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Figure S1: Figure 6. Spin density (Iso-surface value: 0.001 e/Å3; Na: yellow ball; F: grey ball; Cl: green 
ball) in NaF monolayer doped with (a) Mg, (b) Ca, (c) Sr, and (d) Ba; and NaCl monolayer doped with (e) 

Mg, (f) Ca, (g) Sr, and (h) Ba.
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Figure S2: Figure 10. Spin density (Iso-surface value: 0.004 e/Å3; Na: yellow ball; F: grey ball; Cl: green 
ball) in NaF monolayer doped with (a) O, (b) S, (c) Se, and (d) Te; and NaCl monolayer doped with (e) 

O, (f) S, (g) Se, and (h) Te.

Fig.S3: Atomic structure of NaF (left side) and NaCl (right side) monolayer after 5000 fs of AIMD 
simulations.



Fig.S3 (cont): Atomic structure of Ca-doped NaF (left side) and Ca-doped NaCl (right side) monolayer 
after 5000 fs of AIMD simulations.

Fig.S3 (cont): Atomic structure of S-doped NaF (left side) and S-doped NaCl (right side) monolayer after 
5000 fs of AIMD simulations.



Fig.S3 (cont): Atomic structure of CaO1-codoped NaF (left side) and BaO1-codoped NaCl (right side) 
monolayer after 5000 fs of AIMD simulations.


