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n Paper IF Citations

133 xβvRMMoMvMprogramMforMmacromolecularMenergy]Mminimization]MandMdynamicsMcalculationsbMJournali
ofiComputationaliChemistry]M1983]Mh]Memlafel 3.5 13044

132 xonstantMpressureMmolecularMdynamicsMsimulationoMTheMLangevinMpistonMmethodbMJournaliofi
ChemicaliPhysics]M1995]Medg]Mhkegahkfe 3.9 3093

131 vdvancesMinMmolecularMquantumMchemistryMcontainedMinMtheMQaxhemMhMprogramMpackagebMMoleculari
Physics]M2015]Meeg]Memhafei 1.7 2068

130 NewMsphericalacutoffMmethodsMforMlongarangeMforcesMinMmacromolecularMsimulationbMJournaliofi
ComputationaliChemistry]M1994]Mei]Mkklakmg 3.5 865

129 OpenMMMloMRapidMdevelopmentMofMhighMperformanceMalgorithmsMforMmolecularMdynamicsbMPLoSi
ComputationaliBiology]M2017]Meg]Meeddikin 5 686

128 vnManalysisMofMtheMaccuracyMofMLangevinMandMmolecularMdynamicsMalgorithmsbMMoleculariPhysics]M1988
]Mki]Mehdnaehen 1.7 668

127 LangevinMdynamicsMofMpeptidesoMtheMfrictionalMdependenceMofMisomerizationMratesMofM
NaacetylalanylaNTamethylamidebMBiopolymers]M1992]Mgf]Mifgagi 2.2 663

126 βarmonicManalysisMofMlargeMsystemsbMIbMMethodologybMJournaliofiComputationaliChemistry]M1995]Mek]Meiffaeihf3.5 430

125 zffectMofMzlectrostaticM–orceMTruncationMonMInterfacialMandMTransportMPropertiesMofMWaterbMThei
JournaliofiPhysicaliChemistry]M1996]Medd]Meldeeaeldfd 351

124 SelfaguidedMLangevinMdynamicsMsimulationMmethodbMChemicaliPhysicsiLetters]M2003]Mgme]Miefaiem 2.5 329

123 TheMeffectsMofMtruncatingMlongarangeMforcesMonMproteinMdynamicsbMProteins:iStructureyiFunctioniandi
Bioinformatics]M1989]Mk]Mgfahi 4.2 224

122 znzymeMmechanismsMwithMhybridMquantumMandMmolecularMmechanicalMpotentialsbMIbMTheoreticalM
considerationsbMInternationaliJournaliofiQuantumiChemistry]M1996]Mkd]Meemnaefdd 2.1 172

121 yynamicsMofMyNvMoligomersbMJournaliofiBiomoleculariStructureiandiDynamics]M1983]Me]Mfgeaif 3.6 170

120
OptimizationMofMquantumMmechanicalMmolecularMmechanicalMpartitioningMschemesoM aussianM
delocalizationMofMmolecularMmechanicalMchargesMandMtheMdoubleMlinkMatomMmethodbMJournaliofi
ChemicaliPhysics]M2002]Meel]Medighaedihl

3.9 162

119 PsihMebhoMOpenasourceMsoftwareMforMhighathroughputMquantumMchemistrybMJournaliofiChemicaliPhysics
]M2020]Meif]Memhedm 3.9 158

118 IsotropicMperiodicMsumoMaMmethodMforMtheMcalculationMofMlongarangeMinteractionsbMJournaliofiChemicali
Physics]M2005]Meff]Mhhedl 3.9 122

117 MolecularMyynamicsMofMStaphylococcalMNucleaseo´ MxomparisonMofMSimulationMwitheiNMandegxMNMRM
RelaxationMyatabMJournaliofitheiAmericaniChemicaliSociety]M1998]Mefd]Migdeaigee 16.4 114
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116 vlbuminachaperonedMcyanineMdyeMyieldsMsuperbrightMNIRaIIMfluorophoreMwithMenhancedM
pharmacokineticsbMScienceiAdvances]M2019]Mi]Meaawdklf 14.3 93

115
zxploringMtheMquantumMmechanicalcmolecularMmechanicalMreplicaMpathMmethodoMaMpathwayM
optimizationMofMtheMchorismateMtoMprephenateMxlaisenMrearrangementMcatalyzedMbyMchorismateM
mutasebMTheoreticaliChemistryiAccounts]M2003]Medn]Mehdaehm

1.9 93

114 PressureawasedMLongaRangeMxorrectionMforMLennardaJonesMInteractionsMinMMolecularMyynamicsM
SimulationsoMMvpplicationMtoMvlkanesMandMInterfacesbMJournaliofiPhysicaliChemistryiB]M2004]Medm]Mgkgagkm 3.4 90

113 pβMreplicaaexchangeMmethodMbasedMonMdiscreteMprotonationMstatesbMProteins:iStructureyiFunctioniandi
Bioinformatics]M2011]Mln]Mghfdagk 4.2 89

112 βarmonicManalysisMofMlargeMsystemsbMIIIbMxomparisonMwithMmolecularMdynamicsbMJournaliofi
ComputationaliChemistry]M1995]Mek]Meiihaeikk 3.5 81

111 MachineMLearningM–orceM–ieldMParametersMfromMvbMInitioMyatabMJournaliofiChemicaliTheoryiandi
Computation]M2017]Meg]Mhhnfahidg 6.4 73

110 xalculationsMofMSolvationM–reeMznergyMthroughMznergyMReweightingMfromMMolecularMMechanicsMtoM
QuantumMMechanicsbMJournaliofiChemicaliTheoryiandiComputation]M2016]Mef]Mhnnaiee 6.4 70

109 βarmonicManalysisMofMlargeMsystemsbMIIbMxomparisonMofMdifferentMproteinMmodelsbMJournaliofi
ComputationaliChemistry]M1995]Mek]Meihgaeiig 3.5 69

108 yirectMobservationMofMtheMfoldingMandMunfoldingMofMaMbetaahairpinMinMexplicitMwaterMthroughM
computerMsimulationbMJournaliofitheiAmericaniChemicaliSociety]M2002]Mefh]Mifmfag 16.4 62

107 RecentMadvancesMinMmolecularMdynamicsMsimulationMtowardsMtheMrealisticMrepresentationMofM
biomoleculesMinMsolutionbMTheoreticaliChemistryiAccounts]M1998]Mnn]Mflnafmm 1.9 58

106 vbsorptionMmodeMtwoadimensionalMNOzMspectroscopyMofMexchangeableMprotonsMinMoligonucleotidesbM
FEBSiLetters]M1987]Mfek]Mfhnaif 3.8 58

105 xonstantMpβMMolecularMyynamicsMinMzxplicitMSolventMwithMznvelopingMyistributionMSamplingMandM
βamiltonianMzxchangebMJournaliofiChemicaliTheoryiandiComputation]M2014]Med]Mflgmaflid 6.4 54

104 UsingMtheMisotropicMperiodicMsumMmethodMtoMcalculateMlongarangeMinteractionsMofMheterogeneousM
systemsbMJournaliofiChemicaliPhysics]M2008]Mefn]Meiheei 3.9 54

103 PredictingMhydrationMfreeMenergiesMwithMaMhybridMQMcMMMapproachoManMevaluationMofMimplicitMandM
explicitMsolvationMmodelsMinMSvMPLhbMJournaliofiComputer-AidediMoleculariDesign]M2014]Mfm]Mfhiail 4.2 53

102 SimulationsMofMmembranesMandMotherMinterfacialMsystemsMusingMPfUeVMandMPcMperiodicMboundaryM
conditionsbMBiophysicaliJournal]M2002]Mmf]Mfgelafi 2.9 51

101 vMparallelMimplementationMofMtheManalyticMnuclearMgradientMforMtimeadependentMdensityMfunctionalM
theoryMwithinMtheMTammâ��yancoffMapproximationbMMoleculariPhysics]M2010]Medm]Mflneafmdd 1.7 49

100 vMtruncatedMNewtonMminimizerMadaptedMforMxβvRMMMandMbiomolecularMapplicationsbMJournaliofi
ComputationaliChemistry]M1994]Mei]Migfaiif 3.5 48

99 wackboneMrelaxationMcoupledMtoMtheMionizationMofMinternalMgroupsMinMproteinsoMaMselfaguidedMLangevinM
dynamicsMstudybMBiophysicaliJournal]M2008]Mni]Mhdneaede 2.9 44

(2008-2019)
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98 ProwiSaxβvRMMingoMWebMInterfaceMforMPredictionMandMOptimizationMofMLigandsMinMProteinMwindingM
SitesbMJournaliofiChemicaliInformationiandiModeling]M2015]Mii]Mfgdmaeh 6.1 43

97 ModulationMofMvlzheimerTsMv˛†MprotofilamentamembraneMinteractionsMbyMlipidMheadgroupsbMACSi
ChemicaliNeuroscience]M2015]Mk]Mhhkaii 5.7 42

96 vnMefficientMalgorithmMforMmultipoleMenergiesMandMderivativesMbasedMonMsphericalMharmonicsMandM
extensionsMtoMparticleMmeshMzwaldbMJournaliofiChemicaliPhysics]M2014]Mehd]Memhede 3.9 41

95 SelfaguidedMLangevinMdynamicsMviaMgeneralizedMLangevinMequationbMJournaliofiComputationali
Chemistry]M2016]Mgl]Miniakde 3.5 40

94 xriticalMSequenceMβotspotsMforMwindingMofMNovelMxoronavirusMtoMvngiotensinMxonverterMznzymeMasM
zvaluatedMbyMMolecularMSimulationsbMJournaliofiPhysicaliChemistryiB]M2020]Mefh]Meddghaeddhl 3.4 39

93 NumericalMstudyMonMtheMpartitioningMofMtheMmolecularMpolarizabilityMintoMfluctuatingMchargeMandM
inducedMatomicMdipoleMcontributionsbMJournaliofiPhysicaliChemistryiA]M2015]Meen]Mimkiamf 2.8 36

92 TheMubiquitinMligaseMUbrhMcontrolsMstabilityMofMpodocincMzxafMsupercomplexesbMHumaniMoleculari
Genetics]M2016]Mfi]Megfmahh 5.6 36

91 xomparisonMofMMethodsMToMReweightMfromMxlassicalMMolecularMSimulationsMtoMQMcMMMPotentialsbM
JournaliofiChemicaliTheoryiandiComputation]M2016]Mef]Mehkkamd 6.4 36

90 xomputationMofMβydrationM–reeMznergiesMUsingMtheMMultipleMznvironmentMSingleMSystemMQuantumM
MechanicalcMolecularMMechanicalMMethodbMJournaliofiChemicaliTheoryiandiComputation]M2016]Mef]Mggfahh6.4 36

89 xorrectingMforMtheMfreeMenergyMcostsMofMbondMorMangleMconstraintsMinMmolecularMdynamicsM
simulationsbMBiochimicaiEtiBiophysicaiActai-iGeneraliSubjects]M2015]Memid]Mngfanhg 4 35

88 TargetedMconformationalMsearchMwithMmaparestrainedMselfaguidedMLangevinMdynamicsoMapplicationMtoM
flexibleMfittingMintoMelectronMmicroscopicMdensityMmapsbMJournaliofiStructuraliBiology]M2013]Memg]Mhfnahhd 3.4 35

87 IsotropicMperiodicMsumMofMelectrostaticMinteractionsMforMpolarMsystemsbMJournaliofiChemicaliPhysics]M
2009]Mege]Mdfhedl 3.9 35

86 zfficientMtreatmentMofMinducedMdipolesbMJournaliofiChemicaliPhysics]M2015]Mehg]Mdlheei 3.9 34

85 PhosphoproteomicManalysisMrevealsMregulatoryMmechanismsMatMtheMkidneyMfiltrationMbarrierbMJournali
ofitheiAmericaniSocietyiofiNephrology:iJASN]M2014]Mfi]Meidnaff 12.7 34

84 SelfaguidedMLangevinMdynamicsMstudyMofMregulatoryMinteractionsMinMNtrxbMProteins:iStructureyiFunctioni
andiBioinformatics]M2009]Mlk]Meddlaen 4.2 34

83 TowardMcanonicalMensembleMdistributionMfromMselfaguidedMLangevinMdynamicsMsimulationbMJournaliofi
ChemicaliPhysics]M2011]Megh]Meghedm 3.9 33

82 xonformationalMdynamicsMandMaggregationMbehaviorMofMpiezoelectricMdiphenylalanineMpeptidesMinManM
externalMelectricMfieldbMBiophysicaliChemistry]M2015]Menk]Mekafh 3.5 32

81 MappingMtheMyrudeMpolarizableMforceMfieldMontoMaMmultipoleMandMinducedMdipoleMmodelbMJournaliofi
ChemicaliPhysics]M2017]Mehl]Mekeldf 3.9 32
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80 xonformationalMrelaxationMandMwaterMpenetrationMcoupledMtoMionizationMofMinternalMgroupsMinM
proteinsbMJournaliofiPhysicaliChemistryiA]M2011]Meei]Mhdhfaig 2.8 32

79
xomparisonMofMvdditiveMandMPolarizableMModelsMwithMzxplicitMTreatmentMofMLongaRangeM
LennardaJonesMInteractionsMUsingMvlkaneMSimulationsbMJournaliofiChemicaliTheoryiandiComputation]M
2018]Meh]Mnhmanim

6.4 31

78 OnMtheMconvergenceMofMmultiascaleMfreeMenergyMsimulationsbMMoleculariSimulation]M2018]Mhh]Medkfaedme 2 30

77 zfficientMandMUnbiasedMSamplingMofMwiomolecularMSystemsMinMtheMxanonicalMznsembleoMvMReviewMofM
Selfa uidedMLangevinMyynamicsbMAdvancesiiniChemicaliPhysics]M2012]Meid]Mfiiagfk 29

76 zfficientMxalculationMofMQMcMMM–requenciesMwithMtheMMobileMwlockMβessianbMJournaliofiChemicali
TheoryiandiComputation]M2011]Ml]Mhnkaieh 6.4 29

75 znhancingMconstantapβMsimulationMinMexplicitMsolventMwithMaMtwoadimensionalMreplicaMexchangeM
methodbMJournaliofiChemicaliTheoryiandiComputation]M2015]Mee]Mfikdalh 6.4 28

74 ProbingMtheMperiplasmicaopenMstateMofMlactoseMpermeaseMinMresponseMtoMsugarMbindingMandMprotonM
translocationbMJournaliofiMoleculariBiology]M2010]Mhdh]Midkafe 6.5 28

73 βydrophobicMhydrationMandMtheManomalousMpartialMmolarMvolumesMinMethanolawaterMmixturesbM
JournaliofiChemicaliPhysics]M2015]Mehf]Mdkhide 3.9 25

72 PredictingMbindingMaffinitiesMofMhostaguestMsystemsMinMtheMSvMPLgMblindMchallengeoMtheMperformanceM
ofMrelativeMfreeMenergyMcalculationsbMJournaliofiComputer-AidediMoleculariDesign]M2012]Mfk]Mihgaid 4.2 25

71 zlasticMmolecularMdynamicsMwithMselfaconsistentMflexibleMconstraintsbMJournaliofiChemicaliPhysics]M
2000]Meef]Mlnenalnfn 3.9 25

70 xomputationalMschemeMforMpβadependentMbindingMfreeMenergyMcalculationMwithMexplicitMsolventbM
ProteiniScience]M2016]Mfi]Mfgeahg 6.3 25

69 –indingMmultipleMreactionMpathwaysMviaMglobalMoptimizationMofMactionbMNatureiCommunications]M2017]M
m]Meihhg 17.4 24

68 vnMempiricalMextrapolationMschemeMforMefficientMtreatmentMofMinducedMdipolesbMJournaliofiChemicali
Physics]M2016]Mehi]Mekhede 3.9 24

67 wlindMpredictionMofMdistributionMinMtheMSvMPLiMchallengeMwithMQMMbasedMprotomerMandMpKM
correctionsbMJournaliofiComputer-AidediMoleculariDesign]M2016]Mgd]Medmlaeedd 4.2 24

66
zfficientMStrategyMforMtheMxalculationMofMSolvationM–reeMznergiesMinMWaterMandMxhloroformMatMtheM
QuantumMMechanicalcMolecularMMechanicalMLevelbMJournaliofiChemicaliInformationiandiModeling]M
2017]Mil]Mfhlkafhmn

6.1 23

65 vMxomparisonMofMQMcMMMSimulationsMwithMandMwithoutMtheMyrudeMOscillatorMModelMwasedMonM
βydrationM–reeMznergiesMofMSimpleMSolutesbMMolecules]M2018]Mfg]M 4.8 23

64 MutationsMyecoupleMProtonMTransferMfromMPhosphateMxleavageMinMtheMdUTPaseMxatalyticMReactionbM
ACSiCatalysis]M2015]Mi]Mgffiagfgl 13.1 22

63 vccurateMhighathroughputMstructureMmappingMandMpredictionMwithMtransitionMmetalMionM–RzTbM
Structure]M2013]Mfe]Mnaen 5.2 21

(2013-2011)
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62
xalculatingMdistributionMcoefficientsMbasedMonMmultiascaleMfreeMenergyMsimulationsoManMevaluationMofM
MMMandMQMcMMMexplicitMsolventMsimulationsMofMwateracyclohexaneMtransferMinMtheMSvMPLiM
challengebMJournaliofiComputer-AidediMoleculariDesign]M2016]Mgd]Mnmnaeddk

4.2 20

61 StructuralMxharacterizationMofMvrginineM–ingersoMIdentificationMofManMvrginineM–ingerMforMtheM
PyrophosphataseMdUTPasesbMJournaliofitheiAmericaniChemicaliSociety]M2016]Megm]Meidgiaeidhi 16.4 20

60 InteractionsMofMWaterMandMvlkanesoMModifyingMvdditiveM–orceM–ieldsMtoMvccountMforMPolarizationM
zffectsbMJournaliofiChemicaliTheoryiandiComputation]M2019]Mei]Mgmihagmkl 6.4 19

59 TheoreticalMstudiesMofMrelaxationMofMaMmonomericMsubunitMofMβIVaeMproteaseMinMwaterMusingM
molecularMdynamicsbMProteins:iStructureyiFunctioniandiBioinformatics]M1993]Mei]Mglhamh 4.2 19

58 –orceamomentumabasedMselfaguidedMLangevinMdynamicsoMaMrapidMsamplingMmethodMthatMapproachesM
theMcanonicalMensemblebMJournaliofiChemicaliPhysics]M2011]Megi]Mfdhede 3.9 18

57 OpenMscienceMgridMstudyMofMtheMcouplingMbetweenMconformationMandMwaterMcontentMinMtheMinteriorMofM
aMproteinbMJournaliofiChemicaliInformationiandiModeling]M2008]Mhm]Mfdfean 6.1 18

56 SigmaaR–oMpredictionMofMtheMvariabilityMofMspatialMrestraintsMinMtemplateabasedMmodelingMbyMrandomM
forestbMBMCiBioinformatics]M2015]Mek]Mnh 3.6 16

55 OriginMofMpKMShiftsMofMInternalMLysineMResiduesMinMSNaseMStudiedMViaMzqualaMolarMVMMSMSimulationsM
inMzxplicitMWaterbMJournaliofiPhysicaliChemistryiB]M2017]Mefe]Mggemagggd 3.4 16

54
znhancedMSamplingMinM–reeMznergyMxalculationsoMxombiningMS LyMwithMtheMwennettTsMvcceptanceM
RatioMandMznvelopingMyistributionMSamplingMMethodsbMJournaliofiChemicaliTheoryiandiComputation]M
2012]Mm]Mgkidakf

6.4 16

53
vbsoluteMbindingMfreeMenergiesMforMoctaaacidsMandMguestsMinMSvMPLiMoMzvaluatingMbindingMfreeM
energiesMforMoctaaacidMandMguestMcomplexesMinMtheMSvMPLiMblindMchallengebMJournaliofi
Computer-AidediMoleculariDesign]M2017]Mge]Medlaeem

4.2 15

52 vpplicationsMofMMolecularMyynamicsMforMStructuralMvnalysisMofMProteinsMandMPeptidesbMACSi
SymposiumiSeries]M1987]Mefgaehi 0.4 15

51 MembraneMpermeabilityMofMsmallMmoleculesMfromMunbiasedMmolecularMdynamicsMsimulationsbMJournali
ofiChemicaliPhysics]M2020]Meig]Mefhedl 3.9 15

50 –orceMmatchingMasMaMsteppingMstoneMtoMQMcMMMxw[m]MhostcguestMbindingMfreeMenergiesoMaMSvMPLkM
cautionaryMtalebMJournaliofiComputer-AidediMoleculariDesign]M2018]Mgf]Mnmgannn 4.2 15

49 vnMexplicitasolventMhybridMQMMandMMMMapproachMforMpredictingMpKaMofMsmallMmoleculesMinMSvMPLkM
challengebMJournaliofiComputer-AidediMoleculariDesign]M2018]Mgf]Meeneaefde 4.2 15

48
vnMzstimationMofMβybridMQuantumMMechanicalMMolecularMMechanicalMPolarizationMznergiesMforMSmallM
MoleculesMUsingMPolarizableM–orcea–ieldMvpproachesbMJournaliofiChemicaliTheoryiandiComputation]M
2017]Meg]Mklnakni

6.4 14

47 vnMefficientMprotocolMforMobtainingMaccurateMhydrationMfreeMenergiesMusingMquantumMchemistryMandM
reweightingMfromMmolecularMdynamicsMsimulationsbMBioorganiciandiMedicinaliChemistry]M2016]Mfh]Mhnmmahnnl3.4 14

46 vbsoluteMandMrelativeMpKMpredictionsMviaMaMy–TMapproachMappliedMtoMtheMSvMPLkMblindMchallengebM
JournaliofiComputer-AidediMoleculariDesign]M2018]Mgf]Meelnaeemn 4.2 14

45
xomparisonMofMtheMumbrellaMsamplingMandMtheMdoubleMdecouplingMmethodMinMbindingMfreeMenergyM
predictionsMforMSvMPLkMoctaaacidMhostaguestMchallengesbMJournaliofiComputer-AidediMoleculari
Design]M2018]Mgf]Medliaedmk

4.2 14
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44 xomputingMtheM–reeMznergyMalongMaMReactionMxoordinateMUsingMRigidMwodyMyynamicsbMJournaliofi
ChemicaliTheoryiandiComputation]M2014]Med]Mhenmahfdl 6.4 13

43 ProteinMstructureMdeterminationMbyMconformationalMspaceMannealingMusingMNMRMgeometricM
restraintsbMProteins:iStructureyiFunctioniandiBioinformatics]M2015]Mmg]Mffieakf 4.2 13

42 vMVirtualMMixtureMvpproachMtoMtheMStudyMofMMultistateMzquilibriumoMvpplicationMtoMxonstantMpβM
SimulationMinMzxplicitMWaterbMPLoSiComputationaliBiology]M2015]Mee]Meeddhhmd 5 13

41 ReservoirMpβMreplicaMexchangebMJournaliofiChemicaliPhysics]M2018]Mehn]Mdlfgfe 3.9 13

40 TheMvtomisticMMechanismMofMxonformationalMTransitionMofMvdenylateMKinaseMInvestigatedMbyM
LorentzianMStructureawasedMPotentialbMJournaliofiChemicaliTheoryiandiComputation]M2015]Mee]Mgfeeafh 6.4 12

39 xonformationalMstatesMofMaMTTMmismatchMfromMmolecularMdynamicsMsimulationMofMduplexMdM
Ux x vTTx x VbMBiopolymers]M1992]Mgf]Mlmganh 2.2 11

38 xomputerMsimulationsMofMaMtumorMsurfaceMoctapeptideMepitopebMBiopolymers]M1989]Mfm]Mifiagd 2.2 11

37 vMprotocolMforMpreparingMexplicitlyMsolvatedMsystemsMforMstableMmolecularMdynamicsMsimulationsbM
JournaliofiChemicaliPhysics]M2020]Meig]Mdihefg 3.9 11

36 vMdeepMlearningMapproachMforMtheMblindMlogPMpredictionMinMSvMPLkMchallengebMJournaliofi
Computer-AidediMoleculariDesign]M2020]Mgh]Migiaihf 4.2 10

35 StructuralMModulationMofMβumanMvmylinMProtofilamentsMbyMNaturallyMOccurringMMutationsbMJournali
ofiPhysicaliChemistryiB]M2018]Meff]Mikilaikki 3.4 10

34 PredictionMofMxw[m]MhostaguestMbindingMfreeMenergiesMinMSvMPLkMusingMtheMdoubleadecouplingM
methodbMJournaliofiComputer-AidediMoleculariDesign]M2018]Mgf]Medinaedlg 4.2 10

33 xβvRMMM–orceM–ieldMParametersMforMNitroalkanesMandMNitroarenesbMJournaliofiChemicaliTheoryiandi
Computation]M2008]Mh]Medlaei 6.4 10

32 MolecularMMultipoleMPotentialMznergyM–unctionsMforMWaterbMJournaliofiPhysicaliChemistryiB]M2016]M
efd]Memggahf 3.4 9

31 vbsoluteMbindingMfreeMenergyMcalculationsMofMxwxlipMhostaguestMsystemsMinMtheMSvMPLiMblindM
challengebMJournaliofiComputer-AidediMoleculariDesign]M2017]Mge]Mleami 4.2 9

30 zxploringMdynamicsMandMnetworkManalysisMofMspikeMglycoproteinMofMSvRSaxOVafbMBiophysicaliJournal]M
2021]Mefd]Mfndfafneg 2.9 9

29
xβvRMMgkMLipidM–orceM–ieldMwithMzxplicitMTreatmentMofMLongaRangeMyispersionoMParametrizationM
andMValidationMforMPhosphatidylethanolamine]MPhosphatidylglycerol]MandMztherMLipidsbMJournaliofi
ChemicaliTheoryiandiComputation]M2021]Mel]Meimeaeini

6.4 8

28 xonformationalManalysisMofMreplicaMexchangeMMyoMTemperatureadependentMMarkovMnetworksMforM––M
amyloidMpeptidesbMJournaliofiChemicaliPhysics]M2018]Mehn]Mdlfgfg 3.9 7

27 SvMPLkMlogPMchallengeoMmachineMlearningMandMquantumMmechanicalMapproachesbMJournaliofi
Computer-AidediMoleculariDesign]M2020]Mgh]Mhniaied 4.2 7

(2020-2014)
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26 InverseMResolutionMLimitMofMPartitionMyensityMandMyetectingMOverlappingMxommunitiesMbyM
LinkaSurprisebMScientificiReports]M2017]Ml]Mefgnn 4.9 6

25 QuantumMchemicalMpredictionsMofMwateraoctanolMpartitionMcoefficientsMappliedMtoMtheMSvMPLkMlogPM
blindMchallengebMJournaliofiComputer-AidediMoleculariDesign]M2020]Mgh]Mhmiahng 4.2 6

24 SemiaautomatedMOptimizationMofMtheMxβvRMMgkMLipidM–orceM–ieldMtoMIncludeMzxplicitMTreatmentMofM
LongaRangeMyispersionbMJournaliofiChemicaliTheoryiandiComputation]M2021]Mel]Meikfaeimd 6.4 6

23 vmyloidM–ibrilMyesignoMLimitingMStructuralMPolymorphismMinMvlzheimerTsMv˛†MProtofilamentsbMJournali
ofiPhysicaliChemistryiB]M2018]Meff]Meeigiaeeihi 3.4 6

22
MultiaphaseMwoltzmannMweightingoMaccountingMforMlocalMinhomogeneityMinMmolecularMsimulationsMofM
wateraoctanolMpartitionMcoefficientsMinMtheMSvMPLkMchallengebMJournaliofiComputer-AidediMoleculari
Design]M2020]Mgh]Mhleahmg

4.2 5

21 vMdoubleMexponentialMpotentialMforMvanMderMWaalsMinteractionbMAIPiAdvances]M2019]Mn]Mdkigdh 1.5 5

20 WebabasedMcomputationalMchemistryMeducationMwithMxβvRMMingMIIoMxoarseagrainedMproteinM
foldingbMPLoSiComputationaliBiology]M2014]Med]Meeddglgm 5 5

19 WebabasedMcomputationalMchemistryMeducationMwithMxβvRMMingMIIIoMReductionMpotentialsMofM
electronMtransferMproteinsbMPLoSiComputationaliBiology]M2014]Med]Meeddglgn 5 5

18 IsotropicMperiodicMsumMforMmultipoleMinteractionsMandMaMvectorMrelationMforMcalculationMofMtheM
xartesianMmultipoleMtensorbMJournaliofiChemicaliPhysics]M2016]Mehi]Mekheed 3.9 5

17 yeterminationMofMvanMderMWaalsMParametersMUsingMaMyoubleMzxponentialMPotentialMforMNonbondedM
yivalentMMetalMxationsMinMTIPgPMSolventbMJournaliofiChemicaliTheoryiandiComputation]M2021]Mel]Medmkaednl6.4 5

16 βydroniumMIonsMvccompanyingMwuriedMvcidicMResiduesMLeadMtoMβighMvpparentMyielectricMxonstantsM
inMtheMInteriorMofMProteinsbMJournaliofiPhysicaliChemistryiB]M2018]Meff]Mkfeiakffg 3.4 5

15  lobalMorganizationMofMaMbindingMsiteMnetworkMgivesMinsightMintoMevolutionMandMstructureafunctionM
relationshipsMofMproteinsbMScientificiReports]M2017]Ml]Meekif 4.9 4

14 ProtonationMstateMofMtheMselectivityMfilterMofMbacterialMvoltageagatedMsodiumMchannelsMisMmodulatedM
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