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Figure S1: Root-mean-square deviation (RMSD) of backbone atoms from their positions in the initial

structure calculated from MD simulations of apo-Tb6PGL (black) and holo-Tb6PGL (red).
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Figure S2. Schematic representation of the residues in the binding pocket with 6PGA as ligand (sphere

representation).
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Figure S3. Scalar product of a vector r(t) parallel to the CB-Cy bond of H165 with its initial value r(t = 0)
in MD simulations of apo-(black) and holo-(red) Th6PGL.
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5N amide relaxation rates of apo-Th6PGL at 900 MHz

Res. R4 O: R» o NOE oy
6 041 0.02 2247 3.68 0.74 0.04
7 0.38 0.02 322 0.83 0.78 0.02
8 0.38 0.02 35.82 0.84 0.76 0.03

0.38 0.02 28.89 123 09 0.03
10 0.36 0.02 33.83 1.1 0.91 0.03
11 041 0.03 324 0.78 0.69 0.03
12 0.41 0.02 29.29 147 0.69 0.03
14 0.41 0.01 34,51 0.63 0.76 0.04
15 04 0.01 3555 0.89 0.87 0.04
16 043 0.01 34.16 0.77 0.89 0.04
17 0.39 0.01 35.82 0.69 0.64 0.03
18 0.41 0.02 39.68 1.09 0.89 0.04
19 04 0.01 3843 1.01 0.96 0.05
20 0.39 0.01 38.04 2.08 0.82 0.04
22 0.46 0.03 36 1.04 0.78 0.08
23 0.41 0.02 36.14 0.85 0.87 0.03
24 0.35 0.03 44.01 2.7 0.72 0.1
25 048 0.04 34 218 0.71 0.12
26 0.41 0.02 3559 144 0.73 0.04
27 0.41 0.02 3452 15 0.81 0.07
28 0.33 0.06 3436 416 095 0.17
29 0.38 0.02 36.1 0.99 0.89 0.03
30 0.41 0.01 3466 0.68 0.91 0.02
31 0.41 0.01 30.28 1.78 0.77 0.03
32 0.63 0.01 2397 0.72 0.7 0.02
33 0.44 0.02 29.53 0.53 0.57 0.02
34 0.47 0.01 31.86 0.99 0.71 0.02
35 042 0.01 3529 0.61 06 0.02
36 0.39 0.02 34.63 2.02 0.72 0.03
38 0.38 0.01 34.86 045 0.86 0.02
39 0.38 0.02 3544 134 091 0.05
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15N amide relaxation rates of holo-Thb6PGL at 900 MHz

Res. R; O R, o NOE oy

6 0.39 0.02 2194 142 047 0.08
7 0.41 0.01 3212 1.04 0.94 0.07
8 0.38 0.03 3691 1.74 1.02 0.1
9 0.38 0.02 26.06 1.73 0.6 0.05
10 0.38 0.01 33.28 141 0.67 0.06
11 0.5 0.03 308 127 0.6 0.09
12 0.42 0.01 2811 1.14 0.71 0.07
14 0.5 0.03 352 1.78 0.66 0.07
15 044 0.02 31.25 1.21 096 0.12
16 045 0.03 26.95 1.24 0.85 0.09
17 0.39 0.01 321 0.83 0.72 0.07
18 043 0.02 3455 1.71 111 0.12
19 0.42 0.01 3493 245 1.04 0.12
20 0.44 0.03 36.67 3.73 1.09 0.14
21 0.68 0.08 3537 3.78 0.63 0.17
22 0.51 0.06 45.46 893 0.76 0.18
23 043 0.02 38.08 0.96 0.82 0.13
24 0.38 0.05 34.72 6.06 0.69 0.12
25 045 0.06 28.85 3.16 0.93 0.15
26 0.38 0.04 34.05 244 1.02 0.21
27 0.41 0.05 33.61 226 124 0.31
28 0.29 0.05 43.1 4.09 1.08 0.31
29 0.39 0.01 3734 1.12 0.81 0.06
30 042 0.01 3356 0.9 0.88 0.05
31 0.44 0.02 3236 0.86 0.57 0.04
32 0.67 0.02 2494 0.55 0.62 0.05
33 049 0.04 30.74 1.18 0.68 0.06
34 0.58 0.03 3249 1.01 0.76 0.06
35 04 0.01 3558 0.71 0.92 0.06
36 04 0.01 36.85 217 0.94 0.09
38 0.4 0.02 3316 0.97 0.72 0.04
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