Fe;Wg (D85) p-phase Structure:
ATB6_hR13.166_ah_3c-001

This structure originally had the label A7B6_hR13_166_ah_3c. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/MXB3

https://aflow.org/p/A7TB6_-hR13_166_ah_3c-001
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Prototype Fe; Wy
AFLOW prototype label A7B6_hR13_166_ah_3¢-001
Strukturbericht designation D85
ICSD 632620
Pearson symbol hR13
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=A7B6_hR13_166_ah_3c-001
--params=a, ¢/a, Ta, T3, T4, T5, 25

Other compounds with this structure
CO7M06, CO7W6, F€71\/1067 Fe7Nb6, Fe7Ta6, MO7CO@, Si7Mn6, Ta7FeG, Zn7Ta6, COGRegsi



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/MXB3
https://aflow.org/p/A7B6_hR13_166_ah_3c-001

e For more information on the p-phase, see (Pearson, 1972, p. 664). There it is referred to as a tetrahedrally close-packed
Frank-Kasper structure. We have been unable to obtain a copy of the original reference for this structure (Arnfeldt,
1935), so we use the structure from (Villars, 1991, p.3415), which itself is taken from a secondary reference.

e See the BazCroOg page for ternary compounds with this structure.

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

Rhombohedral primitive vectors

a; = %a&—%ay—i—%ci <ng
- Lav+les 8 ¢
az = By + 3¢2 @.\
ax = _log_Bao4l.s =
3 = 30X 6 ay + 3¢z
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Fe I
B, = Toay + Toas + T as = Ccxo 7 (2¢) WI
B; = —Zoa] — Tpag — To A3 = —cxo 2 (2¢) WI
B4 = r3al +Tzag + r3as = 61‘32 (2(}) WII
Bs = —x3a; — r3as — r3as = —cx3Z (2¢) W II
Bg = Taa; + Tya9 + x4 a3 = Cx4 7 (2¢) W III
B7 = —X4QA1 —Tg4Az — T4 QA3 = —CT4 Z (20) W III
Bs = 3}‘5&14-335324-2’5&3 = % ( 5—z5)x—|—‘6[a( 5—Z5)5’+ (Gh) FeII
tc(2m5 + 25) 2
By = z5a; + x5 ag + s as = —%a(x5—zs)x—|— v3 a(zs —25) ¥+ (6h) Fe II
(21‘r + 25)
B = Tsay + z25a + rsas = —%a (1‘5 —25) y—‘r 56(2.135—1-25) Z (61’1) Fe 11
Bi:1 = —zsa] — X583 — Ty ag = la(ws —25) X — %a (x5 —25) § — (6h) Fe II
5 (2375 + 25) Z
_ _ 1
B12 = —XzaA] — TzaAz — Z5aAs3 = (1‘5 — 25) X — —a (335 — 25) (Gh) Fe I1
(21’5 + 2’5)
B13 = —ITsa] — Zzay — ITzag = \}§ (.’E5 — 25) :130 (21’5 + 25) (Gh) Fe II
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