Zr Als Structure:
A3B4_hP7.191_f de-001
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Prototype Al3Zry

AFLOW prototype label A3B4_hP7_191_f de-001
ICSD 150529

CCDC 1667692

Pearson symbol hP7

Space group number 191

Space group symbol P6/mmm

AFLOW prototype command aflow --proto=A3B4_hP7_191_f_de-001
--params=a, c/a, 23
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Other compounds with this structure
Hf,Alg

e (Wilson, 1960) place this structure in, using modern notation, space group P6m2 #187, but (Cenzual, 1991) point out
that the given atomic coordinates place the structure in the higher symmetry space group P6/mmm #191. We show
that structure here.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, laj+2a,+ Lag lag+ Bay + Lea (2d) Zr 1
B, = %al—l—%ag—}—%ag %ai—%ay—i—%ci (2d) 7r 1
B = Zo as 20 Z (2e) Zr 11
B, = —2zp as —C20 Z (2e) Zr 11
Bs la lag — Y3ay (3f) AlT
Bs = La, lag+ Yay (3f) All
B, = 5a1+ 5 az %afc (3f) All
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