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BAND STRUCTURE MoSe; + P
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UNFOLDING OF A BAND STRUCTURE
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UNFOLDING OF BAND STRUCTURE
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UNFOLDING OF BAND STRUCTURE
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LAPW BASIS

Positions of nuclei

Muffin-tins Interstitial

D. Wortmann. “DFT in practice”. In: Computing Solids. Forschungszentrum Julich GmbH.
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UNFOLDING OF BANDSTRUCTURE (2)

For the LAPW basis: Test case - Si bulk
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UNFOLDED BANDSTRUCTURE MoSe, + P
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3X3 VS 5X5 - MoS; + Cr DEFECT SYSTEM
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INFLUENCE OF COUPLING AND DEFECT
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IMPLEMENTATION IN FLEUR

<output dos="F" band="F" vacdos="F" slice="F">
<checks vchk="F" cdinf="F" disp="F"/>
<densityOfStates ndir="0" minEnergy="-.58" maxEnergy=".50" sigma=".015"/>
<vacuumbDOS layers="0" integ="F" star="F" nstars="0" locx1=".00" locyl=".00" locx2=".00" locy2=".00" nstm
="0" tworkf=".00"/>
<unfoldingBand unfoldBand="F" supercellX="1" supercellY="1" supercellZ="1"/>
<plotting iplot="F" score="F" plplot="F"/>
<chargeDensitySlicing numkpt="@" minEigenval=".00" maxEigenval=".00" nnne="0" pallst="F"/>
<specialOutput form66="F" eonly="F" bmt="F"/>
</output>

urpral.
unfoldingBand
unfoldBand A boolean switch that defines if unfolding is used and additional weights are written.
supercellX The size of the supercell (in units of simple unit cells) (iteger value) in X direction.
supercellY The size of the supercell (in units of simple unit cells) (iteger value) in Y direction.

supercellZ The size of the supercell (in units of simple unit cells) (iteger value) in Z direction.
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E — Ep(eV)

SUMMARY

Unfolding of supercell band structures helps to understand the

material properties
Unfolded band structures represent the defect as a

perturbation to the pristine system (like in ARPES experiments)
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