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Prototype Alys Moy
AFLOW prototype label A22B5_0F216_43_11b_a2b-001
ICSD 400888
Pearson symbol oF216
Space group number 43
Space group symbol Fdd2

AFLOW prototype command aflow --proto=A22B5_oF216_43_11b_a2b-001
—Tparams=a, b/a’? C/a‘7 21,22, Y2,22,X3,Y3, 23, L, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7, Y7, 27, L8,
Ys, 28, X9,Y9, 29,10, Y10, 210, T11, Y11, 211, T12, Y12, 212, T13, Y13, 213, T14, Y14, 214

e Space group Fdd2 #43 allows an arbitrary choice of the origin of the z-axis. Here we follow (Grin, 1995) and set z; = 0
for the Mo-I atom.

Face-centered Orthorhombic primitive vectors

a; = 3by+3c2 [
a = a%+ick
ag = %a X+ %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a] + z1a — z1 a3 = cz1 Z (8a) Mo I
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