Hypothetical BCT5 Si Structure:
A t14_139_e-001

This structure originally had the label A_tI4_139_e. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype Si

AFLOW prototype label A _t14_139_e-001
ICSD none

Pearson symbol t14

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A_tI4_139_e-001
--params=a, c/a, z1

e The beth 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.

Body-centered Tetragonal primitive vectors

a3 = —%ai—l—%a“—i—%ci
as = %aﬁ—%a&—i—%ci
ag = %afch%ayf%cZ
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B1 = zi1a] + z1 a2 = Cz1 Z (46) Sil
B2 = —Z1aA] —Z1aA2 = —CzZ1 Z (46) Sil
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