
Bararite [Trigonal (NH4)2SiF6, J16] Structure:
A6B2C hP9 164 i d a-001
This structure originally had the label A6B2C hP9 164 i d a. Calls to that address will be redirected here.
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Prototype Fe6(NH4)2Si

AFLOW prototype label A6B2C hP9 164 i d a-001

Strukturbericht designation J16

Mineral name bararite

ICSD 18027

Pearson symbol hP9

Space group number 164

Space group symbol P3m1

AFLOW prototype command aflow --proto=A6B2C_hP9_164_i_d_a-001

--params=a, c/a, z2, x3, z3
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• Bararite is a trigonal form of (NH4)2SiF6, metastable at room temperature. The room temperature stable form is cubic
cryptohalite, which takes on the J11 structure. Except for the hydrogen atoms, this structure is very similar to J113,
K2GeF6. (Schlemper, 1966) state that the hydrogen atoms are on (2d) and (6i) sites, but were not able to determine the
coordinates because of large thermal fluctuations. They were to study the system at 77K, but we have not found any
evidence that this work was ever published.

• Originally (Hicks, 2021) we had the wrong sign for z3. This has been corrected.

Trigonal (Hexagonal) primitive vectors
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Basis vectors

Lattice
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Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) Si I

B2 = 1
3 a1 + 2

3 a2 + z2 a3 = 1
2a x̂ +

√
3
6 a ŷ + cz2 ẑ (2d) N I

B3 = 2
3 a1 + 1

3 a2 − z2 a3 = 1
2a x̂−

√
3
6 a ŷ − cz2 ẑ (2d) N I

B4 = x3 a1 − x3 a2 + z3 a3 = −
√

3ax3 ŷ + cz3 ẑ (6i) F I

B5 = x3 a1 + 2x3 a2 + z3 a3 = 3
2ax3 x̂ +

√
3
2 ax3 ŷ + cz3 ẑ (6i) F I

B6 = −2x3 a1 − x3 a2 + z3 a3 = − 3
2ax3 x̂ +

√
3
2 ax3 ŷ + cz3 ẑ (6i) F I

B7 = −x3 a1 + x3 a2 − z3 a3 =
√

3ax3 ŷ − cz3 ẑ (6i) F I

B8 = 2x3 a1 + x3 a2 − z3 a3 = 3
2ax3 x̂−

√
3
2 ax3 ŷ − cz3 ẑ (6i) F I

B9 = −x3 a1 − 2x3 a2 − z3 a3 = − 3
2ax3 x̂−

√
3
2 ax3 ŷ − cz3 ẑ (6i) F I
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