
TlZn2Sb2 Structure:
A2BC2 tI20 79 c 2a c-001
This structure originally had the label A2BC2 tI20 79 c 2a c. Calls to that address will be redirected here.
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Prototype Sb2TlZn2

AFLOW prototype label A2BC2 tI20 79 c 2a c-001

ICSD 76499

Pearson symbol tI20

Space group number 79

Space group symbol I4

AFLOW prototype command aflow --proto=A2BC2_tI20_79_c_2a_c-001

--params=a, c/a, z1, z2, x3, y3, z3, x4, y4, z4

• Space group I4 #79 allows us to make an arbitrary choice for the origin of the z-axes, which we used to move the Tl-I
atom to the origin. Our original version of this structure (Hicks, 2019) did not do this correctly. We now present the
correct structure.
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Body-centered Tetragonal primitive vectors

a1 = − 1
2a x̂ + 1

2a ŷ + 1
2c ẑ

a2 = 1
2a x̂− 1

2a ŷ + 1
2c ẑ

a3 = 1
2a x̂ + 1

2a ŷ − 1
2c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = z1 a1 + z1 a2 = cz1 ẑ (2a) Tl I

B2 = z2 a1 + z2 a2 = cz2 ẑ (2a) Tl II

B3 = (y3 + z3) a1 + (x3 + z3) a2 +
(x3 + y3) a3

= ax3 x̂ + ay3 ŷ + cz3 ẑ (8c) Sb I

B4 = − (y3 − z3) a1 − (x3 − z3) a2 −
(x3 + y3) a3

= −ax3 x̂− ay3 ŷ + cz3 ẑ (8c) Sb I

B5 = (x3 + z3) a1 − (y3 − z3) a2 +
(x3 − y3) a3

= −ay3 x̂ + ax3 ŷ + cz3 ẑ (8c) Sb I

B6 = − (x3 − z3) a1 + (y3 + z3) a2 −
(x3 − y3) a3

= ay3 x̂− ax3 ŷ + cz3 ẑ (8c) Sb I

B7 = (y4 + z4) a1 + (x4 + z4) a2 +
(x4 + y4) a3

= ax4 x̂ + ay4 ŷ + cz4 ẑ (8c) Zn I

B8 = − (y4 − z4) a1 − (x4 − z4) a2 −
(x4 + y4) a3

= −ax4 x̂− ay4 ŷ + cz4 ẑ (8c) Zn I

B9 = (x4 + z4) a1 − (y4 − z4) a2 +
(x4 − y4) a3

= −ay4 x̂ + ax4 ŷ + cz4 ẑ (8c) Zn I

B10 = − (x4 − z4) a1 + (y4 + z4) a2 −
(x4 − y4) a3

= ay4 x̂− ax4 ŷ + cz4 ẑ (8c) Zn I
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