Ottemannite (SnyS3) Structure:
A3B2 0P20 62 3¢ 2¢-003
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Prototype S3Sn2
AFLOW prototype label A3B2_0P20.62_3c_2c-003
Mineral name ottemannite
ICSD 31995
CCDC 1605908
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B2_oP20_62_3c_2c-003
—~params=a, b/a7 C/a7 T1,21,T2,22,T3,23,T4,24,T5, 25
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Other compounds with this structure
(NH4)CdCl3

e (Kniep, 1982) refer to this as tin(II) tin(IV) trisulphide, while the ICSD labels it Sn(SnSs).

e The ICSD lists |(NH,4)CdCl3 (E24) and ottemannite (SnaS3/ under the structure type NH4CdC13#4Sn2S3, but we prefer to
use different prototypes for the binary and tenary structures.

e This structure has the same AFLOW label, A3B2_0P20_62_3c_2c, as stibnite (SbyS3, D5g)| and PtoGes. The structures
are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Orthorhombic primitive vectors

a3
=N
a; = aX
a; = by
ag = cz
N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i-iag—i-zlag = axli—i—iby—i-czli (4c) S1I
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(zn1+3) 2 (4c) ST
(z1 + %) as
B; = —z1a;+ Sa; — 2 a3 = —az1 X+ 3b§ — 21 2 (4c) ST
By = (m+3)a+tia—(sa1—3)a; = a(zi+3)&+3by—c(a1—13) 2 (4c) S1
B; = x2a1—|—ia2+22a3 = a;vg)‘(—i—iby—i—czQZ (4¢) S1II
Bs = —(z2—3) ar+3a+ = —a(ze—3) X+ 3by+c(za+3)2 (4c) SII
(22 + %) as
B, = —Toaj + % as — 2o as = —aro X + %by —C2 Z (4¢) S1I
Bs = (m2+3)ai+tias—(0—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) SII
By = x3a1+ia2+z3a3 = axgi—i—%by—i—cz;gi (4c) S III
Bio = —(z3—3) a1+ 3as+ = —a(zs3—3) X+ 3by+c(z+3)2 (4c) S III
(23 + 3) as
By = —r3a; + % ap; — z3as = —ar3 X+ %b}‘f —c23% (4¢) S III
Biz = (z3+3)ait+ia—(x-—3%)a = alzs+3) &K+3by—c(s— 1) 2 (4c) S III
Bis = T4ay + ia2+z4a3 = ami—i—iby—i—cai (4c) Sn I
Bis = —(za—3) a1+ 3as+ = —a(zy—3) X+3by+c(zu+3)2 (4c) Snl
(s 3) 2
Bis = —z4a; + % ar — z4 a3 = —ars X+ %by — 242 (4¢) Snl
Bie = (mu+i)at+ita—(u-—3%)a = a(za+3) &+30y—c(aa—13) 2 (4c) Sn I
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B17 = z5a1+ia2+25a3 = ax55<+%b§/+cz 2 (4C) Sn II

5
Bis = —(zs— %) ar+3as+ = —a(zs —3) X+ 3b9+c(z+1)2 (4c) Sn II
(2’5 + %) as
Big = —z5a; + %ag — z5as = —ars X+ %by — 252 (4c) Sn II
B20 = (Z‘5—|—%) a1—|—ia2—(z5—%) as = a(xs—l—%)fc—kiby—c(zg—%)i (4(}) Sn II
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