BaAl,O4 (H2g) Structure:
A2BC6_hP18 182 f b gh-001

This structure originally had the label A2BC6_hP18_182_f b_gh. Calls to that address will be redirected here.
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Prototype Al;BaOy

AFLOW prototype label A2BC6_hP18_182_f_b_gh-001
Strukturbericht designation H2g

ICSD 15728

Pearson symbol hP18

Space group number 182

Space group symbol P6322

--params=a, ¢/a, 22, T3, T4

AFLOW prototype command  aflow --proto=A2BC6_hP18_182_f_b_gh-001
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e The structure of BaAloO4 was originally determined by (Wallmark, 1937) and designated H2g by (Gottfried, 1940). This
had two oxygen atoms at the (2¢) Wyckoff position, +(1/3,2/3, z). (Perrotta, 1968) redetermined the structure and
found that the best fit to external data required the (2¢) oxygen atoms to be distributed among the (6h) sites. Thus each
of the (6h) sites in this structure is 1/3 occupied.

Hexagonal primitive vectors

a; = %afc — @ay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = a3 = ic2 (2b) Ba I
B, = 3 aj = 3ca (2b) Bal
B = %al—i—%ag—l—zga;; = %afc—&—?aA—i—czQi (4f) All
By = Zay+lagt (0 +1)ay = lag—Bagte(=+i)a (4f) AlT
Bs = 2a,+iay—zay = lax—Lay —cni (4f) AlT
Bg = %314*%&27(227%) as = %aiJr%ayfc(fo%)Z (4f) All
B, = T3 ay = %axg X — @awg v (6g) 01
Bs = 23 as = sawz X + @axg y (6g) 01
By = —r3a; — T3 as = —ax3 X (6g) (OB
B = —z3a; + %ag = —%angc—i— @axgy—l— %ci (6g) oI
Bi1 = —z3a; + 1 ag = —garsX — ?amgy—l— 3c2 (6g) Ol
B2 = r3a; + xzap + 3 ag = arzX + 3c2 (6g) 01
Bz = r4a; + 2z4a9 + % as = %au X+ @au v+ %ci (6h) O1II
B, = —2z4a; — 483 + § a3 = —Sazsx + ?am y+icz (6h) oIl
Bis = Tga] — Taao + %ag = —V3az, § + ici (6h) OII
Big = —x4a; — 2x4a9 + %ag = —%am X — @am v+ %ci (6h) oIl
By = 2z4a; + 422 + %ag = %afm)‘(— §GI4S’+ %02 (6h) O1II
Bis = —zga; + g8y + 5 ag = V3azs§ + 2c2 (6h) Ol
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