Pyrostilpnite (AgzSbS3) Structure:
A3B3C mP28 14 3e 3e e-001
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Prototype Ag3S3sShb

AFLOW prototype label A3B3C_mP28_14_3e_3e_e-001
Mineral name pyrostilpnite

ICSD 17780

CCDC 2146517

Pearson symbol mP28

Space group number 14

Space group symbol P2y /c
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AFLOW prototype command

Yy, 27

aflow --proto=A3B3C_mP28_14_3e_3e_e-001
—~params=a, b/a7 C/a7 57 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,

e Ag3SbSs can also be found as the mineral pyrargyrite, which has the proustite (AgsAsSs) structure.

Simple Monoclinic primitive vectors
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a; = aX
ag = by
ag = ccosfBX+csinfz
N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a; + Yy a2 + 21 a3 = (axy +czicosB) X+ by1 §+cz18infz (4e) AgI
B, = —zia;+ (y1+ 3) ag — = — (azy +c (21— ) cos B) X+ (4e) Agl
(zl—%) as b(y1+%)y—c(z1—%)sinﬁi
B = —x1a; — Yy as — 21 a3 = —(ax1+czicosf) X—by1§ —czysinfBz (4e) Agl
By, = zia;— (y1 — %) as+ (21 + %) ag = (aml +ec (zl + %) cosﬁ) X — (4e) Agl
b(yi—3) y+c(z+3)sinB2
B; = Toa + ysas + 2o as = (axg + czacosB) X+ by2§ + czasin 5z (4e) Ag Il
BG = —T2 ajg + (y2 —+ %) ag — = — ((IJCQ +c (ZQ — %) COS 6) }A( —+ (46) Ag 11
(2 1) o o+ 2) 9 (52 - 3)sing2
B, = —Zoai — Yo Ay — 2o a3 = —(axg+czacosf) X —bys § — czosin Bz (4e) Ag II
Bs = z5a;— (yg — %) as+ (z2 + %) az = (aatg +c (zg + %) cosﬁ) X — (4e) Ag II
b(y — %) y—l—c(zg—l—%)sinﬁi
By = r3a; +yszas + 23 as = (axs + czzcos B) X+ bys § + cz3sin S Z (4e) Ag IIT
B = —x3a; + (y3 + %) as — = - (a:cg +ec (23 — %) cos ﬂ) X+ (4e) Ag III
(2375) as b(y3+%)yfc(23f%)sinﬁi
Bi1 = —x3a; — yzas — z3as = —(axz+czzcosf) X —bysy —czzsin Bz (4e) Ag IIT
Bz = w3a;—(y3— 1) ax+(zs+3) a3 = (ax3 +c (23 + 3) cos B) % — (4e) Ag III
b(y — %) y—l—c(z?,—l—%)sinﬁi
B13 = T4 Qg +y4 as + 24 a3 = (CLI4 + czq COSB) }A(+by4$’+CZ4 sinﬂi (46) SI
Biys = —zia; + (y4 + %) as — = — (am4 +c (24 — %) cos ﬁ) X+ (4e) S1I
(24— %) a3 b(ya+3)y—c(za—3)sinBz
Bis = —Tga; —ysas — 24 a3 = —(axg+czgcosf) X —bys§ — czasin B2 (4e) S1I
Bis = miai—(ya—3) as+(zu+3)ay = (azs+c (24 + 5) cosB) X — (4e) SI
b(y — %) y+c(z4+%)sinﬁ2
By = Tsai + ysas + 25 a3 = (axs + cz5c08 8) X+ bys § + cz5s8in S Z (4e) S1I
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Bis = —zsa1+ (ys +3) a2 — = — (az5 4+ c (25 — 3) cos B) X+ (de) S1I

(257%) as b(y5+%)yfc(25f%)sinﬁﬁ
By = —Z5a; — Y5 ag — 25 as = —(axs+czscosf) X —bys§ — czssin Bz (4e) S1I
By = z5a1— (y — %) as+ (z5 + %) ag = (aa:s +c (z5 + %) cosﬁ) X — (4e) S1II
b(y5— %) §f—|—c(z5+%)sinﬁi
By, = Tgay + Y as + 2g as = (axe + czgcos B) X+ bys § + cz6 sin B Z (4e) S III
Boy = —zgay + (y6 + %) as — = — (aa:G +c (26 — %) cos 6) X+ (4e) S III
(267%) as b(y6+%)yfc(zﬁf%)sinﬁﬁ
B,y = —Zg a1 — Y Az — 26 A3 = —(azg+czgcosf) X —bysy — czesin Bz (4e) S III
Bos = wgai—(ys—3) ax+(z+3) a3 = (axg + ¢ (26 + 5) cos ) % — (4e) S III
b(y — %) y+c(z6+%)sinﬁi
B25 = Tr7a] + Y7 az + z7 a3 = (CLI‘7 —+ cz7 cos B) X+ by7 5’ + cz7 Sinﬂ Z (46) Sb1
Bog = —z7a; + (y7 + %) as — = — (ax7 +c (z7 — %) cos ﬂ) X+ (4e) Sb 1
(s — 1) s by +3) 9~ c (o — 3) sin 62
By = —x7a; — yrag — 27 as = —(ax7+czrecosf) X —by;§ —czrsin Bz (4e) Sb 1
Bas = x7a;-— (y7 — %) ar+ (27 + %) as = (aa:7 +c (27 + %) COS,B) X — (4e) Sb 1

b(y —%) y+c(z7+%)sinﬁ2
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