
Table 8. Summary of Final Energies 
DGSA* Refinement* ENERGY (kcal/mol) 

DIHE† VEAN‡ DIHE VEAN Total Bonds Angles Improper VDW NOE DIHE VEAN 
45.9 ± 

1.0 
1.4 ± 0.1 31.6 ± 0.7 2.6 ± 0.2 2.1 ± 0.6 8.2± 1.1 - -

X X 
60.3 ± 

2.1 
2.3 ± 0.3 34.6 ± 1.2 3.6 ± 0.4 2.2 ± 0.6 

14.7 ± 
1.6 

2.9 ± 1.0 -

X X 
64.8 ± 

3.2 
1.9 ± 0.2 35.1 ± 1.2 3.0 ± 0.1 2.2 ± 0.9 

11.9 ± 
1.4 

-
10.6 ± 

2.2 

X X 
57.0 ± 

6.9 
2.4 ± 0.6 34.5 ± 2.0 3.0 ± 0.3 3.0 ± 1.2 

14.2 ± 
4.0 

- -

X X X 
58.1 ± 

4.8 
1.7 ± 0.2 33.3 ± 2.1 2.8 ± 0.2 2.1 ± 0.4 - - -

X X X X 
87.1 ± 

3.6 
2.5 ± 0.3 39.3 ± 1.3 6.2 ± 0.8 1.9 ± 0.6 

16.2 ± 
2.0 

8.5 ± 2.7 
12.6 
± 4.4 

X X X 
60.6 ± 

0.7 
2.4 ± 0.2 34.5 ± 1.3 3.5 ± 0.3 2.5 ± 1.0 

14.8 
± 1.9 

3.0 ± 1.0 -

Figure 6: N(HH)C 2D spectrum of GB1 sample C. 

Expansions of the N(HH)C spectrum acquired with 300 μs of 1H-1H spin diffusion.(7) The 
indicated peaks have been assigned to short, medium or long range correlations based on relative 
intensity. (a) Expansino of The enlargement of the Thr CA-CB regions (a) shows the absence of 
intermolecular correlations; the most notable of which is the absence of the T44-L12 cross peak, 
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