auto-inhibited inactive stat

2 truncated inactive state

active state

WTS47-935 | \U547-935 | \\T567-935(]) | MUS67-935() | WT567-935(a) | MUSET-935(p)
Total charge of counter-ions +1 0 0 -1 0 -1
Water box dimensionsa(e’) 76.7x 728 x 809 831x765x829 842 x718 x 844
Number of water molecules 13195 13197 15739 15733 12 003 11 997
Total number of atoms 44 870 44 879 52 160 52 147 40 952 40 939
Deviation after equilibrationX) 1.29 1.13 1.22 1.24 1.82 1.40

Table S1. MD preparation and equilibration details. The counter-ions employed to neutralize the systems aredd CI".
Root mean square deviations were computed on the backboms af the equilibrated conformations versus the initiedpéate.




