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Fig. 1 SI-1: Time evolution of the (a) Kinetic Energy, (b) Potential Energy, and (c) Temperature (K) of the BCN and BCN-defect configuration (Fig 1),
respectively. The energy is expressed in Atomic Units (a.u.)
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Fig. 2 SI-2: RDF of Carbon with (a) Boron, (b) Nitrogen, and (c) Carbon for BCN and BCN-defect configuration (Fig 1).
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Fig. 3 Sl-3a: Energy-strain relationship for BCN and BCN-defect configuration (Fig 1).



BCN: Deformation potential of hole along x-axis
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Fig. 4 SI-3b: Shifts of valence band under uniaxial strain for BCN and BCN-defect configuration (Fig 1).



BCN: Deformation potential of electron along x-axis BCN: Deformation potential of electron along y-axis
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Fig. 5 SI-3c: Shifts of conduction band under uniaxial strain for BCN and BCN-defect configuration (Fig 1).
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Fig. 6 Sl-4: Phonon band structure of BCN monolayers as shown in Figure 1(a,b).




=0.6542eV

ap

E

DOS (arb. unit)

(.2435 eV

=(.8283 eV

E !

=0.3745 eV

E

=(.9864 eV

E d

A
.;,
/|

*N_,;‘

(A 'a-g

.:; .r i.

=+ o

_,

.

5

(f) Fig. 1b.

) Fig. 7d, and

(e

Fig. 7 SI-5: Band Structure and total density of state (TDOS) plot for (a) Fig. 1a, (b) Fig. 7a, (c) Fig. 7b, (d) Fig. 7c
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Fig. 8 SI-6: Work function plot for (a) Fig. 1a, (b) Fig. 7a, (c) Fig. 7b, (d) Fig. 7c, (e) Fig. 7d, and (f) Fig. 1b.



