Room Temperature GagSes Structure:
A2B3 . m(C20_9_2a_3a-001
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Prototype GagSes

AFLOW prototype label A2B3_.m(C20.9_2a_3a-001
ICSD 635356

CCDC 1756645

Pearson symbol mC20

Space group number 9

Space group symbol Ce

AFLOW prototype command aflow --proto=A2B3_mC20_9_2a_3a-001
—~params=a, b/a7 C/CL, 67 T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure
GaQS:g
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e Above 645-694K (Villars, 2018) this structure transforms to the cubic zincblende (B3) phase, with vacancies on the
gallium sites to adjust the symmetry (Liibbers, 1982).

e (Ghémard, 1983) give this structure in the “unique axis-c” setting of space group #9. We used FINDSYM to transform
this to the standard “unique axis-b” setting.

Base-centered Monoclinic primitive vectors

aa3_ a2
a3 = %afc — %by
ay =  lax+1lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (r1 —y1) a1 + (71 +y1) a2 + (azy +czicos B) X+ by1 § + cz1sin B2 (4a) Gal
Z1 asg
B, (x1+y1) a1 + (21 —y1) a2 + (axl +c (z1 + %) cos B) X—by1y+ (4a) Gal
(21+3) a3 c(z1 4 3)sinBz
Bs (xa —y2) a1 + (2 + y2) as + (axe + czacos B) X+ bya § + czo8in S 2 (4a) Ga II
Z2 as
B4 (x2+y2) a1 + (22 — y2) a2 + (axg +ec (zg + %) coS 5) X—bys ¥+ (4a) Ga II
(22 +3) a3 c(z2+3)sinBz
Bs (3 —y3) a1 + (3 + y3) as + (axs + czzcos B) X+ bys § + cz3sin B2 (4a) Sel
Z3ag
Be (z3 +y3) a1 + (z3 —y3) az + (aws +c (23 4+ 3) cosB) X —bys§ + (4a) Sel
(z3+%) az 0(23—1—%) sin 32
B~ (x4 —ya) a1 + (x4 +y4) a2 + (axy + czqcosB) X+ bys§ + cz4sinfz (4a) Se I1
Z4 A3
BS (174 + y4) a; + (.Z‘4 — y4) as + (ax4 +c (2’4 + %) COS B) X — by4 y + (48,) Se II
(Z4+%) as c(Z4+%)sinﬂ2
By (x5 —ys) a1 + (x5 + y5) as + (axs +czscosB) X+ bys§ + czssinf z (4a) Se 111
Zy asg
Bio (x5 +ys) a1 + (x5 — ys) a2 + ((11‘5 +ec (z5 + %) cOS B) X—bysy + (4a) Se I1I
(Z5+%) as 6(25—1—%) sin 82
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