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52 xpplicationMofMSitecIdentificationMbyMLigandMzompetitiveMSaturationMinMzomputercxidedM–rugM
–esignddMNewhJournalhofhChemistrybM2022bMkmbMpgpcpih 3.6 1

51 zholecalciferolMcomplexationMwithMhydroxypropylc˛†ccyclodextrinMWHPyz–XMandMitsMmolecularM
dynamicsMsimulationddMPharmaceuticalhDevelopmenthandhTechnologybM2022bMgcgf 3.4 0

50 –evelopmentMofMzHxRMMMxdditiveMPotentialMαnergyMParametersMforM˛–cMethylMxminoMxcidsdMJournalh
ofhPhysicalhChemistryhBbM2021bMghlbMggmoncggmpm 3.4

49 ProfilingMtheMToxhgMzhemicalMzollectionMforMxcetylcholinesteraseMInhibitiondMEnvironmentalhHealthh
PerspectivesbM2021bMghpbMknffo 8.4 6

48 SmallMmoleculesMinhibitorsMofMtheMheterogeneousMribonuclearMproteinMxgoMWhnRNPMxgoXqMaMregulatorM
ofMproteinMtranslationMandManMimmuneMcheckpointdMNucleichAcidshResearchbM2021bMkpbMghilcghkm 20.1 2

47 SpecificityMofMMolecularMβragmentsMyindingMtoMSgffyMversusMSgffxgMasMIdentifiedMbyMNMRMandMSiteM
IdentificationMbyMLigandMzompetitiveMSaturationMWSILzSXdMMoleculesbM2021bMhmbM 4.8 2

46 –iscoveryMofMbetaclactamaseMzMYcgfMinhibitorsMforMcombinationMtherapyMagainstMmulticdrugM
resistantMαnterobacteriaceaedMPLoShONEbM2021bMgmbMefhkkpmn 3.7 7

45 RapidMandMaccurateMestimationMofMproteincligandMrelativeMbindingMaffinitiesMusingMsitecidentificationM
byMligandMcompetitiveMsaturationdMChemicalhSciencebM2021bMghbMookkcoolo 9.4 5

44 ImpactMofMelectronicMpolarizabilityMonMproteincfunctionalMgroupMinteractionsdMPhysicalhChemistryh
ChemicalhPhysicsbM2020bMhhbMmokocmomf 3.6 7

43 OptimizationMofMaMyenzothiazoleMIndoleneMScaffoldMTargetingMyacterialMzellMWallMxssemblydMDrugh
DesignvhDevelopmenthandhTherapybM2020bMgkbMlmnclnk 4.4 4

42
StructureMofMtheMcellcbindingMcomponentMofMtheMbinaryMtoxinMrevealsMaMdicheptamerMmacromolecularM
assemblydMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM2020bM
ggnbMgfkpcgflo

11.5 12

41 –evelopingMKinaseMInhibitorsMUsingMzomputercxidedM–rugM–esignMxpproachesM2020bMogcgfo

40
IdentificationMandMcharacterizationMofMfragmentMbindingMsitesMforMallostericMligandMdesignMusingMtheM
siteMidentificationMbyMligandMcompetitiveMsaturationMhotspotsMapproachMWSILzScHotspotsXdMBiochimicah
EthBiophysicahActahwhGeneralhSubjectsbM2020bMgomkbMghplgp

4 15

39
TheMSKIMcomplexMisMaMbroadcspectrumbMhostcdirectedMantiviralMdrugMtargetMforMcoronavirusesbM
influenzabMandMfilovirusesdMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericabM2020bMggnbMifmoncifmpo

11.5 7

38 OptimizationMandMαvaluationMofMSitecIdentificationMbyMLigandMzompetitiveMSaturationMWSILzSXMasMaM
ToolMforMTargetcyasedMLigandMOptimizationdMJournalhofhChemicalhInformationhandhModelingbM2019bMlpbMifgocifil6.1 27

37
SecondMharmonicMgenerationMdetectionMofMRasMconformationalMchangesMandMdiscoveryMofMaMsmallM
moleculeMbinderdMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM
2019bMggmbMgnhpfcgnhpn

11.5 11

36 xnMactivatingMmutationMofMtheMNS–hMhistoneMmethyltransferaseMdrivesMoncogenicMreprogrammingMinM
acuteMlymphocyticMleukemiadMOncogenebM2019bMiobMmngcmom 9.2 23
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35 αxploringMproteincproteinMinteractionsMusingMtheMsitecidentificationMbyMligandMcompetitiveMsaturationM
methodologydMProteins:hStructurevhFunctionhandhBioinformaticsbM2019bMonbMhopcifg 4.2 10

34 StructurecbasedMdesignMandMbiologicalMevaluationMofMinhibitorsMofMtheMpseudomonasMaeruginosaM
hemeMoxygenaseMWpacHemOXdMBioorganichandhMedicinalhChemistryhLettersbM2018bMhobMgfhkcgfhp 2.9 9

33 IdentificationMofMThioureacyasedMInhibitorsMofMtheMyczellMLymphomaMmMyTyM–omainMviaMNMRcyasedM
βragmentMScreeningMandMzomputercxidedM–rugM–esigndMJournalhofhMedicinalhChemistrybM2018bMmgbMnlnicnloo8.3 22

32 IodobenzeneczatalyzedMSynthesisMofMPhenanthridinonesMviaMOxidativeMzcHMxmidationdMJournalhofh
OrganichChemistrybM2017bMohbMilopcilpm 4.2 36

31 zomputercxidedM–rugM–esignMMethodsdMMethodshinhMolecularhBiologybM2017bMglhfbMolcgfm 1.4 160

30 TheMαxpandingMRoleMofMtheMyzLmMOncoproteinMasMaMzancerMTherapeuticMTargetdMClinicalhCancerh
ResearchbM2017bMhibMoolcopi 12.9 85

29 NovelMproteincinhibitorMinteractionsMinMsiteMiMofMzaWhaXcboundMSgffyMasMdiscoveredMbyMXcrayM
crystallographydMActahCrystallographicahSectionhD:hStructuralhBiologybM2016bMnhbMnlicmf 5.5 10

28 StructurecbasedMdesignMofMNcsubstitutedMgchydroxyckcsulfamoylchcnaphthoatesMasMselectiveM
inhibitorsMofMtheMMclcgMoncoproteindMEuropeanhJournalhofhMedicinalhChemistrybM2016bMggibMhnicph 6.8 34

27 RationallyMdesignedMyzLmMinhibitorsMtargetMactivatedMyMcellMdiffuseMlargeMyMcellMlymphomadMJournalhofh
ClinicalhInvestigationbM2016bMghmbMiilgcmh 15.9 92

26 IminoguanidinesMasMxllostericMInhibitorsMofMtheMIroncRegulatedMHemeMOxygenaseMWHemOXMofM
PseudomonasMaeruginosadMJournalhofhMedicinalhChemistrybM2016bMlpbMmphpckh 8.3 26

25 αstimatingMglycosaminoglycancproteinMinteractionMaffinityqMwaterMdominatesMtheMspecificM
antithrombincheparinMinteractiondMGlycobiologybM2016bMhmbMgfkgcgfkn 5.8 17

24 MappingMfunctionalMgroupMfreeMenergyMpatternsMatMproteinMoccludedMsitesqMnuclearMreceptorsMandM
GcproteinMcoupledMreceptorsdMJournalhofhChemicalhInformationhandhModelingbM2015bMllbMnffco 6.1 40

23 StructurecactivityMexplorationMofMaMsmallcmoleculeMLipidMIIMinhibitordMDrughDesignvhDevelopmenthandh
TherapybM2015bMpbMhioicpk 4.4 6

22 βacileMSynthesisMofMSpirocyclicMLactamsMfromM˛†cKetoMzarboxylicMxcidsdMOrganichLettersbM2015bMgnbMifnfci 6.2 17

21 PharmacophoreMmodelingMusingMsitecidentificationMbyMligandMcompetitiveMsaturationMWSILzSXMwithM
multipleMprobeMmoleculesdMJournalhofhChemicalhInformationhandhModelingbM2015bMllbMkfnchf 6.1 48

20
SamplingMofMOrganicMSolutesMinMxqueousMandMHeterogeneousMαnvironmentsMUsingMOscillatingMαxcessM
zhemicalMPotentialsMinMGrandMzanonicalclikeMMonteMzarlocMolecularM–ynamicsMSimulationsdMJournalh
ofhChemicalhTheoryhandhComputationbM2014bMgfbMhhogchhpf

6.4 48

19 SitecIdentificationMbyMLigandMzompetitiveMSaturationMWSILzSXMassistedMpharmacophoreMmodelingdM
JournalhofhComputerwAidedhMolecularhDesignbM2014bMhobMkpgclfn 4.2 46

18
TheMnovelMyHiM˛–chelixMmimeticMJYcgcgfmMinducesMapoptosisMinMaMsubsetMofMcancerMcellsMWlungMcancerbM
colonMcancerMandMmesotheliomaXMbyMdisruptingMyclcxLMandMMclcgMproteincproteinMinteractionsMwithM
yakdMMolecularhCancerbM2013bMghbMkh

42.1 69
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17 SixcsiteMpolarizableMmodelMofMwaterMbasedMonMtheMclassicalM–rudeMoscillatordMJournalhofhChemicalh
PhysicsbM2013bMgiobMfiklfo 3.9 92

16 zomputationalMapproachesMforMtheMdesignMofMproteinâ��proteinMinteractionMinhibitorsM2013bMpfcgfh 3

15 InclusionMofMmultipleMfragmentMtypesMinMtheMsiteMidentificationMbyMligandMcompetitiveMsaturationM
WSILzSXMapproachdMJournalhofhChemicalhInformationhandhModelingbM2013bMlibMiiokcpo 6.1 79

14 TurningMdefenseMintoMoffenseqMdefensinMmimeticsMasMnovelMantibioticsMtargetingMlipidMIIdMPLoSh
PathogensbM2013bMpbMegffinih 7.6 41

13 zomprehensiveMconformationalMstudiesMofMfiveMtripeptidesMandMaMdeducedMmethodMforMefficientM
determinationsMofMpeptideMstructuresdMJournalhofhPhysicalhChemistryhBbM2012bMggmbMhhmpcoi 3.4 15

12 ProspectsMofMModulatingMProteinâ��ProteinMInteractionsM2012bMhplcihp 3

11 αxtensionMofMtheMzHxRMMMGeneralMβorceMβieldMtoMsulfonylccontainingMcompoundsMandMitsMutilityMinM
biomolecularMsimulationsdMJournalhofhComputationalhChemistrybM2012bMiibMhklgcmo 3.5 447

10 ReproducingMcrystalMbindingMmodesMofMligandMfunctionalMgroupsMusingMSitecIdentificationMbyMLigandM
zompetitiveMSaturationMWSILzSXMsimulationsdMJournalhofhChemicalhInformationhandhModelingbM2011bMlgbMonncpm6.1 85

9 TargetingMzymogenMactivationMtoMcontrolMtheMmatriptasecprostasinMproteolyticMcascadedMJournalhofh
MedicinalhChemistrybM2011bMlkbMnlmncno 8.3 13

8 zomprehensiveMdensityMfunctionalMtheoryMstudyMonMtheMmechanismMofMactivationMofMtheMnonapeptideM
hormoneMoxytocinMbyMmetalMionsdMJournalhofhPhysicalhChemistryhBbM2010bMggkbMgkgnchi 3.4 13

7 zomparisonMofMsomeMrepresentativeMdensityMfunctionalMtheoryMandMwaveMfunctionMtheoryMmethodsM
forMtheMstudiesMofMaminoMacidsdMJournalhofhComputationalhChemistrybM2009bMifbMlopcmff 3.5 53

6
αxtensiveMconformationalMsearchesMofMgiMrepresentativeMdipeptidesMandManMefficientMmethodMforM
dipeptideMstructureMdeterminationsMbasedMonMaminoMacidMconformersdMJournalhofhComputationalh
ChemistrybM2009bMifbMhgflchg

3.5 28

5 αlectronicMstructuresMandMelectronMdetachmentMenergiesMofMhalogenMsubstitutedMacetateManionsbM
XzHhzOOcMWXtβbzlbyrXdMJournalhofhChemicalhPhysicsbM2007bMghmbMggkifg 3.9 1

4 zoexistenceMofMdihydrogenbMbluecMandMredcshiftingMhydrogenMbondsMinManMultrasmallMsystemqMvalinedM
ChemPhysChembM2006bMnbMohocif 3.2 37

3 GaseousMarginineMconformersMandMtheirMuniqueMintramolecularMinteractionsdMJournalhofhPhysicalh
ChemistryhAbM2006bMggfbMghhohcpg 2.8 96

2 αxplorationMofMtheMfullMconformationalMlandscapesMofMgaseousMaromaticMaminoMacidMphenylalanineqM
xnMabMinitioMstudydMComputationalhandhTheoreticalhChemistrybM2006bMnlobMgplchfh 67

1 βirstcprincipleMstudiesMofMgaseousMaromaticMaminoMacidMhistidinedMComputationalhandhTheoreticalh
ChemistrybM2006bMofgbMnchf 35
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