v-GagOg Structure:
A11B4 _cF120_227_acdf_e-001

This structure originally had the label A11B4 _cF120_227_acdf_e. 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/VTDR

https://aflow.org/p/A11B4_cF120_227_acdf_e-001

ZOZOZOZ(
MZOZOZOZ¢
Z0Z0Z0Z¢

DZOZOZ

b c
Prototype Gas O3

AFLOW prototype label A11B4_cF120_227_acdf_e-001

ICSD 236276

Pearson symbol cF120

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A11B4_cF120_227_acdf_e-001
--params=a, T4, T5

e Gas0g3 exhibits a variety of structures:
— aGagO3, which has the corundum (D54) structure ,
— BGaz 03,
— vGayOg, this structure, and

— €Gay 03, a structure with many vacancies which can be approximated by the x alumina structurel


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/VTDR
https://aflow.org/p/A11B4_cF120_227_acdf_e-001
https://aflow.org/p/A2B3_hR10_167_c_e-001
https://aflow.org/p/A2B3_mC20_12_2i_3i-001
https://aflow.org/p/A2B3_oP40_33_4a_6a-001

e In 7Gay0O3 none of the gallium sites have full occupancy. Ga-I and Ga-II are 74.1% occupied, Ga-III is 6.6% occupied,

and Ga-IV is only 2.4% occupied.
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B26 = —Tsa; + <I5 + %) Ay — Ty as = %ai - ax5§f + %ai (48f) Ga IV
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