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Prototype CaFe305
AFLOW prototype label AB3C5_0C36_63_c_af_c2f-001
ICSD 16354
Pearson symbol 0C36
Space group number 63
Space group symbol Cmem

AFLOW prototype command aflow —-proto=AB3C5_oC36_63_c_af_c2f-001
--params=a, b/a, c¢/a, y2, Y3, Y4, 24, Y5, 75, Y6, 26

Base-centered Orthorhombic primitive vectors
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a; = %afc — %by
a; = zaX+3by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Fel
B, = %33 = %ci (4a) Fel
B; = —yoar +y2a2 + 1 a3 = bya ¥ + jc2 (4c) Cal
B, = Yoa — Yp ag + % as = —bys y + %ci (4c) Cal
Bs = —ysai +ysaz + 3 as = bys§ + jci (4c) 01
Be = ysay —ysaz + 5 ag = —bys § + Sz (4c) Ol
B = —Ysa1 +ysaz + 2123 = bys § + cz4 2 (8f) Fe 11
Bs = yaas —ysas+ (24 + 1) ag = —bys§+c(zat+i) 2 (8f) Fe II
By = —ysa; +ysas — (z4 - %) as = bysy — ¢ (24 - %) Z (8f) Fe II
B = Yga] — Ygag — 24 a3 = —bys ¥ —cz4 2 (8f) Fe II
By = —ys a1 + ys as + 25 as = bys ¥ + cz5 Z (8f) OlII
B2 = ysar —ysas + (25 + 1) as — —bys§+c(zs+ 1) 2 (8f) oIl
Bis = —ysar +ysas — (25 — ) a3 = bys§ —c(z5— %) 2 (8f) 01l
Bis = Ysa1 — yYsaz — 25 a3 = —bys § — cz5 2 (8f) o1l
Bis = —Ys a1 + Ys a2 + 26 a3 = by y + czg Z (8f) O III
Big = Yoar —ysas + (26 + 1) as = —bysy +c(26+ 1) 2 (8f) O III
By = —ysa1 + ygas — (26 — %) ag = bysy — ¢ (26 — %) Z (8f) O III
Bis = Y6 a1 — Yo Az — 26 a3 = —bys § — cz6 2 (8f) O III
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