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> Development of an open-source and user-friendly software (DMFTwDFT) with a Python interface
combining DMFT to various electronic structure packages including VASP, Siesta, and Wannier90.

»> Application of the DMFTwWDFT package to the characterization of novel electronic and structural

. properties of strongly correlated materials including transition metal oxides and heavy fermion systems.
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* Conventional density functional theory (DFT)
fails in strongly correlated materials.

describe strongly correlated materials local Green’s function G(w) and the self-energy Z(w)

subspaces.
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s of the DMFTwDFT package

DMFTwDFT website: https://github.com/DMFTwDFT-project/ DMFTwWDFT ( SrvVO0;, NIiO LaNiO, \

Interfacing with various DFT codes Comparing our result with other DMFT codes Comparing DMFT band stucture with the ARPES experiment
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