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Figure S1.  Band structure of (a) CoB and (b) CoP.
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Figure S2. The optimized structure of single Mg atom adsorption on CoB anti-MXene at different 
sites (diglyme condition).
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Figure S3. The optimized structure of single Mg atom adsorption on CoB anti-MXene at different 
sites (triglyme condition).
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Figure S4. The optimized structure of single Mg atom adsorption on CoP anti-MXene at       
different sites (diglyme condition).
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 Figure S5. The optimized structure of single Mg atom adsorption on CoB anti-MXene at different 
sites (triglyme condition).



Figure S6. (a-f) depict the optimized structures of Mg8Co18B18 and Mg8Co18P18 systems, 
respectively for vacuum, diglyme, and triglyme effects. 


