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Method: wmolecular static calculations with two different interatomic empirical potentials specially developed for the study of FeCr alloys have been performed in the
study of the formation and binding energies of the vacancy clusters. One potential is based on a two-band model formalism (2BM)! and the other one has been created
introducing an explicit dependence on concentration (CDM)?2. Initial calculations in order to determine the cluster geometry more stable for each cluster size (up to 5) have
been performed over size cells of 2000 atoms. Calculations for the more stable geometries of each cluster size and exploring all the possibilities of the cluster environment
were performed on size cells of 250 atoms.
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Conclusions

als
ys with 1,5,10,15% Cr

-Differences in the formation energy between CDM and 2BM potentials more appreciable with:
« the Cr concentration
« the size of the cluster

-Stability increases with the cluster size for vacancy clusters up to 5

-Binding energy does not depend on the Cr concentration for both potentials.
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Further work

» Study the effect of the Cr concentration on:

e 111, 110 and 100 FeFe and FeCr Interstitials Formation Energy
« Formation and Binding energies of Interstitial Clusters

» Study the effect of the Cr local concentration on the Interstitial Formation Energies
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