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Prototype Cl4K5050s

AFLOW prototype label A4B2C2D_t118_139_h_d_e_a-001
Strukturbericht designation J15

ICSD 36231

CCDC 1607997

Pearson symbol tI18

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B2C2D_tI18_139_h_d_e_a-001
--params=a, c/a, z3, T4
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Body-centered Tetragonal primitive vectors

a3
a; = —zaX+3ay+jci
az = iax—1lay+icz
ag = iaX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Os1
B, = 3a;+iay+lag = lay+icz (4d) K1
B = %a1+%a2+%a3 = %aiJr%cZ (4d) KI
By, = z3ay + zzas = cz3 % (4e) OI1
B; = —z3a; — 23 A = —c23% (4e) OI1I
Bg = T4a; + 1480 + 214 a3 = axsX +arsy (8h) ClI
B, = —T4a1 — Tqa0 — 2T4 a3 = —axrsX —axrsy (8h) ClI
Bg = T4a] — T4 A = —azrsX+axyy (8h) Cll
By = —x4a1 + x4 a9 = aryX —aryy (8h) ClI

References

[1] J. L. Hoard and J. D. Grenko, The Crystal Structure of Potassium Osmyl Chloride, K OsOyCly, Z. Kristallogr. 87, 100-109
(1934), doif10.1524/zkri.1934.87.1.100.

Found in
[1] R. T. Downs and M. Hall-Wallace, The American Mineralogist Crystal Structure Database, Am. Mineral. 88, 247-250 (2003).

First cited in

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


https://doi.org/10.1524/zkri.1934.87.1.100
http://dx.doi.org/10.1016/j.commatsci.2021.110450

