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Table S5: pMHC optimization for the structure 1oga with different pMHC start
conformations.

pMHC Start Conf. Angle” Ebina RMSDc,, [nm]
x [°] y [°] z[°] [kJ/mol] VB pMHC  VB&pMHC
-5.0 -5.0 -5.0 -1435.71 0.0273 0.9121 0.7260
-5.0 -5.0 0.0 -1466.90  0.0257 1.0704 0.8520
-5.0 -5.0 50 -151847  0.0312 1.1560 0.9202
-5.0 0.0 -5.0 -1240.59  0.0366 0.8944 0.7121
-5.0 0.0 0.0 -1510.11 0.0217 1.0945 0.8712
-5.0 0.0 50 -1526.07  0.0334 1.1955 0.9516
5.0 5.0 5.0 -1839.48  0.0259 0.0259 0.0259
5.0 5.0 0.0 -1838.86  0.0227 0.0303 0.0278
-5.0 5.0 5.0 -1246.40  0.0241 0.9172 0.7301
0.0 -5.0 -5.0 -1710.15  0.0183 0.8772 0.6982
0.0 -5.0 0.0 -1427.67  0.0331 1.0375 0.8259
0.0 -5.0 5.0 -1250.48  0.0210 0.9642 0.7674
0.0 0.0 -5.0 -124579  0.0307 0.8868 0.7060
0.0 0.0 0.0 -1706.83  0.0208 0.9177 0.7304
0.0 0.0 50 -1251.17  0.0246 0.9829 0.7824
0.0 5.0 -5.0 -1839.87  0.0248 0.0205 0.0222
0.0 5.0 0.0 -124886  0.0369 0.9318 0.7419
0.0 5.0 5.0 -1584.93  0.0280 0.8707 0.6931
5.0 -5.0 -5.0 -1708.17  0.0277 0.8988 0.7155
5.0 -5.0 0.0 -1706.07  0.0202 0.9106 0.7248
5.0 -5.0 5.0 -124524  0.0251 1.0039 0.7991
5.0 0.0 -5.0 -1577.50  0.0356 0.5658 0.4508
5.0 0.0 0.0 -1840.44  0.0160 0.0191 0.0180
5.0 0.0 5.0 -1248.18  0.0219 1.0019 0.7975
5.0 5.0 -5.0 -1707.68  0.0283 0.9075 0.7224
5.0 5.0 0.0 -1839.45  0.0251 0.0229 0.0237
5.0 5.0 50 -1708.90  0.0264 0.9007 0.7170

a) The TCR conformation is set to the crystal structure. The pMHC deviates from the zero-
conformations by the values x, y, and z (Euler angle components).



