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Abstract  Objective: To investigate the key amino acids of peptide mimic (EYWYCGMNRTGC) of blood
group A by computer aided molecular docking. Method ;: The peptide were substituted by alanine one by one. Web
server of PEP-FOLD was used to construct the 3D structures of the original and substituted peptides. Autodock
Vina software was used to predict the interaction between these peptides and monoclonal anti-A(PDB: 1jv5). The
affinity value were calculate by this software. Result; The interaction between peptide and 1jv5 had the lowest ener-
gy of —6.3 kcal/mol. After substitution of E1.W3.T10 and C12 by alanine.the energy increased to — 6. 1 keal/

mol.—5.4 keal/mol.—6. 0 kecal/mol and — 6.1 keal/mol respectivt‘ly. Conclusion . The key amino acids in peptide
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EYWYCGMNRTGC are E1.W3,T10 and C12.
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