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Prototype CaCusMn4s0Oq2

AFLOW prototype label AB3C4D12_¢140-204_a_b_c_g-001
ICSD 15757

Pearson symbol cl40

Space group number 204

Space group symbol Im3

AFLOW prototype command aflow --proto=AB3C4D12_cI40_204_a_b_c_g-001
~Tparams=a, Y4, 24

Other compounds with this structure

03401130040127 CaCu30r4012, CaCU3Fe4012, CaCU3G€4012, CaCu3Ir4012, CaCU3Pt4012, CaCU3Rh4012, CaCU3RU4012,
CaCu38n4012, CaCH3Ti4012, CaCu3V4012, CaCu3Zn4012, LaCU3II‘4012, LaCU3MD4012, LaCU3RU4012, NaCU3II‘4012, NaCU3RU4012
SI‘CH3F€4012

e This is the quaternary form of the double perovskite NaMn;O15.

Body-centered Cubic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Cal
B, = %ag + %33 %af{ (6Db) Cul
B; = fa+ a3 tay (6b) Cul
B, = fa;+jap sa% (6b) Cul
By = al—l—éag—i—zag %ai—i—%a&—i—iai (8c) Mn I
B = 1ag 1aX+ a9y — taz (8c) Mn I
B, = 1ay i1ax—tay+ taz (8c) Mn I
Bs = 1a; —jaX+ a9+ jaz (8¢) Mn I
By = (ya + 2z4) a1 + 2422 + ys as aysy +az4 (24g) Ol
By = —(y4s — 24) a1 + 2489 — ys a3 —aysy + az, z (24g) O1
By, = (ya — z4) a1 — 2489 + ys a3 aysy — az, z (24g) OlI
Bi2 = —(ya+2z1)a —z4a—ysa3 —aysy —azaz (24g) Ol
Bis = ysar + (ya + 24) az + z4 a3 azy X + ays Z (24g) Ol
B = —ysa; — (ys — 24) a2 + 24 a3 azy X — ays Z (24g) Ol
Bis = ysar + (ya — z4) ag — z4a3 —azs X + ays Z (24g) 01
Big =  —ysa1— (ya+24) ay — 2423 —azy X —ays % (24g) Ol
Biz = zaai +ysaz + (Ya + 24) a3 aysX+azay (24g) 01
Bis = zga] —Ysas — (ys — 24) ag —aysX+az,y (24g) Ol
B9y = —zjait+ysas+ (ya—24) a3 = aysX —azay (24g) Ol
B = —zga; —Ysaz — (Ya + 24) a3 = —aysX —azy (24g) Ol
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