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Supplementary Figure S1. pMHC-I complex construction process employed by
DockTope. In (A), the MHC donor and the epitope pattern were obtained for each
allotype (Table 1 of the manuscript for details). In (B), the full automated process. The
automation follows a sequence of steps: (a) structural alignment between the target
and the modeled epitope, (b) first molecular docking between the MHC-I and the
modeled epitope, (c) energy minimization, (d) separation of MHC-1 and modeled

epitope and (e) second molecular docking as a final refinement.
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Supplementary Table S1. List of the 135 structures from PDB. Each structure was

used to reproduce and validate DockTope, based on Ca and all atoms RMSD values

for the epitope.

MHC-I Structure PIDDB Asrgiqnfeﬁgéd Sizzg?ﬁe RMSD (Ca) RMSD (All atoms)
HLA-A*02:01 1B0OG ALWGFFPVL 9 1.349 2.446
HLA-A*02:01 1DuUz LLFGYPVYV 9 0.996 2.739
HLA-A*02:01 1EEY ILSALVGIV 9 0.557 1.053
HLA-A*02:01 1EEZ ILSALVGIL 9 0.61 1.273
HLA-A*02:01 1HHG TLTSCNTSV 9 1.082 2.391
HLA-A*02:01 1I1F FLKEPVHGV 9 0.681 1.607
HLA-A*02:01 111y YLKEPVHGV 9 0.564 1.589
HLA-A*02:01 1I7R FAPGFFPYL 9 1.532 3.575
HLA-A*02:01 17T ALWGVFPVL 9 1.458 2.485
HLA-A*02:01 117U ALWGFVPVL 9 0.836 1.566
HLA-A*02:01 1QEW  FLWGPRALV 9 0.907 2.038
HLA-A*02:01 1QR1 IISAVVGIL 9 1.39 2.053
HLA-A*02:01 1S8D SLANTVATL 9 0.355 1.239
HLA-A*02:01 1S9X SLLMWITQA 9 0.856 1.713
HLA-A*02:01 1S9y SLLMWITQS 9 0.88 1.819
HLA-A*02:01 1Tiw SLENTIAVL 9 0.327 1.409
HLA-A*02:01 1T1X SLYLTVATL 9 0.417 1.239
HLA-A*02:01 1Ty SLYNVVATL 9 0.445 1.275
HLA-A*02:01 1T1Z ALYNTAAAL 9 0.649 1.378
HLA-A*02:01 1T20 SLYNTIATL 9 0.453 1.395
HLA-A*02:01 1TvB ITDQVPFSV 9 1.217 1.794
HLA-A*02:01 1TVH IMDQVPEFSV 9 1.093 1.813
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H2-Kb 3PAB EIINFEKL 8 1.312 2.392

Mean + SD 0.882 A +0.437 A 1.964 A +0.655A




