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Figure S1. The crosslinking flowchart and criteria used in this study reported in our previous study[1].

A is the acceleration factor that accelerates the simulation
(in this study, we set A to 10%); Es is the activation energy
for the forward and backward reactions, at here, E. for
forward reaction is 62.46 kcal/mol for ki, and 52.48
kcal/mol for k2; As the backward reaction, Ea. is 43.76
kcal/mol for k-1.R is the universal gas constant; and T is the

local temperature at the reaction sites, which was
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Figure S3. RMSEs-temperature plot for (a) S-small; (b) S-large with lowest point. Color code: blue for low

temperature region; red for high temperature region.

Structure information for CO2 used in this study.

1C1 0.0000 0.0000 0.0000 C
202 0.0000 0.0000 1.1607 O
303 0.0000 0.0000 -1.1607 O

Structure information for CO2 and triazine ring complex.
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