Bosc et al. Supplementary Table 2

Comparison of the Measured distances on the model structures with the measured

volumes and derived distances from the 100 ms NOESY spectra

Measured distance on the model

Measured volumes and derived

structures (&) distances from the 100 ms NOESY Result
spectra

Protons 1R2R | 1S2R | 1R2S | 1828 LJ3al LJ3a2 LJ3bl LJ3b2

H21 H30 [ 4.39]4.28|1.80|2.62 172?;8 %] 10;?83 lozégg LJ3b=1(R,S8)2S
H21 H31 5.21 | 5.14 | 3.27 | 3.70 8%%22 52?53 13??;3 lZg?gg LJ3b=1(R,S)2S
H22 H35 [ 5.51|5.61|>6.01>6.0 3;?32 3;?32 2§%3§ 2?%33 LJ3a=1(R,S)2R
H30 H46 | 4.89 | 4.87 | 4.00 | 4.08 %] %] 11?3? 11?35 LJ3b=1(R,S)2S
H31 H46 | 4.48 | 4.39|2.58|2.63 32?32 32?32 112%22 11§%Z§ LJ3b=1(R,S8)2S
H32 H37 | 4.21 | 4.07 | 4.39| 4.23 72?;2 82?28 32?3; 2?%?3 LJ3a=1(R,S) 2R
H33 H36 | 3.76|3.92|2.52 ] 3.16 8;?22 10??38 92?82 129§§2 LJ3b=1(R,S8)2S
H34 H37 | >6.0|5.69 | 5.55]4.30 22?23 32%2; %] zg%ig LJ3a=1(R,S)2S
H37 H46 | 4.68 | 2.36 | >6.01]5.96 %] %] %] %

H37 H47 | 4.79 | 2.67 | 5.91 | 4.94 32?%; 4??2; %] %] LJ3a=1(R,S)2R

? no detectable signal




