Room Temperature GaMoySg Structure:
AB4C8_cF52_216_a_e_2e-001

This structure previously used the label(s) AB4C8_cF52_216_a_e_2e. Calls to these addresses will be redirected here.
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Prototype GaMoySg

AFLOW prototype label AB4C8_cF52_216_a_e_2e-001
ICSD 49566

CCDC 1614760

Pearson symbol cF52

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow —-proto=AB4C8_cF52_216_a_e_2e-001
—Tparams=a, T2, T3, T4
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Other compounds with this structure

AlMo4Ss, Co(MosRes)Ss, Fe(MosRes)Ss, GaMoySsTey, GaMo4Ss, GaMoysSesTey, GaMogSes, GaMoyTeg, GaNbySg, GaNbySes,
GaNb,Teg, GaResSg, GaResSeg, GaResTeg, GaTaysSg, GaTaysSeg, GaTasTes, GaV4Sg, GaVySes, GaVTeg, GeMoySs, GeMoySes,
GeMoyTeg, GeNb,Sg, GeNbySeg, GeNb,Teg, GeReySg, GeReySes, GeReyTeg, GeTaySg, GeTaySeg, GeTayTeg, GeV4Sg, GeVySes,
GeV,4Teg, LaMoySs, Ni(MosRes)Ss, Zn(MosRes)Ss

e This is the room temperature structure. Below 45K GaMo4Sg transforms into a rhombohedral structure.

e (Ben Yaich, 1984) do not give the lattice constant for GaMosSg. We infer it from their interatomic distances and obtain a
value of a = 9.7294A. The ICSD entry uses a = 9.74A.

Face-centered Cubic primitive vectors

zaazl
a3 = %a v+ %a z
as = %afc + %a Z
ag = %ai + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Gal
B, = Toay + Toas + Toas = are X + arsy + ars Z (16e) Mo I
By = Toai + roas — 3rgas = —axoX —arsy +axo (16e) Mo I
B, = Toa; — 3roas + Toas = —axoX+arey —axoZ (16e) Mo I
Bs = —3x3a) + roas + xoas = axroX —arey — axg Z (16e) Mo I
Bsg = T3a; + r3as + r3a;3 = ar3 X+ arsy + axs Z (16e) SI
B, = r3a; + r3as — 3r3as = —ax3X —ar3y +ax3z (16e) S1I
Bs = rza; — 3rzas + r3as = —ax3X+arsy —axszz (16e) S1I
By = —3x3a; +r3as + x3as = axrsX —arsy —arsz (16e) ST
Bio = Tqa1 +Tg4a0 + 1433 = axsX+arsy +axy (16e) SII
By1 = r4a; + 1489 — 31483 = —axs X —arsy +axsz (16e) S1II
By, = r4a; —3xrgas + T4a3 = —axsX+arsy —axsz (16e) S1II
Bis = —3z4a; +T4a9 + T4a3 = aryX — arsy — ary (16e) S1I
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