Description of Additional Supplementary Files

Supplementary Video 1: Structural comparison between VerATP inward facing 1, occluded closed, and collapsed closed state. Morph was made using UCSF ChimeraX

Supplementary Data 1: Input files for molecular dynamics of Pgp VinATP with kinked TM10 and vinblastine bound to inner cavity. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12a.

Supplementary Data 2: Input files for molecular dynamics of Pgp VinATP with straight TM10 and vinblastine bound to peripheral site. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12b.

Supplementary Data 3: Input files for molecular dynamics of Pgp with straight TM10 and vinblastine bound to both the inner and peripheral site. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12c.

Supplementary Data 4: Input files for molecular dynamics of of Pgp with kinked TM10 and vinblastine bound to both the inner and peripheral site. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12d.

Supplementary Data 5: Input files for molecular dynamics of Pgp VerATP inward facing state. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12e.

Supplementary Data 6: Input files for molecular dynamics of Pgp VerATP occluded closed state. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12f.

Supplementary Data 7: Input files for molecular dynamics of Pgp VinATP in POPG lipid nanodiscs with kinked TM10 and vinblastine bound to both central and peripheral site. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12g.

Supplementary Data 8: Input files for molecular dynamics of Pgp in the Apo state. Input files include input .gro file, the production .mdp file, and topology .top file. This is MD simulation shown in Supplementary Figure 12h.


