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Figure S1. Residue-based backbone RMSF profiles for wild-type, G40E and S118

monomers and dimers. WT denotes the wild type.
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Figure S2. Dimerization of Bax a9 during pore formation simulation. The Bax o9 was
initial inserted into membrane without contact, unlike the dimeric conformation in
other Bax segments. However, the a9 spontaneously dimerize, increasing overall
stability of Bax pore. The plot reports the distances between the center of masses for

the different Bax a9 units.
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Figure S3. Bax docecamer forms toroidal pore in membrane after 1.5 ps simulation.
(A) Distribution of lipid head group perpendicular to the membrane. (B) and (C) Top
and side view of lipid head groups of membrane portion of the pore.



Table S1. GMBYV energies for the simulated systems.

Emonomer (kcal/mol) Edimer (kcal/mol) AE (kcal/mol)
Wild Type -6233.72 -12425.60 41.84
G40E -6209.00 -12454.00 -36.00
S118l -6165.67 -12464.40 -133.06




