Acanthite (AgyS) Structure:
A2B mP12 14 2e e-011
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Prototype AgsS
AFLOW prototype label A2B_.mP12_14 2e_e-011
Mineral name acanthite
ICSD 44507
CCDC 1613889
Pearson symbol mP12
Space group number 14
Space group symbol P2y /c

AFLOW prototype command aflow --proto=A2B_mP12_14_2e_e-011

——params=a,b/a, 0/07579617%, Z21,%2,Y2,22,%3,Y3, 23

Other compounds with this structure
AgsTe (hessite), MoOsz (tugarinovite)

e (Frueh, 1958) gave the structure in the P2;/n setting of space group #14. We used FINDSYM to transform this into the
standard P2 /c setting.

e Acanthite (AgoS), baddeleyite (ZrOs, C43), and NdAss all have the same AFLOW prototype label, A2B.mP12_14 2e_e.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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Simple Monoclinic primitive vectors

\*az
a; = aX B NN
ag = ccosfBX+csinfz N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 1 ag +y1 as + z1 a3 = (azl + cz1 COSB) )?erylerczl Sinﬂi (46) Ag I
B, = —zia; + (y1 + %) ag — = - (a:rl +c (21 — %) cos ﬁ) X+ (4e) Agl
(1 1) o b(u+3) 9 - (21— 3) sinpa
B; = —ri1a; —yjas — 21 a3 = —(ax1+czrcosf) X—by1§ —cz1sin Bz (4e) Agl
By, = z1a;— (yl — %) as + (2’1 + %) as = (Cl.Z‘l +c (21 + %) COSﬁ) X — (4@) Ag I
b(yi —3) 7 +c(21+3)sinpz
By = Toaj + ypas + 29 a3 = (axe + czacos B) X+ bya § + czos8in 52 (4e) Ag II
Bg = —x9a; + (yg + %) as — = — (axz +ec (22 — %) cos B) X+ (4e) Ag I
(22— 3) a3 b(y2+3) 9 —c(22—3)sinB2
B = —Toa; — Yz as — 22 a3 = —(axg+czpcosf) X —bys § — czosin Bz (4e) Ag Il
BS = T2 al—(yg — %) a2+(22+ %) as = (a$2+c(2’2 + %) COSﬂ) X — (46) Ag 11
b(y — %) erc(zQJr%)sinﬁﬁ
By = r3aj + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (4e) SI
Bio = —xsa; + (y3 + %) as — = — (axg +ec (23 — %) cos 6) X+ (4e) S1I
(23—%) as b(yg—I—%)S’—c(zg—%)sinﬁi
By = —r3za; — ysas — 23 a3 = —(axz+czzcosf) X —bysy — czz3sin Bz (4e) S1I
B = xgalf(ygf%) a2+(23+%) ag = (ax3+c(z'3+%) cosﬂ) X — (4e) S1I
b(ys—3) §+c(zs+3)sinB2z
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