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File S1. The optimized structure of Fx and surrounding residues within ~10 A.

ATOM 1 N PRO 577 6.394 4.624 2.9
ATOM 2 CA PRO 577 4.966 4.793 2.593
ATOM 3 C PRO 577 4.083 3.702 3.23
ATOM 4 O PRO 577 2.84 3.831 3.225
ATOM 5 CB PRO 577 4.88 4.719 1.038
ATOM 6 CG PRO 577 6.224 4.095 0.627
ATOM 7 CD PRO 577 7.188 4.677 1.664

ATOM 15 N CYS
ATOM 16 CA CYS
ATOM 17 C CYS
ATOM 18 O CYS
ATOM 19 CB CYS
ATOM 20 SG CYS
ATOM 27 N GLY
ATOM 28 CA GLY
ATOM 29 C GLY
ATOM 30 (0] GLY
ATOM 34 N PRO
ATOM 35 CA PRO
ATOM 36 C PRO
ATOM 37 o] PRO
ATOM 38 CB PRO
ATOM 39 CG PRO
ATOM 40 CD PRO
ATOM 49 N THR
ATOM 50 CA THR
ATOM 51 C THR
ATOM 52 o] THR
ATOM 53 CB THR
ATOM 54 CG2 THR
ATOM 55 OG1 THR
ATOM 63 N CYS
ATOM 64 CA CYS
ATOM 65 C CYS
ATOM 66 o] CYS
ATOM 67 CB CYS
ATOM 68 SG CYS
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1

1

1

1
578 4.755 2.662 3.722 1
578 4.22 1.383 4158 1
578 5.404 0.465 4449 1
578 6.563 0.82 4369 1
578 3.267 0.72 3.148 1
578 4.09 0.379 1.525 1
580 4.73 -2.987 3428 1
580 4.309 -4.271 2.898 1
580 2.893 -4749 3274 1
580 2.274 -4.267 4241 1
581 2.371 -5.765 2549 1
581 0.97 -6.197 2733 1
581 0.842 -7.048  3.99 1
581 0.097 -7.999  4.099 1
581 0.634 -6.971 1452 1
581 1.998 -7.507 0987 1
581 2.962 -6.365 1.333 1
586 0.067 -2.668  5.97 1
586 0.818 -1.639 6.701 1
586 0.652 -0.245 6.056 1
586 1.416 0.69 6.329 1
586 2.328 -1.921 6.907 1
586 2.581 -3.182 7737 1
586 3.007 -1.986  5.657 1
587 -0.397 -0.094 5223 1
587 -0.507  1.101 4397 1
587 -0.295  2.395 5226 1
587 -1.118  2.821 6.009 1
587 -1.89 1.203 3.741 1
587 -2529 0289 2859 1
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ATOM 75 N ILE 724 4.441 5.732 -4.711
ATOM 76 CA ILE 724 3.237 5.62 -3.85

ATOM 77 C ILE 724 3.056 6.925 -3.057
ATOM 78 O ILE 724 1.994 7.458 -2.796

ATOM 79 CB ILE
ATOM 80 CG1 ILE
ATOM 81 CG2 |ILE
ATOM 82 CD1 ILE

724 3.296 4.393 -2.886
724 3.426 3.077 -3.69

724 2.097 4.329 -1.928
724 4.123 1.954 -2.915
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-0.037
-0.672
-0.577
-0.517
-0.191
-0.589
0.194
-0.323
0.264
1.413
-0.358
-1.578
-0.523
0.615
0.536
-0.119
0.476
3.908
4.673
5.244
5.063
6.014
6.587
7.888
8.893
6.817
7.127
6.181
3.572
2.685
1.187
0.374
2.943
4.301
2.815
0.819
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-2.739
-0.982
-0.341
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-5.538
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File S2. The optimized structure of Fa and surrounding residues within ~10
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File S3.
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The optimized structure of Fs and surrounding residues within ~10
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