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Prototype AlLi3N2

AFLOW prototype label AB3C2 cI96 206 c e ad-001

Strukturbericht designation E9d

ICSD 25565

Pearson symbol cI96

Space group number 206

Space group symbol Ia3

AFLOW prototype command aflow --proto=AB3C2_cI96_206_c_e_ad-001

--params=a, x2, x3, x4, y4, z4

Other compounds with this structure
GaLi3N2, ScLi3N2, TiLi3N2, ZnLi3N2, SiLi3N2, GeLi3N2

Body-centered Cubic primitive vectors
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2a ŷ + 1
2a ẑ
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (8a) N I

B2 = 1
2 a1 + 1

2 a3 = 1
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2a ẑ (8a) N I

B5 = 2x2 a1 + 2x2 a2 + 2x2 a3 = ax2 x̂ + ax2 ŷ + ax2 ẑ (16c) Al I
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ŷ + ax4 ẑ (48e) Li I

B37 = − (y4 + z4) a1 − (x4 + z4) a2 −
(x4 + y4) a3
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B47 =
(
x4 + z4 + 1

2

)
a1 +(

x4 − y4 + 1
2

)
a2 − (y4 − z4) a3

= −ay4 x̂ + az4 ŷ + a
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