MoSisy (C'11y) Structure:
AB2t16.139_a_e-001

This structure originally had the label AB2_tI6_139_a_e. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/NGTF

https://aflow.org/p/AB2_t16_139_a_e-001

Prototype MoSis

AFLOW prototype label AB2.t16_139_a_e-001
Strukturbericht designation C11,

ICSD 85756

Pearson symbol tI6

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=AB2_tI6_139_a_e-001
--params=a, c/a, z3

Other compounds with this structure
AgZry, AuHfs, AuMny, AuZry, BeAuy, CdTip, CuHfy, CuTly, CuZre, DyAgs, DyAus, DyTly, ErAus, GdAgs, GdAus, HfAu,,
LUAUQ, N.[HAHQ7 MOGGQ, MOUQ, B—PdBig, PdHfg, PdTig, PtHfg, ReSig, TaNi% TiAllQ, VVSiQ7 ZrAL’lg, ZI‘PdQ

e When ¢ = 3a and z3 = 1/3 the atoms are on the sites of a body-centered cubic (A2) latticel For MoSi, itself, (Harada,
1998) gives ¢/a = 2.45 and z2 = 0.3353. Other compounds in this structure have very different values of ¢/a and even zs.

Body-centered Tetragonal primitive vectors
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