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Fig. S1. The computed band structure of pristine graphydine. The Fermi level was set

to zero in bule dashed line.
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Fig. S2. The obtained band structures of doped GDY systems with (a) Ip;, (b) Ips, (c)

Ip3, (d) Spy, (€) Spa, () Sp3, () Sps, (h) Isy, (1) Isz, (§) Is3, (k) Ssi, (1) Ssa, (m) Sg3, and (n)

Sgsa. The Fermi level was set to zero in blue dotted line.
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Fig. S3. The computed isosurfaces of spin density for (a) Ip, (b) Ip,, (c) Ips, (d) Spa, (€)

Sp3, (f) Spa, (g) Is3, and (h) Sgs.
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Fig. S4. Variations of temperature and energy versus the time for AIMD simulations
under 500 K for 10 ps with a time step of 1 fs and the corresponding schematic diagrams
of the atomic configurations after dynamics simulation (top and side views) for (a) Ip;

and (b) Spl .
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Fig. S5. The computed p-projected density of states of (a) Ipy, (b) Ips, (¢) Ips, (d) Spi, (€)

Spa, (f) Sps, (g) Spa, (h) Isi, (1) Isz, () Is3, (k) Ssi, (1) Ss2, (m) Sg3, and (n) Ss4. The Fermi

level was set to zero in red dotted line.






