NaMn-Oq9 Structure:
ATBC12_¢I40_204 bc_a_g-001

This structure originally had the label A7BC12_¢I40.204_bc_a_g. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/M5NA

https://aflow.org/p/A7TBC12_cI40-204_bc_a_g-001

Prototype Mn;NaO1qs

AFLOW prototype label A7BC12_¢I140_204 bc_a_g-001
ICSD 154189

Pearson symbol cl40

Space group number 204

Space group symbol Im3

AFLOW prototype command aflow --proto=A7BC12_cI40_204_bc_a_g-001
—Tparams=a, Y4, 24

Other compounds with this structure
SrMn7012

e This is a double perovskite structure. It is stable above 3GBar and above room temperature, but is metastable under
ambient conditions (Gilioli 2005ab). The actual composition of the measured sample is Nag g5 Mny 05012, with the excess
manganese displacing some of the sodium atoms on the (2a) site.

e The (6b) and (6¢) sites may be populated by two species of atoms. In that case we get the quaternary form of this
structure, prototype |CaCugMnyOqs.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/M5NA
https://aflow.org/p/A7BC12_cI40_204_bc_a_g-001
https://aflow.org/p/AB3C4D12_cI40_204_a_b_c_g-001

Body-centered Cubic primitive vectors

a; = —i1aX+3iay+3iaz
as = %afc — %ay—i— %ai
a3 = gaX+gay—jaz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Nal
B, = 3as+ 5 a3 ja% (6b) Mn I
Bs; fa+ a3 tay (6b) Mn I
B, = fa;+jap 302 (6b) Mn I
Bs %al—l—%ag—i-%ag %ai—i—iaff—i—iai (8c) Mn II
B = 1ag 1aX+ a9y — taz (8c) Mn II
B, = 1ay t1ax—tay+ taz (8c) Mn II
Bs = 1a; —jaX+ a9+ jaz (8¢) Mn II
By = (ya + z4) a1 + zga2 + ys a3 aysy +azs z (24g) 01
By = —(ya — 24) a1 + 2482 —ys a3 —aysy +az 2 (24g) Ol
Bix = (Ya — 24) @1 — zga2 +ysa3 aysy —aza z (24g) OlI
Biz = —(ya+24) a1 — 2182 —ysaz —aysy —azaz (24g) Ol
Bis = ysar + (ya + 24) az + z4 a3 azyX +ays z (24g) Ol
B = —yaar — (Y4 — z1) a2 + z1 a3 azaX — ays Z (24¢g) 01
Bis = ysas + (ys — 24) @z — z4 a3 —azgX+ays z (24g) OlI
Big = —ysa; — (ys + 24) a2 — z4 a3 —azy X —aysZ (24g) OI
Bi7 zaay +ysag + (ya + 24) a3 aysX +azyy (24g) (O
Bis = zaa] —Ysag — (ys — 24) ag —aysX+azy (24g) Ol
By = —zga; +ysag + (ys — 24) az ays X —az y (24g) Ol
By = —zga; —ysas — (ysa + 24) a3 —ays X —azyy (24g) (0N
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