B-NaFeOs Structure:
ABC2_0P16_33_a_a_2a-001
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Prototype NaFeOq
AFLOW prototype label ABC2_0P16_33_a_a_2a-001
ICSD 186309
CCDC 169574
Pearson symbol oP16
Space group number 33
Space group symbol Pna2,

AFLOW prototype command aflow --proto=ABC2_oP16_33_a_a_2a-001

——para.ms=a,b/a,c/a,x1, Y1,21,%2,Y2,%22,T3,Y3,23,T4,Y4, 24

Other compounds with this structure

AgAlOs, AgGaOs, AgInSs, AgInSe;, BeCNy, BeGeNs, BeSiNy, BrNZny, CINZng, CuGaOs, LiAlOy, LiAlSes, LiGaOq, LiGaS,,
LiGaSes, LilnSey, MgCNy, MgGeNs, MgSiNo, MgSnNs, MnGeNsy, MnSiNs, NBrZny, NClZny, NaAlOy, NaGaOs, ZnGeNo,
7ZmSiNg
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e NaFeOs is found in three different forms (El-Shobaky, 1988; Singh 2018).

— «a-NaFeQs| is the low temperature structure
— |3-NaFeOo| (this structure) is the intermediate temperature structure, which exists at room temperature, and
— «-NaFeOs, the high temperature form, is in the y-LiAlOs structure.

e The temperature range seems to be uncertain, 5-NaFeOs is said to be the room temperature structure (Viret, 2012) but
a-NaFeQOs is observed at 1000°C (El-Shobaky, 1988).

e Although the title from (Viret, 2012) says “new,” this structure was first reported in 1950 by (Berataut, 1954) (ICSD
27117, CCDC 1602445).

e Space group Pna2; #33 is polar and so allows an arbitary choice of the zero of the z-axis. Here we set z; = 0 for the Fe I
atoms.

e |3-NaFeOs| and [LiGaOs have the same AFLOW prototype label, ABC2_0P16_33_a_a_2a. They are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

a L2a3
a; = ax
ap, = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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