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Prototype BaMgO4Si

AFLOW prototype label ABC4D hP42 173 a2b c 4c c-001

ICSD 73776

CCDC 1634532

Pearson symbol hP42

Space group number 173

Space group symbol P63
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AFLOW prototype command aflow --proto=ABC4D_hP42_173_a2b_c_4c_c-001

--params=a, c/a, z1, z2, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7, x8, y8, z8, x9, y9, z9

Other compounds with this structure
BNaSiO4, Ba(Ge, Zn)SiO4, BaCoSiO4, BaZnSiO4, CaAl2O4, NaGaSiO4 (sodalite), (Na0.7K0.3GaSiO4, NaZnAsO4, NaZnPO4,
SrAl2O4

• Even though (Liu, 1993) give the most complete data for BaCoSiO4, the ICSD selects BaMgSiO4 as the prototype, and
we follow that.

• We use the neutron powder data for BaMgSiO4 from (Liu, 1993).

• Space group P63 #173 does not specify the origin of the z-axis. We follow (Liu, 1993) and set z1 =1/4 for the Ba I site.
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ẑ (2a) Ba I

B3 = 1
3 a1 +

2
3 a2 + z2 a3 = 1

2a x̂+
√
3
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