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Fe self-diffusion in Fe-Al-Si melts –A combined ab
initio molecular dynamics and experimental study
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We present a combined first principle-based molecular dynamics (AIMD) simulations and experimental study
of Al-Fe melts. Measurements were performed using quasi elastic neutron scatting (QENS) to obtain the
self-diffusion coefficients of Fe at different Al-Fe compositions as a function of temperature.
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