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k Paper IF Citations

107 yrugLRepurposingLTargetingLβvfRLUsingLyockingZLVirtualLScreeningZLβolecularLyynamicsZLandL
FreeaznergyLxalculationsbbLAntibioticsZL2022ZLeeZL 4.9 1

106 StudyLofLtheLanticancerLpotentialLofLxdLcomplexesLofLselenazoylahydrazonesLandLtheirLsulfurL
isostersbbLEuropeaneJournaleofeMedicinaleChemistryZL2022ZLfgmZLeehhhn 6.8 0

105 ”nLSilicoL”dentificationLofLProteinLTargetsLvssociatedLtoLtheL”nsecticideLvctivityLofLzugenolL
yerivativesbLChemistryeProceedingsZL2021ZLgZLegm

104 vssessingLtheLeffectsLofLPββfLvariantsLonLproteinLstabilitybLMoleculareGeneticseandeMetabolismZL
2021ZLeghZLghhaghh 3.7 0

103 NewLcarvacrolLandLthymolLderivativesLasLpotentialLinsecticidesoLsynthesisZLbiologicalLactivityZL
computationalLstudiesLandLnanoencapsulationbbLRSCeAdvancesZL2021ZLeeZLghdfhaghdgi 3.7 3

102 PerspectivesLonLtheLRoleLofLznzymaticLwiocatalysisLforLtheLyegradationLofLPlasticLPzTbLInternationale
JournaleofeMoleculareSciencesZL2021ZLffZL 6.3 4

101 ”nLSilicoL”dentificationLofLPossibleL”nhibitorsLforLProteinL—inaseLwLTPknwULofbLMoleculesZL2021ZLfkZL 4.8 1

100 vminoLvlcoholsLfromLzugenolLasLPotentialLSemisyntheticL”nsecticidesoLxhemicalZLwiologicalZLandL
xomputationalL”nsightsbLMoleculesZL2021ZLfkZL 4.8 3

99 vnLUnsualLxysaGluaαysLxatalyticLTriadLisLResponsibleLforLtheLxatalyticLβechanismLofLtheLNitrilaseL
SuperfamilyoLvLQβcββLStudyLonLNitfbLChemPhysChemZL2021ZLffZLlnkamdh 3.2 0

98
yevelopingLandLUsingLwioS”βvRZLanLvugmentedLRealityLProgramLtoLVisualizeLandLαearnLaboutL
xhemicalLStructuresLinLaLVirtualLznvironmentLonLvnyL”nternetaxonnectedLyevicebLJournaleofe
ChemicaleEducationZL2021ZLnmZLelmnaelnh

2.4 3

97 ”dentificationLofLNewLPotentialL”nhibitorsLofLQuorumLSensingLthroughLaLSpecializedLβultiaαevelL
xomputationalLvpproachbLMoleculesZL2021ZLfkZL 4.8 9

96 xompensatoryLepistasisLexploredLbyLmolecularLdynamicsLsimulationsbLHumaneGeneticsZL2021ZLehdZLegfnaeghf6.3 1

95 NewLinsightsLintoLtheLcatalyticLmechanismLofLtheLSvRSaxoVafLmainLproteaseoLanLON”OβLQβcββL
approachbLMoleculareDiversityZL2021ZLe 3.1 4

94 vLQβcββLzvaluationLofLtheLβissingLStepLinLtheLReductionLβechanismLofL“βGaxovLbyL“umanL
“βGaxovLReductasebLProcessesZL2021ZLnZLedmi 2.9

93 TheLcompleteLcatalyticLmechanismLofLxanthineLoxidaseoLaLcomputationalLstudybLInorganiceChemistrye
FrontiersZL2021ZLmZLhdiahek 6.8 4

92 xombinedLinLsilicoLandLinLvitroLstudiesLtoLidentifyLnovelLantidiabeticLflavonoidsLtargetingLglycogenL
phosphorylasebLBioorganiceChemistryZL2021ZLedmZLedhiif 5.1 4

91 SelectionLofLaLnewLpeptideLhomingLS—awRagLbreastLcancerLcellsbLChemicaleBiologyeandeDrugeDesignZL
2021ZLnlZLmngandg 2.9
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90 ZLandLβodelsLforLβonitoringLSvRSaxoVafLSpikec“umanLvxzfLxomplexZLViralLzntryLandLxellLFusionbL
VirusesZL2021ZLegZL 6.2 5

89 v˛†LyecreasesLNeprilysinaβediatedLvlzheimerSsLvmyloida˛†LPeptideLyegradationbLACSeChemicale
NeuroscienceZL2021ZLefZLgldmaglem 5.7 0

88 TheLmilkaderivedLlactoferrinLinhibitsLVavTPaseLactivityLbyLtargetingLitsLVeLdomainbLInternationale
JournaleofeBiologicaleMacromoleculesZL2021ZLemkZLihald 7.9 2

87 αegionellaywLaLvLyatabaseLonLαegionellaLOutbreaksbLTrendseineMicrobiologyZL2021ZLfnZLmkgamkk 12.4 3

86 yatabasesLforLtheLstudyLofLbiofilmsoLcurrentLstatusLandLpotentialLapplicationsbLBiofoulingZL2021ZLglZLnkaedm3.3 0

85 xurrentLStatusLofLtheLUseLofLβultifunctionalLznzymesLasLvntiaxancerLyrugLTargetsbbLPharmaceuticsZL
2021ZLehZL 6.4 2

84 TheLwiofilmsLStructuralLyatabasebLTrendseineBiotechnologyZL2020ZLgmZLnglanhd 15.1 3

83 ”nLsilicoLdevelopmentLofLquorumLsensingLinhibitorsL2020ZLgfnagil

82 vctivationLFreeLznergyZLSubstrateLwindingLFreeLznergyZLandLznzymeLzfficiencyLFallLinLaLVeryLNarrowL
RangeLofLValuesLforLβostLznzymesbLACSeCatalysisZL2020ZLedZLmhhhamhig 13.1 5

81 βodellingLznzymaticLβechanismsLwithLQβcββLvpproachesoLxurrentLStatusLandLFutureLxhallengesbL
IsraeleJournaleofeChemistryZL2020ZLkdZLkiiakkk 3.4 19

80 vLβolecularLPerspectiveLonLSirtuinLvctivitybLInternationaleJournaleofeMoleculareSciencesZL2020ZLfeZL 6.3 10

79 ReactionLβechanismLandLyeterminantsLforLzfficientLxatalysisLbyLyszwZLaL—eyLznzymeLforLxrudeLOilL
wioadesulfurizationbLACSeCatalysisZL2020ZLedZLnihianiih 13.1 17

78 vnLvtomicaαevelLPerspectiveLofL“βGaxovaReductaseoLTheLTargetLznzymeLtoLTreatL
“ypercholesterolemiabLMoleculesZL2020ZLfiZL 4.8 9

77 SolvingLtheLxatalyticLβechanismLofLTryptophanLSynthaseoLanLzmergentLyrugLTargetLinLtheL
TreatmentLofLTuberculosisbLChemCatChemZL2020ZLefZLfflafgl 5.2 4

76 StructuralLxharacterizationLofLβembraneLProteinLyimersbLMethodseineMoleculareBiologyZL2019ZLenimZLhdgahgk1.4 0

75 PαPadependentLenzymesLasLimportantLbiocatalystsLforLtheLpharmaceuticalZLchemicalLandLfoodL
industriesoLaLstructuralLandLmechanisticLperspectivebLCatalysiseScienceeandeTechnologyZL2019ZLnZLhmkhahmlk5.5 32

74 “umanLFattyLvcidLSynthaseoLvLxomputationalLStudyLofLtheLTransferLofLtheLvcylLβoietiesLfromLβvTL
toLtheLvxPLyomainbLChemCatChemZL2019ZLeeZLgmigagmkh 5.2 7

73 FormationLofLUnstableLandLveryLReactiveLxhemicalLSpeciesLxatalyzedLbyLβetalloenzymesoLvL
βechanisticLOverviewbLMoleculesZL2019ZLfhZL 4.8 11

(2019-2021)
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72 VβyLStoreavLVβyLPluginLtoLwrowseZLyiscoverZLandL”nstallLVβyLzxtensionsbLJournaleofeChemicale
InformationeandeModelingZL2019ZLinZLhienahifg 6.1 10

71 xomparingLvutoyockLandLVinaLinLαigandcyecoyLyiscriminationLforLVirtualLScreeningbLAppliede
ScienceseoSwitzerlandpZL2019ZLnZLhigm 2.6 36

70 TailoringLSpecializedLScoringLFunctionsLForLβoreLzfficientLVirtualLScreeningL2019ZLfZL 4

69 znzymaticLvminoLvcidLyeprivationLTherapiesLTargetingLxancerL2019ZLgeeaghl

68 StructuralLandLmechanisticLaspectsLofLSaSLbondsLinLtheLthioredoxinalikeLfamilyLofLproteinsbLBiologicale
ChemistryZL2019ZLhddZLiliaiml 4.5 11

67 UnderstandingLtheLxatalyticLβachineryLandLtheLReactionLPathwayLofLtheLβalonylavcetylL
TransferaseLyomainLofL“umanLFattyLvcidLSynthasebLACSeCatalysisZL2018ZLmZLhmkdahmlf 13.1 20

66 StudyLofLhumanLsalivaryLprolinearichLproteinsLinteractionLwithLfoodLtanninsbLFoodeChemistryZL2018ZL
fhgZLeliaemi 8.5 30

65 vnalyzingLPzGylationLthroughLβolecularLyynamicsLSimulationsbLChemistrySelectZL2018ZLgZLmheiamhfl 1.8 11

64 βechanisticLStudiesLofLaLFlavinLβonooxygenaseoLSulfurLOxidationLofLyibenzothiophenesLbyLyszxbL
ACSeCatalysisZL2018ZLmZLnfnmangee 13.1 10

63 TransportLPropertiesLofLαightLGasesLinLNanochannelsLofLαâ��αeuaαaSerLyipeptideLxrystalsoLvL
xomparativeLStudyLbyLβolecularLyynamicsLSimulationsbLChemistrySelectZL2018ZLgZLiielaiifi 1.8 1

62 ”mprovingLtheLxatalyticLPowerLofLtheLyszyLznzymeLforLtheLwiodesulfurizationLofLxrudeLOilLandL
yerivativesbLChemistryeueAeEuropeaneJournalZL2017ZLfgZLelfgeaelfhe 4.8 15

61 vpplicationLofLquantumLmechanicscmolecularLmechanicsLmethodsLinLtheLstudyLofLenzymaticL
reactionLmechanismsbLWileyeInterdisciplinaryeReviews:eComputationaleMoleculareScienceZL2017ZLlZLeefme 7.9 104

60 “βGaxovLReductaseLinhibitorsoLanLupdatedLreviewLofLpatentsLofLnovelLcompoundsLandL
formulationsLTfdeeafdeiUbLExperteOpinioneoneTherapeuticePatentsZL2016ZLfkZLefilaeflf 6.8 16

59
βolecularLdynamicLsimulationsLandLstructureabasedLpharmacophoreLdevelopmentLforL
farnesyltransferaseLinhibitorsLdiscoverybLJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryZL2016ZL
geZLehfmahf

5.6 5

58 vLFlowLxytometricLandLxomputationalLvpproachesLtoLxarbapenemsLvffinityLtoLtheLyifferentLTypesL
ofLxarbapenemasesbLFrontierseineMicrobiologyZL2016ZLlZLefin 5.7 3

57
”mprovingLtheLwiodesulfurizationLofLxrudeLOilLandLyerivativesoLvLQβcββL”nvestigationLofLtheL
xatalyticLβechanismLofLNvy“aFβNLOxidoreductaseLTyszyUbLJournaleofePhysicaleChemistryeAZL2016ZL
efdZLigddak

2.8 22

56 windingLmodeLofLconformationsLandLstructureabasedLpharmacophoreLdevelopmentLforL
farnesyltransferaseLinhibitorsbLMedicinaleChemistryeResearchZL2016ZLfiZLeghdaegil 2.2

55 βolecularLyynamicsLvnalysisLofLFvv“LxomplexedLwithLvnandamidebLProgresseineTheoreticale
ChemistryeandePhysicsZL2015ZLeeiaege 0.6
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54 ReceptorabasedLvirtualLscreeningLprotocolLforLdrugLdiscoverybLArchiveseofeBiochemistryeande
BiophysicsZL2015ZLimfZLikakl 4.1 74

53 RelationshipLbetweenLznzymecSubstrateLPropertiesLandLznzymeLzfficiencyLinL“ydrolasesbLACSe
CatalysisZL2015ZLiZLimllaimml 13.1 20

52 znzymaticLâ��tricksâ��oLxarboxylateLshiftLandLsulfurLshiftbLInternationaleJournaleofeQuantumeChemistryZL
2014ZLeehZLefigaefik 2.1 11

51 ProteinLαigandLyockingLinLyrugLyiscoveryL2014ZLfhnafmk 5

50 PredictionLofLSolvationLFreeLznergiesLwithLThermodynamicL”ntegrationLUsingLtheLGeneralLvmberL
ForceLFieldbLJournaleofeChemicaleTheoryeandeComputationZL2014ZLedZLgildal 6.4 25

49 StructuralLandLdynamicsLanalysisLofLmatrixLmetalloproteinasesLββPafLcomplexedLwithLchemicallyL
modifiedLtetracyclinesLTxβTsUbLJournaleofeBiomoleculareStructureeandeDynamicsZL2014ZLgfZLendlaem 3.6 5

48 wiomembraneLsimulationsLofLefLlipidLtypesLusingLtheLgeneralLamberLforceLfieldLinLaLtensionlessL
ensemblebLJournaleofeBiomoleculareStructureeandeDynamicsZL2014ZLgfZLmmaedg 3.6 7

47 xlassificationLstudyLofLsolvationLfreeLenergiesLofLorganicLmoleculesLusingLmachineLlearningL
techniquesbLRSCeAdvancesZL2014ZLhZLkekfhakekgd 3.7 10

46 xomputationalLvlanineLScanningLβutagenesisoLββaPwSvLvsLT”bLJournaleofeChemicaleTheoryeande
ComputationZL2013ZLnZLegeean 6.4 54

45
xomparativeLanalysisLofLtheLperformanceLofLcommonlyLavailableLdensityLfunctionalsLinLtheL
determinationLofLgeometricalLparametersLforLcopperLcomplexesbLJournaleofeComputationale
ChemistryZL2013ZLghZLfdlnand

3.5 27

44 βolecularLdynamicsLanalysisLofLaLseriesLofLffLpotentialLfarnesyltransferaseLsubstratesLcontainingLaL
xaaXamotifbLJournaleofeMoleculareModelingZL2013ZLenZLklgamm 2 8

43 xomparativeLassessmentLofLcomputationalLmethodsLforLtheLdeterminationLofLsolvationLfreeL
energiesLinLalcoholabasedLmoleculesbLJournaleofeComputationaleChemistryZL2013ZLghZLegihakf 3.5 17

42 ParametersLforLβolecularLyynamicsLSimulationsLofLβanganeseaxontainingLβetalloproteinsbLJournale
ofeChemicaleTheoryeandeComputationZL2013ZLnZLflemagf 6.4 30

41 ProteinaligandLdockingLinLtheLnewLmillenniumaaaLretrospectiveLofLedLyearsLinLtheLfieldbLCurrente
MedicinaleChemistryZL2013ZLfdZLffnkageh 4.3 160

40 FarnesyltransferaseLinhibitorsoLaLcomprehensiveLreviewLbasedLonLquantitativeLstructuralLanalysisbL
CurrenteMedicinaleChemistryZL2013ZLfdZLhmmmanfg 4.3 33

39 xhemicallyLmodifiedLtetracyclinesLasLinhibitorsLofLββPafLmatrixLmetalloproteinaseoLaLmolecularL
andLstructuralLstudybLJournaleofePhysicaleChemistryeBZL2012ZLeekZLegkhhaih 3.4 26

38
yehydrationLofLaLpolyetherLtypeLextractionLagentLandLofLtheLcorrespondingL—XLcomplexoLinsightsL
intoLliquidaliquidLextractionLmechanismsLbyLquantumLchemicalLmethodsbLJournaleofeMoleculare
ModelingZL2012ZLemZLhndnaei

2 1

37 xomputationalLenzymaticLcatalysisaaclarifyingLenzymaticLmechanismsLwithLtheLhelpLofLcomputersbL
PhysicaleChemistryeChemicalePhysicsZL2012ZLehZLefhgeahe 3.6 44

(2012-2015)
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36 TransferLofLtheL—XLcationLacrossLaLwatercdichloromethaneLinterfaceoLaLsteeredLmolecularLdynamicsL
studyLwithLimplicationsLinLcationLextractionbLJournaleofePhysicaleChemistryeBZL2012ZLeekZLemhgan 3.4 8

35 yecomplexationLandLcomplexationLofLalkaliLmetalLcationsLbyLaLcrownaetheratypeLpodandLinL
dichloromethaneoLaLsteeredLmolecularLdynamicsLstudybLTheoreticaleChemistryeAccountsZL2012ZLegeZLe 1.9 5

34 ”nLsilicoLbasedLstructuralLanalysisLofLsomeLpiperidineLanalogsLasLfarnesyltransferaseLinhibitorsbL
MedicinaleChemistryZL2012ZLmZLmigakh 1.8 1

33 yetailedLatomisticLanalysisLofLtheL“”VaeLproteaseLinterfacebLJournaleofePhysicaleChemistryeBZL2011ZL
eeiZLldhiail 3.4 15

32 ”nLsilicoabasedLstructuralLanalysisLofLarylthiopheneLderivativesLforLFTaseLinhibitoryLactivityZLhzRGZL
andLotherLtoxicLeffectsbLJournaleofeBiomoleculareScreeningZL2011ZLekZLedglahk 14

31 xomplexationLofLalkaliLmetalLcationsLbyLcrownaetherLtypeLpodandsLwithLapplicationsLinLsolventL
extractionoLinsightsLfromLquantumLchemicalLcalculationsbLJournaleofeMoleculareModelingZL2011ZLelZLgfliamm2 7

30 yetectionLofLfarnesyltransferaseLinterfaceLhotLspotsLthroughLcomputationalLalanineLscanningL
mutagenesisbLJournaleofePhysicaleChemistryeBZL2011ZLeeiZLeiggnaih 3.4 7

29 StructuralLfeatureLstudyLofLbenzofuranLderivativesLasLfarnesyltransferaseLinhibitorsbLJournaleofe
EnzymeeInhibitioneandeMedicinaleChemistryZL2011ZLfkZLlllane 5.6 15

28 βolecularLyynamicsLSimulationsoLyifficultiesZLSolutionsLandLStrategiesLforLTreatingL
βetalloenzymesbLChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsZL2010ZLfnnaggd 0.7 10

27 VirtualLscreeningLinLdrugLdesignLandLdevelopmentbLCombinatorialeChemistryeandeHigheThroughpute
ScreeningZL2010ZLegZLhhfaig 1.3 42

26 FactorsLinfluencingLtheLbindingLofLaLpotassiumLcationLtoLaLpolyethyleneLglycolLtypeLpodandLinL
liquidâ��liquidLextractionâ��aLmolecularLdynamicsLstudybLTheoreticaleChemistryeAccountsZL2010ZLeflZLkmeakml 1.9 5

25 xrownaztherLTypeLPodandsLasLvlkaliLβetalLxationLzxtractantsoL”nfluenceLofLtheLNumberLofLOxygensL
inLtheLxhainbLJournaleofeSolutioneChemistryZL2010ZLgnZLefgdaefhf 1.8 11

24
vLcomparativeLmolecularLdynamicsLstudyLonLtheLcomplexationLofLalkaliLmetalLcationsLbyLaL
polyaethyleneaglycolLtypeLpodandLinLwaterLandLinLdichloromethanebLComputationaleandeTheoreticale
ChemistryZL2010ZLnhkZLllamf

8

23 yirectLcovalentLmodificationLasLaLstrategyLtoLinhibitLnuclearLfactorakappaLwbLCurrenteMedicinale
ChemistryZL2009ZLekZLhfkealg 4.3 25

22
GasaphaseLgeometryLoptimizationLofLbiologicalLmoleculesLasLaLreasonableLalternativeLtoLaL
continuumLenvironmentLdescriptionoLfactZLmythZLorLfictiontbLJournaleofePhysicaleChemistryeAZL2009ZL
eegZLehfgeak

2.8 17

21 TheLsearchLforLtheLmechanismLofLtheLreactionLcatalyzedLbyLfarnesyltransferasebLChemistryeueAe
EuropeaneJournalZL2009ZLeiZLhfhgal 4.8 26

20
xomparativeLanalysisLofLtheLperformanceLofLcommonlyLavailableLdensityLfunctionalsLinLtheL
determinationLofLgeometricalLparametersLforLzincLcomplexesbLJournaleofeComputationaleChemistryZL
2009ZLgdZLflifakg

3.5 45

19 βolecularLdynamicsLsimulationsLonLtheLcriticalLstatesLofLtheLfarnesyltransferaseLenzymebLBioorganice
andeMedicinaleChemistryZL2009ZLelZLggknalm 3.4 26
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18 TheLZincLproteomeoLaLtaleLofLstabilityLandLfunctionalitybLDaltoneTransactionsZL2009ZLlnhkaik 4.3 59

17 VirtualLscreeningLofLcompoundLlibrariesbLMethodseineMoleculareBiologyZL2009ZLilfZLilald 1.4 9

16 znzymeLflexibilityLandLtheLcatalyticLmechanismLofLfarnesyltransferaseoLtargetingLtheLrelationbL
JournaleofePhysicaleChemistryeBZL2008ZLeefZLmkmeane 3.4 17

15 FarnesyltransferaseLinhibitorsoLaLdetailedLchemicalLviewLonLanLelusiveLbiologicalLproblembLCurrente
MedicinaleChemistryZL2008ZLeiZLehlmanf 4.3 101

14 βolecularLdynamicsLanalysisLofLfarnesyltransferaseoLvLcloserLlookLintoLtheLaminoLacidLbehaviorbL
InternationaleJournaleofeQuantumeChemistryZL2008ZLedmZLengnaenid 2.1 10

13 xomparativeLassessmentLofLtheoreticalLmethodsLforLtheLdeterminationLofLgeometricalLpropertiesL
inLbiologicalLzincLcomplexesbLJournaleofePhysicaleChemistryeBZL2007ZLeeeZLnehkaif 3.4 31

12 TheLcarboxylateLshiftLinLzincLenzymesoLaLcomputationalLstudybLJournaleofetheeAmericaneChemicale
SocietyZL2007ZLefnZLeglmami 16.4 120

11 TheoreticalLstudiesLonLfarnesylLtransferaseoLevidenceLforLthioetherLproductLcoordinationLtoLtheL
activeasiteLzincLspherebLJournaleofeComputationaleChemistryZL2007ZLfmZLeekdam 3.5 34

10 vnalysisLofLzincaligandLbondLlengthsLinLmetalloproteinsoLtrendsLandLpatternsbLProteins:eStructurete
FunctioneandeBioinformaticsZL2007ZLknZLhkkali 4.2 62

9 GeneralLperformanceLofLdensityLfunctionalsbLJournaleofePhysicaleChemistryeAZL2007ZLeeeZLedhgnaif 2.8 810

8 TheoreticalLstudiesLonLfarnesyltransferaseoLtheLdistancesLparadoxLexplainedbLProteins:eStructurete
FunctioneandeBioinformaticsZL2007ZLkkZLfdiaem 4.2 35

7
zffectiveLtailoramadeLforceLfieldLparameterizationLofLtheLseveralLZnLcoordinationLenvironmentsLinL
theLpuzzlingLFTaseLenzymeoLopeningLtheLdoorLtoLtheLfullLunderstandingLofLitsLelusiveLcatalyticL
mechanismbLTheoreticaleChemistryeAccountsZL2006ZLeelZLeleaeme

1.9 26

6 ProteinaligandLdockingoLcurrentLstatusLandLfutureLchallengesbLProteins:eStructureteFunctioneande
BioinformaticsZL2006ZLkiZLeiafk 4.2 597

5 FarnesyltransferaseaanewLinsightsLintoLtheLzincacoordinationLsphereLparadigmoLevidenceLforLaL
carboxylateashiftLmechanismbLBiophysicaleJournalZL2005ZLmmZLhmganh 2.9 55

4 FarnesyltransferaseoLTheoreticalLstudiesLonLpeptideLsubstrateLentranceâ��thiolLorLthiolateL
coordinationtbLComputationaleandeTheoreticaleChemistryZL2005ZLlfnZLefiaefn 25

3 UnravelingLtheLmechanismLofLtheLfarnesyltransferaseLenzymebLJournaleofeBiologicaleInorganice
ChemistryZL2005ZLedZLgaed 3.7 37

2 NewLdesignsLforLβR”LcontrastLagentsbLJournaleofeComputeruAidedeMoleculareDesignZL2003ZLelZLhkgalg 4.2 12

1 xomputationalLStudiesLyevotedLtoLtheLxatalyticLβechanismLofLThreonineLvldolaseZLaLxriticalL
znzymeLinLtheLPharmaceuticalL”ndustryLtoLSynthesizeL˛†a“ydroxya˛–aaminoLvcidsbLACSeCatalysisZhnndahnnn 13.1 0

(-2009)
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