Seligmannite (PbCuAsS3) Structure:
ABCD3.0P24 31 2a b 2a 2a2b-001
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Prototype AsCuPbS3

AFLOW prototype label ABCD3_0P24_31_2a_b_2a_2a2b-001
Mineral name seligmannite

ICSD 14304

CCDC 1595692

Pearson symbol oP24

Space group number 31

Space group symbol Pmn2,q

AFLOW prototype command  aflow --proto=ABCD3_oP24_31_2a_b_2a_2a2b-001

——params=a,b/a,c/a,y1, 21,Y2,22,Y3, 23, Y4, 24, Y5, 25, Y6, 26, L7, Y7, 27, T8, Y8, 285 L9, Y9,
29
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Other compounds with this structure
PbCuSbS; (bournonite)

e (Edenharter, 1970) give this structure in setting Pn2; of space group #31. We rotated the structure, taking
a — b — ¢ — a to transform this to the standard Pmn2; setting.

Simple Orthorhombic primitive vectors

EX
a; = ax
ap, = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1az + 21 ag = by § + cz1 2 (2a) As 1
B, = sar—yrag+ (21 +5) a3 = sax—by1y+c(z+3) 2 (2a) AsT
Bs = Y2 @2 + 22 a3 = bys § + c22 2 (2a) As 11
B, = sar—par+ (2 +3) as = lax—byy+c(z+3)2 (2a) As II
Bs = ysaz + z3 ag = bys § + cz3 2 (2a) Pb 1
B = ta; —ysaz+ (234 3) ag = 30X —bysy +c(z+3) 2 (2a) Pb1
Br = Yysas + z4 a3 = bys ¥ + cz4 Z (2a) Pb II
Bs = sar—ysar+ (2 +3) as = lax—bysg+c(za+3)2 (2a) Pb II
By = Y5 ag + 25 as = bys § + cz5 Z (2a) ST
Bio = ta; —ysaz+ (25 + 3) ag = sa%—bys§+c(z5+3) 2 (2a) ST
B = Y6 az + 26 a3 = bye ¥ + c26 2 (2a) S 1T
B2 = ta;—ysas+ (2 + 3) as = 30X —bysy +c(z+3) 2 (2a) S
Bz = Tray + yras + z7as = ar7 X+ by y + czr Z (4b) Cul
B = — (27— 3) a1 —yrax + = —a(wr—3) X —byry+c(zr+3) 2 (4b) Cul
(sr+3) &
Bis = (z7+3)ai—yrag+(z7+3) a3 = a(zr+ ) K—byrg+e(z+1)2 (4b) Cul
Bis = —z7a; +yrag + 27 a3 = —ar7X+byr § + c2r 2 (4b) Cul
By = Tgay + ysas + zgas = argX +bysy + c23Z (4b) S III
Bis = —(zs—3) a1 —ysar + = —a(zs— %) X—bysy+c(zs+3) 2 (4b) S III
(2 +3) as
Big = (zs+3)ai—ysas+(z:s+3)as = a(zs+3) X—bysy+c(zs+1)2 (4b) S 1
B2 = —rga; +ysaz + zgas = —argX+bys§ + c28 2 (4b) S 1
By = Tgaj + yg as + 29 as = argX + bygy + czg Z (4b) SIV



B22 = 7(1797%) al—y9a2+ - 7Q(I9*%)5\(7by9y+c(29+%)2 (4b) SIV

(20 +3) as
Bas = (z9+3)ai—yasrt(z+3)as = a(zo+3) K—bygy+c(zo+1)2 (4b) SIV
By = —zga + yg as + 29 ag = —azg X+ byg ¥ + cz9 Z (4b) SIV
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