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Highlights 

 t-NB2 is a newly predicted superhard material with Vickers hardness 43-54 

GPa. 

 t-NB2 exhibits both mechanical and thermodynamic stability. 

 Debye and melting temperatures reveal the strong microhardness of t-NB2.  

 DOS and Mulliken populations predict strong covalent bonding of B-B(B-N) 

atoms. 
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