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

volumes and derived distances from the 100 ms NOESY spectra 
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Result 

 

Protons 1R2R 1S2R 1R2S 1S2S LJ3a1 LJ3a2 LJ3b1 LJ3b2 

H21 H30 4.39 4.28 1.80 2.62 
179675 

4.50  
107604 

3.92 

103660 

3.95 
LJ3b=1(R,S)2S 

H21 H31 5.21 5.14 3.27 3.70 
81438 

3.85 

58925 

4.07 

135778 

3.77 

129023 

3.80 
LJ3b=1(R,S)2S 

H22 H35 5.51 5.61 >6.0 >6.0 
37858 

3.90 

37858 

3.90 

22293 

3.77 

22293 

3.77 
LJ3a=1(R,S)2R 

H30 H46 4.89 4.87 4.00 4.08   
17798 

4.71 

17798 

4.71 
LJ3b=1(R,S)2S 

H31 H46 4.48 4.39 2.58 2.63 
30726 

4.04 

30726 

4.04 

116236 

3.45 

116236 

3.45 
LJ3b=1(R,S)2S 

H32 H37 4.21 4.07 4.39 4.23 
73513 

3.96 

88556 

3.80 

35391 

4.72 

22142 

5.10 
LJ3a=1(R,S)2R 

H33 H36 3.76 3.92 2.52 3.16 
83350 

3.84 

103640 

3.70 

91508 

4.03 

129888 

3.8 
LJ3b=1(R,S)2S 

H34 H37 >6.0 5.69 5.55 4.30 
27434 

4.39 

34243 

4.45  
20158 

5.18 
LJ3a=1(R,S)2S 

H37 H46 4.68 2.36 >6.0 5.96      

H37 H47 4.79 2.67 5.91 4.94 
37717 

4.38 

42793 

4.29   LJ3a=1(R,S)2R 

 

 no detectable signal 

 


