[image: image1.png]Parameter WT D802V

Cutoff r (in A)* 1.8 1.8

Reference structures** 3-5 4-5

Lone reference structures**  3(1) 5(2-5)





Notes: 

*     the best RMSDs cutoff to present the conformational diversity;

**   the range of reference structures identified in the 5 runs;

*** the number of runs with lone reference structure together with the range of lone reference structures in the five runs.

