CasGagAsg Structure:
A6B5C2_0P26_55_g2h_a2¢g h-001
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Prototype CasGagAsg

AFLOW prototype label A6B5C2_0P26_55_g2h_a2g_h-001
ICSD 27

CCDC 1590662

Pearson symbol oP26

Space group number 55

Space group symbol Pbam

AFLOW prototype command aflow --proto=A6B5C2_oP26_55_g2h_a2g_h-001
--params=a, b/a, c/a, T2, Y2, T3, Y3, T4, Y4, T5, Y5, T65 Y6, T7, Y7

Other compounds with this structure
Ca5A12Bi67 Ca5AIQSb6, CasGaQSbG, Ca5In28b6, Ell5I]flnge,7 SI‘5IDQSb6
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e (Verdier, 1976) place the origin so that the Ca-I atoms are at the (2d) Wyckoff position. We shifted the origin to place

them on the (2a) Wyckoff sites.

Simple Orthorhombic primitive vectors
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a; = ax
as = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (2a) Cal
B, %al + %ag = %af(—&— %by (2a) Cal
Bs Tpa; + Yo az = ary X +by2 ¥ (4g) As 1
B4 —xgoa; — Yo as = —aroX —bys § (4g) As1
Bs (582—*) al+(y2+ ) ag = —a($2—*)x+b(y2+ )y (4g) Asl
Be (z2+3) a1 — (y2— 3) a2 = a(za+3)%—b(yo—2)y (4g) As 1
B r3a; + Y3 as = ar3X +byz ¥ (4g) Ca II
Bs —r3a; —y3as = —arsX —bysy (4g) Ca II
By —(zs—3) ar+ (y3+3) as = —a(zs—3)%+b(ys+3) ¥ (4g) Ca Il
Bio (z5+3) a1 — (y3— 3) a = azs+3)%x—blys—12)y (4g) Ca Il
Bi1 Tgay + ygas = ars X+ by, y (4g) Ca III
B2 —x4a) — Y4 an = —axrsX —bysy (4g) Ca III
B1s —(ra—3)ar+(u+i)a = —a(zs—3) X+b(lu+3)9 (4g) Ca 111
Bis (za+3) a1 — (ya—3) a = alzs+3)%—blya—2)y (4g) Ca ITI
Bis Tsa; + ysag + % as = axrs X+ bys ¥ + §cz (4h) As 11
Bis —x5a; — ysas + la3 = —arsX — bys ¥ + lci (4h) As 11
B~ (!’E5—*)al+(y5+ )a2—|— = a(x5—7)x+b(y5+ )y—i—%ci (4h) As 11
3 a3
Bis (a:5+%)a1—(y5—%)a2+%a3 = a(a:g,—l—l)x—b(yg,—f)y—k% Z (4h) As1I
Bio Tgal + ygas + % as = axeX + byg ¥ + c Z (4h) As 111
B2 —Tga; — Ygas + = 5 a3 = —argX — byg ¥y + fcz (4h) As 111
B2 (xﬁ—l)a1+(y6+ Ha+ = —a(wg—3) X+b(ye+3) §+3c2 (4h) As 111
3 a3
Bao (x6+%)af(y67%)a2+%a3 = a(z6+%)xfb(y677)y+% (4h) As III
B3 T7a; + yras + %ag = ar7 X+ byr § + & 5C2 (4h) Gal
By —z7a; —yras + %ag = —ar7 X —byry + lci (4h) Gal
Bos (a:7—7)a1—|—(y7—|— )a2—|— = —a(a:7—%)§<+b(y7—|—%)y—|—% (4h) Gal

7a3



B26 = (z7+%)a1—(y7—%)a2+%a3 = a(I7+%)ﬁ7b(y77*)y+%Cz (4h) Gal
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