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Prototype CaFe,Og

AFLOW prototype label AB4C6_0C44_63_c_2f_ac2f-001
ICSD 16355

CCDC 1596940

Pearson symbol 0C44

Space group number 63

Space group symbol Cmem

AFLOW prototype command  aflow --proto=AB4C6_oC44_63_c_2f_ac2f-001
--params=a, b/a, c/a, Y2, Y3, Ya, 24, Ys, 25, Y6, 26, Y7, 27
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Other compounds with this structure
Fe506

e We have shifted the origin so that the O-I atom is at the origin, Wyckoff position (4a), rather than (0 0 1/2), Wyckoff
position (4b) as found in (Evrard, 1980).

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Ol
B, = 1a; = icz (4a) Ol
Bs = —yp a1 + Y2 a2 + § a3 = by2§ + tc2 (4c) Cal
By = y2a1 — yoaz + § ag = —by2 § + 3c2 (4c) Cal
Bs = —ysay +ysas + § ag = bys§ + ez (4c) O1I
Bs = ysa; —ysas + 5 ag = —bys§ + 3c2 (4c) oIl
Br = —ysa1 +ysaz+ 2423 = by, + cz4 Z (8f) Fel
Bs = yaar —yaag + (24 + 5) a3 = —bys§+c(za+3) 2 (8f) Fe I
By = —ysar +ysas — (24 — 3) as = bys ¥ —c(za—13) 2 (8f) Fel
Bio = Yaay —ysas — 243 = —bys§ — cz4 2 (8f) Fe I
Bi1 = —Ysar +ysaz + z5a3 = bys § + cz5 2 (8f) Fe 1T
Bz = ysa; —ysaz + (25 + 3) as = —bys §+c(z5+ %) 2 (8f) Fe II
Bis = —ysa1 +ysaz — (25 — 3) as = bys§ —c(z5— 1) 2 (8f) Fe II
Bis = Ys a1 — Ys az — z5 ag = —bysy —cz5 2 (8f) Fe 11
Bis = —Ye a1 + Yo az + 2z a3 = bys § + cz6 Z (8f) O 11
Bis = Ysar — ysaz + (2 + 3) as = —bysy +c(z+3) 2 (8f) O III
Bz = —yoar +ysaz — (2 — 3) a3 = byey — ¢ (26 — 3) 2 (8f) O III
Bis = Y6 A1 — Y6 A2 — 26 A3 = ~bye§ —cz 2 (8f) O III
By = —yrai +yras + zrag = by: § + cz7 2 (8f) 01V
B2 = yray —yras + (27 + 1) as = —byry+e(er+3) 2 (8f) o1V
B2y =  —yraityray—(sr—3)ag = byr§ —c (27— %) 2 (8f) 01V
B2 = yrar —yras — z7ag = —byr § — czr 2 (8f) o1V
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