJ2010VJccfVJgjdeWeb 3.4 45

243
wfficientJwxplicitWSolventJMolecularJvynamicsJSimulationsJofJMolecularJsssociationJïineticslJ
MethaneaMethaneVJβaRUSaulRWSVJMethaneatenzeneVJandJïRUSacjWurownWhJwtherZJJournalnofnChemicaln
TheorynandnComputationVJ2011VJiVJccjkWki

6.4 37

242 wnhancingJπMaMMJmolecularJdynamicsJsamplingJinJexplicitJenvironmentsJviaJanJ
orthogonalWspaceWrandomWwalkWbasedJstrategyZJJournalnofnPhysicalnChemistrynBVJ2011VJccgVJekdfWeg 3.4 20

241 sllostericJactivationJviaJkineticJcontrollJpotassiumJacceleratesJaJconformationalJchangeJinJ–MλJ
dehydrogenaseZJ2011VJgbVJjgbjWcj 12

240 ThermalJwliminationJofJλrecursorsJtoJλolyRphenylenevinyleneSJwithJaJMacrocounterionJversusJaJ
SmallJuounterionlJsJuoordinatedJwxperimentalJandJSimulationJStudyZJ2011VJffVJhhheWhhhj 2

239 sJuombinedJMetadynamicsJandJUmbrellaJSamplingJMethodJforJtheJualculationJofJ–onJλermeationJ
xreeJwnergyJλrofilesZJJournalnofnChemicalnTheorynandnComputationVJ2011VJiVJddiiWddje 6.4 54

238 uonformationalJrelaxationJandJwaterJpenetrationJcoupledJtoJionizationJofJinternalJgroupsJinJ
proteinsZJ2011VJccgVJfbfdWge 32

237 uomputationalJligandWbasedJrationalJdesignlJRoleJofJconformationalJsamplingJandJforceJfieldsJinJ
modelJdevelopmentZJ2011VJdVJeghWeib 58

236 xorceWmomentumWbasedJselfWguidedJLangevinJdynamicslJaJrapidJsamplingJmethodJthatJapproachesJ
theJcanonicalJensembleZJJournalnofnChemicalnPhysicsVJ2011VJcegVJdbfcbc 3.9 18

235 uomputingJslchemicalJxreeJwnergyJvifferencesJwithJzamiltonianJReplicaJwxchangeJMolecularJ
vynamicsJRzWRwMvSJSimulationsZJJournalnofnChemicalnTheorynandnComputationVJ2011VJiVJdidcWdidi 6.4 59

234 MultiWSiteJ˛»WdynamicsJforJsimulatedJStructureWsctivityJRelationshipJstudiesZJJournalnofnChemicaln
TheorynandnComputationVJ2011VJiVJdidjWdiek 6.4 51

233 StructuralJoriginsJofJhighJapparentJdielectricJconstantsJexperiencedJbyJionizableJgroupsJinJtheJ
hydrophobicJcoreJofJaJproteinZJ2011VJfbgVJehcWii 33

(2011-2010)
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232 sJtenchmarkJTestJSetJforJslchemicalJxreeJwnergyJTransformationsJandJ–tsJUseJtoJπuantifyJwrrorJinJ
uommonJxreeJwnergyJMethodsZJJournalnofnChemicalnTheorynandnComputationVJ2011VJiVJfccgWef 6.4 99

231 xreeJwnergyJualculationsJforJuyclodextrinJ–nclusionJuomplexesZJ2011VJcgVJjekWjfi 12

230 slchemicalJfreeJenergyJmethodsJforJdrugJdiscoverylJprogressJandJchallengesZJ2011VJdcVJcgbWhb 382

229 wquilibriumJsamplingJinJbiomolecularJsimulationsZJ2011VJfbVJfcWhd 171

228 StructuralJplasticityJofJstaphylococcalJnucleaseJprobedJbyJperturbationJwithJpressureJandJpzZJ2011VJ
ikVJcdkeWebg 26

227 vevelopingJhybridJapproachesJtoJpredictJpïaJvaluesJofJionizableJgroupsZJ2011VJikVJeejkWkk 27

226 pzJreplicaWexchangeJmethodJbasedJonJdiscreteJprotonationJstatesZJ2011VJikVJefdbWeh 89

225 wxtendingJfragmentWbasedJfreeJenergyJcalculationsJwithJlibraryJMonteJuarloJsimulationlJannealingJ
inJinteractionJspaceZJJournalnofnComputationalnChemistryVJ2011VJedVJccegWfe 3.5 8

224 svoidingJtheJvanJderJWaalsJendpointJproblemJusingJserialJatomicJinsertionZJJournalnofn
ComputationalnChemistryVJ2011VJedVJdffkWgj 3.5 14

223 spplyingJefficientJimplicitJnongeometricJconstraintsJinJalchemicalJfreeJenergyJsimulationsZJJournaln
ofnComputationalnChemistryVJ2011VJedVJefdeWed 3.5 32

222
spproachingJpostWzartreeâ��xockJqualityJpotentialJenergyJsurfacesJwithJsimpleJpairWwiseJ
expressionslJparameterisingJpointWchargeWbasedJforceJfieldsJforJliquidJwaterJusingJtheJadaptiveJ
forceJmatchingJmethodZJ2011VJeiVJgkcWhbg

39

221 LargeJshiftsJinJpïaJvaluesJofJlysineJresiduesJburiedJinsideJaJproteinZJProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2011VJcbjVJgdhbWg 11.5 301

220 yeneralizedJessentialJenergyJspaceJrandomJwalksJtoJmoreJeffectivelyJaccelerateJsoluteJsamplingJinJ
aqueousJenvironmentZJJournalnofnChemicalnPhysicsVJ2012VJcehVJbffcbe 3.9 13

219 TransmembraneJhelixJassemblyJbyJwindowJexchangeJumbrellaJsamplingZJPhysicalnReviewnLettersVJ
2012VJcbjVJcbjcbd 7.4 51

218 uomputationalJinsightsJforJtheJdiscoveryJofJnonWsTλJcompetitiveJinhibitorsJofJMsλJkinasesZJ2012VJ
cjVJccieWjg 18

217 tiomolecularJelectrostaticsJandJsolvationlJaJcomputationalJperspectiveZJ2012VJfgVJfdiWkc 132

216 SamplingJproteinJmotionJandJsolventJeffectJduringJligandJbindingZJProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2012VJcbkVJcfhiWid 11.5 86

215 wxactJRelationJbetweenJλotentialJofJMeanJxorceJandJxreeWwnergyJλrofileZJJournalnofnChemicaln
TheorynandnComputationVJ2012VJjVJekkjWfbbe 6.4 21
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214 λracticallyJwfficientJandJRobustJxreeJwnergyJualculationslJvoubleW–ntegrationJγrthogonalJSpaceJ
TemperingZJJournalnofnChemicalnTheorynandnComputationVJ2012VJjVJjcbWde 6.4 70

213 StructuralJandJelectrostaticJasymmetryJatJtheJactiveJsiteJinJtypicalJandJatypicalJperoxiredoxinJ
dimersZJJournalnofnPhysicalnChemistrynBVJ2012VJcchVJhjedWfe 3.4 14

212 xorceJandJStressJalongJSimulatedJvissociationJλathwaysJofJuucurbiturilWyuestJSystemsZJJournalnofn
ChemicalnTheorynandnComputationVJ2012VJjVJkhhWkih 6.4 13

211 uomputationalJ–nsightsJintoJvynamicsJofJλroteinJsggregationJandJwnzymeWSubstrateJ–nteractionsZJ
JournalnofnPhysicalnChemistrynLettersVJ2012VJeVJefhbWk 6.4 4

210 uonstantJpzJMolecularJvynamicsJSimulationsJofJβucleicJscidsJinJwxplicitJSolventZJJournalnofn
ChemicalnTheorynandnComputationVJ2012VJjVJehWfh 6.4 73

209 xreeWenergyJsimulationsJrevealJthatJbothJhydrophobicJandJpolarJinteractionsJareJimportantJforJ
influenzaJhemagglutininJantibodyJbindingZJ2012VJcbdVJcfgeWhc 22

208 βovelJvesignJofJaJβanoflowmeterJtasedJonJuarbonJβanotubesZJ2012VJcchVJcefdkWcefef 6

207 snalysisJandJeliminationJofJaJbiasJinJtargetedJmolecularJdynamicsJsimulationsJofJconformationalJ
transitionslJapplicationJtoJcalmodulinZJJournalnofnPhysicalnChemistrynBVJ2012VJcchVJjgjfWhbe 3.4 42

206 vevelopmentJandJapplicationJofJenhancedJsamplingJtechniquesJtoJsimulateJtheJlongWtimeJscaleJ
dynamicsJofJbiomolecularJsystemsZJ2012VJccdVJeeWfe 23

205 TheJStructureVJThermodynamicsJandJSolubilityJofJγrganicJurystalsJfromJSimulationJwithJaJ
λolarizableJxorceJxieldZJJournalnofnChemicalnTheorynandnComputationVJ2012VJjVJcidcWcieh 6.4 65

204
λrotonationJstatesJofJtheJcatalyticJdyadJofJ˛†WsecretaseJRtsuwcSJinJtheJpresenceJofJchemicallyJ
diverseJinhibitorslJaJmolecularJdockingJstudyZJJournalnofnChemicalnInformationnandnModelingVJ2012VJ
gdVJcdigWji

6.1 28

203 sminoJacidJanaloguesJbindJtoJcarbonJnanotubeJviaJˇ�Wˇ�JinteractionslJcomparisonJofJmolecularJ
mechanicalJandJquantumJmechanicalJcalculationsZJJournalnofnChemicalnPhysicsVJ2012VJcehVJbdgcbe 3.9 82

202 tlindJpredictionJofJhostWguestJbindingJaffinitieslJaJnewJSsMλLeJchallengeZJJournalnofn
Computer-AidednMolecularnDesignVJ2012VJdhVJfigWji 4.2 101

201 StructuralJreorganizationJtriggeredJbyJchargingJofJLysJresiduesJinJtheJhydrophobicJinteriorJofJaJ
proteinZJ2012VJdbVJcbicWjg 37

200 TowardJmolecularJmodelsJofJprotonJpumpinglJuhallengesVJmethodsJandJrelevantJapplicationsZJ2012
VJggVJeWcj 6

199 wnhancedJandJeffectiveJconformationalJsamplingJofJproteinJmolecularJsystemsJforJtheirJfreeJ
energyJlandscapesZJ2012VJfVJdiWff 48

198 wlucidatingJtheJcatalyticJmechanismJofJ˛†WsecretaseJRtsuwcSlJaJquantumJmechanicsamolecularJ
mechanicsJRπMaMMSJapproachZJ2013VJfbVJcWk 24

197 tindingJpreferenceJofJcarbonJnanotubeJoverJprolineWrichJmotifJligandJonJSzeWdomainlJaJcomparisonJ
withJdifferentJforceJfieldsZJJournalnofnPhysicalnChemistrynBVJ2013VJcciVJegfcWi 3.4 12

(2013-2012)
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196 UsingJcollectiveJvariablesJtoJdriveJmolecularJdynamicsJsimulationsZJMolecularnPhysicsVJ2013VJcccVJeefgWeehd1.7 463

195 ziddenJuonformationJwventsJinJvβsJtaseJwxtrusionslJsJyeneralizedJwnsembleJλathJγptimizationJ
andJwquilibriumJSimulationJStudyZJJournalnofnChemicalnTheorynandnComputationVJ2013VJkVJ 6.4 15

194 γptimizationJofJUmbrellaJSamplingJReplicaJwxchangeJMolecularJvynamicsJbyJReplicaJλositioningZJ
JournalnofnChemicalnTheorynandnComputationVJ2013VJkVJfhkdWk 6.4 28

193 TwoJvimensionalJWindowJwxchangeJUmbrellaJSamplingJforJTransmembraneJzelixJsssemblyZJ
JournalnofnChemicalnTheorynandnComputationVJ2013VJkVJceWci 6.4 33

192 zemoglobinJtohrJeffectslJatomicJoriginJofJtheJhistidineJresidueJcontributionsZJ2013VJgdVJjgekWgg 21

191 TowardsJsccurateJλredictionJofJλrotonationJwquilibriumJofJβucleicJscidsZJJournalnofnPhysicaln
ChemistrynLettersVJ2013VJfVJihbWihh 6.4 26

190 xreeWenergyJdifferencesJbetweenJstatesJwithJdifferentJconformationalJensemblesZJJournalnofn
ComputationalnChemistryVJ2013VJefVJcekjWfbj 3.5 15

189 SelfWLearningJsdaptiveJUmbrellaJSamplingJMethodJforJtheJveterminationJofJxreeJwnergyJ
LandscapesJinJMultipleJvimensionsZJJournalnofnChemicalnTheorynandnComputationVJ2013VJkVJcjjgWcjkg 6.4 63

188 StandardJbindingJfreeJenergiesJfromJcomputerJsimulationslJWhatJisJtheJbestJstrategyqZJJournalnofn
ChemicalnTheorynandnComputationVJ2013VJkVJikfWjbd 6.4 224

187 sJβewJMaximumJLikelihoodJspproachJforJxreeJwnergyJλrofileJuonstructionJfromJMolecularJ
SimulationsZJJournalnofnChemicalnTheorynandnComputationVJ2013VJkVJcgeWchf 6.4 59

186 pzWdependentJdynamicsJofJcomplexJRβsJmacromoleculesZJJournalnofnChemicalnTheorynandn
ComputationVJ2013VJkVJkegWkfe 6.4 47

185 wfficientJuomputationJofJSmallWMoleculeJuonfigurationalJtindingJwntropyJandJxreeJwnergyJuhangesJ
byJwnsembleJwnumerationZJJournalnofnChemicalnTheorynandnComputationVJ2013VJkVJgbkjWgccg 6.4 24

184 UnusualJsequenceJeffectsJonJnucleotideJexcisionJrepairJofJarylamineJlesionslJvβsJ
bendingadistortionJasJaJprimaryJrecognitionJfactorZJ2013VJfcVJjhkWjb 38

183
sJvirtualWsystemJcoupledJmulticanonicalJmolecularJdynamicsJsimulationlJprinciplesJandJapplicationsJ
toJfreeWenergyJlandscapeJofJproteinWproteinJinteractionJwithJanJallWatomJmodelJinJexplicitJsolventZJ
JournalnofnChemicalnPhysicsVJ2013VJcejVJcjfcbh

3.9 29

182 sdaptiveJsingleJreplicaJmultipleJstateJtransitionJinterfaceJsamplingZJJournalnofnChemicalnPhysicsVJ
2013VJcekVJbffcbg 3.9 24

181 wnhancedJsamplingJofJmolecularJdynamicsJsimulationJofJpeptidesJandJproteinsJbyJdoubleJcouplingJ
toJthermalJbathZJ2013VJecVJdbhWcf 5

180 UVWradiationJinducedJdisruptionJofJdryWcavitiesJinJhumanJ˛‡vWcrystallinJresultsJinJdecreasedJstabilityJ
andJfasterJunfoldingZJ2013VJeVJcghb 33

179 schievingJergodicJsamplingJusingJreplicaWexchangeJfreeWenergyJcalculationsZJ2014VJfbVJdcjWddj 19
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178 λayoffsVJnotJtradeoffsVJinJtheJadaptationJofJaJvirusJtoJostensiblyJconflictingJselectiveJpressuresZJ
2014VJcbVJecbbfhcc 19

177
uombineJumbrellaJsamplingJwithJintegratedJtemperingJmethodJforJefficientJandJaccurateJ
calculationJofJfreeJenergyJchangesJofJcomplexJenergyJsurfaceZJJournalnofnChemicalnPhysicsVJ2014VJ
cfcVJbffcbj

3.9 21

176 MultipleWReplicaJStrategiesJforJxreeWwnergyJualculationsJinJβsMvlJMultipleWWalkerJsdaptiveJ
tiasingJxorceJandJWalkerJSelectionJRulesZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJgdihWjg6.4 52

175 sJreplicaJexchangeJtransitionJinterfaceJsamplingJmethodJwithJmultipleJinterfaceJsetsJforJ
investigatingJnetworksJofJrareJeventsZJJournalnofnChemicalnPhysicsVJ2014VJcfcVJbffcbc 3.9 23

174 ThermodynamicsJofJvecaWalanineJxoldingJinJWaterZJJournalnofnChemicalnTheorynandnComputationVJ
2014VJcbVJdjehWdjff 6.4 37

173 sbsoluteJγrganicJurystalJThermodynamicslJyrowthJofJtheJssymmetricJUnitJintoJaJurystalJviaJ
slchemyZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdijcWkc 6.4 19

172 uomputingJtheJrelativeJstabilitiesJandJtheJperWresidueJcomponentsJinJproteinJconformationalJ
changesZJ2014VJddVJchjWig 21

171 tayesianJmodelJaggregationJforJensembleWbasedJestimatesJofJproteinJpïaJvaluesZJ2014VJjdVJegfWhe 9

170 πuantumJmechanicalamolecularJmechanicalJstudiesJofJzincJhydrolasesZJ2014VJeeVJcWfc 19

169 zydrationJxreeJwnergyJfromJγrthogonalJSpaceJRandomJWalkJandJλolarizableJxorceJxieldZJJournalnofn
ChemicalnTheorynandnComputationVJ2014VJcbVJdikdWdjbc 6.4 12

168 sJlargeWscaleJtestJofJfreeWenergyJsimulationJestimatesJofJproteinWligandJbindingJaffinitiesZJJournaln
ofnChemicalnInformationnandnModelingVJ2014VJgfVJdikfWjbh 6.1 49

167 WellWtemperedJmetadynamicsJconvergesJasymptoticallyZJPhysicalnReviewnLettersVJ2014VJccdVJdfbhbd 7.4 182

166 RecentJdevelopmentsJinJmethodsJforJidentifyingJreactionJcoordinatesZJ2014VJfbVJijfWike 50

165 TheoryJofJsdaptiveJγptimizationJforJUmbrellaJSamplingZJJournalnofnChemicalnTheorynandn
ComputationVJ2014VJcbVJdickWdidj 6.4 16

164 RoadmapsJthroughJfreeJenergyJlandscapesJcalculatedJusingJtheJmultiWdimensionalJvxwλJapproachZJ
JournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdfWef 6.4 45

163 SimultaneousJuomputationJofJvynamicalJandJwquilibriumJ–nformationJUsingJaJWeightedJwnsembleJ
ofJTrajectoriesZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdhgjWdhhi 6.4 60

162 TransitionWTemperedJMetadynamicslJRobustVJuonvergentJMetadynamicsJviaJγnWtheWxlyJTransitionJ
tarrierJwstimationZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJehdhWee 6.4 47

161 uonstantJpzJmolecularJdynamicsJofJproteinsJinJexplicitJsolventJwithJprotonJtautomerismZJ2014VJjdVJceckWec 73

(2014-2014)
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160 –ntegratedJzamiltonianJsamplinglJaJsimpleJandJversatileJmethodJforJfreeJenergyJsimulationsJandJ
conformationalJsamplingZJJournalnofnPhysicalnChemistrynBVJ2014VJccjVJjdcbWdb 3.4 13

159 –mprovedJReweightingJofJscceleratedJMolecularJvynamicsJSimulationsJforJxreeJwnergyJualculationZJ
JournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdhiiWdhjk 6.4 225

158 uonstantJpzJMolecularJvynamicsJinJwxplicitJSolventJwithJwnvelopingJvistributionJSamplingJandJ
zamiltonianJwxchangeZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdiejWdigb 6.4 54

157 LocalJwlevationJUmbrellaJSamplingJsppliedJtoJtheJualculationJofJslchemicalJxreeWwnergyJuhangesJ
viaJ˛»WvynamicslJTheJ˛»WLwUSJSchemeZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJebbhWdd 6.4 16

156 uomputationalJRecipeJforJwfficientJvescriptionJofJLargeWScaleJuonformationalJuhangesJinJ
tiomolecularJSystemsZJJournalnofnChemicalnTheorynandnComputationVJ2014VJcbVJdjhhWdjjb 6.4 52

155 xrontiersJinJfreeWenergyJcalculationsJofJbiologicalJsystemsZJ2014VJfVJicWjk 104

154 xreeWwnergyJualculationsJwithJMetadynamicslJTheoryJandJλracticeZJ2015VJcWfk 29

153 λolarizableJxorceJxieldsJforJtiomolecularJModelingZJ2015VJgcWjh 29

152 ReducingJtheJcostJofJevaluatingJtheJcommittorJbyJaJfittingJprocedureZJJournalnofnChemicalnPhysicsVJ
2015VJcfeVJcifcbe 3.9 10

151 –nJsilicoJsvMwaTJmodellingJforJrationalJdrugJdesignZJ2015VJfjVJfjjWgcg 137

150 TheJcomplexJandJspecificJpMzuJinteractionsJwithJdiverseJz–VWcJTuRJclonotypesJrevealJaJstructuralJ
basisJforJalterationsJinJuTLJfunctionZJ2014VJfVJfbji 16

149 γrthogonalJsamplingJinJfreeWenergyJcalculationsJofJresidueJmutationsJinJaJtripeptidelJT–JversusJ
˛»WLwUSZJJournalnofnComputationalnChemistryVJ2015VJehVJchjhWki 3.5 10

148 ZJ2015VJ 2

147 xsSTJuonformationalJSearchesJbyJtalancingJwxplorationawxploitationJTradeWγffsZJJournalnofn
ChemicalnTheorynandnComputationVJ2015VJccVJgifiWgi 6.4 90

146 TheoreticalJinsightsJintoJtheJfunctioningJofJmetallopeptidasesJandJtheirJsyntheticJanaloguesZJ
AccountsnofnChemicalnResearchVJ2015VJfjVJckdWdbb 24.3 26

145 RevisedJλarametersJforJtheJsMγwtsJλolarizableJstomicJMultipoleJWaterJModelZJJournalnofn
PhysicalnChemistrynBVJ2015VJcckVJkfdeWkfei 3.4 149

144 λotentialJspplicationJofJslchemicalJxreeJwnergyJSimulationsJtoJviscriminateJyλuRJLigandJwfficacyZJ
JournalnofnChemicalnTheorynandnComputationVJ2015VJccVJcdggWhh 6.4 8

143
sccurateJandJreliableJpredictionJofJrelativeJligandJbindingJpotencyJinJprospectiveJdrugJdiscoveryJbyJ
wayJofJaJmodernJfreeWenergyJcalculationJprotocolJandJforceJfieldZJJournalnofnthenAmericannChemicaln
SocietyVJ2015VJceiVJdhkgWibe

16.4 633
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142 ïineticsJofJproteinWligandJunbindinglJλredictingJpathwaysVJratesVJandJrateWlimitingJstepsZJ
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2015VJccdVJwejhWkc 11.5 234

141 wfficientJualculationJofJwnzymeJReactionJxreeJwnergyJλrofilesJUsingJaJzybridJvifferentialJ
RelaxationJslgorithmlJspplicationJtoJMycobacterialJZincJzydrolasesZJ2015VJcbbVJeeWhg 4

140 yaussianJscceleratedJMolecularJvynamicslJUnconstrainedJwnhancedJSamplingJandJxreeJwnergyJ
ualculationZJJournalnofnChemicalnTheorynandnComputationVJ2015VJccVJegjfWegkg 6.4 302

139
wnhancedJconformationalJsamplingJusingJreplicaJexchangeJwithJconcurrentJsoluteJscalingJandJ
hamiltonianJbiasingJrealizedJinJoneJdimensionZJJournalnofnChemicalnTheorynandnComputationVJ2015VJ
ccVJdjggWhi

6.4 25

138 wfficientJveterminationJofJRelativeJwntropyJUsingJuombinedJTemperatureJandJzamiltonianJ
ReplicaWwxchangeJMolecularJvynamicsZJJournalnofnChemicalnTheorynandnComputationVJ2015VJccVJddefWff 6.4 10

137 xromJthermodynamicsJtoJkineticslJenhancedJsamplingJofJrareJeventsZJAccountsnofnChemicalnResearch
VJ2015VJfjVJkfiWgg 24.3 47

136 TheoreticalJandJsimulationJstudiesJonJvoltageWgatedJsodiumJchannelsZJ2015VJhVJfceWdd 9

135 MixedJπuantumJMechanicalaMolecularJMechanicalJMolecularJvynamicsJSimulationsJofJtiologicalJ
SystemsJinJyroundJandJwlectronicallyJwxcitedJStatesZJChemicalnReviewsVJ2015VJccgVJhdciWhe 68.1 277

134 MultistateJ˛»WlocalWelevationJumbrellaWsamplingJRMSW˛»WLwUSSlJmethodJandJapplicationJtoJtheJ
complexationJofJcationsJbyJcrownJethersZJJournalnofnChemicalnTheorynandnComputationVJ2015VJccVJdgigWjj6.4 13

133 ModelingJofJβanotoxicityZJ2015VJ 10

132
wxploringJValleysJwithoutJulimbingJwveryJλeaklJMoreJwfficientJandJxorgivingJMetabasinJ
MetadynamicsJviaJRobustJγnWtheWxlyJtiasJvomainJRestrictionZJJournalnofnChemicalnTheorynandn
ComputationVJ2015VJccVJghejWgb

6.4 23

131 xreeJenergyJandJhiddenJbarriersJofJtheJ˛†WsheetJstructureJofJprionJproteinZJJournalnofnChemicaln
TheorynandnComputationVJ2015VJccVJgbdfWef 6.4 14

130 MolecularJdensityJfunctionalJtheoryJforJmultiscaleJmodelingJofJhydrationJfreeJenergyZJ2015VJcdhVJeibWejd 19

129 TowardJstructureJpredictionJofJcyclicJpeptidesZJPhysicalnChemistrynChemicalnPhysicsVJ2015VJciVJfdcbWk 3.6 39

128 wfficientlyJcomputingJpathwayJfreeJenergieslJβewJapproachesJbasedJonJchainWofWreplicaJandJ
βonWtoltzmannJtennettJreweightingJschemesZJ2015VJcjgbVJkffWkge 25

127 TheJadaptiveJbiasingJforceJmethodlJeverythingJyouJalwaysJwantedJtoJknowJbutJwereJafraidJtoJaskZJ
JournalnofnPhysicalnChemistrynBVJ2015VJcckVJccdkWgc 3.4 240

126 wlectrostaticJfreeJenergiesJinJtranslationalJyTλaseslJulassicJallosteryJandJtheJrestZJ2015VJcjgbVJcbbhWcbch 4

125 MethodsJforJwfficientlyJandJsccuratelyJuomputingJπuantumJMechanicalJxreeJwnergiesJforJwnzymeJ
uatalysisZJ2016VJgiiVJigWcbf 4

(2016-2015)
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124 sdvancedJSamplingJforJMolecularJSimulationJisJuomingJofJsgeZJJournalnofnComputationalnChemistryVJ
2016VJeiVJgfk 3.5 5

123 sccuratelyJmodelingJnanosecondJproteinJdynamicsJrequiresJatJleastJmicrosecondsJofJsimulationZJ
JournalnofnComputationalnChemistryVJ2016VJeiVJggjWhh 3.5 37

122 xreeJenergyJsimulationsJwithJtheJsMγwtsJpolarizableJforceJfieldJandJmetadynamicsJonJyλUJ
platformZJJournalnofnComputationalnChemistryVJ2016VJeiVJhcfWdd 3.5 9

121 UnconstrainedJwnhancedJSamplingJforJxreeJwnergyJualculationsJofJtiomoleculeslJsJReviewZJ2016VJ
fdVJcbfhWcbgg 93

120 uonceptsJandJprotocolsJforJelectrostaticJfreeJenergiesZJ2016VJfdVJcbkbWccbc 25

119 sJbenchmarkJforJreactionJcoordinatesJinJtheJtransitionJpathJensembleZJJournalnofnChemicalnPhysicsVJ
2016VJcffVJcefcbf 3.9 14

118 xreeJenergyJlandscapeJofJaJminimalistJsaltJbridgeJmodelZJProteinnScienceVJ2016VJdgVJdibWh 6.3

117 –nsightsJintoJzowJuyclicJλeptidesJSwitchJuonformationsZJJournalnofnChemicalnTheorynandn
ComputationVJ2016VJcdVJdfjbWj 6.4 34

116 ualculatingJbindingJfreeJenergiesJofJhostWguestJsystemsJusingJtheJsMγwtsJpolarizableJforceJfieldZJ
PhysicalnChemistrynChemicalnPhysicsVJ2016VJcjVJebdhcWebdhk 3.6 36

115 UnderstandingJenzymeJreactionsJusingJenhancedJsamplingJtechniquesZJ2016VJfdVJjfhWjgf

114 vecryptingJproteinJinsertionJthroughJtheJtransloconJwithJfreeWenergyJcalculationsZJ2016VJcjgjVJchheWic 12

113 SimulatingJReplicaJwxchangelJMarkovJStateJModelsVJλroposalJSchemesVJandJtheJ–nfiniteJSwappingJ
LimitZJJournalnofnPhysicalnChemistrynBVJ2016VJcdbVJjdjkWebc 3.4 25

112 sJSimpleJandJsccurateJMethodJToJualculateJxreeJwnergyJλrofilesJandJReactionJRatesJfromJ
RestrainedJMolecularJSimulationsJofJviffusiveJλrocessesZJJournalnofnPhysicalnChemistrynBVJ2016VJcdbVJjfgiWid3.4 11

111 yeneralizedJwnsembleJSamplingJofJwnzymeJReactionJxreeJwnergyJλathwaysZJ2016VJgiiVJgiWif 3

110 SteeredJMolecularJvynamicsJMethodsJsppliedJtoJwnzymeJMechanismJandJwnergeticsZJ2016VJgijVJcdeWfe 11

109 sJβetworksJspproachJtoJModelingJwnzymaticJReactionsZJ2016VJgijVJdfkWic 2

108 SensitivityJinJtindingJxreeJwnergiesJvueJtoJλroteinJReorganizationZJJournalnofnChemicalnTheorynandn
ComputationVJ2016VJcdVJfhdbWec 6.4 49

107 TowardJpolarizableJsMγwtsJthermodynamicsJatJfixedJchargeJefficiencyJusingJaJdualJforceJfieldJ
approachlJapplicationJtoJorganicJcrystalsZJPhysicalnChemistrynChemicalnPhysicsVJ2016VJcjVJebeceWebedd 3.6 6
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106 LeveragingJtheJ–nformationJfromJMarkovJStateJModelsJToJ–mproveJtheJuonvergenceJofJUmbrellaJ
SamplingJSimulationsZJJournalnofnPhysicalnChemistrynBVJ2016VJcdbVJjieeWfd 3.4 11

105 wxtendedJsdaptiveJtiasingJxorceJslgorithmZJsnJγnWtheWxlyJ–mplementationJforJsccurateJ
xreeWwnergyJualculationsZJJournalnofnChemicalnTheorynandnComputationVJ2016VJcdVJegbhWce 6.4 71

104 LigandJReleaseJλathwaysJγbtainedJwithJWwxplorelJResidenceJTimesJandJMechanismsZJJournalnofn
PhysicalnChemistrynBVJ2016VJcdbVJgeiiWjg 3.4 40

103 uomparativeJexplorationJofJhydrogenJsulfideJandJwaterJtransmembraneJfreeJenergyJsurfacesJviaJ
orthogonalJspaceJtemperingJfreeJenergyJsamplingZJJournalnofnComputationalnChemistryVJ2016VJeiVJghiWif3.5 11

102 TowardJhighWthroughputJpredictionsJofJtheJhydrationJfreeJenergiesJofJsmallJorganicJmoleculesJ
fromJfirstJprinciplesZJ2016VJfbiVJebfWece 11

101 λredictiveJSamplingJofJRareJuonformationalJwventsJinJsqueousJSolutionlJvesigningJaJyeneralizedJ
γrthogonalJSpaceJTemperingJMethodZJJournalnofnChemicalnTheorynandnComputationVJ2016VJcdVJfcWgd 6.4 9

100 sssessmentJofJMutationalJwffectsJonJλeptideJStabilityJthroughJuonfinementJSimulationsZJJournalnofn
PhysicalnChemistrynLettersVJ2016VJiVJcdhWeb 6.4 9

99 SamplingJerrorsJinJfreeJenergyJsimulationsJofJsmallJmoleculesJinJlipidJbilayersZJ2016VJcjgjVJdgekWdgfj 70

98 SpectralJgapJoptimizationJofJorderJparametersJforJsamplingJcomplexJmolecularJsystemsZJ
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2016VJcceVJdjekWff 11.5 135

97 wfficientJfreeJenergyJcalculationsJbyJcombiningJtwoJcomplementaryJtemperingJsamplingJmethodsZJ
JournalnofnChemicalnPhysicsVJ2017VJcfhVJbdfcbe 3.9 9

96 MicroscopicJmechanismsJthatJgovernJtheJtitrationJresponseJandJpïJvaluesJofJburiedJresiduesJinJ
staphylococcalJnucleaseJmutantsZJ2017VJjgVJdhjWdjc 22

95 uomputingJconvergedJfreeJenergyJdifferencesJbetweenJlevelsJofJtheoryJviaJnonequilibriumJworkJ
methodslJuhallengesJandJopportunitiesZJJournalnofnComputationalnChemistryVJ2017VJejVJceihWcejj 3.5 22

94 TheJwxtendedJyeneralizedJsdaptiveJtiasingJxorceJslgorithmJforJMultidimensionalJxreeWwnergyJ
ualculationsZJJournalnofnChemicalnTheorynandnComputationVJ2017VJceVJcghhWcgih 6.4 24

93 sdaptiveJLandscapeJxlatteningJscceleratesJSamplingJofJslchemicalJSpaceJinJMultisiteJ˛»JvynamicsZJ
JournalnofnPhysicalnChemistrynBVJ2017VJcdcVJehdhWeheg 3.4 34

92 –dentifyingJtheJstructuralJandJkineticJelementsJinJproteinJlargeWamplitudeJconformationalJmotionsZJ
2017VJehVJcjgWddi 3

91 λitfallJinJxreeWwnergyJSimulationsJonJSimplestJSystemsZJ2017VJdVJfekjWffcj

90 yibbsJSamplerWtasedJ˛»WvynamicsJandJRaoWtlackwellJwstimatorJforJslchemicalJxreeJwnergyJ
ualculationZJJournalnofnChemicalnTheorynandnComputationVJ2017VJceVJdgbcWdgcb 6.4 23

89 TinkerWγpenMMlJsbsoluteJandJrelativeJalchemicalJfreeJenergiesJusingJsMγwtsJonJyλUsZJJournalnofn
ComputationalnChemistryVJ2017VJejVJdbfiWdbgg 3.5 70

(2017-2016)
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88 StratifiedJUWzsMJandJ–tsJStochasticJspproximationJforJMulticanonicalJSimulationsJWhichJsreJxarJ
fromJwquilibriumZJJournalnofnChemicalnTheorynandnComputationVJ2017VJceVJfhhbWfhif 6.4 5

87 MolecularJdynamicsJinvestigationsJofJanJindicatorJdisplacementJassayJmechanismJinJaJliquidJcrystalJ
sensorZJPhysicalnChemistrynChemicalnPhysicsVJ2017VJckVJdekdfWdekee 3.6 10

86 MappingJtheJvrudeJpolarizableJforceJfieldJontoJaJmultipoleJandJinducedJdipoleJmodelZJJournalnofn
ChemicalnPhysicsVJ2017VJcfiVJchcibd 3.9 32

85 MolecularJTheoryJofJzydrationJatJvifferentJTemperaturesZJJournalnofnPhysicalnChemistrynBVJ2017VJ
cdcVJhjkjWhkbj 3.4 7

84 uoalescenceJofJβanoclustersJsnalyzedJbyJWellWTemperedJMetadynamicsZJuomparisonJwithJ
StraightforwardJMolecularJvynamicsZJJournalnofnChemicalnTheorynandnComputationVJ2017VJceVJejifWejjb 6.4 7

83
wstimationJofJrelativeJfreeJenergiesJofJbindingJusingJpreWcomputedJensemblesJbasedJonJtheJ
singleWstepJfreeJenergyJperturbationJandJtheJsiteWidentificationJbyJLigandJcompetitiveJsaturationJ
approachesZJJournalnofnComputationalnChemistryVJ2017VJejVJcdejWcdgc

3.5 22

82 γriginJofJpïJShiftsJofJ–nternalJLysineJResiduesJinJSβaseJStudiedJViaJwqualWMolarJVMMSJSimulationsJ
inJwxplicitJWaterZJJournalnofnPhysicalnChemistrynBVJ2017VJcdcVJeecjWeeeb 3.4 16

81 λolymorphismJatJcdkJdictatesJmetastableJconformationsJofJtheJhumanJprionJproteinJβWterminalJ
˛†WsheetZJChemicalnScienceVJ2017VJjVJcddgWcded 9.4 9

80 sccurateJModelingJofJScaffoldJzoppingJTransformationsJinJvrugJviscoveryZJJournalnofnChemicaln
TheorynandnComputationVJ2017VJceVJfdWgf 6.4 68

79 yaussianJscceleratedJMolecularJvynamicslJTheoryVJ–mplementationVJandJspplicationsZJ2017VJceVJdecWdij 47

78 –ntegratingJMultipleJscceleratedJMolecularJvynamicsJToJ–mproveJsccuracyJofJxreeJwnergyJ
ualculationsZJJournalnofnChemicalnTheorynandnComputationVJ2018VJcfVJcdchWcddi 6.4 24

77 wlectrostaticJ–nteractionsJinJλroteinJStructureVJxoldingVJtindingVJandJuondensationZJChemicaln
ReviewsVJ2018VJccjVJchkcWcifc 68.1 290

76 sccurateJλvZaλeptideJtindingJSpecificityJwithJsdditiveJandJλolarizableJxreeJwnergyJSimulationsZJ
2018VJccfVJcbkcWccbd 16

75 uonstructingJMarkovJStateJModelsJtoJelucidateJtheJfunctionalJconformationalJchangesJofJcomplexJ
biomoleculesZJ2018VJjVJecefe 49

74 wfficientJpotentialJofJmeanJforceJcalculationJfromJmultiscaleJsimulationslJSoluteJinsertionJinJaJlipidJ
membraneZJ2018VJfkjVJdjdWdji 14

73 MultiWdimensionalJspectralJgapJoptimizationJofJorderJparametersJRSyγγλSJthroughJconditionalJ
probabilityJfactorizationZJJournalnofnChemicalnPhysicsVJ2018VJcfkVJdefcbg 3.9 20

72 MappingJxreeJwnergyJλathwaysJforJsTλJzydrolysisJinJtheJstuJTransporterJzlytJbyJtheJStringJ
MethodZJ2018VJdeVJ 3

71
uhoiceJofJsdaptiveJSamplingJStrategyJ–mpactsJStateJviscoveryVJTransitionJλrobabilitiesVJandJtheJ
spparentJMechanismJofJuonformationalJuhangesZJJournalnofnChemicalnTheorynandnComputationVJ
2018VJcfVJgfgkWgfig

6.4 32
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70 wxploringJuonfigurationJSpaceJandJλathJSpaceJofJtiomoleculesJUsingJwnhancedJSamplingJ
TechniquesWSearchingJforJMechanismJandJïineticsJofJtiomolecularJxunctionsZJ2018VJckVJ 2

69 MolecularJmechanismJofJphosphoinositidesQJspecificityJforJtheJinwardlyJrectifyingJpotassiumJ
channelJïirdZdZJChemicalnScienceVJ2018VJkVJjegdWjehd 9.4 0

68 TinkerJjlJSoftwareJToolsJforJMolecularJvesignZJJournalnofnChemicalnTheorynandnComputationVJ2018VJ
cfVJgdieWgdjk 6.4 188

67 spproachingJproteinJdesignJwithJmultisiteJ˛»JdynamicslJsccurateJandJscalableJmutationalJfoldingJ
freeJenergiesJinJTfJlysozymeZJProteinnScienceVJ2018VJdiVJckcbWckdd 6.3 11

66 zydroniumJ–onsJsccompanyingJturiedJscidicJResiduesJLeadJtoJzighJspparentJvielectricJuonstantsJ
inJtheJ–nteriorJofJλroteinsZJJournalnofnPhysicalnChemistrynBVJ2018VJcddVJhdcgWhdde 3.4 5

65 UnfoldingJziddenJtarriersJbyJsctiveJwnhancedJSamplingZJPhysicalnReviewnLettersVJ2018VJcdcVJbcbhbc 7.4 21

64
–mprovingJλredictionJsccuracyJofJtindingJxreeJwnergiesJandJλosesJofJz–VJ–ntegraseJuomplexesJ
UsingJtheJtindingJwnergyJvistributionJsnalysisJMethodJwithJxlatteningJλotentialsZJJournalnofn
ChemicalnInformationnandnModelingVJ2018VJgjVJceghWceic

6.1 6

63 ZoomingJacrossJtheJxreeWwnergyJLandscapelJShavingJtarriersVJandJxloodingJValleysZJJournalnofn
PhysicalnChemistrynLettersVJ2018VJkVJfiejWfifg 6.4 47

62 sssessmentJofJaJSingleJvecouplingJslchemicalJspproachJforJtheJualculationJofJtheJsbsoluteJ
tindingJxreeJwnergiesJofJλroteinWλeptideJuomplexesZJFrontiersninnMolecularnBiosciencesVJ2018VJgVJdd 5.6 10

61 TinkerWzλlJaJmassivelyJparallelJmolecularJdynamicsJpackageJforJmultiscaleJsimulationsJofJlargeJ
complexJsystemsJwithJadvancedJpointJdipoleJpolarizableJforceJfieldsZJChemicalnScienceVJ2018VJkVJkghWkid9.4 122

60 LanosterolJvisruptsJsggregationJofJzumanJ˛‡vWurystallinJbyJtindingJtoJtheJzydrophobicJ
vimerizationJ–nterfaceZJJournalnofnthenAmericannChemicalnSocietyVJ2018VJcfbVJjfikWjfjh 16.4 23

59 wxplorationJofJz–VWcJfusionJpeptideWantibodyJVRuefZbcJbindingJrevealsJfundamentalJneutralizationJ
sitesZJPhysicalnChemistrynChemicalnPhysicsVJ2019VJdcVJcjghkWcjgih 3.6 3

58 MolecularJSimulationsJofJSupramolecularJsrchitecturesZJ2019VJcWdi

57 ScalableJ–ndirectJxreeJwnergyJMethodJsppliedJtoJvivalentJuationWMetalloproteinJtindingZJJournalnofn
ChemicalnTheorynandnComputationVJ2019VJcgVJfhbdWfhcf 6.4 2

56 sccurateJveterminationJofJuavitandJtindingJxreeJwnergiesJviaJUnrestrainedJsdvancedJSamplingZJ
JournalnofnChemicalnTheorynandnComputationVJ2019VJcgVJgihcWgihj 6.4 4

55 TamingJRuggedJxreeJwnergyJLandscapesJUsingJanJsverageJxorceZJAccountsnofnChemicalnResearchVJ
2019VJgdVJedgfWedhf 24.3 36

54 spplicationsJofJLaplacianJspectrumJforJtheJvertexâ��vertexJgraphZJModernnPhysicsnLettersnBVJ2019VJeeVJckgbcjf1.6 1

53 velineatingJλroteinWλroteinJuurvilinearJvissociationJλathwaysJandJwnergeticsJwithJβaˆflveJ
MultipleWWalkerJUmbrellaJSamplingJSimulationsZJJournalnofnComputationalnChemistryVJ2019VJfbVJchgdWchhe3.5 6

(2019-2018)
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52 xorceJxieldJvevelopmentJandJβanoreactorJuhemistryZJChallengesnandnAdvancesninnComputationaln
ChemistrynandnPhysicsVJ2019VJcdiWcgk 0.7

51 tiologicalJMembraneJγrganizationJandJuellularJSignalingZJChemicalnReviewsVJ2019VJcckVJgjfkWgjjb 68.1 59

50
MassiveWScaleJtindingJxreeJwnergyJSimulationsJofJz–VJ–ntegraseJuomplexesJUsingJssynchronousJ
ReplicaJwxchangeJxrameworkJ–mplementedJonJtheJ–tMJWuyJvistributedJβetworkZJJournalnofn
ChemicalnInformationnandnModelingVJ2019VJgkVJcejdWceki

6.1 3

49 MultiscaleJRreSmodelingJofJlipidJbilayerJmembranesZJAdvancesninnBiomembranesnandnLipidn
Self-AssemblyVJ2019VJebVJekWcbf 1 1

48 spproximatingJfreeJenergyJandJcommittorJlandscapesJinJstandardJtransitionJpathJsamplingJusingJ
virtualJinterfaceJexchangeZJJournalnofnChemicalnPhysicsVJ2019VJcgcVJcifccc 3.9 8

47
γpenλathSamplinglJsJλythonJxrameworkJforJλathJSamplingJSimulationsZJdZJtuildingJandJ
uustomizingJλathJwnsemblesJandJSampleJSchemesZJJournalnofnChemicalnTheorynandnComputationVJ
2019VJcgVJjeiWjgh

6.4 20

46 γpenλathSamplinglJsJλythonJxrameworkJforJλathJSamplingJSimulationsZJcZJtasicsZJJournalnofn
ChemicalnTheorynandnComputationVJ2019VJcgVJjceWjeh 6.4 27

45 TowardJschievingJwfficientJandJsccurateJLigandWλroteinJUnbindingJwithJveepJLearningJandJ
MolecularJvynamicsJthroughJRsVwZJJournalnofnChemicalnTheorynandnComputationVJ2019VJcgVJibjWick 6.4 33

44 vataWvrivenJMappingJofJyasWλhaseJπuantumJualculationsJtoJyeneralJxorceJxieldJLennardWJonesJ
λarametersZJJournalnofnChemicalnTheorynandnComputationVJ2020VJchVJcccgWccdi 6.4 8

43 λredictionJofJpïaJinJaJsystemJwithJhighJorthogonalJbarrierslJslchemicalJflyingJyaussianJmethodZJ
ChemicalnPhysicsnLettersVJ2020VJihbVJcejbcd 2.5 2

42
scceleratedJuomputationJofJxreeJwnergyJλrofileJatJπuantumJMechanicalaMolecularJMechanicsJ
sccuracyJviaJaJSemiempiricalJReferenceJλotentialZJeZJyaussianJSmoothingJonJvensityWofWStatesZJ
JournalnofnChemicalnTheorynandnComputationVJ2020VJchVJhjcfWhjdd

6.4 5

41 ScalableJmolecularJdynamicsJonJuλUJandJyλUJarchitecturesJwithJβsMvZJJournalnofnChemicalnPhysics
VJ2020VJcgeVJbffceb 3.9 483

40 sJfastJandJhighWqualityJchargeJmodelJforJtheJnextJgenerationJgeneralJsMtwRJforceJfieldZJJournalnofn
ChemicalnPhysicsVJ2020VJcgeVJccfgbd 3.9 36

39 wntropyJdeepensJloadingJchemicalJpotentialsJofJsmallJalcoholsJbyJnarrowJcarbonJnanotubesZJ
PhysicalnChemistrynChemicalnPhysicsVJ2020VJddVJddehkWddeik 3.6

38 ïineticJenergyJflowsJinJactivatedJdynamicsJofJbiomoleculesZJJournalnofnChemicalnPhysicsVJ2020VJcgeVJbkfcbk3.9 4

37 StructuralJtasisJofJtheJλotentialJtindingJMechanismJofJRemdesivirJtoJSsRSWuoVWdJRβsWvependentJ
RβsJλolymeraseZJJournalnofnPhysicalnChemistrynBVJ2020VJcdfVJhkggWhkhd 3.4 65

36 uonformationalJxreeWwnergyJvifferencesJofJLargeJSolvatedJSystemsJwithJtheJxocusedJuonfinementJ
MethodZJJournalnofnChemicalnTheorynandnComputationVJ2020VJchVJgcheWgcie 6.4 1

35 xastVJsccurateVJandJReliableJλrotocolsJforJRoutineJualculationsJofJλroteinWLigandJtindingJsffinitiesJ
inJvrugJvesignJλrojectsJUsingJsMtwRJyλUWT–JwithJffcfStaysxxZJACSnOmegaVJ2020VJgVJfhccWfhck 3.9 31
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34 γvercomingJγrthogonalJtarriersJinJslchemicalJxreeJwnergyJualculationslJγnJtheJRelativeJMeritsJofJ
˛»WVariationsVJ˛»WwxtrapolationsVJandJtiasingZJJournalnofnChemicalnTheorynandnComputationVJ2020VJchVJchebWchfg6.4 12

33 γrientationalJdependenceJofJtheJpotentialJofJmeanJforceJforJaJdiscoticJliquidJcrystalJnearJaJ
substrateZJMolecularnPhysicsVJ2020VJccjVJecifjdfc 1.7

32 sMγwtsJbindingJfreeJenergiesJforJtheJSsMλLiJTrimerTripJhostWguestJchallengeZJJournalnofn
Computer-AidednMolecularnDesignVJ2021VJegVJikWke 4.2 8

31 MolecularJdynamicslJaJpowerfulJtoolJforJstudyingJtheJmedicinalJchemistryJofJionJchannelJ
modulatorsZJRSCnMedicinalnChemistryVJ2021VJcdVJcgbeWcgcj 3.5 1

30 tindingJofJSsRSWuoVWdaSsRSWuoVJspikeJproteinJwithJhumanJsuwdJreceptorZJJournalnofnPhysicsn
CommunicationsVJ2021VJgVJbegbcb 1.2 4

29 TransitionJλathJSamplingJasJMarkovJuhainJMonteJuarloJofJTrajectorieslJRecentJslgorithmsVJ
SoftwareVJspplicationsVJandJxutureJγutlookZJAdvancednTheorynandnSimulationsVJ2021VJfVJdbbbdei 3.5 8

28 γvercomingJxreeWwnergyJtarriersJwithJaJSeamlessJuombinationJofJaJtiasingJxorceJandJaJuollectiveJ
VariableW–ndependentJtoostJλotentialZJJournalnofnChemicalnTheorynandnComputationVJ2021VJciVJejjhWejkf6.4 1

27 γptimizingJStringJMethodQsJReproducibilityJUsingJyeneralizedJSoluteJTemperingJReplicaJwxchangeZJ
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