Lautite (CuAsS) Structure:
ABC 0P12 62 c ¢ c-017
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Prototype AsCuS
AFLOW prototype label ABC_oP12.62_c_c_c-017
Mineral name lautite
ICSD 240925
Pearson symbol oP12
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC_oP12_62_c_c_c-017
--params=a, b/a, c/a,x1, 21,22, 22, T3, 23

e Lautite and MnCuP| have the same AFLOW label, ABC_oP12_62_c_c_c. 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

a; = ax
az = by
ag — cZ


https://aflow.org/p/DUB2
https://aflow.org/p/ABC_oP12_62_c_c_c-017
https://aflow.org/p/ABC_oP12_62_c_c_c-003

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—I—iag—i—zlag = amlfc—kiby—kczli (4¢) As1
B, = —(m1—3) ar+3a+ = —a(z1— ) x+3by+c(n+3)2 (4¢) As1T
(=1 +3) as
B; = —zi1a; + %ag — 2z a3 = —ar1 X+ %by—czli (4c) As1
By, = (q:l—i—%)al—l—iag—(zl—%)ag = a(xl—l—%)fc—i—%by—c(zl—%)i (4c) As 1
B = x2a1+ia2+z2a3 = amfﬂ—ib)‘ﬂ—cai (4¢) Cul
B = — (22— %) ar+3ar+ = —a(z—3) %X+ 3by+c(zn+3)2 (4c) Cu I
(22 +3) as
B, = —x9a; + % as — zp a3 = —axo X + %by — 2 Z (4c) Cul
Bg = ($2+%)&1+i32—(22—%>a3 = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) Cul
By = 133&14—%&24—2383 = a:c35<+ib§/+CZ3Z (4¢) S1I
Bio = —(z3—3) ar+3a+ = —a(z3—3) X+ 3b9+c(z+1)2 (4c) S1
(23 +3) as
By1 = —x3a + % ar — zz a3 = —axr3X + %by —cz3Z (4c) S1I
Bz = (z3+3)ai+taz—(:—3) a3 = a(zs+3) X+ 50y —c(3—3) 2 (4c) ST

References

[1] L. Bindi, T. Catelani, L. Chelazzi, and P. Bonazzi, Reinvestigation of the crystal structure of lautite, CuAsS, Acta Crystallogr.
Sect. E 64, 122 (2008), doi:10.1107/S1600536808004492.


https://doi.org/10.1107/S1600536808004492

