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! Two dimensional transition metal dichalcogenides (TMDs)
2 Chemical vapor deposition

® Liquid exfoliation

* Wet chemical synthesis
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! Density functional theory (DFT)
2 Mgller—Plesset perturbation theory
% Coupled cluster
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! Spanish Initiative for Electronic Simulations with Thousands of Atoms (SIESTA)
2 Kohn-Sham

® Generalized gradient

* Kleinman-Bylander

> Large-scale Atomic/Molecular Massively Parallel Simulator (LAMMPS)
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