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Figure S1. RMSD of the backbone of TMD5 trimer during the 200 ns molecular 
dynamics simulations and RMSF per residue Cα of TMD5 monomers in the trimeric 
state in two replicates. 
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Figure S2. Distance of the center of mass of the Cα atoms of each two TMD5s in the 

last 100 ns simulation. 
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Figure S3. Protein secondary structures of TMD5 trimers with different reaction 

coordinates in 200 ns simulations. 
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Figure S4. Interaction details of D150 along the reaction coordinate. Residue D150 is 

shown in cyan sticks. Representative dihedrals are labeled in (A) and (B). The 

transmembrane helixes are depicted with gray cartoon representation and the monomers 

are numbered with colors in (C), (D), and (E). The lipids within 3 Å of D150 are shown 

with cyan lines. 
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Table S1. Protonated fraction observed at each pH value at different reaction 
coordinates. 
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