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Figure S1. The calculated FWHM of h-BCN monolayer in for different atomic configuration using 

the optimized Tersoff potential. 
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Figure S2. Change in temperature and potential energy of the h-BCN system during MD relaxation 

simulation. Variation in (a) temperature and (b) total potential energy with respect to the relaxation 

time. 
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Figure S3. Illustration of the initial stages of failure in h-BCN sheet at 100 K. The green oval 

shape shows the bond breaking, crack propagation and also the formation of vacancy type defects 

in the sheet due to the deformation.  
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Figure S4. Illustration of the initial stages of failure in h-BCN sheet at 100 K along the (a) armchair 

and (b) zigzag orientations. 

 

 


