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Fig. S1 (a) Atomic structure of after 10 ps and (b) the phonon spectrum of the B2P6 monolayer.
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Fig. S2 Band structures of monolayer B2P6 under the biaxial tensile strains of (a) 1%, (b) 3%, (c) 5%, 

(d) 6%, (e) 8% and (f) 9%, respectively, obtained by the HSE06 functional.

Fig. S3 The optimized structure of the (a) H2O and (b) O2 molecule adsorbed B2P6 system.


