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Table S1. NOEs Used in the Molecular Dynamics Simulations and the Corresponding 

Atom Distances in the Average Structure. 

NOE relative intensity a distance (Å) 

Y19 
N

2H→ Hα1 w 3.8 

Y19 
N

2H→ Hα2 w 4.2 

Y19 
N

2H→ Hβ1 m 3.6 

Y19 
N

2H→ Hβ2 s 2.5 

Y19 
N

2H→ Hγ m 3.0 

Y19 
N

2H→X7 N1H m 3.5 

X7 
N

2H→A8 H1’ w 5.5 

X7 
N

2H→A8 H2 m 3.0 

X7 
N

2H→T17 N3H w 4.6 

X7 
N

2H→C18 H1’ w 3.9 

X7 
N

2H→C18 
N

4H1 w 5.8 

X7 
N

2H→Y19 H1’ w 6.0 

X7 
N

2H→Y19 N1H m 3.4 

X7 
N

2H→Y19 
N

2H m 3.0 

X7 
N

2H→ Hα1 s 2.9 

X7 
N

2H→ Hα2 s 2.3 

X7 
N

2H→Hβ1 w 4.0 

X7 
N

2H→ Hβ2 m 3.5 

X7 
N

2H→ Hγ m 3.6 

a Relative intensities: s, strong; m, medium; w, weak. 
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