LiGaCr,Og Structure:
A4BCD8 _cF56_216_e_a_c_2¢e-001
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Prototype CrsGal.iOg

AFLOW prototype label A4BCD8_cF56_216_e_a_c_2e-001
ICSD 259392

Pearson symbol cF56

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow --proto=A4BCD8_cF56_216_e_a_c_2e-001
--params=a, T3, T4, L5

Other compounds with this structure
CuFeCrySg, CulnCr,Sg, FeInCrsSg, LiGaCrySg

e This structure can be regarded as a |distorted spinel structure, or a [filled GaMo4Sg structure.

Face-centered Cubic primitive vectors
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a; = %a v+ %a Z
as = %af{ + %ai
ag = %a)“( + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Gal
B, = Tai+tar+fag = lax+tay + taz (4c) Lil
B; = r3a; + r3as + r3as3 = ax3X +axrsy + axrsz (16e) Crl
B, = r3a; + r3as — 3Tz as = —ar3X —ax3y +arsz (16e) Crl
B; = T3a; — 3Tr3as + T3 as = —ar3X +ar3y — axr3z (16e) Crl
Bg = —3xza; + r3as + r3as = ax3X —ar3y —axrsz (16e) Crl
B, = T4ay + T4a9 + x4 a3 = axsX+axrsy +axy (16e) DI
Bs = Taa] +Taay — 3T4a3 = —arsX —axsy +ary z (16e) DI
By = T4a; — 3T4ag + T4a3 = —ars X+ ax,y —aryz (16e) DI
B = —3x4a1 +x4a0 + 1483 = axsX —arsy — axy (16e) DI
By = T5a; + Tsas + T5as = axs X+ axrsy + axsz (16e) D II
B = Tsa; + r5a — 3Ts as = —arsX —axsy + ars z (16e) DII
Bz = Tsa; — 3Tsas + Tsas = —arsX+arsy — axsz (16e) DII
By = —3xsa; + x5as + x5 as = axsX —arsy — axsz (16e) DII
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