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Supplementary Information

The modified parameters of the Dreiding forcefield are regrouped in Tables S1 and S2.

Table S1. Modified dihedral parameters for Dreiding forcefield. 

C_R C_R C_3 X Dihedral 20 -1 3
C_R O_R C_3 H_ Dihedral 1 1 2
C_R O_R C_3 X Dihedral 5 1 2
H_ C_3 N_3 C_R Dihedral 12.5 1 2
X N_3 C_3 X Dihedral 5 -1 5
X N_3 C_R C_R Dihedral 11 1 2
X N_3 C_R X Dihedral 5 1 2
X O_R C_R X Dihedral 8 1 3
X O_R C_3 X Dihedral 7 1 2

Table S2. Modified van der Waals parameters for Dreiding forcefield.

Fi Fj Functional Form D0/kcal/mol R0/Å
H_ H_ L_J_12_6 0.0152 2.8

For details on the optimization procedure of the force field, refer to the supplementary information provided in our 
previous work [S1], which also provides the justification for the size of the CNTs used in the simulations. 
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