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e Numerous structures have been proposed for vaterite: (Downs, 2003) lists fifteen. (Kabalah-Amitai, 2013) found that
vaterite consists of at least two coexisting phases: this disordered hexagonal structure proposed by (Kamhi, 1963), and
another orthorhombic but pseudo-hexagonal phase.

e CaCOg is also found as calcite (GO;).
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e The carbon and oxygen sites in this structure each have 1/3 occupation, giving the final CaCOg stoichiometry.

Hexagonal primitive vectors

al

S

a3 = %afc - @ay *
a; = gaX-+ ?ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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B, = 1a; ica (2a) Cal
B; = Toa; + 2zoag + iag %axg)‘(—i— ?axgy—f— %ci (6h) CI
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Big = —2x4a1 — x40 + 24 a3 —%ax4 X+ @am V+czz (12k) O1II
By, = T4a] — Tga9 + 2423 —V3arsy + cz4 2 (12k) O1II
Bis = —z4a; — 2x4a9 + (24 + %) as —%ami — @au? +c (24 + %) Z (12k) O1II
By = 2r4a1 + T4a0 + (24 + %) as %ami — @amy +ec (Z4 + %) Z (12k) OII
Bao —wga; +xgas + (24 + 3) ag V3azs§ +c(za+3) 2 (12k) 011
By = 2z4a1 + T4a9 — 24 A3 %CLI4 X — @au Y —cz42 (12k) O1II
By, = —r4a1 — 2x4a9 — 24 a3 —%am X — @am Y —cz42 (12k) O1II
Bos = —T4a; +T4ay — 24a3 V3ax, § — cza z (12k) O1II
Boy = —2r4a] — T4Q9 — (24 — %) as —%amfc + @amy —c (2’4 — % (12k) O1II
Bos = T4a; + 2z4 a9 — (2;4 - %) as %a:c4§( + ?amy —c (24 — %) Z (12k) O1II
Bog = Tad] — Tadg — (24 — %) as —V3az,§ —c (24 — %) Z (12k) O1II
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