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Figure S1. Closed views of the complexes of Aβ1-42 monomers and (A) TGN1, (B) TGN2, (C) 

TGN3, and (D) TGN4 on the upper-layer surfaces of the POPC membranes. The Aβ1-42 monomers, 

ligands, and POPC membranes are shown in magenta-mesh, orange-stick, and green-mesh 

representations, respectively. 

 

 



 

Figure S2. Correlation between the MM-GBSA scores and the MSD values of TGN1, TGN2, 

TGN3, and TGN4. 
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Figure S3. The mobilities in the z-direction of the Aβ1-42 monomer structures in (A) TGN1, (B) 

TGN2, (C) TGN3, (D) TGN4, and (E) no ligand (only monomer) models in the POPC membranes 

are shown as MSD on the ps timescale. 


