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Prototype
AFLOW prototype label

AgzAsSs

A3BC3.mC56-15_3f_f_3{-001

Mineral name xanthoconite
ICSD 36352
Pearson symbol mC56
Space group number 15

Space group symbol C2/c

AFLOW prototype command

https://aflow.org/p/HRK9

https://aflow.org/p/A3BC3_mC56_15_3f f_3f-001

aflow --proto=A3BC3_mC56_15_3f_f_3f-001

--params=a7b/a7c/a)6,$1,y17 21,22,Y2, 22, X3, Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,

Yz, 27

e Ag3AsS; can also be found in the rhombohedral proustite 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.”

Base-centered Monoclinic primitive vectors


https://aflow.org/p/HRK9
https://aflow.org/p/A3BC3_mC56_15_3f_f_3f-001
https://aflow.org/p/A3BC3_hR14_161_b_a_b-001

a3 = %afc — %by
az = %&f( + %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (r1—y1) a1 + (w1 +y1) aa+ = (ax1 +czicos B) X+ by1 § + cz18in B2 (8f) Agl
Z1 a3
B2 = 7(I1+y1) alf(xlfyl) ags — = 7(QI1+C(2’17%) COSﬂ) )A(+by1yf (8f) AgI
1 1 . A
(21— 3) a3 c(z1 — 3)sinfBz
Bs = —(zi—-yn)a—(r1+y1)a— = —(axi+czicosf)X—by1 ¥ —czisinfz (8f) Agl
Z1 Qas
B, = (x1+y1) a1+ (21 —y1) a2 + = (axl —I—C(Zl —&—%) cosﬁ) X—by1y+ (8f) Agl
(21+3) a3 c(z1+43)sinBz
Bs = (xa —y2) a1 + (2 + y2) as + = (axe + czacos B) X+ bya § + czo8in S 2 (8f) Ag 11
Z2as
Be = —(r2twye)ar—(r2—y2)az— = — (awg 4+ c (22— 3) cos B) X+ by2 § — (8f) Ag Il
1 1 . N
(22— 3) a3 c(z2—3)sinBz
By = —(ze—y)ar—(xa+ys)az— = —(aws+czacosf)X—bysy — czosinffz (8f) Ag 11
Z2 as
Bsg = (2 +y2) a1 + (z2 — y2) ag + = (axg +c (22 + %) cosﬁ) X—byy + (8f) Ag II
(22+3) a3 c(z2+1)sinBz
By = (x3 —y3) a1 + (23 + y3) as + = (axs + czzcos B) X+ bys§ + czssin 5z (8f) Ag III
Z3 as
BlO = — (Ig + y3) a; — (CC3 — yg) as — = — (GJI:; +c (2’3 — %) COS 5) X + bygy — (8f) Ag 11T
1 1 . N
z3— 3) ag c(z3— 3)sinfBz
Bii = —(z3—ys)ar—(z3+tysz)az— = —(ar3+czzcosfB) X —bysy —ce3sinffz (8f) Ag I
z3asg
Bz = (z3+ys)ar+(zs—y3) ast+ = (axs +c (23 + 5) cos B) X —bys§ + (8f) Ag 11T
(33“'%) as 6(23—1—%) sin 82
Bis = (za—wy)ar+@a+ys)az+ = (amg+czacosfB) X+bys§ + czasin B2 (8f) Asl
Z4 A3
Bis = —(za+ys)ar—(za—wma)az— = — (ax4 +c (z4 — %) cos 5) X+bysy — (8f) As1
1 1 . N
z4— 3) ag c(z—3)sinBz
Bis = —(r4—ys)a—(rat+ys)ays— = —(axg+czgcosf)X—bysy —czqsinfz (8f) As1
Z4 ag
B = (T4 +ya) ar + (2g —ys) a2+ = (azs+c(za+3)cosB) R —bys§ + (8f) As 1
(21 +3) a3 c(z+ %) sinBz
By = (x5 —ys) a1 + (x5 + y5) az + = (axs + czscos B) X+ bys§ + cz5sin 5 (8f) S1I
Z5 g
BlS = —($5—|—y5) aj —($5—y5) ags — = —(QJS5+C(Z5—%) COSﬂ) ﬁ+by5y— (8f) S1I
1 1 . N
z5 — 3) ag c(z5 — 3)sinfBz



Big = —(z5—ys)a;—(z5+ys)as— = —(axs+czscosf) X—bysy —czssinfz (8f) S1

Z5 as
B2 = (wstys)ar+ (15 —ys)ax+ = (azs +c (25 + %) cos B) X — bys § + (8f) ST
(25 +3) a3 c(z5+ %) sinBz
Ba: = (x6 —ys) a1 + (x5 + ys) a2 + = (axg + czgcos B) X+ bys ¥ + czgsin 5z (8f) SI1I
26 A3
Bos = —(v6+ys)ar— (v6—ys) ag — = — (azg+c (26 — 3) cos B) X+ by § — (8f) S1I
1 1 . ~
(ZG - 5) az c (ZG — 5) sin 32
Bas = —(v6—ys)ai— (6 +ys) az— = —(awe+czecosf) X —bysy — cz6sin B2 (8f) S1I
Zg A3
By = (v6 +ys) a1 + (z6 — ) az + = (aze +c (26 + 3) cos B) X — by § + (8f) SII
(26+%) az c(z(;—l—%)sinﬂi
Bas = (wr—yr)at(zrtyr)aa+ = (awr+ezreosf) R+byr § + carsinf2 (8f) S I
Z7 as
Bag = —(z7+yr)ar—(v7—y7)aza— = — (aw7 4+ c (27 — 3) cos B) X+ byr § — (8f) S III
1 1 . N
(37_5) as C(Z7—§) sin 82
B27 = — (I7 — y7) a; — (CC7 + y7) az — = - (CLI7 + cz7 cos 5) X — by7 y — Cz7 Sinﬂi (8f) S III
27 ag
Bos = (x7+y7) a1 + (x7 —y7) as + = (ax7 +ec (27 + %) cos ﬁ) X —by:y + (8f) S III
(27 +3) a3 c(z7+ %) sinBz
References

[1] P. Engel and W. Nowacki, Die Kristallstruktur von Xanthokon, AgsAsSs, Acta Crystallogr. Sect. B 24, 77-81 (1968),
doii10.1107/S056774086800172X.

[2] P. Villars, H. Okamoto, and K. Cenzual, eds., ASM Alloy Phase Diagram Database (ASM International, 2018), chap. 1988
Schmid Fetzer R. (Silver-Arsenic-Sulfur). Copyright (€)2006-2018 ASM International.

Found in

[1] R. T. Downs and M. Hall-Wallace, The American Mineralogist Crystal Structure Database, Am. Mineral. 88, 247-250 (2003).


https://doi.org/10.1107/S056774086800172X

