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Figure S1. (A) Number of contacts between the gp41rk peptide in the GP411 simulation with
lipid molecules as a function of time. (B) Minimum distance between the gp41rk peptide in the

GP411 simulation and an atom of a lipid molecule as a function of time.
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Figure S2. Peptide-Lipid RDFs from the GP411 simulation. (A) radial distribution functions
between DMPC P atoms in the leaflet of the bilayer to which the peptide is not bound and gp41rk
hydrophobic residues (black), polar residues (red) and positive residues (blue). (A) radial
distribution functions between DMPG P atoms in the leaflet of the bilayer to which the peptide

is not bound and gp41rk hydrophobic residues (black), polar residues (red) and positive residues

(blue).
A . B .
(@) @)
o2 O 3-
£ e
el el
© [\
o o 2]
O 1 O
o o
S = 4
o ()]
> ks
0 T T T 0+ T
0 10 20 30 30
r (A)




Figure S3. (A) Number of contacts between the gp41rk peptide #1 (black) and the gp41rk
pepide #2 (red) in the GP412 simulation with lipid molecules as a function of time. (B)
Minimum distance between the gp41rk peptide #1 (black) and the gp41rk peptide #2 (red) in

the GP412 simulation and an atom of a lipid molecule as a function of time.
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Figure S4. (A) Number of protein-protein contacts in the GP412 simulation as a function of time

and (B) minimum distance between the proteins as a function of time.
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Figure S5. Peptide-Lipid RDFs from the GP412 simulation. (A) radial distribution functions
between DMPC P atoms in the leaflet of the bilayer to which the peptides are not bound and
gp41rk hydrophobic residues (black), polar residues (red) and positive residues (blue). (A) radial
distribution functions between DMPG P atoms in the leaflet of the bilayer to which the peptides
are not bound and gp4l1rk hydrophobic residues (black), polar residues (red) and positive

residues (blue).
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Figure S6. (A) Number of contacts between the gp41rk peptide #1 (black), gp41rk peptide #2
(red), gp4lrk peptide #3 (blue) and gp41rk peptide #4 (green) in the GP414 simulation with lipid
molecules as a function of time. (B) Minimum distance between the gp41rk gp41rk peptide #1
(black), gp41rk peptide #2 (red), gp41lrk peptide #3 (blue) and gp41rk peptide #4 (green) in the

GP414 simulation and an atom of a lipid molecule as a function of time.
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Figure S7. (A) Number of protein-protein contacts in the GP414 simulation as a function of time
for the gp4lrk #1 - #4 pair (black) and the gp41rk #2 - #3 pair (red) and (B) minimum distance

between the gp4lrk #1 - #4 pair (black) and the gp41rk #2 - #3 pair (red) as a function of time.
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