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dynamicsMstudy[MMoleculariSimulationYM2008YMdeYMeadZeca 2 31

63 PolarizationMaroundManMionMinMaMdielectricMcontinuumMwithMtruncatedMelectrostaticMinteractions[M
JournaliofiChemicaliPhysicsYM1999YMbbaYMbaghjZbagjc 3.9 31

62
λriginMofMrsymmetricMSolvationMvffectsMforMzonsMinMWaterMandMλrganicMSolventsMznvestigatedMUsingM
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theMTransitionMTemperatureMonMtheMyydrationM evel[MJournaliofiChemicaliTheoryiandiComputationYM
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51
vnhancedMtonformationalMSamplingMinMαolecularMuynamicsMSimulationsMofMSolvatedMPeptideskM
wragmentZsasedM ocalMvlevationMUmbrellaMSampling[MJournaliofiChemicaliTheoryiandiComputationYM
2010YMgYMcfjiZgcb

6.4 24

50 SolvingMtheMPoissonMequationMforMsoluteâ��solventMsystemsMusingMfastMwourierMtransforms[MJournaliofi
ChemicaliPhysicsYM2002YMbbgYMhedeZhefb 3.9 24

49
αolecularMdynamicsMsimulationsMofMaMdoubleMunitMcellMinMaMproteinMcrystalkMvolumeMrelaxationMatM
constantMpressureMandMcorrelationMofMmotionsMbetweenMtheMtwoMunitMcells[MProteins:iStructureyi
FunctioniandiBioinformaticsYM2002YMeiYMdchZea
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48
znfluenceMofMtheMTreatmentMofMβonbondedMznteractionsMonMtheMThermodynamicMandMTransportM
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46  ocalMvlevationMUmbrellaMSamplingMrppliedMtoMtheMtalculationMofMrlchemicalMwreeZvnergyMthangesM
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vfficientMtombinationMofMvnvironmentMthangeMandMrlchemicalMPerturbationMwithinMtheMvnvelopingM
uistributionMSamplingMUvuSVMSchemekMTwinZSystemMvuSMandMrpplicationMtoMtheMueterminationMofM
λctanolZWaterMPartitionMtoefficients[MJournaliofiChemicaliTheoryiandiComputationYM2013YMjYMbddeZeg

6.4 14

44 rlchemicalMwreeZvnergyMtalculationsMbyMαultipleZReplicaM˛»ZuynamicskMTheMtonveyorMseltM
ThermodynamicMzntegrationMScheme[MJournaliofiChemicaliTheoryiandiComputationYM2019YMbfYMcdjcZcebj 6.4 13

43 αultistateM˛»ZlocalZelevationMumbrellaZsamplingMUαSZ˛»Z vUSVkMmethodMandMapplicationMtoMtheM
complexationMofMcationsMbyMcrownMethers[MJournaliofiChemicaliTheoryiandiComputationYM2015YMbbYMcfhfZii6.4 13

42 vvaluatingMtlassicalMworceMwieldsMagainstMvxperimentalMtrossZSolvationMwreeMvnergies[MJournaliofi
ChemicaliTheoryiandiComputationYM2020YMbgYMhffgZhfia 6.4 13

41 vxplicitZsolventMmolecularMdynamicsMsimulationsMofMaMuβrMtetradecanucleotideMduplexkMlatticeZsumM
versusMreactionZfieldMelectrostatics[MMoleculariSimulationYM2008YMdeYMejbZejj 2 13

40 λvercomingMλrthogonalMsarriersMinMrlchemicalMwreeMvnergyMtalculationskMλnMtheMRelativeMαeritsMofM
˛»ZVariationsYM˛»ZvxtrapolationsYMandMsiasing[MJournaliofiChemicaliTheoryiandiComputationYM2020YMbgYMbgdaZbgef6.4 12

39
ReoptimizedMinteractionMparametersMforMtheMpeptideZbackboneMmodelMcompoundM
βZmethylacetamideMinMtheMxRλαλSMforceMfieldkMinfluenceMonMtheMfoldingMpropertiesMofMtwoM
betaZpeptidesMinMmethanol[MJournaliofiComputationaliChemistryYM2012YMddYMbjahZbh

3.5 12

38
uevelopmentMofMaMlatticeZsumMmethodMemulatingMnonperiodicMboundaryMconditionsMforMtheM
treatmentMofMelectrostaticMinteractionsMinMmolecularMsimulationskMaMcontinuumZelectrostaticsMstudy[M
JournaliofiChemicaliPhysicsYM2006YMbceYMbcebai

3.9 12

37 wlexibleMsoundariesMforMαultiresolutionMSolvationkMrnMrlgorithmMforMSpatialMαultiscalingMinM
αolecularMuynamicsMSimulations[MJournaliofiChemicaliTheoryiandiComputationYM2015YMbbYMfeehZgd 6.4 11

36 talculationMofMuerivativeMThermodynamicMyydrationMandMrqueousMPartialMαolarMPropertiesMofMzonsM
sasedMonMrtomisticMSimulations[MJournaliofiChemicaliTheoryiandiComputationYM2012YMiYMdfecZge 6.4 11
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35 vnantiomericMsegregationMinMtheMgelMphaseMofMlipidMbilayers[MJournaliofitheiAmericaniChemicaliSociety
YM2011YMbddYMiegeZg 16.4 11

34 tommunicationkMestimatingMtheMinitialMbiasingMpotentialMforM˛»ZlocalZelevationMumbrellaZsamplingM
U˛»Z vUSVMsimulationsMviaMslowMgrowth[MJournaliofiChemicaliPhysicsYM2014YMbebYMcabbab 3.9 10

33 λrthogonalMsamplingMinMfreeZenergyMcalculationsMofMresidueMmutationsMinMaMtripeptidekMTzMversusM
˛»Z vUS[MJournaliofiComputationaliChemistryYM2015YMdgYMbgigZjh 3.5 10

32
vffectMofMtheMcosolutesMtrehaloseMandMmethanolMonMtheMequilibriumMandMphaseZtransitionMpropertiesM
ofMglycerolZmonopalmitateMlipidMbilayersMinvestigatedMusingMmolecularMdynamicsMsimulations[M
EuropeaniBiophysicsiJournalYM2014YMedYMfbhZee

1.9 10

31
PhaseZtransitionMpropertiesMofMglycerolZmonopalmitateMlipidMbilayersMinvestigatedMbyMmolecularM
dynamicsMsimulationkMinfluenceMofMtheMsystemMsizeMandMforceZfieldMparameters[MMoleculariSimulationYM
2013YMdjYMfgdZfid

2 10

30 talculationMofMtheMgroupZbasedMpressureMinMmolecularMsimulations[Mzz[MβumericalMtestsMandM
applicationMtoMliquidMwater[MJournaliofiChemicaliPhysicsYM2002YMbbgYMgijiZgjaj 3.9 10

29 rnMrlternativeMtoMtonventionalM˛»ZzntermediateMStatesMinMrlchemicalMwreeMvnergyMtalculationskM
˛»ZvnvelopingMuistributionMSampling[MJournaliofiChemicaliInformationiandiModelingYM2020YMgaYMfeahZfecd 6.1 10

28 SimulatingMsilayersMofMβonionicMSurfactantsMwithMtheMxRλαλSZtompatibleMcabgyggMworceMwield[M
LangmuirYM2017YMddYMbaccfZbacdi 4 9

27
SystematicMλptimizationMofMaMwragmentZsasedMworceMwieldMagainstMvxperimentalMPureZ iquidM
PropertiesMtonsideringM argeMtompoundMwamilieskMrpplicationMtoMSaturatedMyaloalkanes[MJournaliofi
ChemicaliTheoryiandiComputationYM2020YMbgYMhfcfZhfff

6.4 9

26
SingleZzonMThermodynamicsMfromMwirstMPrincipleskMtalculationMofMtheMrbsoluteMyydrationMwreeM
vnergyMandMSingleZvlectrodeMPotentialMofMrqueousM iMUsingMabMznitioMQuantumM
αechanical]αolecularMαechanicalMαolecularMuynamicsMSimulations[MJournaliofiChemicaliTheoryiandi
ComputationYM2018YMbeYMgeedZgefj

6.4 9

25
vffectMofMmethanolMonMtheMphaseZtransitionMpropertiesMofMglycerolZmonopalmitateMlipidMbilayersM
investigatedMusingMmolecularMdynamicsMsimulationskMinMquestMofMtheMbiphasicMeffect[MJournaliofi
MoleculariGraphicsiandiModellingYM2015YMffYMifZbae

2.8 8

24 ReactionZfieldMelectrostaticsMinMmolecularMdynamicsMsimulationskMdevelopmentMofMaMconservativeM
schemeMcompatibleMwithManMatomicMcutoff[MPhysicaliChemistryiChemicaliPhysicsYM2020YMccYMcgebjZcgedh 3.6 8

23 znterfacialMsolvationMcanMexplainMattractionMbetweenMlikeZchargedMobjectsMinMaqueousMsolution[M
JournaliofiChemicaliPhysicsYM2020YMbfcYMbaehbd 3.9 7
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SolventZαodulatedMznfluenceMofMzntramolecularMyydrogenZsondingMonMtheMtonformationalM
PropertiesMofMtheMyydroxymethylMxroupMinMxlucoseMandMxalactosekMrMαolecularMuynamicsMSimulationM
Study[MHelveticaiChimicaiActaYM2017YMbaaYMebgaabfi
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