200 T T T T
150
100

50

Phig,

-50

-100

-150

_200 1 1 1 1 1 1 1
0 10 20 30 40 50 60 70 80

time (ns)

Figure S13. Trajectory of ¢g, backbone dihedral angle in TMD; simulation. Black and
maroon dashed lines represent the angles adopted by ¢ig> in WPDgpen and WPDgjosed Crystal
structures. Yellow lines represent the trajectory of ¢hg, from WPDgpen t0 WPDgiosed
conformations, while blue lines represent the trajectory of ¢g, from WPDgjosed 10 WPDgpen

conformations.



