S6 Table. Proton chemical shifts and the vicinal coupling constants of Tatl 8-9TOD in
phosphate buffer with the reduced pH (pH 4.5) at 301 K.

Proton chemical shifts [ppm]

3
Residie | HN  Ho  HP Hy Ho others JHHa
Gly' 3.91
Arg? 864 439 179,185 1.68 3.24 e-NH 7.21 6.9
Lys® 851 433 1.79 1.47 1.71 He 3.03; (-NH, 7.55 6.9
Lys* 8.44 433 178,182 145 1.65 He 3.03
Arg® | 844 425 3.23 &-NH 7.09
Arg® | 844 425 3.23 &-NH 7.09
GIn’ 866 503 197,213 241 ¢-NH, 6.95, 7.57 8.4
857 504 198208 233 8.4
868 502 196212 242 8.1
Tic® - 512  3.09,3.16 467,494 Hs 7.30; Hg 7.33; H; 7.33; Hg -
7.27;
507 3.17,3.10
425 296 4.62,5.00 Hs7.21
D-0ic® | - 441 252 2.52 4.16 H, 1.49,1.77; Hs 1.33, 1.48; H; -
1.19,1.75; H, 1.41,1.99
4.17
501 273 2.43 4.08
Arg®® | 778 471 185 1.61 3.16 e-NH 7.15 8.5
773 473 185 1.63 3.16
771 472 185 1.64 3.19
Prot | - 440 2.26 1.90,1.99 3.62,3.69 -
443 240 2.08 3.74,3.95
446 226 3.63,3.70
Ser’? | 800 426 3.86 7.1
785 421 3.84 7.7
797 430 3.85 8.3

8.09 419 3.89




