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Table S1. The adsorbed structures and binding energies for Seg and Li,Se, (n =1, 2, 4, 6, 8)
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Table S1. The adsorbed structures and binding energies for Seg and Li,Se, (n =1, 2, 4, 6, 8) molecules at different lithiation stages within the

E,=1.14evV =1 E,=0.08 eV

AA-stacking bilayer C4Ns.
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Table S2. The adsorbed structures and binding energies for Seg and Li,Se, (n =1, 2, 4, 6, 8) molecules at different lithiation stages within the
AB-stacking bilayer C4Nj.
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Table S3. The optimized configurations for Seg and Li,Se, (n =1, 2, 4, 6, and 8) interacting with the different electrolytes (EC, DEC, and DOL).
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