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Figure S1. The initial setup of the membrane structure. (A) Two membrane was put 

close contact with a distance of ~2nm. The lipids and water molecules in red color in 

the contact region in (A) were removed to generate the HD structure. (B) The structure 

of two membranes after removing of partial lipids and water molecules of the two 

contacted leaflets. 
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Figure S2. Structure evolution during equilibration simulation. A HD structure was 

formed after 10 ns equilibration simulation. The equilibrated structure at 10 ns was 

used for the product simulations. 
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Figure S3. The total energy of the system and the RMSD of lipids during the 

equilibration simulation. It showed that the structure was well equilibrated after 10 ns 

simulation. 


