Cubic Lazareviéite (AsCugS,) Structure:
AB3C4 cP8 215 a c e-001

This structure previously used the label(s) AB3C4_cP8_215_a_c_e. Calls to these addresses will be redirected here.
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Prototype AsCusSy

AFLOW prototype label AB3C4_cP8_215_a_c_e-001
Mineral name lazarevicite

ICSD 42516

CCDC 1612176

Pearson symbol cP8

Space group number 215

Space group symbol P43m

AFLOW prototype command aflow --proto=AB3C4_cP8_215_a_c_e-001
--params=a, T3

e This structure is very similar to sulvanite (H24), except that in this case the copper atoms are on the cubic faces [the
(3c) sites] rather than the cubic edges [the (3d) sites]. The actual composition of the sample under study is
Cus(Aso.65Cug.aoFeq.13)S4. We will ignore the alloying on the arsenic site here.

e (Sclar, 1960) set x3 = 1/4, but that is not required by symmetry and there is undoubtedly some relaxation.
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e After much searching we finally obtained the original article for this structure from the [Internet Archivel. We thank them
for making these documents available.

Simple Cubic primitive vectors

al
&
a; = ax
as = ay
azg = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (1a) As1
B, = l1as+1a; = lay+iaz (3c) Cu I
B; = %al—l—%ag = %afi—l—%ai (3¢) Cul
B, = %al—i-%ag = %ai—&—%ay (3¢) Cul
Bs = T3a; + r3as + r3a3 = ax3X +axrsy +axrsz (4e) S1I
Bsg = —x3a; — r3as + r3as = —ax3X —arsy +axrsz (4e) SI
B, = —x3a; + x3a9 — x3a3 = —azr3X +ar3y — ar3z (4e) S1I
Bg = T3a; — T3ay — T3 a3 = ar3X —ar3y — axs Z (4e) SI
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