Xanthoconite (AgzAsSs) Structure:
A3BC3 mChH6 15 3t £ 3f-001
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Prototype
AFLOW prototype label

Ag3A883
A3BC3_mC56_15_3f_f_3{-001

Mineral name xanthoconite
ICSD 36352
CCDC 1608098
Pearson symbol mC5H6
Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A3BC3_mC56_15_3f_f_3f-001
--params=a,b/a,c/a, 5, x1,y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, 24, L5, Y5, 25, L6, Y6, 265 L7+
Y7, 27
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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

a; = %afc — %by o
as = tax+ iby ﬁ'»
ag = ccosfX+csinfz ¥
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (r1 —y1) a1 + (71 +y1) a2 + = (azy +czicos B) X +by1 § + cz1sin B2 (8f) Agl
Z1 as
B2 —(ity)ar—(z1—y) aa— = —(awy 4+ c (21— 3) cosB) X+ by1 § — (8f) Agl
1 1 . N
21—5) as 0(21—5)81nﬁz
B3 —(x1—y1)ar—(r1+y1)as— = —(ax1+ezcosf)X—by1§y—cz1sinfz (8f) Agl
Z1 a3
By (1 +y1) a1 + (1 —y1) az + = (ax1+c(z1 +%) COSﬁ) X—byy+ (8f) Agl
(21+3) a3 c(z1 4 3)sinBz
Bs (x2 —y2) a1 + (x2 + y2) a2 + = (axg + czacosB) X+ by2§ + czosin 5z (8f) Ag Il
Z9 as
Bg —(r2+y2) a1 — (v2 —y2) a3 — = - (a:r2+c(22— %) 0085) X+by2y — (8f) Ag 11
1 1 . ~
(z —5) as c(z f§)smﬁz
B~ —(xzo—y2) a1 — (z2+y2) aa— = —(aza+czacosf) X —bya§ —czosinfz (8f) Ag II
Z2 Qg
Bs (To 4+ yo) ar + (20 — ) @+ = (azs+c(22+3)cosB) X — by § + (8f) AgII
(22 +3) a3 ¢ (2 + 1) sin B2
By (w3 —ys) a1+ (w3 +ys) a2+ = (awsg+czzcosP) X+ bys§ + czzsin B2 (8f) Ag III
Z3 as
Bio —(z34ys)ar — (3 —yz) aa — = — (ax3 +ec (z3 — %) cos 6) X+ bysy — (8f) Ag III
23—%) as c(zg—%)sinﬁi
Bi11 —(x3—y3)a; — (r3t+ys)as— = —(axz+czzcosf) X—bysy —cz3sinf2z (8f) Ag III
Z3asg
B2 (r3+ys) ar + (x3 —y3) ax + = (axs +c(z3+ 3)cosB) X —bys§ + (8f) Ag III
(23 +3) a3 c(z3+ %) sinBz
Bis (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czacosB) X+ bys§ + cz4sin 5z (8f) As 1
Z4 A3
Bia — (4 +ys) as — (vg —ys) Az — = - (CL$4 +c (24 - %) Cos 5) X+bysy — (8f) As 1
1 1 . ~
z4—§) as c(z4f§)smﬁz
Bis —(x4—ys) a1 — (Ta+ys) aa— = —(axs+czacosf) X —bys§ — cz4sinfz (8f) As1
Z4 Qg
Bis (Tg+ys) ar + (2g —ys) s+ = (azs+c(za+3)cosB) X —bys§ + (8f) As 1

(71 +3) a

¢(z1+3)sinf2


http://aflow.org/prototype-encyclopedia/A3BC3_hR14_161_b_a_b-001

By = (x5 —ys5) a1 + (w5 +y5) az + = (axs + cz5c08 8) X+ bys § + cz5sin S 2 (8f) ST

25 a3
Bis = —(z5+ys)a;—(z5—y5) aa— = — (aws 4+ c (25 — 3) cos B) X+ bys § — (8f) S1
1 1 . ~
(25— 3) a3 c(z5—3)sinBz
Bis = —(zs—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinf2z (8f) ST
Z5 a3
Bay = (5 +ys) a1 + (x5 — y5) az + = (axs +c(z5+ 3) cos B) X —bys§ + (8f) S1I
(Z5 + %) az c (25 + %) sin 32
By = (r6 — yo) a1 + (z6 + yg) az + = (axg + czgcos B) X+ bys ¥ + czgsin 5z (8f) S1I
Zg A3
B22 = — (IG + y6) a; — (.T,6 — yﬁ) ag — = — ((11'6 +c (2’6 - %) COS 5) X + bygy — (8f) S1II
267%) as c(z6—%)sinﬂ2
Bas = —(z6—ys) a1 — (w6 +ys) aa— = —(axg+czgcosf) X—bygy — czesinfz (8f) S1II
Zg as
By, = (6 + ys) a1 + (v6 — yo) az + = (axe + c (26 + 3) cos B) X — by § + (8f) S 1II
(36“'%) as c(z6+%) sin 82
Bos = (x7 —y7) a1 + (w7 +y7) ag + = (ax7 + czrcos B) X+ byr § + czrsin S 2 (8f) S 111
Z7as
Bas = —(zr+uyr)ar—(v7—y7)ag— = — (am7 +c (27 — %) cos 5) X+by:y — (8f) S III
1 1 . N
z7—§) as c(z7—§)smﬂz
By = —(zr—yr)a—(z7+yr)aa— = —(axy+czrcosf) X —byry —czrsin Bz (8f) S III
Zrag
Bas = (zrtyr)ar+(ar—yr)azt+ = (az7 4+ ¢ (27 + ) cos B) X —byr § + (8f) S I
(Z7+%) az c(Z7+%)sinBZ
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