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Prototype BigMnTeq

AFLOW prototype label A6BC10_.hR17_166_3c_a_5¢-001
ICSD 37568

Pearson symbol hR17

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A6BC10_hR17_166_3c_a_5c-001
--params=a, ¢/a, T2, T3, T4, T5, T, L7, T3, Tg

e The ICSD entry lists g = 0.4446, while the text of (Aliev, 2019) gives 0.41446. The difference is large enough that
itt;xprototypej/tt; declares the two lattices unmatchable. The value of 0.41446 gives atomic positions consistent with
Fig. 5 of (Alieve, 2019) — all Bi-Mn-Te layers are terminated by Te surfaces — so we use that value.

e Hexagonal settings of this structure can be obtained with the option --hex.
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Lattice Cartesian Wyckoff Atom
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B, = Toay + T ag + o as = CToZ
B3 = —X2aA] —X2Ay — T2 aAj = —CX29 Z
B4 = r3a) +Tzag + r3as = C(E32
Bs = —x3a; — T3as — T3 as = —cx3Z
Bg = rq4a1 +T4a9 +x4a3 = CT47Z
B7 = —T4A] —TgaAy — T4 A3 = —CXy Z
Bs = Tsal + Tsa + xrsas = C(E5Z

By = —Zsa] — Tsag — T as = —cx5Z
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B11 = —TgaAl — TgaAg — Tgas = 761’62
B2 = r7ay + x7as + x7ag = cr7Z
Bz = —x7a; — Tyag — Ty as = —Ccx7Z
B14 = rga) + rgag + rgas = 61‘82
B15 = —Tga] —XgaAy — Tgaj = 761‘82
Big = Tgaj + Tgas + Tgas = CT9 Z
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B17 = —Xga] — XgaAy — Tgag = —CX9 Z
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