
Aragonite (G02, CaCO3) Structure:
ABC3 oP20 62 c c cd-003
This structure previously used the label(s) ABC3 oP20 62 c c cd. Calls to these addresses will be redirected here.
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Prototype CaCO3

AFLOW prototype label ABC3 oP20 62 c c cd-003

Strukturbericht designation G02

Mineral name aragonite

ICSD 15194

CCDC 1595969

Pearson symbol oP20

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC3_oP20_62_c_c_cd-003

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, y4, z4
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Other compounds with this structure
BaCO3 (Witherite), (Ba, Ca)CO3 (Bromlite), CeBO3, (Cu, Mg, Mn)CO3 (Manganocalcite), EuCO3, LaBO3, MnCO3 (Rhodochrosite),
NdBO3, PbCO3 (Cerussite), PrBO3, SrCO3 (Strontianite)

• (Ewald, 1931) originally listed this as Strukturbericht G2, but it was designated G02 in (Gottfried, 1937).

• Argonite (CaCo3, G02, α-KNO3, and (NH4)NO3 III (G010) all share the same AFLOW label, ABC3 oP20 62 c c cd. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ
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4b ŷ + cz2 ẑ (4c) Ca I

B6 = −
(
x2 − 1

2

)
a1 +

3
4 a2 +(

z2 +
1
2

)
a3

= −a
(
x2 − 1

2

)
x̂+ 3

4b ŷ + c
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