KsCuCls Structure:
A3BC2_0P24_62_3c_c_2¢-001
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Prototype Cl3CuK,y

AFLOW prototype label A3BC2_0P24 62_3c_c_2c-001
ICSD 30656

CCDC 1604900

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, T2, 22, T3, 23, T4, 24, T5, 25, L6, 26
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Other compounds with this structure
BasZnS3, CsoAgCls, CsoAgls

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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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—i—zlagg axlf(—i—%by—i—czli (4c) Cll
B, = —(xl—%) al—&—%ag—&— —a(ml—%)&—i—%by—!—c(zl—i-%)i (4c) Cll
(214 3) a3
B; = —zia; + % ar — z1 a3 —ar1 X+ %by —cz1 2 (4¢) Cll
By = (mi+3)ai+ias—(21—13) a3 a(zi+3) &k+3by—c(a1—3) 2 (4c) Cl1
Bs Toay + iag—l—zgag ascgfc—i—iby—f—czgi (4c) ClII
Bg = —(z2—3) ar+3ar+ —a(za— ) x4+ 309+ c(2+3) 2 (4c) ClII
(22 +3) as
B, = —z9a; + % ar — zp a3 —are X + %by — 292 (4c) ClII
Bs = (22+3)ai+ias— (22— 1) a3 a(za+3) &K+3by—c(2—1) 2 (4c) Cl1I
By T3a; + 3 as + 23a3 arz3X+ 1by +c232 (4c) Cl III
B = — (w3 —3) ar+3ar + —a(zs— 1) X+ 30y +c(zs+3) 2 (4c) C1 I1I
(z3+3) a3
B = —z3a; + % ar — z3 a3 —axr3X + %by —cz37Z (4c) Cl 111
B = (1‘34-%) a1—|—ia2—(23—%) as a(xg—l—%)i—i—%by—c(zg—%) Z (4c) Cl1 111
Bis = T4ag + ia2+z4a3 ax4&+%by+cz4i (4c) Cul
By = —(za—3) ar+3a,+ —a(zs—3) %+ 3by+c(au+3)2 (4c) Cul
(244 3) a3
By = —z4a; + % ar — z4 a3 —ars X+ %by — 242 (4¢) Cul
By = (m—i—%) al—l—iaz—(zzl—%) as a(m—l—%)&—i—%by—c(&;—%)i (4c) Cul
By = x5a1+ia2—|—z5a3 cw;55<—|—%b}7—|—cz5i (4¢) KI
Bis = 7(%7%) a1+%a2+ fa(x5f%)ﬁ+%by+c(25+%)2 (4c) KI
(z5+ %) a3
Big = —zsa; + %3.2 — z5 a3 —ars X+ %by—cz52 (4¢) KI



Bao = (z5+3)aitia—(-3%)a = a(zs+3) &+3by—c(es— 1) 2 (4¢) KI
By, = $631+%32+2633 = a.’E(;)A(-I-iby-i-CZGZ (4c) KII
By = — (w6 — 3) a1+ 3as + = —a(zg—3) X+ 3by+c(z+3) 2 (4c) KII
(s0 4 ) g
Bys = —zgay + 2 a; — 2 a3 = —azg X+ 2b§ — cz6 2 (4c) K 1II
Bas = (zs+3)aititar—(x—3%)a = a(ze+3) X+3b9—c(26— 1) 2 (4¢) KII
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