Ottemannite (SnyS3) Structure:
A3B2 0P20 62 3¢ 2¢-003

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.
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Prototype S3Sn,
AFLOW prototype label A3B2_0P20.62_3c_2c-003
Mineral name ottemannite
ICSD 31995
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/a, c/a, v1, 21, Ta, 22, T3, 23, Ta, 24, T5, 25

Other compounds with this structure
(NH4)CdCl;3

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

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.
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Simple Orthorhombic primitive vectors

a3 = ax
ap, = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—i—iaz—i—zlag = amlfc—kibff—kczli (4¢) S1I
B, = f(xlf%) a1+%a2+ = fa(xlf%)ﬁ+%by+c(zl+%)2 (4c) S1I
(=1 +3) as
Bz = —z1a; + %ag — z1 a3 = —ar1 X + %by —c21 7 (4c) ST
By = (mi+3)aitjas—(n1—3)a; = a(zi+3) X+5by—c(a1—3) 2 (4c) ST
Bs = Toal + 1 as + 22 a3 = ara X+ 1by +c2n2 (4c) S1II
B = —(z2—3) ar+3a,+ = —a(z—3) X+ 3by+c(zn+3)2 (4c) SI
(2 3) 2
B, = —x9ay + %ag — 29 a3 = —axs X + %by —czZ (4c) S1I
Bg = (1‘24—%)&14-%32—(22—%)&3 = a(a:g—l—%)fc—!—%by—c(zg—%)i (4c) S1I
By = z3a1+%a2+23a3 = angch%bercng (4¢) S III
Bio = —(z3—3) ar+3a,+ = —a(z3— )X+ 3b9+c(z+1)2 (4c) S I
(z3+3) as
B = —z3za; + %ag — zzag = —ar3X + %by —c237% (4c) S II1
B, = (a:3—|—%) a1—|—ia2—(z3—%) az = a(xg—l—%)fc—!—iby—c(zg—%)i (4¢) S III
Bz = x4a1+%a2+24a3 = ax45(+iby+c,242 (4c) Snl
B, = —(za—3) ar+3a,+ = —a(zs—3) X+ 3by+c(zu+3)2 (4c) Sn I
(z4 + %) ag
Bis = —zga; + 3a; — 24 a3 = —azs X+ 3b§ — cz4 2 (4c) Sn 1
Big = (x4—|—%) a1—|—ia2—(z4—%) az = a(m—k%)&—kiby—c(z‘;—%)i (4¢) Snl
By = Tsag + %aQ + z5 as = axs X + %by + cz5 Z (4¢) Sn II
Big = —(zs—3) a1+ 3as+ = —a(zs—3) X+ 3by+c(z+3)2 (4c) Sn II
(25 + %) as
By = —w5a; + 3a; — z5a3 = —azs X+ 3b§ — cz5 2 (4c) Sn II
By = (1:5—|—%) a1—|—ia2—(z5—%) az = a(x5+%)&+%by—c(25—%)2 (4¢) Sn II
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