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Prototype Mo7Sn12Znyg

AFLOW prototype label ATB12C40_cF944_226_abi_j_efgh2ij-001
ICSD 407962

CCDC 1725480

Pearson symbol cF944

Space group number 226

Space group symbol Fm3c

AFLOW prototype command aflow --proto=A7B12C40_cF944_226_abi_j_efgh2ij-001
—Tparams=a, T3, T4, T5, Y6, Y7, 27, Y8, 28, Y9, 29, L10, Y10, 210, T11, Y11, 211

e (Hillebrecht, 1997) state that the Zn II (48f) site is only occupied 68% of the time, while the Zn IIT site is occupied 91%
of the time. This makes the nominal composition of this structure Znzg gsMo7Snis. The ICSD CIF list the occupation as
100% for all sites, but we have edited the AFLOW CIF to reflect the published occupations.

Face-centered Cubic primitive vectors
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a3 = %a v+ %a Z

a; = %a X+ %a Z

ag = iaX+3ay

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tar+ia+tag = jaX+ tay + taz (8a) Mo I
B, = %al—i—%az—i-%ag = %ai—k%ay%—%ai (8a) Mol
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