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k Paper IF Citations

149 NβRMrefinementMandMpeptideMfoldingMusingMtheM–ROβuwSMsoftwarebMJournalhofhBiomolecularhNMR_M
2021_Mki_Mehgaehm 3 0

148 uccurateMabsoluteMfreeMenergiesMforMligandâ��proteinMbindingMbasedMonMnonaequilibriumMapproachesbM
CommunicationshChemistry_M2021_Mh_M 6.3 7

147 SystematicMdesignMofMbiomolecularMforceMfieldsbMCurrenthOpinionhinhStructuralhBiology_M2021_Mjk_Melafh 8.1 10

146 βicroscopicMoriginsMofMconductivityMinMmoltenMsaltsMunraveledMbyMcomputerMsimulationsbM
CommunicationshChemistry_M2021_Mh_M 6.3 5

145 TheMstructureMofMwOMandMw—MatMtheMinterfaceMofMaMpolyUurethaneMureaVMoligomerMmodelMfromMtheM
microscopicMpointMofMviewbMJournalhofhChemicalhPhysics_M2021_Meii_Mdhhkdh 3.9 0

144 unM ntuitivelyMUnderstandableMQualityMβeasureMforMTheoreticalMVibrationalMSpectrabMJournalhofh
PhysicalhChemistryhLetters_M2020_Mee_Mihkeaihki 6.4 7

143 TheoreticalM nfraredMSpectranMQuantitativeMSimilarityMβeasuresMandMzorceMzieldsbMJournalhofhChemicalh
TheoryhandhComputation_M2020_Mej_Mggdkaggei 6.4 14

142 PropagationMofMuncertaintyMinMphysicochemicalMdataMtoMforceMfieldMpredictionsbMPhysicalhReviewh
Research_M2020_Mf_M 3.9 2

141 βakingMSoupnMPreparingMandMValidatingMβodelsMofMtheMvacterialMwytoplasmMforMβolecularM
SimulationbMJournalhofhChemicalhInformationhandhModeling_M2020_Mjd_Mgffagge 6.1 6

140 TowardMaMwomputationalMycotoxicityMussaybMJournalhofhChemicalhInformationhandhModeling_M2020_Mjd_Mgkmfagldg6.1 2

139 uMpotentialMforMmolecularMsimulationMofMcompoundsMwithMlinearMmoietiesbMJournalhofhChemicalhPhysics
_M2020_Meig_Mdlhidg 3.9 2

138 SystematicallyMimprovedMmeltingMpointMpredictionnMaMdetailedMphysicalMsimulationMmodelMisMrequiredbM
ChemicalhCommunications_M2019_Mii_Mefdhhaefdhk 5.8 7

137 βoltenMalkaliMhalidesMaMtemperatureMdependenceMofMstructure_MdynamicsMandMthermodynamicsbM
PhysicalhChemistryhChemicalhPhysics_M2019_Mfe_Meliejaelifh 3.6 16

136 PredictionMofMPartitionMwoefficientsMofMynvironmentalMToxinsMUsingMwomputationalMwhemistryM
βethodsbMACShOmega_M2019_Mh_Megkkfaegkle 3.9 15

135 RoleMofM—ostâ��–uestMwhargeMTransferMinMwyclodextrinMwomplexationnMuMwomputationalMStudybMJournalh
ofhPhysicalhChemistryhC_M2019_Mefg_Mekkhiaekkij 3.8 1

134 xirectMαinkMbetweenMStructure_Mxynamics_MandMThermodynamicsMinMβoltenMSaltsbMJournalhofhPhysicalh
ChemistryhC_M2019_Mefg_Mfiimjafijdf 3.8 10

133 RotationalMandMTranslationalMxiffusionMofMProteinsMasMaMzunctionMofMwoncentrationbMACShOmega_M2019
_Mh_Mfdjihafdjjh 3.9 7
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132 TransientMisomersMinMtheMphotodissociationMofMbromoiodomethanebMJournalhofhChemicalhPhysics_M
2018_Mehl_Meghgdk 3.9 5

131 TheMulexandriaMlibrary_MaMquantumachemicalMdatabaseMofMmolecularMpropertiesMforMforceMfieldM
developmentbMScientifichData_M2018_Mi_Melddjf 8.2 34

130 zorceMzieldMvenchmarkMofMuminoMucidsnM bM—ydrationMandMxiffusionMinMxifferentMWaterMβodelsbM
JournalhofhChemicalhInformationhandhModeling_M2018_Mil_Medgkaedif 6.1 56

129  nfluenceMofMNaXMandMβgfXMionsMonMRNuMstructuresMstudiedMwithMmolecularMdynamicsMsimulationsbM
NucleichAcidshResearch_M2018_Mhj_Mhlkfahllf 20.1 40

128  mpactMofMxispersionMwoefficientMonMSimulationsMofMProteinsMandMOrganicMαiquidsbMJournalhofhPhysicalh
ChemistryhB_M2018_Meff_Mldelaldfk 3.4 12

127 PolarizableMxrudeMβodelMwithMsaTypeM–aussianMorMSlaterMwhargeMxensityMforM–eneralMβolecularM
βechanicsMzorceMzieldsbMJournalhofhChemicalhTheoryhandhComputation_M2018_Meh_Miiigaiijj 6.4 20

126 PhaseaTransferableMzorceMzieldMforMulkaliM—alidesbMJournalhofhChemicalhTheoryhandhComputation_M2018
_Meh_Mimggaimhl 6.4 24

125 SmallMβoleculeMThermochemistrynMuMToolMforMympiricalMzorceMzieldMxevelopmentbMJournalhofhPhysicalh
ChemistryhA_M2018_Meff_Mlmlfalmll 2.8 14

124 StatisticalMefficiencyMofMmethodsMforMcomputingMfreeMenergyMofMhydrationbMJournalhofhChemicalh
Physics_M2018_Mehm_Mehheee 3.9 14

123 womparisonMofM mplicitMandMyxplicitMSolventMβodelsMforMtheMwalculationMofMSolvationMzreeMynergyMinM
OrganicMSolventsbMJournalhofhChemicalhTheoryhandhComputation_M2017_Meg_Medghaedhg 6.4 96

122 zreeaynergyMwalculationsMofM onicM—ydrationMwonsistentMwithMtheMyxperimentalM—ydrationMzreeM
ynergyMofMtheMProtonbMJournalhofhPhysicalhChemistryhLetters_M2017_Ml_Mfkdiafkef 6.4 30

121 SystematicMexplorationMofMmultipleMdrugMbindingMsitesbMJournalhofhCheminformatics_M2017_Mm_Mji 8.6 9

120 βechanisticM nsightsMintoMuutoinhibitionMofMtheMOncogenicMwhromatinMRemodelerMuαwebMMolecularh
Cell_M2017_Mjl_Mlhkalimbek 17.6 32

119 βembraneMvesiculationMinducedMbyMproteinsMofMtheMdengueMvirusMenvelopeMstudiedMbyMmolecularM
dynamicsMsimulationsbMJournalhofhPhysicshCondensedhMatter_M2017_Mfm_Midhddf 1.8 11

118 yvaluationMofM–eneralizedMvornMβodelsMforMαargeMScaleMuffinityMPredictionMofMwyclodextrinM
—osta–uestMwomplexesbMJournalhofhChemicalhInformationhandhModeling_M2016_Mij_Mfdldafdmf 6.1 18

117 utomisticMSimulationMofMProteinMyncapsulationMinMβetalaOrganicMzrameworksbMJournalhofhPhysicalh
ChemistryhB_M2016_Mefd_Mhkkalh 3.4 25

116 yxplorationMofM nterfacialM—ydrationMNetworksMofMTargetaαigandMwomplexesbMJournalhofhChemicalh
InformationhandhModeling_M2016_Mij_Mehlail 6.1 17

115 αargeascaleMcalculationsMofMgasMphaseMthermochemistrynMynthalpyMofMformation_MstandardMentropy_M
andMheatMcapacitybMJournalhofhChemicalhPhysics_M2016_Mehi_Meehgdi 3.9 42

(2016-2018)
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114 WaterMxeterminesMtheMStructureMandMxynamicsMofMProteinsbMChemicalhReviews_M2016_Meej_Mkjkgamk 68.1 437

113 vindingMofMPollutantsMtoMviomoleculesnMuMSimulationMStudybMChemicalhResearchhinhToxicology_M2016_M
fm_Mejkmaejll 4 5

112 zorceMzieldMvenchmarkMofMOrganicMαiquidsbMfbM–ibbsMynergyMofMSolvationbMJournalhofhChemicalh
InformationhandhModeling_M2015_Mii_Meemfafde 6.1 57

111 RelationshipMbetweenMelectronicMpropertiesMandMdrugMactivityMofMsevenMquinoxalineMcompoundsnMuM
xzTMstudybMJournalhofhMolecularhStructure_M2015_Medme_Memjafdf 3.4 17

110 βobilityabasedMpredictionMofMhydrationMstructuresMofMproteinMsurfacesbMBioinformatics_M2015_Mge_Memimaji 7.2 17

109 –eneralizedMvornMandMyxplicitMSolventMβodelsMforMzreeMynergyMwalculationsMinMOrganicMSolventsnM
wyclodextrinMximerizationbMJournalhofhChemicalhTheoryhandhComputation_M2015_Mee_Miedgaeg 6.4 25

108  mpactMofMsludgeMdepositionMonMbiodiversitybMEcotoxicology_M2015_Mfh_Mekmmaleh 2.9 17

107  mplementationMofMextendedMαagrangianMdynamicsMinM–ROβuwSMforMpolarizableMsimulationsMusingM
theMclassicalMxrudeMoscillatorMmodelbMJournalhofhComputationalhChemistry_M2015_Mgj_Mehkgam 3.5 60

106 xeconvolutingMProteinMUUnVfoldingMStructuralMynsemblesMUsingMXaRayMScattering_MNuclearMβagneticM
ResonanceMSpectroscopyMandMβolecularMxynamicsMSimulationbMPLoShONE_M2015_Med_Medefijjf 3.7 7

105 PropertiesMofMOrganicMαiquidsMwhenMSimulatedMwithMαongaRangeMαennarda³onesM nteractionsbM
JournalhofhChemicalhTheoryhandhComputation_M2015_Mee_Mfmglahh 6.4 86

104 xecipheringMsolutionMscatteringMdataMwithMexperimentallyMguidedMmolecularMdynamicsMsimulationsbM
JournalhofhChemicalhTheoryhandhComputation_M2015_Mee_Mkldak 6.4 40

103 wooperativeMvindingMofMwyclodextrinMximersMtoM soflavoneMunaloguesMylucidatedMbyMzreeMynergyM
walculationsbMJournalhofhPhysicalhChemistryhC_M2014_Meel_Mkejgakekg 3.8 26

102 βemvuildernMaMwebabasedMgraphicalMinterfaceMtoMbuildMheterogeneouslyMmixedMmembraneMbilayersM
forMtheM–ROβuwSMbiomolecularMsimulationMprogrambMBioinformatics_M2014_Mgd_Mhgmahe 7.2 44

101 wOfMandMOfMdistributionMinMRubiscoMsuggestsMtheMsmallMsubunitMfunctionsMasMaMwOfMreservoirbMJournalh
ofhthehAmericanhChemicalhSociety_M2014_Megj_Mgejiake 16.4 39

100 ThermodynamicsMofMhydroniumMandMhydroxideMsurfaceMsolvationbMChemicalhScience_M2014_Mi_Mekhi 9.4 42

99 whemicalMproperties_MenvironmentalMfate_MandMdegradationMofMsevenMclassesMofMpollutantsbMChemicalh
ResearchhinhToxicology_M2014_Mfk_Mkegagk 4 78

98 ThiaminMfunction_Mmetabolism_Muptake_MandMtransportbMBiochemistry_M2014_Mig_Mlfeagi 3.2 171

97 unMefficientMandMextensibleMformat_Mlibrary_MandMuP MforMbinaryMtrajectoryMdataMfromMmolecularM
simulationsbMJournalhofhComputationalhChemistry_M2014_Mgi_Mfjdam 3.5 9
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96 OrderMParametersMandMulgorithmicMupproachesMforMxetectionMandMxemarcationMofM nterfacesMinM
—ydrateazluidMandM ceazluidMSystemsbMJournalhofhChemicalhTheoryhandhComputation_M2014_Med_Mijdjaei 6.4 0

95 αocalMpartitionMcoefficientsMgovernMsoluteMpermeabilityMofMcholesterolacontainingMmembranesbM
BiophysicalhJournal_M2013_Medi_Mfkjdakd 2.9 53

94 QuantificationMofMSolventMwontributionMtoMtheMStabilityMofMNoncovalentMwomplexesbMJournalhofh
ChemicalhTheoryhandhComputation_M2013_Mm_Mhihfaie 6.4 33

93 UnexpectedMyffectsMofMwholesterolMonMβembraneMPermeabilitybMBiophysicalhJournal_M2013_Medh_Memfaaemga2.9

92 ˛†asheetMstructuresMandMdimerMmodelsMofMtheMtwoMmajorMtyrocidines_MantimicrobialMpeptidesMfromM
vacillusManeurinolyticusbMBiochemistry_M2013_Mif_Mkkmlaldj 3.2 21

91 unophelesMgambiae_Munogaa—rT—Mhormone_MfreeMandMboundMstructureaaaMnuclearMmagneticM
resonanceMexperimentbMPeptides_M2013_Mhe_Mmhaedd 3.8 13

90 –ROβuwSMhbinMaMhighathroughputMandMhighlyMparallelMopenMsourceMmolecularMsimulationMtoolkitbM
Bioinformatics_M2013_Mfm_Mlhiaih 7.2 4786

89  nsightsMonMtheMsolubilityMofMwOfMinMeaethylagamethylimidazoliumMbisUtrifluoromethylsulfonylVimideM
fromMtheMmicroscopicMpointMofMviewbMEnvironmentalhSciencehpamp;hTechnology_M2013_Mhk_Mkhfeam 10.3 55

88 zullerenesMtoxicityMandMelectronicMpropertiesbMEnvironmentalhChemistryhLetters_M2013_Mee_Mediaeel 13.3 38

87 TranscriptionafactorMbindingMandMslidingMonMxNuMstudiedMusingMmicroaMandMmacroscopicMmodelsbM
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmerica_M2013_Meed_Memkmjalde 11.5 67

86 –ROβuwSMmoleculeMSMliquidMdatabasebMBioinformatics_M2012_Mfl_Mkifag 7.2 140

85 ScreeningMforMtheMαocationMofMRNuMusingMtheMwhlorideM onMxistributionMinMSimulationsMofMVirusM
wapsidsbMJournalhofhChemicalhTheoryhandhComputation_M2012_Ml_Mfhkhalg 6.4 19

84 OrganicMmoleculesMonMtheMsurfaceMofMwaterMdropletsaaanMenergeticMperspectivebMPhysicalhChemistryh
ChemicalhPhysics_M2012_Meh_Mmigkahi 3.6 43

83 zreeMenergyMofMseparationMofMstructureM  MclathrateMhydrateMinMwaterMandMaMlightMoilbMJournalhofh
PhysicalhChemistryhB_M2012_Meej_Mimggahd 3.4 5

82  nsightMintoMtheMstructuralMdeformationsMofMbetaacyclodextrinMcausedMbyMalcoholMcosolventsMandM
guestMmoleculesbMJournalhofhPhysicalhChemistryhB_M2012_Meej_Mglldam 3.4 31

81 βolecularMrecognitionMinMdifferentMenvironmentsnM˛†acyclodextrinMdimerMformationMinMorganicM
solventsbMJournalhofhPhysicalhChemistryhB_M2012_Meej_Mefjlhamg 3.4 46

80
zorceMzieldMvenchmarkMofMOrganicMαiquidsnMxensity_MynthalpyMofMVaporization_M—eatMwapacities_M
SurfaceMTension_M sothermalMwompressibility_MVolumetricMyxpansionMwoefficient_MandMxielectricM
wonstantbMJournalhofhChemicalhTheoryhandhComputation_M2012_Ml_Mjeakh

6.4 476

79 αargeMinfluenceMofMcholesterolMonMsoluteMpartitioningMintoMlipidMmembranesbMJournalhofhthehAmericanh
ChemicalhSociety_M2012_Megh_Migieaje 16.4 124

(2012-2014)
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78 VirusMcapsidMdissolutionMstudiedMbyMmicrosecondMmolecularMdynamicsMsimulationsbMPLoSh
ComputationalhBiology_M2012_Ml_Meeddfidf 5 53

77 warbonylMchargeMsolvationMpatternsMmayMrelateMtoMfragmentationMclassesMinMcollisionaactivatedM
dissociationbMJournalhofhthehAmericanhSocietyhforhMasshSpectrometry_M2012_Mfg_Megemafi 3.5 3

76 TimearesolvedMWuXSMrevealsMacceleratedMconformationalMchangesMinMiodoretinalasubstitutedM
proteorhodopsinbMBiophysicalhJournal_M2011_Mede_Meghiaig 2.9 54

75 utomisticMsimulationMofMionMsolvationMinMwaterMexplainsMsurfaceMpreferenceMofMhalidesbMProceedingshofh
thehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmerica_M2011_Medl_Mjlglajlhf 11.5 171

74 SubunitMinterfaceMdynamicsMinMhexadecamericMrubiscobMJournalhofhMolecularhBiology_M2011_Mhee_Medlgaml 6.5 29

73 OpenMconformationMofMadipokineticMhormoneMreceptorMfromMtheMmalariaMmosquitoMfacilitatesM
hormoneMbindingbMPeptides_M2011_Mgf_Miigam 3.8 10

72 –ROβuwSâ��theMroadMaheadbMWileyhInterdisciplinaryhReviews:hComputationalhMolecularhScience_M2011_M
e_Mkedakei 7.9 38

71 TrajectoryMN–nMportable_Mcompressed_MgeneralMmolecularMdynamicsMtrajectoriesbMJournalhofhMolecularh
Modeling_M2011_Mek_Mfjjmali 2 12

70 ProbingM´„´‡wMchemicalMshieldingMtensorsMinMcryptolepineMandMtwoMbromoasubstitutedManalogsMforM
antiplasmodialMactivitybMJournalhofhMolecularhModeling_M2011_Mek_Mgflmamk 2 3

69 TowardMpredictionMofMfunctionalMproteinMpocketsMusingMblindMdockingMandMpocketMsearchMalgorithmsbM
ProteinhScience_M2011_Mfd_Mlldamg 6.3 50

68 Proteins_Mlipids_MandMwaterMinMtheMgasMphasebMMacromolecularhBioscience_M2011_Mee_Midam 5.5 65

67 OnMtheMfeasibilityMofMnanocrystalMimagingMusingMintenseMandMultrashortMXarayMpulsesbMACShNano_M2011_M
i_Megmahj 16.7 59

66 ScrutinizingMmolecularMmechanicsMforceMfieldsMonMtheMsubmicrosecondMtimescaleMwithMNβRMdatabM
BiophysicalhJournal_M2010_Mmm_Mjhkaii 2.9 175

65 g_whamâ��uMzreeMWeightedM—istogramMunalysisM mplementationM ncludingMRobustMyrrorMandM
uutocorrelationMystimatesbMJournalhofhChemicalhTheoryhandhComputation_M2010_Mj_Mgkegagkfd 6.4 930

64 —awknMtheMimageMreconstructionMpackageMforMcoherentMXarayMdiffractiveMimagingbMJournalhofhAppliedh
Crystallography_M2010_Mhg_Meigiaeigm 3.8 41

63 StructuralMvariabilityMandMtheMincoherentMadditionMofMscatteredMintensitiesMinMsingleaparticleM
diffractionbMPhysicalhReviewhE_M2009_Mld_Mdgemdi 2.4 20

62 uMdensityMfunctionalMstudyMofMeiNMchemicalMshieldingMtensorsMinMquinolinesbMChemicalhPhysicshLetters_M
2009_Mhkj_Memjafdd 2.5 7

61 SolutionMconformationsMofManMinsectMneuropeptidenMcrustaceanMcardioactiveMpeptideMUwwuPVbM
Peptides_M2009_Mgd_Miikajh 3.8 15
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60 StructuralMstabilityMofMelectrosprayedMproteinsnMtemperatureMandMhydrationMeffectsbMPhysicalh
ChemistryhChemicalhPhysics_M2009_Mee_Mldjmakl 3.6 43

59 βolecularMdynamicsMsimulationsMofMaMmembraneMproteinamicelleMcomplexMinMvacuobMJournalhofhtheh
AmericanhChemicalhSociety_M2009_Mege_Mejjdjak 16.4 31

58 yncapsulationMofMmyoglobinMinMaMcetylMtrimethylammoniumMbromideMmicelleMinMvacuonMaMsimulationM
studybMBiochemistry_M2009_Mhl_Meddjaei 3.2 32

57 uMproposedMtimearesolvedMXarayMscatteringMapproachMtoMtrackMlocalMandMglobalMconformationalM
changesMinMmembraneMtransportMproteinsbMStructure_M2008_Mej_Mfeal 5.2 18

56 StructuralMstudiesMofMmeltingMonMtheMpicosecondMtimeMscalebMPhysicalhChemistryhChemicalhPhysics_M
2008_Med_Mjghham 3.6 11

55 uMtemperatureMpredictorMforMparallelMtemperingMsimulationsbMPhysicalhChemistryhChemicalhPhysics_M
2008_Med_Mfdkgak 3.6 352

54 uMtheoreticalMstudyMofMrepeatingMsequenceMinM—RPM  nMaMcombinationMofMmolecularMdynamicsM
simulationsMandMUekVOMquadrupoleMcouplingMtensorsbMBiophysicalhChemistry_M2008_Megk_Mkjald 3.5 1

53 PicosecondMmeltingMofMiceMbyManMinfraredMlaserMpulsenMaMsimulationMstudybMAngewandtehChemiehxh
InternationalhEdition_M2008_Mhk_Mehekafd 16.4 27

52 RoleMofMspinMstateMonMtheMgeometryMandMnuclearMquadrupoleMresonanceMparametersMinMheminM
complexbMBiophysicalhChemistry_M2008_Megh_Mfddaj 3.5 3

51 –ROβuwSMhnMMulgorithmsMforM—ighlyMyfficient_Mαoadavalanced_MandMScalableMβolecularMSimulationbM
JournalhofhChemicalhTheoryhandhComputation_M2008_Mh_Mhgiahk 6.4 11706

50 zluorescenceMprobeMofMTrpacageMproteinMconformationMinMsolutionMandMinMgasMphasebMJournalhofhtheh
AmericanhChemicalhSociety_M2007_Mefm_Mjkfjagi 16.4 59

49 yvaporationMfromMwaterMclustersMcontainingMsinglyMchargedMionsbMPhysicalhChemistryhChemicalhPhysics
_M2007_Mm_Miediaee 3.6 55

48 uMdirectMcomparisonMofMproteinMstructureMinMtheMgasMandMsolutionMphasenMtheMTrpacagebMJournalhofh
PhysicalhChemistryhB_M2007_Meee_Megehkaid 3.4 42

47 ProteinMstructuresMunderMelectrosprayMconditionsbMBiochemistry_M2007_Mhj_Mmggahi 3.2 109

46 SpeedingMupMparallelM–ROβuwSMonMhighalatencyMnetworksbMJournalhofhComputationalhChemistry_M
2007_Mfl_Mfdkialh 3.5 98

45 ProteinMzoldingMPropertiesMfromMβolecularMxynamicsMSimulationsbMLecturehNoteshinhComputerhScience
_M2007_Medmaeei 0.9 2

44 TemperatureMandMstructuralMchangesMofMwaterMclustersMinMvacuumMdueMtoMevaporationbMJournalhofh
ChemicalhPhysics_M2006_Mefi_Meihidl 3.9 55

43 ThermodynamicsMofMhydrogenMbondingMinMhydrophilicMandMhydrophobicMmediabMJournalhofhPhysicalh
ChemistryhB_M2006_Meed_Mhgmgal 3.4 323

(2006-2009)
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42 TheMOriginMofMαayerMStructureMurtifactsMinMSimulationsMofMαiquidMWaterbMJournalhofhChemicalhTheoryh
andhComputation_M2006_Mf_Meaee 6.4 164

41 αiftingMaMwetMglassMfromMaMtablenMaMmicroscopicMpicturebMLangmuir_M2006_Mff_Mijjjakf 4 13

40 vlindMdockingMofMdrugasizedMcompoundsMtoMproteinsMwithMupMtoMaMthousandMresiduesbMFEBShLetters_M
2006_Mild_Mehhkaid 3.8 215

39 zemtosecondMdiffractiveMimagingMwithMaMsoftaXarayMfreeaelectronMlaserbMNaturehPhysics_M2006_Mf_Mlgmalhg 16.2 778

38 ProbingMsolutionaMandMgasaphaseMstructuresMofMTrpacageMcationsMbyMchiralMsubstitutionMandM
spectroscopicMtechniquesbMInternationalhJournalhofhMasshSpectrometry_M2006_Mfig_Mfjgafkg 1.9 29

37
PredictionMofMNw˛–MbondMcleavageMfrequenciesMinMelectronMcaptureMdissociationMofMTrpacageMdicationsM
byMforceafieldMmolecularMdynamicsMsimulationsbMInternationalhJournalhofhMasshSpectrometry_M2006_M
fhl_Mefhaegi

1.9 58

36 ProteinMfoldingMkineticsMandMthermodynamicsMfromMatomisticMsimulationsbMPhysicalhReviewhLetters_M
2006_Mmj_Mfgledf 7.4 80

35  mprovedM–ROβuwSMScalingMonMythernetMSwitchedMwlustersbMLecturehNoteshinhComputerhScience_M
2006_Mhdhahdi 0.9 2

34 utomicascaleMvisualizationMofMinertialMdynamicsbMScience_M2005_Mgdl_Mgmfai 33.3 286

33 ReproducibleMpolypeptideMfoldingMandMstructureMpredictionMusingMmolecularMdynamicsMsimulationsbM
JournalhofhMolecularhBiology_M2005_Mgih_Mekgalg 6.5 150

32 –ROβuwSnMfast_Mflexible_MandMfreebMJournalhofhComputationalhChemistry_M2005_Mfj_Mekdeael 3.5 10273

31  nteractiveMvisualizationMofMelectronMdensityMslicesbMJournalhofhAppliedhCrystallography_M2005_Mgl_Mijgaiji 3.8 3

30 ObservationMofMstructuralManisotropyMandMtheMonsetMofMliquidlikeMmotionMduringMtheMnonthermalM
meltingMofM nSbbMPhysicalhReviewhLetters_M2005_Mmi_Mefikde 7.4 49

29 wlockingMfemtosecondMXMraysbMPhysicalhReviewhLetters_M2005_Mmh_Meehlde 7.4 196

28 βodelMforMtheMdynamicsMofMaMwaterMclusterMinManMxarayMfreeMelectronMlaserMbeambMPhysicalhReviewhE_M
2004_Mkd_Mdiemdh 2.4 65

27 xeformationMofMhelixMwMinMtheMlowMtemperatureMαaintermediateMofMbacteriorhodopsinbMJournalhofh
BiologicalhChemistry_M2004_Mfkm_Mfehkail 5.4 66

26 PotentialMimpactMofManMXarayMfreeMelectronMlaserMonMstructuralMbiologybMRadiationhPhysicshandh
Chemistry_M2004_Mke_Mmdiamej 2.5 53

25 uugerMelectronMcascadesMinMwaterMandMicebMChemicalhPhysics_M2004_Mfmm_Mfkkaflg 2.3 49
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24 βolecularMdynamicsMsimulationsMofMpeptidesMfromMtheMcentralMdomainMofMsmoothMmuscleMcaldesmonbM
JournalhofhBiomolecularhStructurehandhDynamics_M2004_Mfe_Miiiajj 3.6 9

23 βodelingMofMenzymeasubstrateMcomplexesMforMtheMmetalloproteasesMββPag_MuxuβamMandMuxuβaedbM
JournalhofhComputerxAidedhMolecularhDesign_M2003_Mek_Miieaji 4.2 37

22 vruteazorceMβolecularMxynamicsMSimulationsMofMVillinM—eadpiecenMMwomparisonMwithMNβRM
ParametersbMJournalhofhPhysicalhChemistryhB_M2003_Medk_Meeeklaeeelk 3.4 58

21 xynamicMpropertiesMofMwatercalcoholMmixturesMstudiedMbyMcomputerMsimulationbMJournalhofhChemicalh
Physics_M2003_Meem_Mkgdlakgek 3.9 238

20 yfficientMdockingMofMpeptidesMtoMproteinsMwithoutMpriorMknowledgeMofMtheMbindingMsitebMProteinh
Science_M2002_Mee_Mekfmagk 6.3 314

19 SpaceatimeMevolutionMofMelectronMcascadesMinMdiamondbMPhysicalhReviewhB_M2002_Mjj_M 3.3 36

18 –ROβuwSMgbdnMaMpackageMforMmolecularMsimulationMandMtrajectoryManalysisbMJournalhofhMolecularh
Modeling_M2001_Mk_Mgdjagek 2 5502

17 uugeraelectronMcascadesMinMdiamondMandMamorphousMcarbonbMPhysicalhReviewhB_M2001_Mjh_M 3.3 44

16 βolecularMxynamicsMSimulationsMofMWaterMwithMNovelMShellaβodelMPotentialsbMJournalhofhPhysicalh
ChemistryhB_M2001_Medi_Mfjelafjfj 3.4 151

15 PotentialMforMbiomolecularMimagingMwithMfemtosecondMXarayMpulsesbMNature_M2000_Mhdj_Mkifak 50.4 1498

14 βolecularMxynamicsMSimulationsMofMxodecylphosphocholineMβicellesMatMThreeMxifferentMuggregateM
Sizesn´ MβicellarMStructureMandMwhainMRelaxationbMJournalhofhPhysicalhChemistryhB_M2000_Medh_Mjgldajgll 3.4 250

13 TheMsolutionMconformationsMofMaminoMacidsMfromMmolecularMdynamicsMsimulationsMofM–lyaXa–lyM
peptidesnMcomparisonMwithMNβRMparametersbMBiochemistryhandhCellhBiology_M1998_Mkj_Mejhaekd 3.6 15

12 uMsystematicMstudyMofMwaterMmodelsMforMmolecularMsimulationnMxerivationMofMwaterMmodelsM
optimizedMforMuseMwithMaMreactionMfieldbMJournalhofhChemicalhPhysics_M1998_Medl_Medffdaedfgd 3.9 514

11 TheMsolutionMconformationsMofMaminoMacidsMfromMmolecularMdynamicsMsimulationsMofM–lyaXa–lyM
peptidesnMcomparisonMwithMNβRMparametersbMBiochemistryhandhCellhBiology_M1998_Mkj_Mejhakd 3.6 2

10 βolecularMdynamicsMsimulationsMofMαeuaenkephalinMinMwaterMandMxβSObMBiophysicalhJournal_M1997_M
kf_Mfdgfahe 2.9 99

9 βolecularMmodelingMofMtheMRNuMbindingMNaterminalMpartMofMcowpeaMchloroticMmottleMvirusMcoatM
proteinMinMsolutionMwithMphosphateMionsbMBiophysicalhJournal_M1996_Mke_Mfmfdagf 2.9 18

8 βolecularMdynamicsMsimulationsMofMNaterminalMpeptidesMfromMaMnucleotideMbindingMproteinbMProteins:h
StructurewhFunctionhandhBioinformatics_M1996_Mfh_Mhidajj 4.2 16

7 βolecularMdynamicsMsimulationsMofMpeptidesMfromMvPT nMaMcloserMlookMatMamideaaromaticM
interactionsbMJournalhofhBiomolecularhNMR_M1996_Ml_Mffmagl 3 79

(1996-2004)
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6 PhosphorylationainducedMtorsionaangleMstrainMinMtheMactiveMcenterMofM—Pr_MdetectedMbyMNβRMandM
restrainedMmolecularMdynamicsMrefinementbMProteinhScience_M1996_Mi_Mhhfaj 6.3 6

5 vendingMofMtheMcalmodulinMcentralMhelixnMaMtheoreticalMstudybMProteinhScience_M1996_Mi_Mfdhhaig 6.3 66

4 TowardsMphaseMtransferableMpotentialMfunctionsnMβethodologyMandMapplicationMtoMnitrogenbMJournalh
ofhChemicalhPhysics_M1995_Medg_Mffkfaffli 3.9 29

3 –ROβuwSnMuMmessageapassingMparallelMmolecularMdynamicsMimplementationbMComputerhPhysicsh
Communications_M1995_Mme_Mhgaij 4.2 6589

2 βolecularMβodelingMofM nhibitorsMatMQiMandMQoMSitesMinMwytochromeMbceMwomplexeedaefk

1 QuantitativeMpredictionsMfromMmolecularMsimulationsMusingMexplicitMorMimplicitMinteractionsbMWileyh
InterdisciplinaryhReviews:hComputationalhMolecularhScience_eeijd 7.9 4

David van der Spoel
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