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Prototype Ag3AsS3

AFLOW prototype label A3BC3 hR14 161 b a b-001

Mineral name proustite

ICSD 27841

CCDC 1603019
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Pearson symbol hR14

Space group number 161

Space group symbol R3c

AFLOW prototype command aflow --proto=A3BC3_hR14_161_b_a_b-001

--params=a, c/a, x1, x2, y2, z2, x3, y3, z3

Other compounds with this structure
Ag3AsSe3, Ag3SbS3 (pyrargyrite)

• Ag3AsS3 can also be found in the monoclinic xanthoconite structure. (Villars, 2018) shows phase diagrams with
xanthoconite at 150◦C and proustite at 350◦C, but (Engel, 1968) state that “[xanthoconite] is obviously more unstable
than proustite.”

• Space group R3c #161 allows an arbitrary choice of the origin of the z-axis. Here we set z1 = 0 for the arsenic atom.

• Hexagonal settings of this structure can be obtained with the option --hex.
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B2 =
(
x1 +

1
2

)
a1 +

(
x1 +

1
2

)
a2 +(

x1 +
1
2

)
a3

= c
(
x1 +

1
2

)
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(6b) Ag I

B4 = z2 a1 + x2 a2 + y2 a3 = − 1
2a (y2 − z2) x̂+

√
3
6 a (2x2 − y2 − z2) ŷ+
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