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Prototype ClHg

AFLOW prototype label AB tI8 139 e e-001

Strukturbericht designation D31

Mineral name calomel

ICSD 65441

Pearson symbol tI8

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=AB_tI8_139_e_e-001

--params=a, c/a, z1, z2

Other compounds with this structure
Hg2I2

Body-centered Tetragonal primitive vectors
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2a ŷ + 1
2c ẑ
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1

http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/T1KN
https://aflow.org/p/AB_tI8_139_e_e-001


Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = z1 a1 + z1 a2 = cz1 ẑ (4e) Cl I

B2 = −z1 a1 − z1 a2 = −cz1 ẑ (4e) Cl I

B3 = z2 a1 + z2 a2 = cz2 ẑ (4e) Hg I

B4 = −z2 a1 − z2 a2 = −cz2 ẑ (4e) Hg I
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