S4 Table. Proton chemical shifts and the vicinal coupling constants of Tatl 4-5TO in
phosphate buffer pH 7.4 at 301 K.

Proton chemical shifts [ppm]

Residue | HN Ho Hp Hy Hd others i
Gly* 3.96
Arg? 870 445 1.80 1.67  3.20 e-NH 7.12
Ly |[850 518 1.73 1.43  1.69 He 2.94 9.2
866 506 1.76 1.49 He 3.03 8.9
D-Tic* | - 527 311331 Hs 7.33; Hg 7.25; H; 7.24; Hg -
7.20;
560  3.25,3.40
516  3.11,3.26
Oic® |- 441 204227 255 413 H, 1.84, 1.36; Hs 1.33,1.54; Hg -
1.22,1.75; H, 1.51, 2.14
258 421
4.12
Arg® | 805 427 17918 1.66  3.20 e-NH 7.20 8.9
GIn” | 824 433 196204 234 e-NH, 6.90, 7.55 8.8
855 445 206,213  2.43 *¢-NH, 6.93,7.59 8.3
829 437 203 2.39 7.6
Arg® | 837 437 166178 1.8 324 e-NH 7.23 8.2
Arg® | 842 437 182 1.66  3.23 e-NH 7.23 8.4
Arg”® | 847 467 181191 166 3.23 e-NH 7.23
Pro" |- 451 236,2.05 211 3.72,3.88 -
469 200244 226 3.56,3.67
Ser | 798 435 3.89 8.8
798 429  3.90 8.1
810 424 393 7.8

*Due to no ROE interactions, it is impossible to correlate these protons with the particular minor conformation

of GIn.



