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Prototype BisMnTe;

AFLOW prototype label A4BC7_hP12_164_2d_a_bc2d-001
ICSD 37567

CCDC 2227557
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Pearson symbol hP12
Space group number 164
Space group symbol P3m1

AFLOW prototype command aflow --proto=A4BC7_hP12_164_2d_a_bc2d-001
—-params=a, c/a, z3, 24, 25, 26, 27

Other compounds with this structure
GeAS4Te7, GeBi4Te77 GeSb4Te7, PbBi4T€7, SnBi4Te7

e The ICSD says places these compounds under the Bohdanowiczite (AgBiSe;) structure, which is true in the sense that
the same Wyckoff positions are occupied. We arbitrarily chose MnBi,sTe; as the prototype for this stoichiometry.

Trigonal (Hexagonal) primitive vectors

a; = jzak-— @a v
az = %a X+ @a vy
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Mn I
B, = 3 ag = sc2 (1b) Te I
B; = 23 a3 = cz3 % (2¢) Te 11
B, = —z3 a3 = —Cc23% (2¢) Te 11
By = %a1+§a2+z4a3 = %afc—&—%ay—i—czzli (2d) Bil
Bs = Za;+1ay—zay = lax—Lay —cuz (2d) Bi I
B, = %a1+%a2+25a3 = %a}“{+§ay+0252 (2d) Bi II
Bsg = %a1+%a2—z5a3 = %ai—?ay—c%z (2d) BiII
By = %al + %32+Z683 = %afc—&—%ay—i—c%i (2d) Te 111
By — 2a,+1a,—za3 - lag—Bay — cz2 (2d) Te 11
Bi: = %a1+%a2+27a3 = %a§<+%ay+027z (2d) Te IV
B, = %al—i—%ag—zvag, = %afc— ?ay—cwi (2d) Te IV
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