S1 Table. Constraints used for the Rosetta modeling of the MHC sites on the SEE-TCR structure. All
constraints were set as atom pair constraints using a Gaussian functions with mean and standard deviations as

specified. Residues are denoted s for SEE, o for MHCa, p for MHCP and p for peptide.

Residue Atom Residue Atom Mean S.D.

1 1 2 2
Low affinity MHCa site
Phed7s  Ce2 Leu6Oa  Cd2 35 0.4
Phed7s  Cel Ala6da  Cp 3.8 0.4
Phed7s O Lys67a  NC 3.2 0.4
Asp70s 041 Lys39a  NC 3.0 0.2
Asp70s 082 Lys39a  N¢ 3.5 0.4
High affinity MHC site
Zn Zn His81p N&1 21 0.1
Zn Zn His187s  Na1 21 0.1
Zn Zn His225s  Ne2 21 0.1
Zn Zn Asp227s 082 2.1 0.1
GInl35s Oe¢l Lys5p N 3.0 0.4

GIn135s Neg2 Lys5p 0 3.0 0.4




