Ullmanite (NiSSb, F0;) Structure:
ABC_cP12.198 a_ a a-001

This structure previously used the label(s) ABC_cP12_198_a_a_a. Calls to these addresses will be redirected here.
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Prototype NiSSb

AFLOW prototype label ABC_cP12_198_a_a_a-001
Strukturbericht designation FoO,

Mineral name ullmanite

ICSD 44606

CCDC 1613974

Pearson symbol cP12

Space group number 198

Space group symbol P23

AFLOW prototype command aflow —-proto=ABC_cP12_198_a_a_a-001
——params=a, r1,T2,T3

Other compounds with this structure

AlAuBa, AlAuCa, AsBaPt, AsCoS (cobaltite), AsPdS, AsPdSe, AuBaGa, AuCaGa, AuCaln, AuGaSr, AulnSr, BilrS, BilrSe,
BiNiSe, BiPdSe, BiPtSe, BiRhS, BiRhSe, CaPtSi, CrPtSb, EuPtSi, IrLaSi, IrPSe, IrSSb, IrSSe, IrSbSe, PRhSe, PdSSb, PdSbSe,
RhSSb, RhSbSe, (Co, Ni)SbS
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e (Ewald, 1928) originally designated CoAsS as Strukturbericht F'1. This was later changed to F'0;. We follow (Parthé,
1993) in using NiSbS as the prototype for this structure.

e The Sb (4a) Wyckoff parameter (x3) has been corrected from 0.875 to 0.625, which matches the bonding distances given

by (Y. Takéuchi, 1957) (corrected on 2021/05/10).

Simple Cubic primitive vectors

:
233
a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 21 as + 1 a3 = ar1 X+ ax1 y + ax Z (4a) Nil
B, = —(xl—%)al—xlag—l— = —a(wl—%)i—amly—i—a(gﬂl—i—%)i (4a) Nil
(.1‘1 + %) as
B = —$1a1+(.731+%) az — = —a$1i+a($1+%)y—a(x1—%) Z (4a) Nil
(1 3) a3
B, = (lflJr%) alf(:clf%) ar—riaz = a(x1+%)§(fa(xlf%)yfax12 (4a) Nil
B; = Toa; + Toag + x5 as = axo X+ axrey + axs Z (4a) S1I
Bg = —(ch—%) a; —Tgag + = —a(xg—%)fc—axgy—i—a(xg—i—%)i (4a) S1I
(.232 + %) as
B, = —zoa; + (v2+ 1) as — = —azsX+a(za+3)y—a(za—13)2 (4a) SI
(r2—3) as
Bsg = (xg—l—%) al—(acg—%) as—Tpaz = a(x2+%))‘<—a(:c2—%)y—ax22 (4a) S1I
By = T3a; + r3as + r3as = arsX +arsy + axrsz (4a) Sb1
Big = —(l‘3—%) a; —rzaz + = —a(.]?g—%)f(—al‘gy—i-a(l“g—i-%)i (43) Sb 1
(23 +3) a3
B11 = 71‘3&14’(5834’%) as — = 7&.’535&4’@(5834’%) 5’7@(.’537%) 2 (48,) SbI
Irs — %) as
B, = ((E3+%) al—(x —%) ap—rzagz = a(x;;—k%)i—a(x —%)y—axgi (4a) Sb I
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