CalFe;O7 Structure:
ABbHCT7_0C5H2_63_c_a2f c¢3t-001
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Prototype CaFe;07

AFLOW prototype label AB5CT7_0C5H2_63_c_a2f_c3f-001
ICSD 16356

CCDC 1596941

Pearson symbol 0C52

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow --proto=AB5C7_oC52_63_c_a2f_c3f-001
—~params=a, b/av C/av Y2,Y3, Y4, 24, Y5, 25, Y6, 26, Y7, 27, Y8, 28
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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) Fel
B, = %ag = %ci (4a) Fel
B = —yp a1 + Y2 a3 + { a3 = by2 § + ez (4c) Cal
B, = y2a1 — ypas + 5 ag = —bys § + 3c2 (4c) Cal
Bs = —ysa; +ysaz + § as = bys§ + jci (4c) 01
Bs = ysa; —ysas + 5 ag = ~bys§ + 3c2 (4c) 01
Br = —ysa1 +Yysaz + 2483 = bys ¥ + cz4 2 (8f) Fe 11
Bs = yaar —ysas+ (24 + 1) ag = —bys§+c(za+i) 2 (8f) Fe II
By = —ysar +ysas — (24 — 1) a3 = bys ¥ —c(za—13) 2 (8f) Fe II
B = Yga] — Yg a9 — 24 a3 = —bys ¥ —cz4 2 (8f) Fe 11
Bi1 = —Ysai +ysaz + 25 as = bys § + cz5 2 (8f) Fe IIT
B2 = ysar —ysas + (2 + 3) as = —bysy +c(zs+3) 2 (8f) Fe III
Bis —ysar +ysas — (25 — 1) a3 = bys§ —c(z5— %) 2 (8f) Fe III
B4 = Y581 — Y5 Az — 25 ag = —bys ¥ — cz5 2 (8f) Fe IIT
Bis = —ygai + yg az + zg as = by ¥ + czg 2 (8f) on
Bis = Yoar —ysas + (26 + 1) as = —bysy +c(z+3) 2 (8f) on
Bz = —ysa1 +ysaz — (26 — 3) as = byey — (26 — 3) 2 (8f) oIl
Bis = Y6 a1 — Yo A2 — 26 A3 = —bye ¥ — cz6 Z (8f) ol
By = —yrai +yraz + zr ag = byr § + czr 2 (8f) O I
Bz = yrar —yras + (27 + 3) as = ~byrg+c(zr+3) 2 (8f) O III
B2 = —yrai +yrax — (27 — 3) as = byr§ —c(zr — 3) 2 (8f) O III
Bos = Yyra; — Yyrag — 27 as = —by; ¥ —czr 2 (8f) O III
Bes = —ysai + ysaz + zsas = bys § + czs Z (8f) O1v
B2y = Yysair — Ysag + (284-%) as = _b98y+c(28+ %) z (8f) O1v
B2s = —ysar +ysax — (28 — 3) as = bysy —c (28 — 3) 2 (8f) O1v
B2s = Ysair — ysaz — 23 a3 = —bys§ — czs 2 (8f) o1V
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