
 

(A) 

 

cluster freq (%) nBfact nRMSf rSA Neq 

1  92.22 -0.48 -0.53 14.40 1.09 

2 C1 3.91 -0.20 -0.22 21.91 1.25 

3 bridge 0.59 -0.31 -0.22 25.22 1.25 

4 Turn 0.84 0.00 -0.18 28.94 1.42 

5 C2 2.44 -0.10 -0.03 21.56 1.23 

 
(B) 

 

cluster freq (%) nBfact nRMSf rSA Neq 

1 Turn 63.81 0.42 0.32 52.65 1.34 

2 Turn
bend1

 18.77 0.50 0.62 50.14 1.72 

3 Turn
 6.31 0.45 0.62 36.92 1.39 

4 Turn
bend2

 7.60 0.43 0.33 52.01 1.94 

5 Turn
C 3.51 0.88 0.74 53.52 2.19 

 
(C) 

 

cluster freq (%) nBfact nRMSf rSA Neq 

1 bend 62.78 0.26 0.19 40.21 1.44 

2 bendC1 16.11 0.31 0.45 37.13 1.71 

3 bendturn 9.20 0.76 0.45 51.61 1.95 

4 bend 1.64 0.21 0.98 30.15 1.43 

5 bendC2 10.27 0.32 0.18 36.56 1.76 

 

 

Sup data 4. Characteristics of the clusters. (A) -sheet, (B) turns and (C) bends with 

associated occurrences (%), mean normalized B-factor, mean normalized RMSf, mean 

relative solvent accessibility and average Neq (from PB contents). 

 

 


