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Figure S1. The three SRUs analyzed in the MD simulations to represent surface A, B and core layer are highlighted in the 

cross-sectional view of collagen fibril model. The box shows the orientation of the fibril surfaces, shaded in gray, relative to the 

model.  

 

 

Figure S2. Cross-sectional views of slices taken at 10 to 12 nm from the N-terminus along the longitudinal axis (c-axis) of the 

collagen fibril model. The surface layer of the overlap region, highlighted by colors, expands outward (B) compared to the starting 

structure (A). Solid black lines show boundaries of the surface layers and dashed black line shows the original position of the layer 

boundary. 

 

 

Figure S3. Buildup of backbone–backbone intra- (solid) and inter-triple helix (dashed) protein–protein H-bonds per residue in the 

3a3b collagen fibril model through time. 

 

  


