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Prototype CaH6

AFLOW prototype label AB6 cI14 229 a d-001

ICSD none

Pearson symbol cI14

Space group number 229

Space group symbol Im3m

AFLOW prototype command aflow --proto=AB6_cI14_229_a_d-001

--params=a

Other compounds with this structure
YH6

• (Wang, 2012) predict this structure to become superconducting with a critical temperature of 220-235K at a 150 GPa.
(Ma, 2022) later synthesized the material and found Tc = 215K at 172 GPa. We show the structure at the lattice
constant predicted by (Wang, 2012) for a pressure of 150 GPa.
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Ca I

B2 = 1
2 a1 + 3

4 a2 + 1
4 a3 = 1

4a x̂ + 1
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