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e The ICSD entries for (Bindi, 2014, ICSD 23936) and (Cohen-Addad, 1971 ICSD 5165) are identical except for the
rounding of the site occupation. We reference the newer version as it is more accessible to the user.

e The (2a) and (6d) sites are 37% silver, 48% copper, and 0.8% iron, giving the observed stoichiometry.

e We arbitrarily assign silver to the (2a) site and copper to the (6¢) cite.
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e Both papers put the structure in space group Fd3c #228, with the atoms occupying the (16a), (32c), and (48d) sites,
however these sites are identical to the (2a), (4b) and (6d) sites of space group Pn3m #224 with agaq = 1/2a20s.
AFLOW favors the smaller unit cell, so we assign this structure to space group #224.

e In addtion, if the (2a) and (6c¢) sites are fully alloyed, this becomes the [fluorite (C'1)|structure.

e The reported structure can be viewed by clicking the “load block” button and entering a value of 12.2 Angstrom.

Simple Cubic primitive vectors

al
233

a; = ax

az = ay

ag = az

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la;+1lay+1la; jaX+ a9 + jaz (2a) Agl
B, = Sa;+2ay+ 2 ag Sa%+%ay+ 3az (2a) Agl
B; = 0 0 (4b) Te I
By = fa+iay saX+zay (4b) Tel
Bs = sa+3ag saX + zaz (4b) Tel
Bg = %ag—i-%ag %ay—i—%ai (4b) Te I
B, = la;+3ay+3ag lax+3ay+ 2a2 (6d) Cul
Bs = 3a;+lay+32ag 3ax+tay + a2 (6d) Cul
Bo = fatlmla fax+ 30y + o o) Cu
Bio = %al-}-%ag—k%ag %ai—i—%ay—i—iai (6d) Cul
Bi1 = 3a;+tay+ag Jax+ jay + a2 (6d) Cul
B2 = laj+lay+2ag j0%+ a9 + a2 (6d) Cul
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