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Prototype BagOgSrTay

AFLOW prototype label A3B9CD2_hP15_164_ad_ei_-b_d-001
ICSD 27496

Pearson symbol hP15

Space group number 164

Space group symbol P3ml
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~-params=a, C/a, 235 %4, L6, %6
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e Despite its hexagonal unit cell, this is closely related to cubic perovskite, £21, as can be seen by looking at the nearly
perfect cubes formed by the strontium and tantalum atoms.

Trigonal (Hexagonal) primitive vectors

a3 = %af( — ?ay
as = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
B, = 1a; = icz (1b) Sr1
B; = %al—i—%ag—l—zgag = %ai—&—?ay—f—cz;gi (2d) Ba II
B, = %al—l—%ag—zgag = %aﬁ—%ay—czgi (2d) Ba IT
B = ta;+Zay+ 2 a3 = %ai—&—%ay—i—caz (2d) Tal
Bsg = %a1+%a2724a3 = %a}“cf%ayfczzli (2d) Tal
B, = la = 1a%k — ?ay (3e) 01l
Bs = 1ay = 1a%k+ @ay (3e) 01l
By = fa;+ 5 a = fax (3e) OI1I
Bio = Tg a1 — Tg A + 26 A3 = —V3axg§y + c26 2 (61) oIl
Bi1 = Tea; + 2z as + 26 as = %axﬁfc—&— @axﬁy—i—cz(;i (61) O1II
B = —2x6a1 — Tgas + 26 as = —%axg X+ @axa V+cz6Z (61) O1II
Biz = —Tga] + Teaz — 26 A3 = V3aze§ — cz6 2 (61) on
B = 216 a1 + Tgas — 2g as = %axﬁ X — @azﬁ Y —cz52 (61) OlII
B = —Tga; — 2% Ay — 26 A3 = —%axﬁ X — ?axg y—cz2 (61) O1II
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