Bosc et al. Supplementary Table 1

Comparison of the Measured distances on the model structures with the measured
volumes and derived distances from the 400 ms NOESY spectra.

Measured distance oncthe model Measured volumes and derived
structures (A) distances on 400 ms NOESY spectra Result

Protons 1R2R | 1S2R | 1R2S | 152S LJ3al LJ3az2 LJ3bl LJ3b2

H21 H30 | 4.39| 4.28|1.80]| 2.62 552?12 . 822?22 692?@3 LJI3b=1(R,S)2S
H21 H31 | 5.21|5.14 | 3.27| 3.70 293?32 352?;§ 1052?32 972?32 LJI3b=1(R,S)2S
H22 H35| 5.51 | 5.61 | >6.0]| >6.0 481?81 482?32 322%32 322%32 LJ3a=1(R,S)2R
30 | 146 | 4.89 | 4.87 | 4.00 | 4.0 | LL0BI6 | TI0BTE | SEL20 [T SEL20 [ o e T
431 | Ha6 | 4.48 | 4.39 | 2.58 | 2.63 | 214230 | 214238 | 800000 B00000 [T o T
52 | 37| 4.21| 4.07| 4.39 | 4.25 | D20020 | 696653 | IUG0G | AI0SEZ | Lo e
H33 H36 | 3.76 | 3.92 | 2.52 | 3.16 552?22 802??5 80;?;? 1012?32 LJI3b=1(R,S)2S
31 | 137 | 6.0 | 5.69 | 5.55 | 4.30 | 299903 | 231267 [TIIIE0[TI00462 [ oo
137 | 16 | 4.68 | 2,36 | 26.0| 5.96| O3 | SIOITESIER | 6TTS2 [T e
H37 H47 | 4.79 | 2.67 | 5.91 | 4.94 311?;2 292?32 l3é?23 192%35 LJ3a=1(R,S)2R

* indicates two superimposed signals




