Low Temperature GaMoySg Structure:
AB4C8 hR13.160_a_ab_2a2b-001
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Prototype GaMoySs

AFLOW prototype label AB4C8_hR13_.160_a_ab_2a2b-001
ICSD 33995

CCDC 1606728

Pearson symbol hR13

Space group number 160
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Space group symbol R3m

AFLOW prototype command aflow --proto=AB4C8_hR13_160_a_ab_2a2b-001
—~params=a, C/a7 X1,T2,T3,T4,T5,25,L6,26,L7, 27

Other compounds with this structure
GaV4Sg

e At temperatures below 45K GaMo,Sg transforms from its high-temperature cubic structure to this rhombohedral
structure.

e We use the data from (Frangois, 1991) at 8K.

e Space group R3m #160 allows a arbitrary choice of the zero of the z-axis. Here we use this freedom to place the gallium
atom at the origin (z; = 0).

Rhombohedral primitive vectors

)
a; = %a&—%aff—k%ci
ap = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +T1as + 1 a3 = cx1 % (1la) Gal
B, = Toa; + Toag + x5 as = cxro Z (1la) Mo I
B; = r3a] + rzag + r3as = cr3Z (1a) Sil
B, = rq4a1 +T4a9 +x4a3 = Cryz (la) Sill
Bs = Tsay + Tsas + 25 a3 = %a (x5 — 25) X+ %a (x5 —25) § + (3b) Mo II
$c(2m5 + 25) 2
Bg = zsa] + 5 as + x5 as = —%a(% — z5) i—l—ga(% —z5) ¥+ (3b) Mo II
sc(2xs + 25) 2
B7 = Tsa) + z25a + Trsas = 7%& ($5 *2’5) 5’+ %C(2I5+25) Z (3b) Mo II
Bg = Tga] + Tgag + zgas = %a (IG — ZG) X+ %a (.TG — 26) v+ (3b) Si I1I
$c(2m6 + 26) 2
By = 2z6 a1 + Tgas + Tg as = f%a (xg — 26) X+ ?a (x6 —26) ¥+ (3b) Si III
3¢ (2w6 + 26) 2
Bio = Tgay + zgas + g as = —%a (x6 —26) ¥+ %0(2% +26) Z (3b) Si I1I
B = Trra; +x7as + zras = %a (x7 — z7) X+ %a (x7 —2z1) y+ (3b) Silv
$c(2w7 4 27) 2
B = zra; +x7as + ryas = —%a (.’L‘7 — Z7) X+ ?a (377 - 27) v+ (3b) Silv

sc(2xr + 27) 2
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Bis = T7ay + zyas + xr7as = - \}ga (£E7 — 27) v+ %C (2$7 + 27) Z (Sb) Silv
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