C&gAlQ 06 (Egl) Structure:
A2B3C6_cP33_221 _cd_ag_th-001

This structure originally had the label A2B3C6_cP33_221_cd_ag_fh. Calls to that address will be redirected here.
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Prototype AlyCazOg

AFLOW prototype label A2B3C6_cP33_221_cd_ag_th-001
Strukturbericht designation E9,

ICSD 151369

Pearson symbol cP33

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow --proto=A2B3C6_cP33_221_cd_ag_fh-001
—--params=a, T4, 5, L

e (Steele, 1929) do not use the standard Wyckoff position notation to describe the atomic positions, so we use the
parameters found in (Herman, 1937). An alternative description of the structure places the O-I atoms on the (6e)
(£2,0,0) ... site rather than the (6f) site.

e (Mondal, 1975) reanalyzed this structure and concluded that the true structure was one where the lattice constant was
doubled and contained 264 atoms. See the CazAlsOg (A2B3C6-cP264_205_2d_ab2c2d_6d) structure page.
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Simple Cubic primitive vectors

a; = axX
as = ay
az = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Cal
B, = las+1a; lay+iaz (3c) AlT
Bs; = 1a;+1ag lax+ a2 (3c) Al
B, = fa;+ 1 a aX+ tay (3c) AlT
Bs = Ta sax (3d) ALl
Bs = Lay Loy (3d) ALTI
Br = La, Loz (3d) ALTI
Bs = r4a1 + 5 as + 5 ag ars X+ 309 + saz (6f) 01l
By = fx4a1+%a2+%a3 fax4)“c+%ay+%a2 (61) Ol
Bio = %al +x4a2+%a3 %af{—i—amy—f—%ai (6f) Ol
Bi1 %31—1'432—"-%33 %a&—amy—i— 507 (61) Ol
B, = Fai+ 3 as + z4a3 aX+ tay +arsz (61) (O
Bis = sa;+ay —z4a3 3a%+ 30§ —ar, 2 (6f) 01
By = T5a; + T5as + T5as axs X+ axrsy + axsz (8g) Ca Il
Bis —Zsa] — Tsag + 5 a3 —az5X — axsy + axs Z (8¢) Ca II
Bis = —T5a; + Tsaz — Ts5 a3 —arsX +arsy —arsz (8g) Ca Il
By = Tsa; — Tsas — Tsas axsX —arsy — axsz (8g) Ca II
Bis = Tsay +Tsag — T5a3 arsX +axs § — ars Z (8g) Ca II
Bio —Zsa] — T5ag — T a3 —axr5X —axrsy — axs Z (8¢) Ca II
By = Tsa; — Tsag + Ty as axsX —arsy + axsz (8g) Ca Il
B2 = —r5a) + o5a2 + w5 a3 —ar5 X +axrs § + axsZ (8g) Ca Il
By, = Tgal + 5 a arg X+ say (12h) onu
Bas —zga; + & a —az¢X+ 5ay (12h) oIl
B2y = zgay + 3 ag arey + 302 (12h) (O
Bos = —zgax + 1ag —azey + a2 (12h) on
Bag = 1a; + zgag 1aX + avg 2 (12h) on
Byr = $a; — zgag FaX — a2 (12h) on
Baos = la; +wgas lax+azgy (12h) on
B2y = La, —zgay lax —azgy (12h) oIl

2



B30 = Tgal + %ag = aa:6§< + %ai (121’1) O1II

B3, = —xgay + %ag = —axrgX + %ai (12h) OII

B3, = 1ay — zgag = 10y — avg2 (12h) on

Bss = 3 as + xg ag = 30y + avg 2 (12h) O1II
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