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k Paper IF Citations

60 QuantumJsimulationsJofJSqRSWsoVWaJmainJproteaseJπJenableJhighWqualityJscoringJofJdiverseJ
ligandsXJJournalnofnComputer-AidednMolecularnDesignVJ2021VJbdVJhebWhf] 4.2 4

59 RigorousJvreeJunergyJSimulationsJinJVirtualJScreeningXJJournalnofnChemicalnInformationnandn
ModelingVJ2020VJe[VJc]dbWc]eh 6.1 54

58 qlchemicalJrindingJvreeJunergyJsalculationsJinJqπruRa[iJqdvancesJandJrestJPracticesJforJtrugJ
tiscoveryXJJournalnofnChemicalnInformationnandnModelingVJ2020VJe[VJddhdWdeab 6.1 56

57 PredictingJmutationsJdeleteriousJtoJfunctionJinJbetaWlactamaseJTuπ]JusingJππWwrSqXJPLoSnONEVJ
2019VJ]cVJe[a]c[]d 3.7 4

56 PredictingJtheJuffectJofJqminoJqcidJSingleWPointJπutationsJonJProteinJStabilityWLargeWScaleJ
ValidationJofJπtWrasedJRelativeJvreeJunergyJsalculationsXJJournalnofnMolecularnBiologyVJ2017VJcahVJhcgWheb6.5 54

55 qntibodyJstructureJdeterminationJusingJaJcombinationJofJhomologyJmodelingVJenergyWbasedJ
refinementVJandJloopJpredictionXJProteins:nStructure,nFunctionnandnBioinformaticsVJ2014VJgaVJ]eceWdd 4.2 110

54 PhysicsWbasedJenzymeJdesigniJpredictingJbindingJaffinityJandJcatalyticJactivityXJProteins:nStructure,n
FunctionnandnBioinformaticsVJ2014VJgaVJbbhfWc[h 4.2 29

53 StructureWbasedJapproachJtoJtheJpredictionJofJdisulfideJbondsJinJproteinsXJProteinnEngineering,n
DesignnandnSelectionVJ2014VJafVJbedWfc 1.9 39

52 qpplyingJphysicsWbasedJscoringJtoJcalculateJfreeJenergiesJofJbindingJforJsingleJaminoJacidJ
mutationsJinJproteinWproteinJcomplexesXJPLoSnONEVJ2013VJgVJegagch 3.7 116

51 qq−]JidentifiedJasJanJinhibitorJofJneuregulinW]ZurbrcWdependentJneurotrophicJfactorJsignalingJ
usingJintegrativeJchemicalJgenomicsJandJproteomicsXJChemistrynandnBiologyVJ2011VJ]gVJgh]Wh[e 26

50
vURSπqSqiJaJnewJapproachJtoJrapidJscoringJfunctionsJthatJusesJaJπtWaveragedJpotentialJenergyJ
gridJandJaJsolventWaccessibleJsurfaceJareaJtermJwithJparametersJwqJfitJtoJexperimentalJdataXJ
Proteins:nStructure,nFunctionnandnBioinformaticsVJ2008VJf]VJ]d]hWbg

4.2 6

49 uvaluatingJtheJmolecularJmechanicsJpoissonWboltzmannJsurfaceJareaJfreeJenergyJmethodJusingJaJ
congenericJseriesJofJligandsJtoJpbgJπqPJkinaseXJJournalnofnMedicinalnChemistryVJ2005VJcgVJffheWg[f 8.3 164

48 vreeJunergyJsalculationsXJTheJLongJandJWindingJwildedJRoadXJMolecularnSimulationVJ2002VJagVJ]W]a 2 79

47 qreJfreeJenergyJcalculationsJusefulJinJpracticeoJqJcomparisonJwithJrapidJscoringJfunctionsJforJtheJ
pbgJπqPJkinaseJproteinJsystemXJJournalnofnMedicinalnChemistryVJ2001VJccVJbc]fWab 8.3 196

46 ymprovedJscoringJofJligandWproteinJinteractionsJusingJOWvuwJfreeJenergyJgridsXJJournalnofn
MedicinalnChemistryVJ2001VJccVJd[aW]] 8.3 88

45 qutomatedJdetectionJofJproblemJrestraintsJinJNπRJdataJsetsJusingJtheJvyNwqRJgeneticJalgorithmJ
methodXJJournalnofnBiomolecularnNMRVJ1999VJ]bVJbadWbd 3 12

44 vreeJenergyJgridsiJaJpracticalJqualitativeJapplicationJofJfreeJenergyJperturbationJtoJligandJdesignJ
usingJtheJOWvuwJmethodXJJournalnofnMedicinalnChemistryVJ1999VJcaVJcb]bWac 8.3 32
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43 yonicJchargingJfreeJenergiesiJSphericalJversusJperiodicJboundaryJconditionsXJJournalnofnChemicaln
PhysicsVJ1998VJ][hVJ][ha]W][hbd 3.9 114

42 ProteinJsolutionJstructureJcalculationsJinJsolutioniJsolvatedJmolecularJdynamicsJrefinementJofJ
calbindinJthkXJJournalnofnBiomolecularnNMRVJ1997VJ][VJab]Wcb 3 28

41 πolecularJtynamicsJPotentialJofJπeanJvorceJsalculationsiJJqJStudyJofJtheJTolueneâ��qmmoniumJ
ˇ�WsationJynteractionsXJJournalnofnthenAmericannChemicalnSocietyVJ1996VJ]]gVJahhgWb[[d 16.4 85

40
renzeneJtimeriJJqJwoodJπodelJforJˇ�â��ˇ�JynteractionsJinJProteinsoJqJsomparisonJbetweenJtheJ
renzeneJandJtheJTolueneJtimersJinJtheJwasJPhaseJandJinJanJqqueousJSolutionXJJournalnofnthen
AmericannChemicalnSocietyVJ1996VJ]]gVJ]]a]fW]]aac

16.4 265

39 sONsuRTSiJdynamicJconnectionJofJfragmentsJasJanJapproachJtoJdeJnovoJligandJdesignXJJournalnofn
MedicinalnChemistryVJ1996VJbhVJ]ed]Web 8.3 98

38
qlternativeJapproachesJtoJpotentialJofJmeanJforceJcalculationsiJvreeJenergyJperturbationJversusJ
thermodynamicJintegrationXJsaseJstudyJofJsomeJrepresentativeJnonpolarJinteractionsXJJournalnofn
ComputationalnChemistryVJ1996VJ]fVJ]]]aW]]b]

3.5 52

37 vyNwqRiJqJnewJgeneticJalgorithmWbasedJmethodJforJfittingJNπRJdataXJJournalnofnBiomolecularnNMRVJ
1996VJgVJchWee 3 27

36
PracticalJapplicationsJofJtimeWaveragedJrestrainedJmolecularJdynamicsJtoJligandWreceptorJsystemsiJ
v−d[eJboundJtoJtheJQd[RVqhdxV−hgyJtripleJmutantJofJv−rPW]bXJJournalnofnBiomolecularnNMRVJ1996VJ
gVJefWfe

3 3

35 sonformationJofJv−d[eJinJXWrayJstructuresJofJitsJcomplexesJwithJhumanJrecombinantJv−rP]aJ
mutantsXJBioorganicnandnMedicinalnChemistrynLettersVJ1995VJdVJ]hgbW]hgg 2.9 26

34
teterminationJofJtheJdifferentialJeffectsJofJhydrogenJbondingJandJwaterJreleaseJonJtheJbindingJofJ
v−d[eJtoJnativeJandJTyrgaWWnPhegaJv−rPW]aJproteinsJusingJfreeJenergyJsimulationsXJJournalnofn
MolecularnBiologyVJ1995VJacgVJeheWf]f

6.5 40

33
qπruRVJaJpackageJofJcomputerJprogramsJforJapplyingJmolecularJmechanicsVJnormalJmodeJanalysisVJ
molecularJdynamicsJandJfreeJenergyJcalculationsJtoJsimulateJtheJstructuralJandJenergeticJ
propertiesJofJmoleculesXJComputernPhysicsnCommunicationsVJ1995VJh]VJ]Wc]

4.2 2509

32 WalkingJonJtheJfreeJenergyJhypersurfaceJofJtheJ]gWcrownWeJionJsystemJusingJfreeJenergyJ
derivativesXJJournalnofnChemicalnPhysicsVJ1994VJ][]VJeafWebb 3.9 16

31 xowJwellJdoJtimeWaveragedJzWcouplingJrestraintsJworkoXJJournalnofnBiomolecularnNMRVJ1994VJcVJafhWhh 3 29

30 xowJisJanJNπRJstructureJbestJdefinedoJqnJanalysisJofJmolecularJdynamicsJdistanceWbasedJ
approachesXJJournalnofnBiomolecularnNMRVJ1994VJcVJ]W]e 3 49

29 vreeJenergyJderivativesiJqJnewJmethodJforJprobingJtheJconvergenceJproblemJinJfreeJenergyJ
calculationsXJJournalnofnComputationalnChemistryVJ1994VJ]dVJ][dW]ab 3.5 51

28 vreeJenergyJperturbationJcalculationsJonJparallelJcomputersiJtemonstrationsJofJscalableJlinearJ
speedupXJJournalnofnComputationalnChemistryVJ1994VJ]dVJbd]Wbfb 3.5 12

27 qJsomparisonJofJqlternativeJqpproachesJtoJvreeJunergyJsalculationsXJThenJournalnofnPhysicaln
ChemistryVJ1994VJhgVJ]cgfW]chb 163

26 SolutionJstructureJofJv−d[eJboundJtoJtheJRca−VJxgfVJdoubleJmutantJofJv−rPW]aXJBiochemistryVJ
1994VJbbVJ]bdf]Wg[ 3.2 12
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25 salculationsJofJtheJrelativeJfreeJenergiesJofJaqueousJsolvationJofJseveralJfluorocarbonsiJqJtestJofJ
theJbondJpotentialJofJmeanJforceJcorrectionXJJournalnofnChemicalnPhysicsVJ1993VJhhVJh][bWh]][ 3.9 25

24 teterminingJtheJcontributionsJofJconstraintsJinJfreeJenergyJcalculationsiJtevelopmentVJ
characterizationVJandJrecommendationsXJJournalnofnChemicalnPhysicsVJ1993VJhgVJghceWghdf 3.9 65

23 vreeJenergyJcomponentJanalysisiJapplicationJtoJtheJLZWphobicityLJofJqWTJbaseJpairsXJJournalnofn
BiomolecularnStructurenandnDynamicsVJ1993VJ]]VJb[bW]] 3.6 4

22 sONsuPTSiJNewJdynamicJalgorithmJforJdeJnovoJdrugJsuggestionXJJournalnofnComputationaln
ChemistryVJ1993VJ]cVJ]]gcW]]hb 3.5 67

21
SimulationJofJtheJsolvationJfreeJenergiesJforJmethaneVJethaneVJandJpropaneJandJcorrespondingJ
aminoJacidJdipeptidesiJaJcriticalJtestJofJtheJbondWPπvJcorrectionVJaJnewJsetJofJhydrocarbonJ
parametersVJandJtheJgasJphaseWwaterJhydrophobicityJscaleXJJournalnofnthenAmericannChemicaln
SocietyVJ1992VJ]]cVJefhgWeg[]

16.4 107

20 somparisonJofJsolutionJstructuresJofJmutantJbovineJpancreaticJtrypsinJinhibitorJproteinsJusingJ
twoWdimensionalJnuclearJmagneticJresonanceXJProteinnScienceVJ1992VJ]VJh]W][e 6.3 21

19 vreeJenergyJperturbationJcalculationsJinvolvingJpotentialJfunctionJchangesXJJournalnofn
ComputationalnChemistryVJ1992VJ]bVJbeaWbf[ 3.5 29

18 TheJoverlookedJbondWstretchingJcontributionJinJfreeJenergyJperturbationJcalculationsXJJournalnofn
ChemicalnPhysicsVJ1991VJhcVJcdbaWcdcd 3.9 132

17 uvaluatingJtheJassumptionsJunderlyingJforceJfieldJdevelopmentJandJapplicationJusingJfreeJenergyJ
conformationalJmapsJforJnucleosidesXJJournalnofnthenAmericannChemicalnSocietyVJ1991VJ]]bVJf]efWf]ff 16.4 26

16
SolutionJstructureJofJ[dRwTqTqTqsS]aJviaJrestrainedJmolecularJdynamicsJsimulationsJwithJnuclearJ
magneticJresonanceJconstraintsJderivedJfromJrelaxationJmatrixJanalysisJofJtwoWdimensionalJnuclearJ
OverhauserJeffectJexperimentsXJJournalnofnMolecularnBiologyVJ1991VJaa]VJaf]Wha

6.5 33

15 qreJtimeWaveragedJrestraintsJnecessaryJforJnuclearJmagneticJresonanceJrefinementoJqJmodelJstudyJ
forJtNqXJJournalnofnMolecularnBiologyVJ1991VJaa[VJcdfWfh 6.5 133

14 TheJcalculatedJfreeJenergyJeffectsJofJdWmethylJcytosineJonJtheJrJtoJZJtransitionJinJtNqXJBiopolymers
VJ1990VJahVJ]]hbWa[h 2.2 33

13 qtomicJchargesJforJtNqJconstituentsJderivedJfromJsingleWcrystalJXWrayJdiffractionJdataXJJournalnofn
MolecularnBiologyVJ1990VJa]]VJ]f]Wgf 6.5 50

12 qJnewJmethodJforJcarryingJoutJfreeJenergyJperturbationJcalculationsiJtynamicallyJmodifiedJ
windowsXJJournalnofnChemicalnPhysicsVJ1989VJh[VJace[Wacf[ 3.9 106

11 TheJlagJbetweenJtheJxamiltonianJandJtheJsystemJconfigurationJinJfreeJenergyJperturbationJ
calculationsXJJournalnofnChemicalnPhysicsVJ1989VJh]VJfgb]Wfgbh 3.9 110

10 uffectsJofJnucleotideJbrominationJonJtheJstabilitiesJofJZWRNqJandJZWtNqiJaJmolecularJ
mechanicsZthermodynamicJperturbationJstudyXJBiopolymersVJ1989VJagVJ]hbhWdf 2.2 17

9 sonformationalJstudiesJofJnucleicJacidsXJVXJSequenceJspecificitiesJinJtheJconformationalJenergeticsJ
ofJoligonucleotidesiJtheJhomoWtetramersXJBiopolymersVJ1988VJafVJdhWff 2.2 7

8 StructureJofJtNqJdamagedJbyJUVJandJpsoralenXJBiochemicalnPharmacologyVJ1988VJbfVJ]fh] 6 2
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7 sonformationalJstudiesJofJnucleicJacidsiJyVXJTheJconformationalJenergeticsJofJoligonucleotidesiJ
dRqpqpqpqSJandJqpqpqpqXJJournalnofnBiomolecularnStructurenandnDynamicsVJ1986VJcVJehWhg 3.6 17

6 sonformationalJstudiesJofJnucleicJacidsiJyyyXJumpiricalJmultipleJcorrelationJfunctionsJforJnucleicJacidJ
torsionJanglesXJJournalnofnBiomolecularnStructurenandnDynamicsVJ1986VJcVJchWef 3.6 19

5 teterminationsJofJatomicJpartialJchargesJforJnucleicJacidJconstituentsJfromJxWrayJdiffractionJdataXJyXJ
aQWteoxycytidineWdQWmonophosphateXJBiopolymersVJ1985VJacVJbafWdf 2.2 41

4 sonformationalJstudiesJofJnucleicJacidsXJyyXJTheJconformationalJenergeticsJofJcommonlyJoccurringJ
nucleosidesXJJournalnofnBiomolecularnStructurenandnDynamicsVJ1985VJbVJhhW]ad 3.6 42

3 πolecularJmodelsJforJtNqJdamagedJbyJphotoreactionXJScienceVJ1985VJaafVJ]b[cWg 33.3 184

2
sonformationalJstudiesJofJnucleicJacidsXJyXJqJrapidJandJdirectJmethodJforJgeneratingJfuranoseJ
coordinatesJfromJtheJpseudorotationJangleXJJournalnofnBiomolecularnStructurenandnDynamicsVJ1985VJ
bVJgdWhg

3.6 25

1 qπruRiJqJProgramJforJSimulationJofJriologicalJandJOrganicJπolecules 2
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