
Figure 14. Deviation of the observed VEANs in calculated structure ensembles from the 

experimental restraints. (a) Ensemble calculated with distances alone. (b) Calculated with 
distance, dihedrals and VEANs restraints during high temperature annealing, with dihedrals and 
VEANs removed during refinement. (c) Ensemble calculated with distance restraints and 
dihedral angles (TALOS). (d) Ensemble calculated with all restraints during high temperature 
annealing, but with VEANs removed during refinement.  This result proves that the final result 
depends only on the conditions of the refinement, although high temperature annealing affects 
convergence behavior. 
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