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1. Atomic structures of constructed monolayers unit-cells in VASP POSCAR.
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2- AIMD results for the thermal stability.
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Fig. S1, Top and side views of C;Ng and CoN, monolayers after the AIMD simulations for 20 ps.
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3- Failure mechanism upon the uniaxial loading.
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Fig. S2, Top views of the single-layer C;Ng, CoN4and C10N3 at strain levels shortly after the ultimate
tensile strength point. S, and S|, depict the strain levels for the uniaxial loading along the x than y
directions, respectively

4- HSEO6 results for the total electronic density of states.
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Fig. S3, Total electronic density of states predicted by the HSE06 functional. The Fermi energy is aligned
to zero.



