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Figure S1. Typical physical property evolution of woven PE, woven PPP, and woven PA in the 

isothermal−isobaric (NPT) ensemble. (a) Radius of gyration evolution of woven PE, woven 

PPP, and woven PA in the NPT ensemble; (b) Volume evolution of woven PE, woven PPP, and 

woven PA in the NPT ensemble; (c) Density evolution of woven PE, woven PPP, and woven 

PA in the NPT ensemble; (d) Total energy evolution of woven PE, woven PPP, and woven PA 

in the NPT ensemble. 

 

 



 

Figure S2. The pristine structure of PE-CNT, PE-BN, and PE-Cu. (a) Main view of PE-CNT; (b) 

Lateral view of PE-CNT; (c) Main view of PE-BN; (d) Lateral view of PE-BN; (e) Main view of 

PE-Cu; (f) Lateral view of PE-Cu. 

 

 

Figure S3. Typical physical property evolution of PE-CNT, PE-BN, and PE-Cu in the 

isothermal−isobaric (NPT) ensemble. (a) The volume evolution of PE-CNT, PE-BN, and PE-Cu 

in the NPT ensemble; (b) The total energy evolution of PE-CNT, PE-BN, and PE-Cu in the NPT 

ensemble. 

 



 

Figure S4. Steady state energy tally and temperature distribution in non-equilibrium molecular 

dynamics simulation for PE-CNT, PE-BN, and PE-Cu. (a) Steady state energy tally of PE-CNT; 

(b) Steady state temperature distribution of PE-CNT; (c) Steady state energy tally of PE-BN; (d) 

Steady state temperature distribution of PE-BN; (e) Steady state energy tally of PE-Cu; (f) 

Steady state temperature distribution of PE-Cu.    

 


