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1. Calculate hydrogen absorption energy, E_;
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1. Randomly generated 100000 Cr:0.255 Ni:0.179
patterns of 6 combinations of Fe,
Cr, Ni (octahedral site) with
atomic ratio of alloys as probability.

2. Calculate hydrogen absorption
energy for each octahedral site.

3. From hydrogen absorption
energyE ,;,, calculate hydrogen
occupancy for each octahedral site.
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