B-GagO3 Structure:
A2B3.mC20.12_2i_3i-001

This structure previously used the label(s) A2B3.mC20.12_2i_3i. Calls to these addresses will be redirected here.
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Prototype Gag 03

AFLOW prototype label A2B3_.m(C20.12_2i_3i-001
ICSD 83645

CCDC 1643685

Pearson symbol mC20

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A2B3_mC20_12_2i_3i-001
—Tparams=a, b/a7 C/av ﬁv T1,21,T2,22,T3,23,T4,24,T5, 25

Other compounds with this structure
Al;O3

e Gay0g3 exhibits a variety of structures:

— aGay O3, which has the corundum (D57) structure,
— BGag O3 (this structure),
— Gag O3l and
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— €Gay0g, a structure with many vacancies which can be approximated by the k alumina structure.

e There are numerous structures with the AFLOW prototype label A2B3_m(C20.12_2i_3i or A3B2_.m(C20_.12_3i_2i. They are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.

e We have identified the following structures as sufficiently different to warrant their own prototypes:

— Prototypes with the label A2B3_m(C20_12_2i_3i:
% |3-Gag O3 (this structure)
* la-AsyTes

— Prototypes with the label A3B2_.m(C20_.12_3i_2i:
* MogAsg
* |GdsyCls

Base-centered Monoclinic primitive vectors

<a%
a; = %a X — %b y .
az = %a X+ %b y
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 +x1as + 2z a3 = (axy + cz1cosf) X+ czysin Bz (4i) Gal
B, = —x1a] — X1 Ay — 21 A3 = —(ax1 4+ cz1co8B) X —cz18in S 2 (41) Gal
B; = Toay + Toag + 20 a3 = (axg 4 czocos B) X+ czosin f 2 (4) Ga II
B, = —Zoa] — Toag — 22 A3 = — (azg 4+ czocos B) X — czosin f 2 (4i) Ga II
By = T3a, + r3ag + z3as = (axs + czzcos f) X+ czgsin Sz (4i) (0N
Bsg = —x3a] — T3y — 23 a3 = — (axs + czzcos B) X — czzsin S 2 (41) OI1I
B, = Tga1 + 2409 + 2423 = (axy 4 cz4co8B) X+ cz48inf 2 (4i) O1I1
Bsg = —T4a] — Tgay — 24 A3 = —(azy 4+ cz4co8B) X — cz4sin f 2 (4i) O1II
By = T5aq + T5ag + 25 a3 = (axs + czscos f) X+ czssin Sz (4i) O III
Bio = —Tsa] — T Ay — 25 a3 = — (axs 4+ cz5cos ) X — cz5sin S 2 (4) O III
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