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Fig. S1 Molecular dynamics snapshot of the monolayer BN-HGY after keeping the

structure in a canonical ensemble for 5 ps time duration at 1000 K.
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Fig. S2 Temperature fluctuations in the monolayer BN-HGY after keeping the structure

in a canonical ensemble for 5 ps time duration at 1000 K.
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Fig. S3 Total density of states of BN-HGY with (a) Single aluminum atom doped at sp-
hybridized boron atom (b) Single aluminum atom doped at sp>-hybridized boron atom
(¢) Single silicon atom doped at sp-hybridized boron atom (d) Single silicon atom doped
at sp2-hybridized boron atom (e) Single phosphorus atom doped at sp-hybridized boron
atom (f) Single phosphorus atom doped at sp>-hybridized boron atom. Eg represents the

Fermi level.
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Fig. S4 Total density of states of (a) Li decorated BN-HGY (b) Mg-decorated BN-HGY
(¢) Sc-decorated BN-HGY (d) Y-decorated BN-HGY. Ex denotes Fermi energy.
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Fig. SS The refractive index plot of the BN-HGY structure with respect to the energy of
incident photon.

Structural files:
1. Position of atoms in BN-HGY unit cell
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2. BN-HGY (2*2 supercell) coordinates after keeping the system in canonical
ensemble for S ps at 1000 K
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