LiGaO, Structure:
ABC2_0P16_33_a_a_2a-003

This structure previously used the label(s) ABC2_0P16_33_a_a_2a. Calls to these addresses will be redirected here.
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Prototype GaLiOq

AFLOW prototype label ABC2_0P16_33_a_a_2a-003
ICSD 18152

CCDC 1597708

Pearson symbol oP16

Space group number 33

Space group symbol Pna2,

AFLOW prototype command aflow --proto=ABC2_oP16_33_a_a_2a-003
—~params=a, b/a7 c/a, T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4, 24

Other compounds with this structure
BeNSiy, LiAgNs, LiAlSes, LiGaSes, LiVNy, MgSiNs, MnGeN,, NaFeOs, NaGaOs, ZnGeNy

e Space group Pna2; #33 is polar and so allows an arbitary choice of the zero of the z-axis. Here we set z; = 0 for gallium.
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e |3-NaFeOo| and [LiGaOs have the same AFLOW prototype label, ABC2_0P16_33_a_a_2a. They are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

aﬂzﬁ
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 a3 = ar1 X+ by y +cz Z (4a) Gal
B, = —x1a; —yyas + (z1 + %) as = faazlfcfbylwac(zl + %) Z (4a) Gal
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By = —-(m-Ya+m+i)at+t = —a@m -3 x+b(pi+3)9+c(a+3)2 (4a) Gal
(14 1) 2
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Bz = T4a1 +ysas + 24 ag = ary X +bysy + cz4 Z (4a) O1II
Bis = —x4a;] —Yygag + (24 + %) as = —axsX—bysy+c (24 + %) Z (4a) O1II
Bis = (m—i—%) al—(y4—%) as+ziag = a(m—&—%) )?:—b(y —%) V+czz (4a) OII
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