Ferroelectric NaNOgy (F'b5) Structure:
ABC2 0l8 44 a a c-001

This structure originally had the label ABC2_018_44_a_a_c. Calls to that address will be redirected here.
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Prototype NaNO,

AFLOW prototype label ABC2_018_44_a_a_c-001
Strukturbericht designation F55

Mineral name sodium nitrite

ICSD 15400

Pearson symbol ol8

Space group number 44

Space group symbol Imm?2

AFLOW prototype command aflow --proto=ABC2_o0I8_44_a_a_c-001

--params=a, b/a,c/a, z1, 22,3, 23

Other compounds with this structure
AgNOd (F512)

e This is the low-temperature phase of NaNOs, ferroelectric below 158°C.

e (Kay, 1961) gives the structure in the Im2m setting of space group #44. We have used FINDSYM to put it in the
standard I'mm?2 setting.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/JZVB
https://aflow.org/p/ABC2_oI8_44_a_a_c-001

e This structure is very similar to jsilver nitrite, AgNOy, F'515. We present both structures as they are listed separately in
the Strukturbericht volumes.

e The original publications give Wyckoff positions giving NaNOs the AFLOW prototype label ABC2_0I8 44 _a_a_c and
AgNO, the label ABC2_0I8 44 _a_a_d. When we apply our AFLOW prototype label rules, however, the label for both
structures becomes ABC2_0I8_44_a_a_c. The two structures are generated by the same symmetry operations with
different sets of parameters (--params) specified in their corresponding CIF files.

e The origin of the z coordinate in Imm2, or the y coordinate in Im?2m, is arbitrary. Here z3 is set to zero.

Body-centered Orthorhombic primitive vectors
a3

al
a2
ay = —gaXk+3by+ jc2
az = 3aX—1by+3cz
ag = gaX+3by—3cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a) + 21 as = c2 Z (2a) NI
B, = 29 a1 + 29 Ay = 20 Z (2a) Na I
B; = zzay + (z3 + 23) as + z3 a3 = ax3X + cz3 Z (4c) Ol1
By, = zzay; — (r3 — 23) ag — r3az = —ar3X +c23% (4c) OI1I
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