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Prototype NbS

AFLOW prototype label AB hP16 186 ac bc-002

ICSD 15679

CCDC 1596386

Pearson symbol hP16

Space group number 186

Space group symbol P63mc
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AFLOW prototype command aflow --proto=AB_hP16_186_ac_bc-002

--params=a, c/a, z1, z2, x3, z3, x4, z4

Other compounds with this structure
MoN

• This is the low-temperature structure of sulfur-rich NbS, tempered at ≈ 650◦C from the high-temperature phase, which
takes on the orthorhombic MnP (B31) structure. The metal-rich form, Nb1+xS, is in the NiAs (B81) structure.

• (Kadijk, 1969) give the occupancy of the Nb (2a) site as 68%, making the stoichiometry of this sample Nb0.92S.

• Space group P63mc#186 does not define the origin of the z-axis. Here we follow (Kadijk, 1969) and set z1 = 0 for the
Nb-I site.

• While (Kadijk, 1969) set x4=0.1634 for the S II site, the ICSD entry uses x4=-0.1634. Using the former value gives
unusual voids in the crystal structure which are not found with the later value. Accordingly we use the ICSD value
-0.1634.

Hexagonal primitive vectors

a1 = 1
2a x̂−

√
3
2 a ŷ
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B4 = 2
3 a1 +

1
3 a2 +

(
z2 +

1
2

)
a3 = 1

2a x̂−
√
3
6 a ŷ + c
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ẑ (6c) S II

B16 = 2x4 a1 + x4 a2 +
(
z4 +

1
2

)
a3 = 3

2ax4 x̂−
√
3
2 ax4 ŷ + c
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