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Step One: Which atoms?
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g Step Two: Doping method

Two methods:

+ Replace Aluminium
directly with Iron

* Replace Aluminium with
Copper, then the closest
Copper atom with Iron

-l

Figure 1: Diagram displaying Fe defects
within CuAl ,Fe,S, for various x values

Step Three: Simulation & Analysis
pu— —

PBE Density Functional Theory (DFT) modelling method —
this method of simulation provided lots of information about —

\electronic structure of the material
Figure 2: Equation to calculate AHp = (Epefect — EBase) + q(Bv — Er) + an(p,j + Auy)
formation energy F

Python used to calculate formation energies and plot “Density _
Of State” (DOS) graphs
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