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Prototype CasIrsOqo

AFLOW prototype label A5B3C12_hP20.189_dg_f 2¢j-001
ICSD 120112

Pearson symbol hP20

Space group number 189

Space group symbol P62m

AFLOW prototype command  aflow --proto=A5B3C12_hP20_189_dg_f_2gj-001

——params=a, c/a, T2,T3,T4,T5,T6, Y6



https://aflow.org/p/8TFL
https://aflow.org/p/A5B3C12_hP20_189_dg_f_2gj-001

e The data for this structure was taken at 90K.

e There is no ICSD entry for (Wakeshima, 2003). We use the entry from (Cao, 2007), which the authors say is in
agreement with the Wakeshima result.

Hexagonal primitive vectors

a; = %afc — éay
as = %af( + @ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ta;+2ay+1ag = lax+ ?afﬂ-%ci (2d) Cal
B, = %a1+%a2+%ag = %aifgayqtéci (2d) Cal
B; = Toay = %axg X — @axz v (3f) IrI
By, = T9 Ay = %axg X+ @axg y (3f) IrI
B = —Tga; — Tgas = —arg X (3f) Ir I
Bg = r3a; + %ag = %angc— gazxgy—f— %ci (3g) Ca Il
B, = T3 ag + %ag = %amgi—i— @ascgy—i— %ci (3g) Ca II
Bs = —x3a; —T3a + ; ag = —ar3X + 3c2 (3g) Ca Il
By = Taa; + %ag = %auﬁf §a14y+ %ci (3g) Ol
Bio = T4as + %ag = %am)‘(—i— ?amy—f— %ci (3g) Ol
Bi1 = —z4a) — T4a + % as = —azry X + %ci (3g) OI
Bz = Tsa; + % as = %ax5 X — ?am v+ %ci (3g) oIl
Bz = T5as + %ag = %am;,f{Jr @a:%yqt %ci (3g) OlII
By = —Tsa; — Tsag + % as = —ars X+ %ci (3g) O1II
Bis = Tgay + Ye a2 = %a (x6 +ys) X — @a (v6 —ys) ¥ (63) O III
Bis = —ysai + (T6 — Ys) az = $a(vs —2y6) X+ @axﬁf’ (65) O I
Bir = —(z6 — Ys) a1 — wg a2 = —3a(2x6 — yg) X — @ayo‘ y (6) O III
Bis = Y6 a1 + Tg as = %a (x6 +ys) X+ @a (x6 —ys) ¥ (6) O III
Big = (6 — ys) a1 — Ys A2 = %a (x6 —2yg) X — ?axgy (6) O III
By = —zga1 — (6 — Ys) A2 = —1a(2z6 —ys) X+ @ayﬁ y (6) O II
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