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Figure S1. The fluctuations of temperature and free energy, as well as the final structures after the
AIMD simulations for [(a), (b)] H-MoN,H, and [(c), (d)] T¢—MoN;H, sheets.
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Figure S2. The fluctuations of temperature and free energy, as well as the final structures after the
AIMD simulations for [(a), (b)] H-WN,H; and [(c), (d)] Tq—WN_H, sheets.
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Figure S3. (a) The PBE+SOC bands and (b) atom structure of armchair T4—WN,H; nanoribbon.



