MnBisTe, Structure:
A2BC4_hR7.166_c_a_2¢-002

This structure originally had the label A2BC4 hR7_166_c_a_2c. Calls to that address will be redirected here.
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Prototype BisMnTey

AFLOW prototype label A2BC4_hR7.166_c_a_2c-002
ICSD 37566

Pearson symbol hR7

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow —-proto=A2BC4_hR7_166_c_a_2c-002
--params=a, ¢/a, Ta, L3, T4

Other compounds with this structure
GGA82T64, MnSbgTe4, SSQQBi4, ]3138(347 Se3Bi4

e We use the data taken at 10K. Except for the magnetic ordering there is no substantial change in the structure up to
room temperature.

e The ICSD entry is from the room-temperature measurements of (Aliev, 2019).

e This structure is nearly identical to |GeSboTey, but the ordering of the tellurium atoms is different in the two cases.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/MU2V
https://aflow.org/p/A2BC4_hR7_166_c_a_2c-002
https://aflow.org/p/AB2C4_hR7_166_a_c_2c-002

Rhombohedral primitive vectors

a; = %a&—%ay—l—%ci
ag = %a v+ %c Z
ag = f%aifgayqtéci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Mn I
B, = Toay + Tpay + xoas = cTo Z (2¢) Bil
B; = —Zoa] — Topag — To A3 = —Ccxo Z (2¢) Bil
B, = Tz a; + r3as + xr3as = cxr3 Z (2¢) Te I
B; = —x3a] — T3a9 — T3 a3 = —cx32 (2¢) Te I
Bg = T4a; + T4a9 + 1483 = CT4Z (2¢) Te 11
B, = —Zga] — Tqa9 — T4 a3 = —Cx4 Z (2¢) Te 1I
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