v-GagOg Structure:
A11B4 _cF120_227_acdf_e-001

This structure previously used the label(s) A11B4_cF120.227_acdf_e. Calls to these addresses will be redirected here.
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Prototype GasOg

AFLOW prototype label A11B4_cF120_227_acdf_e-001
ICSD 236276

CCDC 1707890

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:
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— aGag0g, which has the corundum (D5,) structure ,
- /BGaQOf)a
— vGag O3, this structure, and

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

e In vGayO3 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.

Face-centered Cubic primitive vectors

a; = %ay + %ai
az = %a}“{ + %ai
ag = %afc + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al+%a2+éa3 %ai—l—%ay—k%ai (8a) Gal
B, = §a1+%a2+%a3 %a}‘ch%aqu%aZ (8a) Gal
B = 0 0 (16¢) Gall
B, = %ag iafc—&— %ay (16¢) Ga Il
Bs; = 1ay 1%+ a2 (16¢) Ga Il
B = 1a 1ay+taz (16¢) Ga Il
B; = laj+lay+1a; jaX+ a9 + a2 (16d) Ga 111
Bs = %al —l—%ag %ai—i— iaff—i— %ai (16d) Ga III
By = la;+1a; ja%+tay + taz (16d) Ga 111
Bio = la,+1lag faX+ jay + az (16d) Ga 111
Bi1 = Taa; + Tya9 + x4 a3 = axsX+axrsy + axy (32e) Ol
Bz = Tgay + Tqa9 — (33:4— %) as = —a (x4— i) &—a(m—%) V+arsz (32¢) Ol
Bz = Tqa; — (31:4—%) as + x4 a3 = —a (x4— i) 5(—|—a1:4y—a(x — %) A (32e) Ol
By = —(3204—%) a; + x4as + x4a3 = aufc—a(m—i)y—a(u—i)i (32e) Ol
B = —T4a; — Taag + (31‘4—1—%) as = a(u—&—%) )’\(+a($4+i) V—axrsz (32e) Ol
Big = —X4a] — Tqa9 — Tq a3 = —ar4X —axrsy — axsZ (32e) 01
By = —z4a; + (3:174+%) ap — 14 a3 = a(a:4+%) )‘(fax4y+a(x4+%) Z (32e) Ol
Bis = (3:54—1—%) a; —xgay — X483 —ax@‘c—i—a(m—l—i) y+a(x4+i) Z (32e) Ol
Big = — (335 — %) a; + x5 as + 5 as = ars X + %ay + %ai (48f) GalV
By = z5a;— (x5 - %) as— (x5 - i) as = —a (x5 — %) X+ %ay + %ai (48f) GalV
By, = Tsa, — (:c;, — i) ar + 5 as = éa}“{ +arsy + %ai (48f) Ga IV
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Boy = —(z5— 1) a1 + @503 — = éaf(fa(% - v+ %ai (48f) GalV

(w5 — )

By = z5a; +xsa; — (v5 — 1) a3 = taX+ tay +aws2 (48f) GalV
Boy = —(%—%) al—(xg)—%) as+ = %afc—i—%ay—a(x —%)i (48f) GalV
Zs5as
Bas = (25+3)ai—as5ay+(zs+3)a; = Sak+a(zs+32)y+3az (48f) Ga IV
Bog = —rsa; + (xg, + %) a, — Tsas = %af{ —arsy + %ai (48f) Ga IV
By = —x5a; + (1:5—1—%) as + = a(a?5+%) §<+%ay+%ai (48f) GalV
(0 +2) 2
Bas = (x5 + i) a; — x5ax — T5as = —ars X + %ay + %ai (48f) GalV
Boy = —Tsa; — Tsas + (9:5 + %) as = %ai{ + %ay —arsZ (48f) Ga IV
Bso = (z5+3)a+(zs+2) as—z5a3 = Sax+2ay+a(es+3)2 (48f) Galv
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