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Prototype Cu2S4SnZn

AFLOW prototype label A2B4CD tI16 82 ac g b d-001

Mineral name kesterite

ICSD 5096

Pearson symbol tI16

Space group number 82

Space group symbol I4

AFLOW prototype command aflow --proto=A2B4CD_tI16_82_ac_g_b_d-001

--params=a, c/a, x5, y5, z5

Other compounds with this structure
Cu2ZnSnS4

• The kesterite structure is related to the stannite structure, with differences occurring due to the positioning of the Cu
atoms (Hall, 1978). The (2b) Wyckoff position is partially occupied with iron and zinc. We label this site Zn.

Body-centered Tetragonal primitive vectors
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B1 = 0 = 0 (2a) Cu I

B2 = 1
2 a1 + 1

2 a2 = 1
2c ẑ (2b) Sn I

B3 = 3
4 a1 + 1

4 a2 + 1
2 a3 = 1

2a ŷ + 1
4c ẑ (2c) Cu II

B4 = 1
4 a1 + 3

4 a2 + 1
2 a3 = 1

2a x̂ + 1
4c ẑ (2d) Zn I

B5 = (y5 + z5) a1 + (x5 + z5) a2 +
(x5 + y5) a3

= ax5 x̂ + ay5 ŷ + cz5 ẑ (8g) S I

B6 = − (y5 − z5) a1 − (x5 − z5) a2 −
(x5 + y5) a3

= −ax5 x̂− ay5 ŷ + cz5 ẑ (8g) S I

B7 = − (x5 + z5) a1 + (y5 − z5) a2 −
(x5 − y5) a3

= ay5 x̂− ax5 ŷ − cz5 ẑ (8g) S I

B8 = (x5 − z5) a1 − (y5 + z5) a2 +
(x5 − y5) a3

= −ay5 x̂ + ax5 ŷ − cz5 ẑ (8g) S I
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