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ABC3_0P20.54_e_d_cf-001
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Prototype BiGaOj3

AFLOW prototype label ABC3_0P20.54_e_d_cf-001
ICSD 171709

Pearson symbol oP20

Space group number 54

Space group symbol Pcca

--params=a, b/a,c/a,y1, 22, 23, T4, Y4, 74

AFLOW prototype command aflow --proto=ABC3_oP20_54_e_d_cf-001

e The lattice constants for this structure are from (Yusa, 2009), measured at 3.2 GPa. The authors did not give the atomic
positions. These are taken from (Belik, 2006) at ambient pressure and temperature and are assumed to be similar to
those at higher pressure.

e The ICSD entry is from (Belik, 2006).

Simple Orthorhombic primitive vectors
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a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1az +  as by + jc2 (4c) 01
B, = la;—yax+ a3 lax—by1 §+ tez (4c) (O
B; = —yraz + 3 ag —by1 § + ez (4c) Ol
B, = laj+yras+3a lax+by y+ 3cz (4¢) OI
Bs = 1a1+ 22 a3 JaX+ ezl (4d) Gal
Beg = %al—(zg—%) as %ai—c(zz—z)z (4d) Gal
B = Sa; —zag Sax —cz 2 (4d) Gal
By = l1a;+ (22+1)ay tax+c(2+3) 2 (4d) Gal
By = 1a;+1as+ 2343 10X+ 3by +ca? (4e) Bi I
Bio = Sai+ia;— (23— 3) a3 Sax+ by —c(z—13) 2 (4e) Bil
B = Ja; + jay — 2323 JaX+ 30y —cz2 (4e) Bil
B2 = tai+1ar+ (:3+ 1) a3 ja%+ 30y +c(z+3) 2 (4e) Bil
Bis = Tgar +Yysas + zg a3 ary X +bysy +cz4 2 (8f) Ol
B4 = - (!E4 - %) a; —ysaz + 24 a3 —a (£C4 - %) X—bysy +cza (8f) on
Bis —Tqa; +ysaz — (24— %) as —ax4i+by4$f—c(z4 - %) z (8f) on
Bie = (za+3)ai—yrar—(za—3) a3 aza+3) K—buy—c(za—1)2 (8f) on
Bir = —rga; —ysas — 2483 —ar X —bys ¥ —cza Z (8f) oIl
Bis = (za+3) a1 +yaas — zsa3 a(ra+3) R+byay —caz (8f) on
Big = zga; —ysas+ (21 + 3) a3 azg X —bys § +c(za+ 5) 2 (8f) on
B = — (24— %) a1 +ysar + —a(ra—3) K+byay+c(za+3) 2 (8f) ol
(za+3) a3
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