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Figure S1. (a) The geometries of CasCy4N,4 after the MD simulations (2000 fs, at 600 K) and
(b) the variation of potential energy of this system with the time
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Figure S2. Molecular graphs of CO, adsorbed structures on CaCyNy4: (a) 1CO,@CaCy4Nyg4, (b)
2C02@C3.C24N24, (C) 3C02@C3C24N24, (d) 4C02@C3.C24N24, (e) 5COQ@C&C24N24 and (f)
24CO,@CaCyyNyy. The small red circles indicate the BCPs.

P ® : S “'.-\'-‘ yo 1 f\:
L] Y« ey
.\.;»' b?‘/;. ; o R ". “or
% [ i
' ] : ot

(d) (e) (83}




