CalFe3O5 Structure:
AB3C5_0C36_63_c_af c2{-001
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Prototype CaFe305

AFLOW prototype label AB3C5_0C36_63_c_af_c2{-001

ICSD 16354

CCDC 1596939

Pearson symbol 0C36

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow —-proto=AB3C5_0C36_63_c_af_c2f-001
--params=a, b/a, c/a, y2,Y3, Y4, 24, Y5, 75, Y6, 26
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Base-centered Orthorhombic primitive vectors

a; — %afc — %by
as = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (4a) Fe I
B, = %33 = %ci (4a) Fel
B; = —y2a; +y2as + 5 ag = bys § + 2c2 (4c) Cal
By = y2a; —ypaz + 5 ag = —bys § + 3c2 (4¢) Cal
Bs = —ysa; +yzas + 1 a = bys§ + ez (4c) Ol
Bse = ysar —yzag + 5 a3 = —bys§ + 3c2 (4c) Ol
B = —ysa1 +ysaz +z1a3 = bys § + cza 2 (8f) Fe IT
Bs = yaay —ysax + (21 + 3) as = —bys§+c(zat+i) 2 (8f) Fe II
By = —ysar +ysas — (24 — 3) as = bys ¥ —c(za—3) 2 (8f) Fe II
Bio = Ysa1 —Ysaz — 2423 = —bys§ —cza 2 (8f) Fe 11
B = —Ysai +ysaz + z5as = bys ¥ + c25 2 (8f) OII
B2 = Ysa; — Ysaz + (25+%) az = —by5y+0(25+ %) Z (8f) oIl
Bis = —ysay +ysax — (25 — 3) as = bysy —c(z5—3) 2 (8f) O1I
By = Ysai —Ysaz — z5a3 = —bys§ —cz52 (8f) onu
Bis = —Ye a1 + Ysaz + zg a3 = bys ¥ + c26 2 (8f) O III
Bie = Ys a1 — Yo Az + (ZG + %) az = —bysy +c (26 + %) Z (8f) O III
Bir = —ysar +ysaz — (2 — 3) as = byey —c (26— 3) 2 (8f) O III
Bis = Y6 a1 — Yo Az — 26 a3 = —bys § — cz6 2 (8f) O III
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