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Molecular modeling in selection of MART-1 CTL epitopes stably binding to HLA-A2.1

molecule
WANG Li WU Yuzhang LIN Zhi-hua SHI Tong-dong (Intitute of Inmunology of PTA, Third Military Medical University Chongqing 400038, China)

Abstract Objective To verify the practicability of computed molecular modeling in the study of MART-1 CTL epitopes binding to the HLA —
A2. 1 molecule. Methods Silicon Graphics workstation and Insight I sofvare were used to build 6 CTL epitope candidates of MART-1 and the 3-
dimensional structures of them binding to HLA-A2. 1. Molecular dynamics smulation was carried out to select the best epitope by cal culating the pa-
rameters related to binding affinity. MHC peptide binding assays was employed to test the binding of HLA-A2. 1 with 6 nonamer peptides synthesized
with Merrifield solid phase polypeptide synthesis according to computer prediction in order to veufy the reliability of the results obtained from molecu-
lar modeling. Results The results obtained from molecular modeling were consistent with those from the MHC peptide binding affinity assaysin sub-
stance. Conclusion This study demonstrates that molecular modeling can be used in the study on the affinities of CTL epitope candidates to MHC-
[ molecules its convenience, speediness and veracity.
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