
Benzene Structure:
AB oP48 61 3c 3c-001
This structure previously used the label(s) AB oP48 61 3c 3c. Calls to these addresses will be redirected here.

Cite this page as:

• H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

• D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/PWJE

https://aflow.org/prototype-encyclopedia/AB oP48 61 3c 3c-001

Prototype C6H6

AFLOW prototype label AB oP48 61 3c 3c-001

Mineral name benzene

CCDC 725244

Pearson symbol oP48

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB_oP48_61_3c_3c-001

--params=a, b/a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6
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• Benzene is a liquid at temperatures above 6◦C (279K). This data was constructed from experiments at 150K. The
hydrogen atomic positions were approximated to agree with the chemistry of the benzene molecule.

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ
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(
z1 +

1
2

)
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ŷ − c

(
z6 − 1

2

)
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