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Prototype B

AFLOW prototype label A tP50 134 a2m2n-001

Strukturbericht designation Ag

ICSD 26636

CCDC 1602026

Pearson symbol tP50

Space group number 134

Space group symbol P42/nnm

AFLOW prototype command aflow --proto=A_tP50_134_a2m2n-001

--params=a, c/a, x2, z2, x3, z3, x4, y4, z4, x5, y5, z5

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/R7N6
https://aflow.org/prototype-encyclopedia/A_tP50_134_a2m2n-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=26636&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1602026&DatabaseToSearch=Published


• This is apparently the most common form of boron. At least it is listed first in (Donohue, 1982).

• The basic building block is a slightly distorted icosahedron. This icosahedron also appears in α-B (hR12) and β-B
(hR105).
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ŷ + cz4 ẑ (16n) B IV

B35 = x5 a1 + y5 a2 + z5 a3 = ax5 x̂+ ay5 ŷ + cz5 ẑ (16n) B V
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ẑ (16n) B V

B38 = y5 a1−
(
x5 − 1

2

)
a2+

(
z5 +

1
2

)
a3 = ay5 x̂− a

(
x5 − 1

2

)
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