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Figure S1: Front and side views of optimized BN-G with diverse number of (a) 4Li, (b) 8Li, (c) 

10Li, (d) 4Na, (e) 8Na and (f) 10Na atoms respectively.
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Figure S2: Front and side views of optimized BN-GO with diverse number of (a) 4Li, (b) 8Li, (c) 

10Li, (d) 4Na, (e) 8Na and (f) 10Na atoms respectively.
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Figure S3: Front and side views of optimized BN-rGO with diverse number of (a) 4Li, (b) 8Li, 

(c) 10Li, (d) 4Na, (e) 8Na and (f) 10Na atoms respectively.
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Figure S4: Deformation density map for most stable adsorption site for Li adsorption on (a) BN-

G, (b) BN-GO and (c) BN-rGO and diverse number of (d) 4 Li, (e) 8 Li and (f) 12 Li on BN-rGO; 

where red color indicates the electron enrichment area and blue color indicates the electron 

deficient area. The iso-surface is set at 0.02 e/ .±  Å3
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Figure S5: PDOS of Li atom adsorption on (a) BN-G, (b) BN-GO and (c) BN-rGO nanosheets 

and Na atom adsorption on (d) BN-G, (e) BN-GO and (f) BN-rGO at most stable adsorption sites.
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Figure S6: Spin polarized PDOS of BN-rGO nanosheet with diverse number of a) Li and b) Na 

atoms.


