








• Virtual NanoLab

• Is a commercial point-and-click software for simulation and analysis of 
physical and chemical properties of nanoscale devices



• The Vienna Ab initio Simulation Package, better known as VASP, is a 
package for performing ab initio quantum mechanical calculations 
using either Vanderbilt pseudopotentials, or the projector augmented 
wave method, and a plane wave basis set.









conclusion

• We create the in-plane GBN heterostructure by implanting graphene 
island on hexagonal boron nitride substrate and vice-versa. And 
create some vacancies at different location on the system. We 
realized that the vacancy defect we created does not necessarily lead 
to structural instability; although surface distortion and 
reconstruction were observed. 

• Hybrids that contain smaller island sizes shows metallic properties 
and exhibit a substantial amount of magnetic moment for possible 
localized spin utilization. We can also report that the band gap of 
graphene or h-BN can be tuned by implanting appropriate size of 
graphene sheet on an h-BN substrate, and vice- versa.
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