CuTaS3 Structure:
AB3C_0P20.62_c_3c_c-002
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Prototype CuS3Ta

AFLOW prototype label AB3C_oP20.62_c_3c_c-002
ICSD 62537

CCDC 1625765

Pearson symbol oP20

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB3C_oP20_62_c_3c_c-002
--params=a, b/a, c/a,x1, 21, T2, 22, T3, 23, Ta, 24, L5, Z5
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Other compounds with this structure
LaCrS3, CeCrSs, SmCrSs, NdCrS3, CeCrSes, PbSnS;, RbCdBr3, RbCdCls, (Ti, Sn)Ss

e This structure has the same AFLOW label, AB3C_oP20.62_c_3c_c, as NH4CdCl; (F24). The structures are generated by
the same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag = axli—i—%by—i—czli (4¢) Cul
B, = —(ml—%) al—&—%ag—&— = —a(a:l—%)fc—i—%by—i—c(zl—i-%)i (4c) Cul
(214 3) as
B; = —zia; + % ar — z1 a3 = —ar1 X+ %by —c21 2 (4¢) Cul
By = (mi+3)ai+tia—(n1—3)a; = a(zi+3) &k+3b9—c(a1—13) 2 (4c) Cul
B; = xgal—l—iag—i—zgagg = axgi—i—%by—i—c,z'gi (4c) S1I
Bg = —(xg—%)al—&—%ag—&— = —a(xg—%)fc—i—%by—!—c(zg—i-%)i (4c) S1I
(224 3) a3
B, = —z9a; + %ag — 29 a3 = —are X + %byfczzi (4¢) SI
Bsg = (%2-’-%)&1-’-%&2—(22—%)33 = a(m—i—%)i—i—ib&—c(zz—%)i (4¢) S1I
By = mgal—l—iaz—i—zgag = ascgf(—i—%by—i—czgi (4c) S1I
B = —(x3—%) al—s—%ag—&— = —a(xg—%)fc—l-%by—kc(z;;—i-%)i (4¢) S1I
(23+3) as
Bi1 = —z3a; + % ar — z3 a3 = —ar3X + %by —cz37Z (4¢) S1I
Biz = (z3+3)ait+itar—(—3)a = a(zs+3) K+3by—c(s—13) 2 (4c) SI
Bz = Taa; + iag+z4a3 = ars X + %by—l—czzli (4c) S III
Bis = —(wa—3)ar+3a+ = —a(za—3) %+3by+c(u+3)2 (4c) S 111
(21+3) as
By = —z4a; + % ar — z4 a3 = —ars X+ %by — 242 (4c) S III
Big = (m—l—%) a1—|—ia2—(24—%) a3 = a(u—l—%)i—i—%by—c(@;—%)i (4c) S III
By = T5ay + 3 as + 25 a3 = ars X+ 1by +ca52 (4c) Tal
Bis = —(x5—%) al+%ag+ = —a(x5—%)ﬁ+%by+c(25+%)i (4¢) Ta I
(z5+3) a3
By = —z5a; + % ar — z5 a3 = —axs X + %by —cz5 7 (4c) Ta I
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B20 = (z5+%)a1+ia2—(z“5—%)a3 = a<x5+%)§<+%by—c(25fl)2 (4C) Ta I
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