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Prototype CaFeyOg
AFLOW prototype label AB4C6_0C44_63_c_2f_ac2f-001
ICSD 16355
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, Y4, 24, Ys; 25, Y6, 26, Y7, 27

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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a3 = %afc - %by
as = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Ol
B, = 1a; ica (4a) OI
Bs = —Y2a; +y2a2 + i ag by, ¥ + ici (4¢) Cal
B, = yaa1 —y2 a3 + 5 ag —bys § + 3c2 (4c) Cal
Bs = —ysa; +ysas + ia3 bys y + ici (4¢) oIl
Be = Yysay —ysag + % ag —bysy + %CZ (4c) O1II
Br = —ysa1 tysaz +zsa3 bys § +cza 2 (8f) Fe I
Bs = yaay —ysaz+ (za + 3) as —bys§+c(za+ i) 2 (8f) Fe I
By = —ysar +ysa; — (21— 3) ag bys§ —c (24— 3) 2 (8f) Fe I
Bio = Yaar —ysas — 243 —bys§ — cz4 2 (8f) Fe I
Bi1 = —ysa1 +ysas + z5as bys ¥ +cz52 (8f) Fe II
Biz = ysar —ysas + (25 + 3) as —bys§ +c(z+3) 2 (8f) Fe II
Biz =  —ysa;+ysax— (25— 3) as bys§ —c (25— 3) 2 (8f) Fe II
By = Ysa —Ysaz — z5a3 —bys§ —cz52 (8f) Fe 11
Bis = —Y6 a1 + Yo a2 + 26 a3 by § + cz6 2 (8f) O III
Bis = ysar — yeaz + (z + 3) as —bysy +c(z6+3) 2 (8f) O 111
Bz = —ysay +ysaz — (2 — 3) as bysy —c (26— 3) 2 (8f) O II1
Bis = Yo &1 — Yo a2 — 26 a3 —bye ¥ — cz6 2 (8f) O 111
By = —yrai +yraz +z7 a3 byr § + czr 2 (8f) 01V
Bz = yray —yraz + (27 + 3) as —byry+c(ezr+3) 2 (8f) 01V
B2y = —yray +yras — (27 — 3) as byr§ —c(zr—13) 2 (8f) O1vV
B2z = Yyrap —yraz — zrag by ¥ —czr (8f) o1V
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