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Figure S1. (a) The total potential energies at the temperature of 300 and 2000 K
during 10 ps. (b) The snapshot of 300 K for bct-C56 at the end of 10 ps. (c) The
snapshot of 2000 K for bct-C56 at the end of 10 ps.
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Figure S2. The band structures of bct-C56 at the high symmetry points along the line
X-Zy, X-N, M-P, and I"-N.
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Figure S3. The 3D band structure of bet-C56 along the X-P-N-N; plane.

Figure S4. The band structure of bct-C56 by considering SOC effect.
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Figure S5. The most stable structures at different concentration (a-d) Li-, (e-1) Na-,
and (j-o) K-ions in 3D porous bct-C56.
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The cif file of bet-¢56 in vasp format.
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