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Prototype AsyCoZrg

AFLOW prototype label A2BC6_hP9_189_c_b_fg-002
ICSD 83932

CCDC 1643955

Pearson symbol hP9

Space group number 189

Space group symbol P62m
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AFLOW prototype command aflow --proto=A2BC6_hP9_189_c_b_£fg-002

--params=a,c/a, T3, T4

Other compounds with this structure

Dy6FeSb2, Dy6RuTe2, ErﬁCoSbg, EI‘GMHBiQ, GdﬁFeBiQ, HngeSbg, HOﬁFeBiQ, HOGFeSbQ, HOGMHTGQ, HOﬁRhBiQ, LuﬁFeSbg,
SC@COTQQ, SCGFESbQ, SC6F6T627 SCGMHTGQ, SCGNiTez, SCGOSTGQ, SCGRhTGQ, TbGFeBig, Tb(;FeSbg, Tl(,BSlQ, TmGFeSbQ, Y(;].:‘eSbg7
ZrgCoAlsy, ZrgCuBis, ZrgGeSby

e This is a ternary form of Barringerite (FeoP).

e We represent the quaternary form of this structure, with each of the four Wyckoff positions filled by a different atomic
species, by the Th3MnzGaoSi structure.

e (Kleinke, 1997) either incorrectly labels the zirconium (3g) and (3f) sites or misstates the coordinates. The distances
given in the paper are consistent with the coordinates given, so we assume the sites were mislabeled.

Hexagonal primitive vectors

a2

al
a3 = %afc — ?a vy
as = %a X+ ga vy
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = %ci (1b) Col
B, = %a1+%a2 = %a)‘ch %ay (2¢) As1
B = %al—&—%ag = %ai—?ay (2¢) As1
By, = T3 a; = %axg X — @axg y (3f) Zr 1
By = T3 as = %CLZEg,)A(—F @aa:gy (3f) Zr 1
Bsg = —r3a; — T3 as = —azx3 X (3f) Zr 1
B, = Taag + %ag = %ami— @amy—i— %ci (3g) Zr 11
Bgs = T4a0 + %a3 = %amf{—l— ?amy—i— %ci (3g) Zr 11
By = —r4a; — Tg4ap + % as = —ary X+ %ci (3g) Zr 11
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