
 
 
Figure S8. Targeted MD Simulation. (A) Highlighted timepoints for focus on interactions 
between Et and AdeB (0 ns and 7 ns). Box colors correspond to blown-up images. (B) Focused 
images of AdeB-Et interactions at selected timepoints from TMD simulation. Locations correspond 
to the entrance binding site (red) and ethidium leaving through the extrusion tunnel (magenta). Et 
is colored cyan while all residues within 4.5 Å are highlighted with yellow sticks in all images.  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 




