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124 RestraintαakerkMaMgraphZbasedMapproachMtoMselectMdistanceMrestraintsMinMfreeZenergyMcalculationsM
withMdualMtopology[[MJournaliofiComputer-AidediMoleculariDesignYM2022YMdgYMbhf 4.2 0

123
vvaluationMofMnineMcondensedZphaseMforceMfieldsMofMtheMxRλαλSYMtyrRααYMλP SYMrαsvRYMandM
λpenwwMfamiliesMagainstMexperimentalMcrossZsolvationMfreeMenergies[MPhysicaliChemistryiChemicali
PhysicsYM2021YMcdYMbdaffZbdahe

3.6 3

122
SystematicMoptimizationMofMaMfragmentZbasedMforceMfieldMagainstMexperimentalMpureZliquidM
propertiesMconsideringMlargeMcompoundMfamilieskMapplicationMtoMoxygenMandMnitrogenMcompounds[M
PhysicaliChemistryiChemicaliPhysicsYM2021YMcdYMbhhheZbhhjd

3.6 1

121 SolventZscalingMasManMalternativeMtoMcoarseZgrainingMinMadaptiveZresolutionMsimulationskMTheMadaptiveM
solventZscalingMUrdSoSVMscheme[MJournaliofiChemicaliPhysicsYM2021YMbffYMajebah 3.9 1

120 vfficientMrlchemicalMzntermediateMStatesMinMwreeMvnergyMtalculationsMUsingM˛»ZvnvelopingM
uistributionMSampling[MJournaliofiChemicaliTheoryiandiComputationYM2021YMbhYMfiafZfibf 6.4 2

119
λnMtheMvffectMofMtheMVariousMrssumptionsMandMrpproximationsMusedMinMαolecularMSimulationsMonM
theMPropertiesMofMsioZαolecularMSystemskMλverviewMandMPerspectiveMonMzssues[MChemPhysChemYM
2021YMccYMcgeZcic

3.2 2

118 vvaluatingMtlassicalMworceMwieldsMagainstMvxperimentalMtrossZSolvationMwreeMvnergies[MJournaliofi
ChemicaliTheoryiandiComputationYM2020YMbgYMhffgZhfia 6.4 13

117
TheMtonveyorMseltMUmbrellaMSamplingMUtsUSVMSchemekMPrincipleMandMrpplicationMtoMtheMtalculationM
ofMtheMrbsoluteMsindingMwreeMvnergiesMofMrlkaliMtationsMtoMtrownMvthers[MJournaliofiChemicaliTheoryi
andiComputationYM2020YMbgYMceheZcejd

6.4 1

116 znterfacialMsolvationMcanMexplainMattractionMbetweenMlikeZchargedMobjectsMinMaqueousMsolution[M
JournaliofiChemicaliPhysicsYM2020YMbfcYMbaehbd 3.9 7

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

114 ReactionZfieldMelectrostaticsMinMmolecularMdynamicsMsimulationskMdevelopmentMofMaMconservativeM
schemeMcompatibleMwithManMatomicMcutoff[MPhysicaliChemistryiChemicaliPhysicsYM2020YMccYMcgebjZcgedh 3.6 8

113
SystematicMλptimizationMofMaMwragmentZsasedMworceMwieldMagainstMvxperimentalMPureZ iquidM
PropertiesMtonsideringM argeMtompoundMwamilieskMrpplicationMtoMSaturatedMyaloalkanes[MJournaliofi
ChemicaliTheoryiandiComputationYM2020YMbgYMhfcfZhfff

6.4 9

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

111
znfluenceMofMtheMTreatmentMofMβonbondedMznteractionsMonMtheMThermodynamicMandMTransportM
PropertiesMofMPureM iquidsMtalculatedMUsingMtheMcabgyggMworceMwield[MJournaliofiChemicaliTheoryi
andiComputationYM2019YMbfYMbiagZbicg

6.4 17

110
VaseZ—iteMvquilibriumMofMResorcin[e]areneMtavitandsMznvestigatedMUsingMαolecularMuynamicsM
SimulationsMwithMsallZandZStickM ocalMvlevationMUmbrellaMSampling[MHelveticaiChimicaiActaYM2019YM
bacYMebjaaaga

2 3

109 rlchemicalMwreeZvnergyMtalculationsMbyMαultipleZReplicaM˛»ZuynamicskMTheMtonveyorMseltM
ThermodynamicMzntegrationMScheme[MJournaliofiChemicaliTheoryiandiComputationYM2019YMbfYMcdjcZcebj 6.4 13

108
rbsoluteMprotonMhydrationMfreeMenergyYMsurfaceMpotentialMofMwaterYMandMredoxMpotentialMofMtheM
hydrogenMelectrodeMfromMfirstMprincipleskMQα]ααMαuMfreeZenergyMsimulationsMofMsodiumMandM
potassiumMhydration[MJournaliofiChemicaliPhysicsYM2018YMbeiYMcccibe

3.9 55
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107
SingleZzonMThermodynamicsMfromMwirstMPrincipleskMtalculationMofMtheMrbsoluteMyydrationMwreeM
vnergyMandMSingleZvlectrodeMPotentialMofMrqueousM iMUsingMabMznitioMQuantumM
αechanical]αolecularMαechanicalMαolecularMuynamicsMSimulations[MJournaliofiChemicaliTheoryiandi
ComputationYM2018YMbeYMgeedZgefj

6.4 9

106 SimulatingMsilayersMofMβonionicMSurfactantsMwithMtheMxRλαλSZtompatibleMcabgyggMworceMwield[M
LangmuirYM2017YMddYMbaccfZbacdi 4 9

105
SolventZαodulatedMznfluenceMofMzntramolecularMyydrogenZsondingMonMtheMtonformationalM
PropertiesMofMtheMyydroxymethylMxroupMinMxlucoseMandMxalactosekMrMαolecularMuynamicsMSimulationM
Study[MHelveticaiChimicaiActaYM2017YMbaaYMebgaabfi

2 7

104 rMxRλαλSZtompatibleMworceMwieldMforMSmallMλrganicMαoleculesMinMtheMtondensedMPhasekMTheM
cabgyggMParameterMSet[MJournaliofiChemicaliTheoryiandiComputationYM2016YMbcYMdicfZfa 6.4 75

103
RevisionMofMtheMxRλαλSMfgrgUtrRsλVMforceMfieldkMzmprovingMtheMdescriptionMofM
ringZconformationalMequilibriaMinMhexopyranoseZbasedMcarbohydratesMchains[MJournaliofi
ComputationaliChemistryYM2016YMdhYMdfeZgf

3.5 65

102
λriginMofMrsymmetricMSolvationMvffectsMforMzonsMinMWaterMandMλrganicMSolventsMznvestigatedMUsingM
αolecularMuynamicsMSimulationskMTheMSwainMrcityZsasityMScaleMRevisited[MJournaliofiPhysicali
ChemistryiBYM2016YMbcaYMieifZfbh

3.4 31

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

100 λnMtheMambiguityMofMconformationalMstateskMrMsSSZ vUSMsimulationMstudyMofMtheMhelicalM
conformationsMofMdecaalanineMinMwater[MJournaliofiChemicaliPhysicsYM2015YMbecYMbgfbac 3.9 4

99  ongZtimescaleMmotionsMinMglycerolZmonopalmitateMlipidMbilayersMinvestigatedMusingMmolecularM
dynamicsMsimulation[MJournaliofiMoleculariGraphicsiandiModellingYM2015YMffYMeiZge 2.8 6

98
vffectMofMmethanolMonMtheMphaseZtransitionMpropertiesMofMglycerolZmonopalmitateMlipidMbilayersM
investigatedMusingMmolecularMdynamicsMsimulationskMinMquestMofMtheMbiphasicMeffect[MJournaliofi
MoleculariGraphicsiandiModellingYM2015YMffYMifZbae

2.8 8

97 λrthogonalMsamplingMinMfreeZenergyMcalculationsMofMresidueMmutationsMinMaMtripeptidekMTzMversusM
˛»Z vUS[MJournaliofiComputationaliChemistryYM2015YMdgYMbgigZjh 3.5 10

96 PhaseZtransitionMpropertiesMofMglycerolZdipalmitateMlipidMbilayersMinvestigatedMusingMmolecularM
dynamicsMsimulation[MJournaliofiMoleculariGraphicsiandiModellingYM2015YMfjYMbdgZeh 2.8 2

95 wlexibleMsoundariesMforMαultiresolutionMSolvationkMrnMrlgorithmMforMSpatialMαultiscalingMinM
αolecularMuynamicsMSimulations[MJournaliofiChemicaliTheoryiandiComputationYM2015YMbbYMfeehZgd 6.4 11

94  ocalMvlevationMUmbrellaMSamplingMrppliedMtoMtheMtalculationMofMrlchemicalMwreeZvnergyMthangesM
viaM˛»ZuynamicskMTheM˛»Z vUSMScheme[MJournaliofiChemicaliTheoryiandiComputationYM2014YMbaYMdaagZcc 6.4 16

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

92
vffectMofMtheMcosolutesMtrehaloseMandMmethanolMonMtheMequilibriumMandMphaseZtransitionMpropertiesM
ofMglycerolZmonopalmitateMlipidMbilayersMinvestigatedMusingMmolecularMdynamicsMsimulations[M
EuropeaniBiophysicsiJournalYM2014YMedYMfbhZee

1.9 10

91
zntramolecularMhydrogenZbondingMinMaqueousMcarbohydratesMasMaMcauseMorMconsequenceMofM
conformationalMpreferenceskMaMmolecularMdynamicsMstudyMofMcellobioseMstereoisomers[MEuropeani
BiophysicsiJournalYM2013YMecYMfcbZdh

1.9 40

90
talculatingMtheMbindingMfreeMenergiesMofMchargedMspeciesMbasedMonMexplicitZsolventMsimulationsM
employingMlatticeZsumMmethodskManMaccurateMcorrectionMschemeMforMelectrostaticMfiniteZsizeMeffects[M
JournaliofiChemicaliPhysicsYM2013YMbdjYMbiebad

3.9 143

(2013-2018)
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89
vfficientMtombinationMofMvnvironmentMthangeMandMrlchemicalMPerturbationMwithinMtheMvnvelopingM
uistributionMSamplingMUvuSVMSchemekMTwinZSystemMvuSMandMrpplicationMtoMtheMueterminationMofM
λctanolZWaterMPartitionMtoefficients[MJournaliofiChemicaliTheoryiandiComputationYM2013YMjYMbddeZeg

6.4 14

88
PhaseZtransitionMpropertiesMofMglycerolZmonopalmitateMlipidMbilayersMinvestigatedMbyMmolecularM
dynamicsMsimulationkMinfluenceMofMtheMsystemMsizeMandMforceZfieldMparameters[MMoleculariSimulationYM
2013YMdjYMfgdZfid

2 10

87 βewMfunctionalitiesMinMtheMxRλαλSMbiomolecularMsimulationMsoftware[MJournaliofiComputationali
ChemistryYM2012YMddYMdeaZfd 3.5 91

86 βewMznteractionMParametersMforMthargedMrminoMrcidMSideMthainsMinMtheMxRλαλSMworceMwield[M
JournaliofiChemicaliTheoryiandiComputationYM2012YMiYMdhafZcd 6.4 154

85 talculationMofMuerivativeMThermodynamicMyydrationMandMrqueousMPartialMαolarMPropertiesMofMzonsM
sasedMonMrtomisticMSimulations[MJournaliofiChemicaliTheoryiandiComputationYM2012YMiYMdfecZge 6.4 11

84 rMxRλαλSMParameterMSetMforMVicinalMuietherMwunctionskMPropertiesMofMPolyethyleneoxideMandM
Polyethyleneglycol[MJournaliofiChemicaliTheoryiandiComputationYM2012YMiYMdjedZgd 6.4 56

83 WilfredMvanMxunsterenkMdfMYearsMofMsiomolecularMSimulation[MJournaliofiChemicaliTheoryiandi
ComputationYM2012YMiYMdecfZj 6.4 0

82
ReoptimizedMinteractionMparametersMforMtheMpeptideZbackboneMmodelMcompoundM
βZmethylacetamideMinMtheMxRλαλSMforceMfieldkMinfluenceMonMtheMfoldingMpropertiesMofMtwoM
betaZpeptidesMinMmethanol[MJournaliofiComputationaliChemistryYM2012YMddYMbjahZbh

3.5 12

81 TemperatureMdependenceMofMtheMdielectricMpermittivityMofMaceticMacidYMpropionicMacidMandMtheirM
methylMesterskMaMmolecularMdynamicsMsimulationMstudy[MChemPhysChemYM2012YMbdYMbbicZja 3.2 17

80 talculationMofMrelativeMfreeMenergiesMforMligandZproteinMbindingYMsolvationYMandMconformationalM
transitionsMusingMtheMxRλαλSMsoftware[MJournaliofiPhysicaliChemistryiBYM2011YMbbfYMbdfhaZh 3.4 66

79
tomputationMofMmethodologyZindependentMsingleZionMsolvationMpropertiesMfromMmolecularM
simulations[Mzzz[MtorrectionMtermsMforMtheMsolvationMfreeMenergiesYMenthalpiesYMentropiesYMheatM
capacitiesYMvolumesYMcompressibilitiesYMandMexpansivitiesMofMsolvatedMions[MJournaliofiChemicali
PhysicsYM2011YMbdeYMbeebad

3.9 60

78
βewMznteractionMParametersMforMλxygenMtompoundsMinMtheMxRλαλSMworceMwieldkMzmprovedM
PureZ iquidMandMSolvationMPropertiesMforMrlcoholsYMvthersYMrldehydesYM—etonesYMtarboxylicMrcidsYM
andMvsters[MJournaliofiChemicaliTheoryiandiComputationYM2011YMhYMbabgZdb

6.4 93

77 PreferentialMaffinityMofMtheMcomponentsMofMliquidMmixturesMatMaMrigidMnonZpolarMsurfacekMenthalpicM
andMentropicMdrivingMforces[MChemPhysChemYM2011YMbcYMdcbeZcd 3.2 3

76
rMreoptimizedMxRλαλSMforceMfieldMforMhexopyranoseZbasedMcarbohydratesMaccountingMforMtheM
relativeMfreeMenergiesMofMringMconformersYManomersYMepimersYMhydroxymethylMrotamersYMandM
glycosidicMlinkageMconformers[MJournaliofiComputationaliChemistryYM2011YMdcYMjjiZbadc

3.5 128

75 vnantiomericMsegregationMinMtheMgelMphaseMofMlipidMbilayers[MJournaliofitheiAmericaniChemicaliSociety
YM2011YMbddYMiegeZg 16.4 11

74
tomputationMofMmethodologyZindependentMsingleZionMsolvationMpropertiesMfromMmolecularM
simulations[MzV[MλptimizedM ennardZ–onesMinteractionMparameterMsetsMforMtheMalkaliMandMhalideMionsM
inMwater[MJournaliofiChemicaliPhysicsYM2011YMbdeYMbeebae

3.9 117

73 znteractionMofMalginateMsingleZchainMpolyguluronateMsegmentsMwithMmonoZMandMdivalentMmetalM
cationskMaMcomparativeMmolecularMdynamicsMstudy[MMoleculariSimulationYM2010YMdgYMhhiZhjf 2 24

72
vnhancedMtonformationalMSamplingMinMαolecularMuynamicsMSimulationsMofMSolvatedMPeptideskM
wragmentZsasedM ocalMvlevationMUmbrellaMSampling[MJournaliofiChemicaliTheoryiandiComputationYM
2010YMgYMcfjiZgcb

6.4 24
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71
TheoreticalMznvestigationMofMSolventMvffectsMonMxlycosylationMReactionskMStereoselectivityM
tontrolledMbyMPreferentialMtonformationsMofMtheMzntermediateMλxacarbeniumZtounterionMtomplex[M
JournaliofiChemicaliTheoryiandiComputationYM2010YMgYMbhidZjh

6.4 114

70
αolecularMdynamicsMsimulationsMofMtheMinteractionMbetweenMpolyhydroxylatedMcompoundsMandM
 ennardZ–onesMwallskMpreferentialMaffinity]exclusionMeffectsMandMtheirMrelevanceMforMbioprotection[M
MoleculariSimulationYM2010YMdgYMhaiZhci

2 6

69
sallZandZStickM ocalMvlevationMUmbrellaMSamplingkMαolecularMSimulationsMznvolvingMvnhancedM
SamplingMwithinMtonformationalMorMrlchemicalMSubspacesMofM owMznternalMuimensionalitiesYMαinimalM
zrrelevantMVolumesYMandMProblemZrdaptedMxeometries[MJournaliofiChemicaliTheoryiandiComputation
YM2010YMgYMcgccZeg

6.4 28

68
SimulatingMtheMTransitionMbetweenMxelMandM iquidZtrystalMPhasesMofM ipidMsilayerskMuependenceMofM
theMTransitionMTemperatureMonMtheMyydrationM evel[MJournaliofiChemicaliTheoryiandiComputationYM
2010YMgYMceiiZfaa

6.4 25

67 ResidualMstructureMinMaMpeptideMfragmentMofMtheMouterMmembraneMproteinMXMunderMdenaturingM
conditionskMaMmolecularMdynamicsMstudy[MEuropeaniBiophysicsiJournalYM2010YMdjYMbecbZdc 1.9 6

66 tonformationalMpropertiesMofMglucoseZbasedMdisaccharidesMinvestigatedMusingMmolecularMdynamicsM
simulationsMwithMlocalMelevationMumbrellaMsampling[MCarbohydrateiResearchYM2010YMdefYMbhibZiab 2.9 111

65 znteractionMofMtheMdisaccharidesMtrehaloseMandMgentiobioseMwithMlipidMbilayerskMaMcomparativeM
molecularMdynamicsMstudy[MJournaliofiMoleculariGraphicsiandiModellingYM2010YMcjYMddbZeg 2.8 30

64
UsingMtheMlocalMelevationMmethodMtoMconstructMoptimizedMumbrellaMsamplingMpotentialskMcalculationM
ofMtheMrelativeMfreeMenergiesMandMinterconversionMbarriersMofMglucopyranoseMringMconformersMinM
water[MJournaliofiComputationaliChemistryYM2010YMdbYMbZcd

3.5 90

63 znMtheMeyeMofMtheMbeholderkMznhomogeneousMdistributionMofMhighZresolutionMshapesMwithinMtheM
randomZwalkMensemble[MJournaliofiChemicaliPhysicsYM2009YMbdaYMcbejae 3.9 2

62
rbsoluteMSingleZαoleculeMvntropiesMfromMQuasiZyarmonicMrnalysisMofMαicrosecondMαolecularM
uynamicskMtorrectionMTermsMandMtonvergenceMProperties[MJournaliofiChemicaliTheoryiandi
ComputationYM2009YMfYMdbfaZdbga

6.4 68

61 αolecularMdynamicsMsimulationsMofMaMreversiblyMfoldingMbetaZheptapeptideMinMmethanolkMinfluenceMofM
theMtreatmentMofMlongZrangeMelectrostaticMinteractions[MJournaliofiPhysicaliChemistryiBYM2009YMbbdYMdbbcZci3.4 65

60 αartiniMtoarseZxrainedMworceMwieldkMvxtensionMtoMtarbohydrates[MJournaliofiChemicaliTheoryiandi
ComputationYM2009YMfYMdbjfZcba 6.4 302

59 vffectMofMtrehaloseMonMaMphospholipidMmembraneMunderMmechanicalMstress[MBiophysicaliJournalYM2008
YMjfYMdfcfZde 2.9 40

58 tarZParrinelloMαolecularMuynamicsMSimulationsMofMtatlcMrqueousMSolutions[MJournaliofiChemicali
TheoryiandiComputationYM2008YMeYMhhjZij 6.4 63

57 TheMinfluenceMofMpolyhydroxylatedMcompoundsMonMaMhydratedMphospholipidMbilayerkMaMmolecularM
dynamicsMstudy[MMoleculariSimulationYM2008YMdeYMeadZeca 2 31

56 tonformationYMdynamicsMandMionZbindingMpropertiesMofMsingleZchainMpolyuronateskMaMmolecularM
dynamicsMstudy[MMoleculariSimulationYM2008YMdeYMecbZeeg 2 29

55 vxplicitZsolventMmolecularMdynamicsMsimulationsMofMaMuβrMtetradecanucleotideMduplexkMlatticeZsumM
versusMreactionZfieldMelectrostatics[MMoleculariSimulationYM2008YMdeYMejbZejj 2 13

54 vxplicitZsolventMmolecularMdynamicsMsimulationsMofMtheMpolysaccharideMschizophyllanMinMwater[M
BiophysicaliJournalYM2007YMjdYMeecZff 2.9 50

(2007-2010)
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53
αolecularMdynamicsMsimulationsMofMtheMnativeMandMpartiallyMfoldedMstatesMofMubiquitinkMinfluenceMofM
methanolMcosolventYMpyYMandMtemperatureMonMtheMproteinMstructureMandMdynamics[MProteiniScienceYM
2007YMbgYMbbabZbi

6.3 43

52 λnMtheMrelativeMstabilitiesMofMtheMalkaliMcationsMcccMcryptatesMinMtheMgasMphaseMandMinMwaterZmethanolM
solution[MJournaliofiMoleculariModelingYM2007YMbdYMbabhZcf 2 7

51 tonformationYMdynamicsYMsolvationMandMrelativeMstabilitiesMofMselectedMbetaZhexopyranosesMinMwaterkM
aMmolecularMdynamicsMstudyMwithMtheMxRλαλSMefreMforceMfield[MCarbohydrateiResearchYM2007YMdecYMcajhZbce2.9 71

50 siomolecularMmodelingkMxoalsYMproblemsYMperspectives[MAngewandteiChemiei-iInternationaliEditionYM
2006YMefYMeageZjc 16.4 441

49
rMmultipleMtimeMstepMalgorithmMcompatibleMwithMaMlargeMnumberMofMdistanceMclassesMandManMarbitraryM
distanceMdependenceMofMtheMtimeMstepMsizeMforMtheMfastMevaluationMofMnonbondedMinteractionsMinM
molecularMsimulations[MJournaliofiComputationaliChemistryYM2006YMchYMbbgdZhg

3.5 5

48 siomolekulareMαodellierungkMZieleYMProblemeYMPerspektiven[MAngewandteiChemieYM2006YMbbiYMebgiZebji 3.6 29

47
tomputationMofMmethodologyZindependentMionicMsolvationMfreeMenergiesMfromMmolecularM
simulations[Mz[MTheMelectrostaticMpotentialMinMmolecularMliquids[MJournaliofiChemicaliPhysicsYM2006YM
bceYMbcebag

3.9 130

46
tomputationMofMmethodologyZindependentMionicMsolvationMfreeMenergiesMfromMmolecularM
simulations[Mzz[MTheMhydrationMfreeMenergyMofMtheMsodiumMcation[MJournaliofiChemicaliPhysicsYM2006YM
bceYMccefab

3.9 163

45
uevelopmentMofMaMlatticeZsumMmethodMemulatingMnonperiodicMboundaryMconditionsMforMtheM
treatmentMofMelectrostaticMinteractionsMinMmolecularMsimulationskMaMcontinuumZelectrostaticsMstudy[M
JournaliofiChemicaliPhysicsYM2006YMbceYMbcebai

3.9 12

44 tomparisonMofMatomicZlevelMandMcoarseZgrainedMmodelsMforMliquidMhydrocarbonsMfromMmolecularM
dynamicsMconfigurationalMentropyMestimates[MJournaliofiPhysicaliChemistryiBYM2006YMbbaYMiegeZhd 3.4 55

43 tonformationalMandMdynamicalMpropertiesMofMdisaccharidesMinMwaterkMaMmolecularMdynamicsMstudy[M
BiophysicaliJournalYM2006YMjaYMeddhZee 2.9 92

42 TheMtransitionMbetweenMtheMsMandMZMconformationsMofMuβrMinvestigatedMbyMtargetedMmolecularM
dynamicsMsimulationsMwithMexplicitMsolvation[MBiophysicaliJournalYM2006YMjbYMcjhgZja 2.9 38

41 tonfigurationalMentropiesMofMlipidsMinMpureMandMmixedMbilayersMfromMatomicZlevelMandMcoarseZgrainedM
molecularMdynamicsMsimulations[MJournaliofiPhysicaliChemistryiBYM2006YMbbaYMbfgacZbe 3.4 55

40 znteractionMofMtheMsugarsMtrehaloseYMmaltoseMandMglucoseMwithMaMphospholipidMbilayerkMaMcomparativeM
molecularMdynamicsMstudy[MJournaliofiPhysicaliChemistryiBYM2006YMbbaYMbffhcZib 3.4 85

39 αolecularMdynamicsMsimulationsMofMphospholipidMbilayerskMznfluenceMofMartificialMperiodicityYMsystemM
sizeYMandMsimulationMtime[MJournaliofiPhysicaliChemistryiBYM2005YMbajYMbbgedZfc 3.4 65

38 UseMofMmolecularMdynamicsMinMtheMdesignMandMstructureMdeterminationMofMaMphotoinducibleM
betaZhairpin[MJournaliofitheiAmericaniChemicaliSocietyYM2005YMbchYMejdfZec 16.4 29

37 ThermostatMrlgorithmsMforMαolecularMuynamicsMSimulations[MAdvancesiiniPolymeriScienceYM2005YMbafZbej1.3 321

36 αeasuringMbyZbyMandMbyZbdtMRutsMinMmethylMgroupskMexampleMofMpulseMsequencesMwithMnumericallyM
optimizedMcoherenceMtransferMschemes[MJournaliofiMagneticiResonanceYM2005YMbhcYMdgZeh 3 3
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35 rnMimprovedMnucleicMacidMparameterMsetMforMtheMxRλαλSMforceMfield[MJournaliofiComputationali
ChemistryYM2005YMcgYMhcfZdh 3.5 147

34 rMnewMxRλαλSMforceMfieldMforMhexopyranoseZbasedMcarbohydrates[MJournaliofiComputationali
ChemistryYM2005YMcgYMbeaaZbc 3.5 264

33 TheMxRλαλSMsoftwareMforMbiomolecularMsimulationkMxRλαλSaf[MJournaliofiComputationali
ChemistryYM2005YMcgYMbhbjZfb 3.5 514

32 tombiningMtheMlatticeZsumMandMreactionZfieldMapproachesMforMevaluatingMlongZrangeMelectrostaticM
interactionsMinMmolecularMsimulations[MJournaliofiChemicaliPhysicsYM2005YMbcdYMdebah 3.9 44

31 TrehaloseZproteinMinteractionMinMaqueousMsolution[MProteins:iStructureyiFunctioniandiBioinformaticsYM
2004YMffYMbhhZig 4.2 178

30 rMfastMpairlistZconstructionMalgorithmMforMmolecularMsimulationsMunderMperiodicMboundaryM
conditions[MJournaliofiComputationaliChemistryYM2004YMcfYMbeheZig 3.5 45

29 vxplicitZSolventMαolecularMuynamicsMSimulationsMofMtheM˛†UbZodVZMandM˛†UbZogVZ inkedMuisaccharidesM
˛†Z aminarabioseMandM˛†ZxentiobioseMinMWater[MJournaliofiPhysicaliChemistryiBYM2004YMbaiYMfibfZficg 3.4 30

28 pyZuependentMStabilityMofMaMuecalysineM˛–ZyelixMStudiedMbyMvxplicitZSolventMαolecularMuynamicsM
SimulationsMatMtonstantMpy[MJournaliofiPhysicaliChemistryiBYM2004YMbaiYMbdffbZbdffj 3.4 49

27 znfluenceMofMrrtificialMPeriodicityMandMzonicMStrengthMinMαolecularMuynamicsMSimulationsMofMthargedM
siomoleculesMvmployingM atticeZSumMαethods[MJournaliofiPhysicaliChemistryiBYM2004YMbaiYMhheZhii 3.4 117

26 znteractionMofMtheMdisaccharideMtrehaloseMwithMaMphospholipidMbilayerkMaMmolecularMdynamicsMstudy[M
BiophysicaliJournalYM2004YMigYMcchdZif 2.9 139

25
αolecularMdynamicsMsimulationMofMhighlyMchargedMproteinskMcomparisonMofMtheMparticleZparticleM
particleZmeshMandMreactionMfieldMmethodsMforMtheMcalculationMofMelectrostaticMinteractions[MProteini
ScienceYM2003YMbcYMcbgbZhc

6.3 37

24 vffectMofMmutationsMinvolvingMchargedMresiduesMonMtheMstabilityMofMstaphylococcalMnucleasekMaM
continuumMelectrostaticsMstudy[MProteiniEngineeringyiDesigniandiSelectionYM2003YMbgYMidbZea 1.9 7

23
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