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 OBJECTIVE  

  Atomistic Modeling of two-dimensional (2D) materials and its electronic devic-

es  using Density Functional Theory (DFT) Calculations. 

 Study effect of Mechanical strain, external Electric Field and  Twist angle on the 

electronic structure  of 2D materials and its Heterostructure  
 Doping enhancement in 2D Semiconductors  
 Design and study Mixed-dimensional (0D/1D/2D/3D) materials based Hetero-

structure for various Optoelectronic and Energy applications. 
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RESEARCH FACILITIES   
 

  Synapsis Quantum-Atomistic tool kit (ATK)   

Quantum-ATK is an atomic-scale modeling software enables large

-scale and more realistic material simulations, integrating multiple 

simulation methods, ranging from ab initio DFT to semi-empirical 

and classical force  

 

 

 

 

 

   High Performing Computation – 

 All in one Desktop (AIO) -2  HP-workstation Z2G8: Intel-i7-

11700/16 GB/1TB SATA harddrive disk, 2021 

 HP IDS ProOne 400 G5 20 inch HD+ Non-Touch All-in-One 

Business PC. 2020. 

 HP ProOne 400 G3 20 inch Non-Touch All-in-One  intel Core i5 
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