PtoGes Structure:
A3B2_0P20.62_3c_2¢-002
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AFLOW prototype label A3B2_0P20.62_3c_2c-002
ICSD 42912

CCDC 1612525

Pearson symbol oP20

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow —--proto=A3B2_oP20_62_3c_2c-002
--params=a, b/a,c/a, 1, 21, T2, 22, T3, 23, Td, 24, T5, 25

Other compounds with this structure
PtoSis

e This structure has the same AFLOW label, A3B2_0P20.62_3c_2c, as stibnite (Sb2S3, D5g) and ottemannite (SnySs). The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = .171&14—%324—2133 = ax15<+%b§f+cz12 (4(3) Gel
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) Gel
(21+3) as
B; = —x1a; + % as — 21 a3 = —ax1 X+ %by —cn Z (4c) Gel
B, = (m1+%)a1+ia2—(z1—%)a3 = a(a:l—l—%)fc—kiby—c(zl—%)i (4c) Gel
B5 = z2a1+ia2+22a3 = aIQ}A(ﬁ*%byﬁ*CZQi (4C) Ge II
B = —(z2—3) ar+3a+ = —a(z— )X+ 309 +c(nn+i)2 (4c) Ge Il
(224 3) a3
B, = —x0a; + %ag — 29 a3 = —axo X + %by —Cc29%2 (4c) Ge II
Bs = (a:2—|—%) a1—|—ia2—(zg—%) ag = a(xg—l—%)fc—kiby—c(zg—%)i (4¢) Ge 1T
Bg = rzap + %324*2’3 as = ax35(+ iby+62’32 (4(?) Ge III
Bio = —(z3—3) ar+3as+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) Ge III
(2’3 + %) as
Bi1 = —r3a; + %ag — zz as = —ax3 X + %by —C23%Z (40) Ge III
B, = (ac3—|—%) a1—|—ia2—(z3—%) az = a(x;;—k%)fc—kiby—c(zg—%) Z (4¢) Ge III
Bz = x4a1+%a2+z4a3 = ax45<+%by+cz42 (4c) Pt1
By = —(za—3) ar+3a+ = —a(zs—3) X+ 3by+c(mu+3)2 (4c) Pt 1
(24 + %) as
Bis = —T4a1 + %ag — z4 A3 = —axs X + %by —C24 7 (40) Pt1
B16 = ($4+%) a1+i327(247%) as = a<x4+%)§<+%by—c(24f%)2 (4C) Pt 1
By, = Tsag + ia2+z5 as = axs X + iby+cz52 (4c) Pt II
Bis = — (w5 —3) a1+ 3as+ = —a(zs—3) X+ 3by+c(z+3) 2 (4c) Pt II
(25 + %) as
B19 = —T5a + i Ay — Z5as = —Qals X + %by — Cz5 Z (4(}) Pt II
Bz() = (QJ5+%) a1+%a2—(25—%) as = a<$5+%))’i+iby76(257%)2 (4C) Pt II
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