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Figure S1. Graphical representation of the distance restraints used during peptide CG docking 
simulations. The red arrows indicate the distance restraints imposed on the SC atoms pairs of the 
corresponding amino acid residues in adjacent peptide monomers in the predicted protofilament 
model. The restraint distance was set at 5 Å. In the example above, five peptide chains (with 8 amino 
acid residues in the peptide chain) are docked simultaneously during a single simulation. According to 
the CABS-dock convention, the first peptide chain is treated as the receptor protein (blue color). The 
remaining peptide chains are treated as docked ligands (green color). 

 

 



 

Figure S2. The two top-scored models of protofilament structures consisting of 5 peptide chains. Two 
models with the lowest pcaRMSD value after MD geometry optimization were selected. The top panel 
shows two models after MD simulation, bottom panel shows the same two models before MD 
simulation. On the right side, two models are superimposed on each other. The middle panel shows a 
plot of the RMSD values recorded during 100 ns AA MD simulation of the two protofilament models. 

 

 

 

 



 

Figure S3. Amyloid fibril structure fluctuations during MD simulation. Fibril structures were 
extracted every 1 ns of the 1μ trajectory. Next, 1000 extracted structures were superimposed on each 
other and displayed in C-alpha trace representation. The fibrils are shown in a side view - panel A, and 
a view along the long axis of the fibril. The data was extracted from the simulation 1 of the fibril 
model 1 (M1_SIM1). 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 



 

 

 



 

 

 
 



 
 
 
 
 



 
 
 
 
 



 
 
 
 
 



 
 
 
 
 



 
 
Figure S4. Ramachandran plots created using 8 predicted models of amyloid fibrils using 
PROCHECK program [1]. 
 



 

Figure S5. Structure of a single ACC1-13 monomer extracted from the model of amyloid fibril. Panels 
A and B show single monomer chain in all-atom representation and C-alpha trace representation 
respectively (view along the long axis of the fibril). Panels C and D show single monomer in all-atom 
representation and the three adjacent monomer chains in C-alpha trace representation respectively 
(side view of amyloid fibril). Disulfide bond between Cys6 and Cys11 is shown in color yellow.  
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