Low Temperature FeSiy Structure:
AB2_0C48_64 _df 2¢-001
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Prototype FeSiy

AFLOW prototype label AB2_0C48_64_df_2g-001
ICSD 9119

CCDC 1594170

Pearson symbol 0C48

Space group number 64

Space group symbol Cmece

AFLOW prototype command aflow —-proto=AB2_oC48_64_df_2g-001
——params=a, b/a7 c/a, T1,Y2,22,T3,Y3,23,T4,Y4, 24

e This is the low temperature structure of FeSi,. This transforms to the tetragonal high temperature structure| above
962-1000K, with the exact temperature dependent up on the iron concentration in the high temperature phase. (Villars,
2018)
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Base-centered Orthorhombic primitive vectors
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