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Prototype Biy Pt

AFLOW prototype label A2B_hP9_147_g_ad-002
ICSD 58847

Pearson symbol hP9

Space group number 147

Space group symbol P3

AFLOW prototype command aflow —--proto=A2B_hP9_147_g_ad-002
--params=a, ¢/a, 22, T3, Y3, 23



https://aflow.org/p/0RUP
https://aflow.org/p/A2B_hP9_147_g_ad-002

e PtBi; can also be found in the pyrite (C2) structure.

e v-AgZn (By) and PtBiso| have the same AFLOW label, A2B_hP9.147_g_ad. The structures are generated by the same

symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Trigonal (Hexagonal) primitive vectors

Laz
a3 = %afc — ?ay
as = %afc + @ay
ag = cZ
J/
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Pt I
B, = %a1+%a2+22a3 %ai+§ay+0222 (2d) Pt II
B = %al—i—%ag—zQag = %ai—?ay—czgi (2d) Pt II
By, = r3ay + yzas + 23as = %a(xg—&—yg) X — 7361(;53 —ys3) ¥ +cz32 (6g) Bil
Bs = —ysay + (3 — y3) as + 23 as = %a (3 — 2y3) X+ § ar3y + cz3Z (6g) Bil
B¢ = —(z3—y3)a —r3ax+z3a3 —3a(2z3 —y3) X — i aysy + cz3 Z (6g) Bil
B = —r3a; —ysag — 23a3 —%a (xs+ys) X+ \ég (x3—y3) § —cz3Z (6g) Bil
Bg = ysa; — (x3 — ys3) ag — z3 a3 = %a (—x3+2y3) X — @axgy —cz3% (6g) Bil
By = (r3 —y3) a1 + x3as — z3 a3 = La(2x3 —y3) X+ faygy —c23 % (6g) Bil
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