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

This structure originally had the label AB4C8_hR13_160_a_ab_2a2b. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/5V5H

https://aflow.org/p/AB4C8_hR13_160_a_ab_2a2b-001
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Prototype GaMoySg

AFLOW prototype label AB4C8_hR13_.160_a_ab_2a2b-001
ICSD 33995

Pearson symbol hR13

Space group number 160

Space group symbol R3m

AFLOW prototype command aflow --proto=AB4C8_hR13_160_a_ab_2a2b-001
—~params=a, C/a’7 X1,T2,T3,T4,T5,25,L6,26,L7, 27

Other compounds with this structure
GaV4SS



http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/5V5H
https://aflow.org/p/AB4C8_hR13_160_a_ab_2a2b-001

e At temperatures below 45K GaMoySg 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)‘( % v+ %ci
az = % ay + % V7
ag = —%aﬁc i y—i-%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as+ 2 a3 cx1 2 (1a) Gal
B, = To Ay + T ag + T as CTo Z (13) Mo I
Bs = r3al +Tzag + r3as cr3Z (la) Sil
B, = T4a1 + T4a0 + 2483 Cx4 7 (1la) SiII
B; = Tsay + T5ag + 25 as %a (x5 — 25) X+ %a (x5 —25) ¥+ (3b) Mo II
= (2.’175 + 2:5) Z
Bg = zZsal1 + x5a + rsas (1‘5 —2’5) X+ \G[Cl (.1‘5 —25) v+ (3b) Mo II
70 (2z5 + 25) 2
By = Tsa] + 25 a2 + Isas —%a(xs—%) y—‘r* (2%54‘25) Z (3b) Mo II
Bs = Tgal + Tgas + zgas %a (zﬁ —26) X+ ia( X6 _Z6) v+ (3b) Si III
2c(2m6 + 26) 2
By = Zg a1 + xgag + g as —1a (xg — 26) X+ f a(xeg—26) ¥+ (3b) Si 111
(2376 + ZG)
Bio = Tgay + zg A + 26 as —%a (v¢ —26) ¥ + gc (226 + 26) 2 (3b) Si I1I
Bi1 = Tra] +x7ag + zras %a (x7 —2z7) X+ %a (x7—27) 7+ (3b) Si IV
= (2.’177 + 2:7) Z
B2 = zra; +xras + vy as sa (x7 — 27) X+ ‘G[a (x7 —21) 7+ (3b) Si v
tc(2w7 + 27) 2
Bis = xT7ay + 27 as + a7 as —%a (w7 —27) §+ 3¢ (207 + 27) 2 (3b) Si IV
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