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Table S1. Force field parameters related to the -N=N- connection. 
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Figure S1. Polymer morphologies of (a, b) π-π stacking structures and (c, d) amorphous structures 

with different LJ parameter strengths, (a, c) 10X and (b, d) 1X. 

 

 

 
Scheme S1. Simulation procedure for relaxing the polymer model and thermal conductivity 

calculations. 
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Figure S2. Polymer radius of gyration (Rg) comparison between the 4 polymer models: amorphous 

1X vs amorphous 1X, and π-π 10X vs amorphous 10X. 

 

 

 

 
Figure S3. Comparison of polymer schemes: π-π 1X vs amorphous 1X, and π-π 10X vs amorphous 

10X. In the amorphous structures, the side-chains are more entangled, but the polymer backbone 

conformations are similar to those of the π-π stacking structures. 
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Figure S4. NEMD method for calculating thermal conductivity in the y-axis. (a) Scheme of the 

simulation model. (b) Heat flux calculation. (c) Temperature gradient calculation. 
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