
Ammonia (NH3, D01) Structure:
A3B cP16 198 b a-001
This structure originally had the label A3B cP16 198 b a. Calls to that address will be redirected here.
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Prototype H3N

AFLOW prototype label A3B cP16 198 b a-001

Strukturbericht designation D01

Mineral name ammonia

ICSD 84461

Pearson symbol cP16

Space group number 198

Space group symbol P213

AFLOW prototype command aflow --proto=A3B_cP16_198_b_a-001

--params=a, x1, x2, y2, z2

Other compounds with this structure
AsH3, PH3

• In the original Strukturbericht (Ewald, 1931) gave this structure the symbol D1. Following the revision of the type-D
numbering beginning in volume II (Herman, 1937) this should be renamed D01. We previously used the D1 designation,
but now list this as D01 for consistency with other D-type structures.
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Simple Cubic primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + x1 a2 + x1 a3 = ax1 x̂ + ax1 ŷ + ax1 ẑ (4a) N I
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B5 = x2 a1 + y2 a2 + z2 a3 = ax2 x̂ + ay2 ŷ + az2 ẑ (12b) H I
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B9 = z2 a1 + x2 a2 + y2 a3 = az2 x̂ + ax2 ŷ + ay2 ẑ (12b) H I
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B13 = y2 a1 + z2 a2 + x2 a3 = ay2 x̂ + az2 ŷ + ax2 ẑ (12b) H I
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