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47
SimpleLphysicsYbasedLanalyticalLformulasLforLtheLpotentialsLofLmeanLforceLforLtheLinteractionLofL
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ofLpairsLofLidenticalLhydrophobicLsideLchainsZLJournaliofiPhysicaliChemistryiBXL2007XLaaaXLbibeYca
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46 PotentialLofLmeanLforceLofLhydrophobicLassociationkLdependenceLonLsoluteLsizeZLJournaliofiPhysicali
ChemistryiBXL2007XLaaaXLa]gfeYgd 3.4 54
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JournaliofiInorganiciBiochemistryXL2007XLa]aXLdebYf] 4.2 33
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βodificationLandLoptimizationLofLtheLunitedYresidueLTUNRvSULpotentialLenergyLfunctionLforL
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wieldZLMultiscaleiModelingiandiSimulationXL2006XLeXLaageYaaie

1.8 4

41
ProteinLstructureLpredictionLwithLtheLUNRvSLforceYfieldLusingLReplicaYvxchangeLβonteL
tarloYwithYβinimizationlLtomparisonLwithLβtβXLtSrXLandLtwβtZLJournaliofiComputationali
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PhysicsYbasedLproteinYstructureLpredictionLusingLaLhierarchicalLprotocolLbasedLonLtheLUNRvSLforceL
fieldkLassessmentLinLtwoLblindLtestsZLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
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JournaliofiInorganiciBiochemistryXL2004XLihXLddgYeh 4.2 11
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ParametrizationLofLsackboneâ��vlectrostaticLandLβultibodyLtontributionsLtoLtheLUNRvSLworceLwieldL
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11.5 111

23 rzapeptidesLstructurallyLbasedLuponLinhibitoryLsitesLofLcystatinsLasLpotentLandLselectiveLinhibitorsL
ofLcysteineLproteasesZLJournaliofiMedicinaliChemistryXL2002XLdeXLdb]bYaa 8.3 39

(2002-2005)

5



22 zmpactLofLtuTzzULandLNiTzzULonLaLstructureLofLchiralLpeptideLnucleicLacidsLhavingLfourXLsixLandLeightL
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JournaliofiReceptoriandiSignaliTransductioniResearchXL1995XLaeXLg]cYac 2.6 6

3 PredictionLofLconformationLofLratLgalaninLinLtheLpresenceLandLabsenceLofLwaterLwithLtheLuseLofL
βonteLtarloLmethodsLandLtheLvtvPP[cLforceLfieldZLTheiProteiniJournalXL1994XLacXLcgeYh] 8

2
znvestigationLofLtheLinhibitionLpathwayLofLglucosamineLsynthaseLbyL
NcYTdYmethoxyfumaroylUYαYbXcYdiaminopropanoicLacidLbyLsemiempiricalLquantumLmechanicalLandL
molecularLmechanicsLmethodsZLEuropeaniBiophysicsiJournalXL1992XLbaXLbgcYh]

1.9 2

1 βNuOLstudyLofLtheLmechanismLofLtheLinhibitionLofLcysteineLproteinasesLbyLdiazomethylLketonesZL
EuropeaniBiophysicsiJournalXL1992XLbaXLbagYbb 1.9 5

List of Publications

7


