LiGaO, Structure:
ABC2_0P16_33_a_a_2a-003

This structure originally had the label ABC2_oP16_33_a_a_2a. Calls to that address will be redirected here.
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Prototype GaLiOq

AFLOW prototype label ABC2_0P16_33_a_a_2a-003
ICSD 18152

Pearson symbol oP16

Space group number 33

Space group symbol Pna2,

——params=a,b/a,c/a,:1:1, Y1, 21, %2, Y2, 22, X3, Y3, 23, L4, Y4, 24

AFLOW prototype command aflow --proto=ABC2_oP16_33_a_a_2a-003

Other compounds with this structure
BeNSiy, LiAgNy, LiAlSes, LiGaSes, LiVNy, MgSiNy, MnGeNy, NaFeOo, NaGaOs, ZnGeNy

e Space group Pna2; #33 allows an arbitary choice of the zero of the z-axis. Here we set z; = 0 for gallium.

Simple Orthorhombic primitive vectors
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a; = aX
az = by
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = ax1X+byy + ¢z (4a) Gal
B, —x1a; —yyas + (zl + %) as = —axlfc—byly—i—c(zl + %) Z (4a) Gal
B; = (ml—i—%) al—(y1—%) as+ziag3 = a(ml—&—%) &—b(y1—%) V+caz (4a) Gal
By, = —-(m—-3)a+(m+s)at = —a(@—3)%+b(n+3)J+c(an+i)z  (4a) Ga I
(21 +3) as
By = Toaj + yYpas + 29 a3 = are X + bys ¥ + c29 Z (4a) Lil
Bg = —Xoay — Yo ag + (22 + %) as = —areX — by y +c¢ (22 + %) Z (4a) Lil
B, = (1‘24-%) al—(yg—%) as+zpaz = a(xg—&—%) &—b(yg—%) V+ecxniz (4a) Lil
By = —(n-zlat(pty)at = —al@m-—3)&+tb(pty)yte(nti)z (4 Lil
(22 +3) as
By = r3ai + yzas + 23 a3 = ax3X +bysy + cz3 z (4a) (OB
Bio = —zza; —ysas + (23 + 1) a3 = —argX —bysy +c(z+35) 2 (4a) Ol
Bi1 = (x3—|—%) al—(y —%) as+zz3az = a(xg—&—%)i—b(yg—%)y—i-cz?,i (4a) Ol1
Biz = —(zs—3)ai+(ys+3)a+ = —a(zs—3)%+b(ys+3)9+c(zs+3)2 (4a) 01l
(z3+3) a3
Bz = Tga) + ygas + 243 = axs X +bys ¥ + cz4 (4a) O1II
Bia —zg4a; —ysas + (24 + %) as = —ary X —bysy +c (z4 + %) 2 (4a) oIl
Bis = (a:4—|—%) al—(y4—%) ast+zgaz = a(m—&—%) i—b(y4—%) y+czz (4a) O1II
Bie = —(mu—3)ai+wa+t3)a+ = —a(za—3)%+b(pu+3)9+c(au+i)z (4a) on
(22 +3) as
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