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Prototype ThoZn7

AFLOW prototype label A2B17_hR19_166_c_cdfh-001
ICSD 20238

Pearson symbol hR19

Space group number 166

Space group symbol R3m

AFLOW prototype command  aflow --proto=A2B17_hR19_166_c_cdfh-001
--params=a, ¢/a, T1, X2, T4, L5, 25


https://aflow.org/p/PZ2T
https://aflow.org/p/A2B17_hR19_166_c_cdfh-001

Other compounds with this structure
BasMgi7, CeaCoy7, CegFeyr, CeaZny7, Dy2Zniz, EroZng7, GdaCoi7, GdaFey7, GdaZny7, HooZny7, LasZny7, LusZn;7, NdoCoyz,
NdgFeq7, Nd2Zni7, PraCor7, ProZng7, SmpCor7, SmaZniz, TheCoi7, ThaZn;7, TheCor7, ThoFe 7, TmaZni7, UsZni7, YboZnyy,

A12 Cez 0015 , CGQMH7A110

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %ai(f?a}‘”r% Z
as = %ay + %ci
ag = —%ai—%ay—i—% Z
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +x1as +xas = cxr1 Z (2¢) ThI
B, = —r1a; —T1ay — T as = —cx1 Z (2¢) ThI
B; = Toay + Tpas + xoas = croZ (2¢) Zn1
B, = —Zoaj] — Topag — To A3 = —Ccxo Z (2¢) Zn 1
B; = la; = lag — Bay+ Lea (3d) Zn 11
Bs = 1 ay = ay+ Lz (3d) Zn 11
By = 1a; = —tak—Y2ay+ iz (3d) Zn 11
Bsg = T4 — Ty4an = %am X — @au y (6f) Zn 111
By = T480 — T4 a3 = %am X+ TBam v (61) Zn 111
B = —T4a; + 1483 = —ary X (61) Zmn 111
Bi1 = —xz4a; + T4as = f%ax X+ iax4y (61) Zm 111
Bi: = —x4a9 + 2433 = —tazy %k — @am y (6f) Zn 111
Bz = T4a; — Tqas = ars X (6f) Zn 111
Bis = Tsay + T5ag + 25 a3 = %a (x5 — z5) X+ La (x5 —25) ¥ + (6h) 7n IV
tc(2w5 + 25) Z
Bis = Zsa] + T5as + x5 a3 = —%a(mg,—zt-,)x—i—f (x5 —25) ¥+ (6h) Zn IV
3¢ (205 + 25) 2
Big = Tsay + 25 ag + x5 as = —%a (x5 —25) ¥+ 3¢ (2w5 4 25) 2 (6h) Zn 1V
Bz = —2z5a] — Tsas — Ty az = %a (x5 — 25) X — %a (x5 —25) § — (6h) Zn IV
zc(2ws + Zr) 7
Bis = —Zsa] — T Ay — 25 A3 = —%a (x5 — 25) X — —a (x5 —25) ¥ (6h) 7n IV
xc(2xs + 25) 2
Big = —Tsa; — 253 — Ts A3 = \}g a(xs — z5) - % (2z5 + 25) 2 (6h) Zn IV
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