Kesterite [Cug(Zn,Fe)SnSy| Structure:
A2B4CD 116 82 ac g b d-001

This structure originally had the label A2BCD4_tI16_82_ac_b_d_g. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/92JU

https://aflow.org/p/A2B4CD_t116_82_ac_g_b_d-001

Prototype CuzS4SnZn

AFLOW prototype label A2B4CD_t116_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, &5, Y5, 25

Other compounds with this structure
CuyZnSnSy

e 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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a; — f%af{Jr %a v + %ci
as = %afc — %ay—i— %ci
ag = jaX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Cul
B, = laj+1a = icz (2b) Sn I
B; = %al—l—%ag—i—%ag = %ay—i—%ci (2¢) Cu Il
By = Jart+3ay+iag = taX+ ez (2d) Zn 1
Bs = (y5 + 25) a1 + (5 + 25) as + = ars X+ aysy + cz5 2 (8g) ST
(x5 +ys5) a3
Bs = —(ys—z5)a;—(x5—25) ap— = —arsX —ays y + cz5 2 (8¢) S1I
(z5 +y5) a3
Br = —(zs+z)a+(ys—25)aa— = aysX —arsy — cz5 2 (8g) ST
(x5 —ys5) a3
Bs = (x5 — 25) a1 — (y5 + 25) a2 + = —ays X+ axrsy — cz5 2 (8g) ST

(335 - y5) ag
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