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Prototype As9Ca5Fe5Pt2

AFLOW prototype label A9B5C5D2 tP42 85 c2g cg ag bc-001

ICSD 423399

CCDC 1734613

Pearson symbol tP42

Space group number 85

Space group symbol P4/n
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• This is a high-temperature superconducting structure from the iron-arsenide family. The designation 10-4-8 comes from
the stoichiometry of the Ca-Pt-As substitutions to the FeAs structure.

• The data for this structure was taken at 100K.

• The sites labled Fe actually are Fe0.97Pt0.03. The Pt-I (2a) site is only partially occupied, with 12.3% of the sites vacant.

• There is no ICSD entry for (Ni, 2011). We use the similar structure from (Löhnert, 2011).
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2c ẑ (2b) Pt I

B4 = 3
4 a1 +

1
4 a2 +

1
2 a3 = 3

4a x̂+ 1
4a ŷ + 1
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ŷ + cz6 ẑ (8g) As II

B15 = −x6 a1 − y6 a2 − z6 a3 = −ax6 x̂− ay6 ŷ − cz6 ẑ (8g) As II
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