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Prototype Si

AFLOW prototype label A tI4 139 e-001

ICSD none

Pearson symbol tI4

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A_tI4_139_e-001

--params=a, c/a, z1

• The bct5 structure is a tetragonal analog of the diamond (A4) structure, with 5-fold coordination. It was proposed in
(Boyer, 1991) as a low-energy metastable phase of silicon, based on first-principles calculations and model potentials.
(Gerbig, 2012) found evidence of this structure in strained silicon.
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a3 = 1
2a x̂ + 1

2a ŷ − 1
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = z1 a1 + z1 a2 = cz1 ẑ (4e) Si I

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