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Table S1. Lennard-Jones parameters and atomic charges. The LJ parameters for COF-8 and CHCl3 atoms 
are adopted from the Amber force field (ref. 1), except for B atom that is from ref. 2. The parameters for C 
atom in CNT are from ref. 3.  
 

Species Atoms σ (nm) ε (kJ/mol) q (e) 
 
 
 
COF-8 

B 0.3960 0.1423 +0.5029 
O 0.2960 0.8786 −0.4193 
C1 0.3400 0.3598 −0.0676 
C2 0.3400 0.3598 +0.3381 
C3 0.3400 0.3598 +0.1563 
C4 0.3400 0.3598 −0.2403 
H 0.2650 0.0657 +0.1120 

     
 
CHCl3 

C 0.2789 0.2466 −0.3847 
Cl 0.3564 1.3598 +0.0396 
H 0.3011 0.6897 +0.2659 

     
CNT C 0.3400 0.3598 0 

 

 
Table S2. Parameters of bond stretching and bending potentials for CHCl3. 

 
 Stretching  
i-j kr [105 kJ/(mol·nm2)] r0 (nm) 
C-Cl 1.9447 0.1758 
C-H 2.8451 0.1100 
   
 Bending  
i-j-k kθ (102 kJ/mol) θ0 (degree) 
Cl-C-H 3.1882 107.68 
Cl-C-Cl 6.5019 111.30 
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