Chalcostibite (CuSbhSs, F'5g) Structure:
AB2C_0oP16 62 ¢ 2c_c-001

This structure originally had the label AB2C_oP16_62_c_2c_c. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype CuS,Sh
AFLOW prototype label AB2C_oP16_62_c_2c_c-001
Strukturbericht designation F5¢
Mineral name chalcostibite
ICSD 171051
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=AB2C_oP16_62_c_2c_c-001
—~params=a, b/a7 C/av T1,21,T2,22,T3,23, T4, 24

Other compounds with this structure
CuBiSQ

Simple Orthorhombic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—I—iag—i—zlag = amlfc—kiby—kczli (4¢) Cul
B, = —(m1—3) ar+3a+ = —a(z1— ) x+3by+c(n+3)2 (4c) Cu I
(21 +3) as
B; = —zi1a; + %3.2 — 2z a3 = —axr1 X+ %by —c21 2 (4c) Cul
By, = (q:l—i—%)al—l—iag—(zl—%)ag = a(ml—l—%)f{—i—%by—c(zl—%)i (4c) Cul
B = x2a1+ia2+32a3 = amfﬂ—ib)‘ﬂ—cai (4¢) S1I
B = — (22— %) ar+3ar+ = —a(z—3) %X+ 3by+c(zn+3)2 (4c) S1
(22 +3) a3
B, = —x9a; + %ag — 29 a3 = —axo X + %by — 2 Z (4c) S1I
Bs = (z2+3)ai+tjas—(22—3)a; = a(za+3) X+ 50y —c(2—3) 2 (4c) ST
By = 133&14—%&24—2383 = a:c35<+ib§/+CZ3Z (4¢) S1I
Bio = —(z3—3) ar+3a+ = —a(z3—3) %X+ 3by+c(z+3)2 (4c) SI
(2 +3) a3
By1 = —x3a + %ag — 23 a3 = —axr3X + %by —cz3Z (4c) S1I
B, = (a:3—|—%) a1—|—ia2—(z3—%) az = a(xg—l—%)fc—!—%by—c(%—%)i (4¢) S1I
Bz = z4a1+%a2+24a3 = ax4>‘<+iby+0242 (4c) Sb1
By = —(za—3) ar+3a,+ = —a(zg— )X+ 3b9+c(mu+1i)2 (4c) Sb 1
(22 +3) as
Bis = —x4a7 + %ag — 2433 = —axs X + %by —c24 2 (4c) Sb 1
Big = (x4+%)a1—|—ia2—(z —%)ag = a(m—k%)&—kiby—c(z —%)Z (4¢) Sb1
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