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Prototype BaMnNa2O8V4

AFLOW prototype label ABC2D8E2 hP14 164 a b d di d-001

ICSD 13390

CCDC 1859758

Pearson symbol hP14

Space group number 164
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Space group symbol P3m1

AFLOW prototype command aflow --proto=ABC2D8E2_hP14_164_a_b_d_di_d-001

--params=a, c/a, z3, z4, z5, x6, z6

Other compounds with this structure
K2BaCa(PO4)2, K2BaMn(VO4)2, K2RbGd(VO4)2, K2RbTb(VO4)2, Na2BaCo(PO4)2, Na2BaCo(VO4)2, Na2BaFe(VO4)2, Na2BaMg(PO4)2,
Na2BaMn(PO4)2, Na2BaMn(VO4)2, Na2BaNi(PO4)2, Sr2BaMg(SiO4)2

• This is a quinary form of K3Na(SO4)2. The ICSD lists K3Na(SO4)2 as the structure type. We arbitrarily chose
Na2BaMn(VO4)2 as the prototype structure for the five-element form.

• Na2BaMn(VO4)2 can also be found in a monoclinic form (Sanjeewa, 2019).

• K2RbSc(PO4)2 and Na2BaMn(VO4)2 occupy the same Wyckoff positions in space grop P3m1 #164, but their AFLOW
mismatch (Hicks, 2018) is sufficiently large (0.35) that we place them in two different prototypes. The structures are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.

Trigonal (Hexagonal) primitive vectors
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Basis vectors
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Cartesian
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Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) Ba I
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√
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B10 = x6 a1 + 2x6 a2 + z6 a3 = 3
2ax6 x̂+

√
3
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B11 = −2x6 a1 − x6 a2 + z6 a3 = − 3
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2 ax6 ŷ + cz6 ẑ (6i) O II

B12 = −x6 a1 + x6 a2 − z6 a3 =
√
3ax6 ŷ − cz6 ẑ (6i) O II

B13 = 2x6 a1 + x6 a2 − z6 a3 = 3
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2 ax6 ŷ − cz6 ẑ (6i) O II

B14 = −x6 a1 − 2x6 a2 − z6 a3 = − 3
2ax6 x̂−

√
3
2 ax6 ŷ − cz6 ẑ (6i) O II
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