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Prototype Ag3AsSs

AFLOW prototype label A3BC3_hR14_161_b_a_b-001
Mineral name proustite

ICSD 27841

Pearson symbol hR14

Space group number 161

Space group symbol R3c


https://aflow.org/p/TXGA
https://aflow.org/p/A3BC3_hR14_161_b_a_b-001

AFLOW prototype command aflow --proto=A3BC3_hR14_161_b_a_b-001

—~params=a, C/a7 x1,T2,Y2,22,T3,Y3, 23

Other compounds with this structure
AgsAsSes, AgsSbSs (pyrargyrite)

e AgszAsS; 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.”

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

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a3 = %af(f %aer %ci
as = %ay + %ci .
ag = —%afc — %ay + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1as +xas = cxr1 Z (2a) As1
B, = (131 + %) a; + (.Z‘l + %) as + = c (3?1 + %) Z (Za) As1
x1+ 3) a3
B3 = To ay +y2a2—|—22 as = %a(x2—22) X — \/Tg(l(ZCQ —2y2—|—22) 5’4— (Gb) AgI
%C(IEQ + Y2 + 22) 2
By = zzai +x2a + Y2 a3 = —3a(y2— =) X+ §G(25€2—y2—22) y+ (6b) Agl
sc(za+y2+22) 2
Bs = yoay + 2o as + To as = —sa(w—yo) i—%a(xg—t—yg—%g) v+ (6Db) Agl
%C(Iz + Y2+ 22) 2
Bg = (zg—i—%) al—l—(yg—i—%) as + = —%a(xQ_ZQ) i—?a(xQ—ng—sz) v+ (6Db) Agl
(z2+3) a3 tc(2w2+2y2 + 220+ 3) 2
By = (p+3 l = la(yp—2) %+ La2rs—yo— ) 9 6b Agl
7T = y2+2)a1+(x2+2)a2+ = 3a(y2—2) R+Fa(2v2—y2 —22) §+ (6b) g
(22 + 1) ay tc(2m2 +2y2 + 222+ 3) 2
Bg e (.732 + %) a; + (22 + %) as + = %a (1‘2 — yg) X — ?a (332 + Y2 — 22’2) v+ (Gb) Ag I
(y2+ 1) as te(2mg +2y2 + 220+ 3) 2
By = r3ai + yzas + 23 a3 = %a(ngZg,)if%ga(x372y3+23)y+ (6Db) SI
sc(zs+ys+23) 2
Bio = zzay + xrzas + Y3 az = —ia(ys—z3) X+ %a(%ﬁg —ys—23) ¥+ (6b) ST
sc(z3+ys+ 23) 2
By, = yzai + zzaz + 3 as = —ja(zs—ys) X— ?CL (r3 4+ ys —223) ¥+ (6b) S1
%C(xzs +y3 + 23) 2
B2 = (23-1-%) a1+(y3+%) as + = —%a(ﬂﬁz’,—zs) i—?a($3—293+23) v+ (6b) ST
(x3+1) a3 tc(2w3 +2y3 + 223+ 3) 2


https://aflow.org/p/A3BC3_mC56_15_3f_f_3f-001

Bis = (y3+35)a+(z3+3)a+
(2’3 + %) as
Bus = (ms+ ) mt (ot d)mt
(ys+3) a3
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