S3 Table. Proton chemical shifts and the vicinal coupling constants of Tatl A4-5,8-9 in
H,O/D,0 (9:1) at 298 K.

Proton chemical shifts [ppm] 3
Residue | HN Ha HB Hy H5 others HNHa
Gly* 3.83
Arg? 870 432 1.73;1.80 162 319 e-NH 7.21 7.2
Lys® 8.64 427 173,179 144  1.62 He 2.98; ¢-NH, 7.53 7.5

Ala* |851 427 136
Ala® |845 426 1.36
Arg® | 845 426 174180 161 3.8 e-NH 7.21
GIn” |857 429 196206 2.36 ¢-NH, 6.95;7.64 7.7
Ala® 853 429 137
Ala® 844 426 1.36

Arg® | 847 460 1.71;1.84 168 321 &-NH 7.22 7.9

Prot* |- 447 196232 200 3.63:3.82 -

Ser? | 860 4.47  3.88:3.98 8.1
8.67 445  3.92:3.99 8.8

849 450  3.86;3.93




