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Prototype Cl3CuK,
AFLOW prototype label A3BC2_0P24 62_3c_c_2c-001
ICSD 30656
Pearson symbol oP24
Space group number 62
Space group symbol Pnma

AFLOW prototype command  aflow --proto=A3BC2_oP24_62_3c_c_2c-001
--params=a,b/a, c/a,x1, 21, Ta, 22, T3, 23, T4, 24, T5, 25, L6, 26

Other compounds with this structure
BaQZnS3, CSQAng)” CSgAglg

e (Brink, 1949) present the structure in the Pnam setting of space group #62. We used FINDSYM to convert this to the
standard Pnma setting.
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+ia2—|—z1a3 amlk—k%by—kczli (4¢) ClI
B, = f(xlf%) a1+%a2+ fa(xlf%)f(Jr%berc(zlnL%)Z (4c) Cll
(21+3) as
B; = —zi1a; + %32 — 2z a3 —axr1 X+ %by —cz21 2 (4¢) ClI
By, = ($1+%)al+i32—(21—%>a3 a(ml—l—%)f{—i—iby—c(zl—%)i (4c) Cll
B = Toay +ia2+z2a3 amgfﬂ—ib)‘w—cai (4¢) ClII
B = —(z2—3) a1+ 2ay + —a(z2—3) X+ 309 +c(2+3) 2 (4c) ClII
(22+3) as
B, = —x9a; + %ag — 29 a3 —axs X + %by —C2Z (4c) Cl1I
Bg = (l‘g—l—%) al—l—iag—(zQ—%) as a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) ClII
By = rza + iaz + z3 ag arsX + iby + cz3%Z (4¢) Cl III
Bio = —(z3—3) ar+3a+ —a(z3—3) %X+ 3by+c(z+3)2 (4c) Cl I
1
(2’3 -+ 5) as
B.1 = —x3a + %ag — 23 a3 —ax3 X+ %by —cz3Z (4c) Cl1 111
B = (Z‘g—F%) al—l—iag—(zg—%) as a(xg—i—%)fc—kiby—c(%—%) Z (40) Cl III
B13 = z4a1+ia2+24a3 ax45<+iby+0242 (4C) Cul
By = —(za—3) ar+3a,+ —a(zg— )X+ 309 +c(mu+1i)2 (4c) Cul
1
(21 +3) a3
Bis = —x4a7 + %ag — 2433 —axs X + %by —c24 2 (4c) Cul
Big = (x4+%)a1+ia2—(z —%)ag a(m—i—%)&—kiby—c(z —%)Z (4¢) Cul
By = x5a1+%a2+z5a3 ax55(+%by+cz52 (4¢) KI
Bis = —(zs—3) ar+3as+ —a(zs— %) X+ 3by+c(z+3) 2 (4c) KI
(25 +3) as
Big = —T5a; + %ag — z5 as —axs X + %by —C257Z (40) KI
By = (z5+%)a1+%a2—(z5—%)a3 a(m—k%)&—kiby—c(z:;—%)i (4¢) KI
By, = x6a1+ia2+26a3 axg)*(JriberchZ (4c) KII
By = _(.’176_%) al—&—%ag—&— —a(acG—%)fc—i—%by—i—c(zG—i—%)i (4c) K II
1
(«36 + 5) as
Bos = —Tgay + %ag — Zg as —axg X + %by — C26Z (40) KII
B24 = (:ZJ6+%) a1+ia2—(zﬁ—%) as a<x6+%)k+%by—c(267%)2 (4C) K II
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