L'3y (approximate FesN) Structure:
AB_hP4 194 ¢ a-003
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Prototype FesN

AFLOW prototype label AB_hP4.194_c_a-003
Strukturbericht designation L'3,

Pearson symbol hP4

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=AB_hP4_194_c_a-003
--params=a, ¢/a

Other compounds with this structure
,B—CT&Q, CVQ, "y—CWQ, MHQN, 1\Ib21\17 Tang
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e The L3 designation is only found in (Smithells, 1955) and (Pearson, 1958), as well as their following volumes.

e Smithells gives two possible positions of the nitrogen atoms. We use the one that matches Pearson, which (Parthé, 1993)
notes is equivalent to the NiAs B8 structure, but here the (2a) nitrogen site is only half-filled to maintain stoichiometry.

e Neither of the defining references gives a source for the structure.

e It is likely an approximation to e-FesN, which has the |[3-VoN L'35 structurel

e We take the lattice constants for this structure from the Fe-Fe distances in e-FeoN provided by (Hendricks, 1930), though

this is not the structure described by Hendricks.

e The similar compounds list is taken from (Pearson, 1967). As it is quite similar to the list for 5-V3N, it is likely that this
structure is only an approximation to the correct structure for these compounds as well.

e FeyN is also observed in the (-FeoN structure.

e This structure has the same AFLOW designation, AB_hP4_194_c_a_Fe2N, as B8;. The two structures differ by their

lattice constants and the half-occupancy of the (2a) site in L'3y.
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