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Table S1. The calculated EA values for all considered adsorption sites, with respect to the vacuum 
reference states and bulk-metal reference states.

Total Energy of adsorbed state (eV) Adsorption of alkali-metals on h-BAs monolayer (eV)
Adsorption 

Sites Li@BAs Na@BAs K@BAs EA
(Li-isolated)

EA
(Li-bulk)

EA
(Na-

isolated)

EA
(Na-bulk)

EA
(K-isolated)

EA
(K-bulk)

H-site -1701,79 -1795,98 -1799,78 -2.393 -0.422 -1.658 -0.322 -1.817 -0.814

TAs-site -1701,76 -1795,97 -1799,78 -1.970 -0.013 -1.490 -0.153 -1.746 -0.743

TB-site -1701,75 -1795,96 -1799,77 -1.843 0.113 -1.333 0.003 -1.615 -0.612

Figure S1

Figure S1. Total and Partial density of states (TDOS & PDOS) of  h-BAs monolayer with highest 
capacity of adatoms. The Fermi levels are set to zero and are indicated by the dashed lines.


