Supplementary Figure S3: The degrees of freedom of the S3-S4
complex along several simulated trajectories during activation

Figure S3: The rigid body motion of the S3-S4 complex was simulated 110 times. The
stochastic force causes the motion trajectories to be significantly different between
runs. The 6 degrees of freedom along five randomly selected trajectories (rows I to V)
are shown. The red curve is the fraction of open S6 conformations along the trajectory.

I x(A) y(A) z(A) 6 (Deg.) @ (Deg.) o (Deg.) Open Fraction
) 5 5 10 45 45W 45
0
-5 -5 -5 0 -45 -45
s 5 10 45 457 P 45
0 0 ° M"‘-"’MLM 0 0
0
-5 -5 -5 0 -45 -45
III) 5 5 10 45 50 g™ 45
' 5
0 0 0 0
0
-5 -5 -5 0 -45 -45
IV)5 5W 10 45 45LWW 45
0
-5 -5 -5 0 -45 -45
V)5 SMMW 10 45 ™ 4°
0 0 5 F"’W 0 0
0
-5 -5 -5 0 -45 -45 0
0 50 10 0 50 100 0 50 10 0 50 100 0 50 100 0 50 100 0 50 100

Time (ms) Time (ms) Time (ms) Time (ms) Time (ms) Time (ms) Time (ms)



	/Supplementary Figure S3: The degrees of freedom of the S3-S4 complex along several simulated trajectories during activation

