a-Toluene (C;Hg) Structure:
ATB8 mP120 14 14e 16e-001

This structure originally had the label A7B8_ mP120_14_14e_16e. Calls to that address will be redirected here.
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Mineral name toluene

ICSD none

CCDC 725245

Pearson symbol mP120

Space group number 14

Space group symbol P2y /c
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e o-Toluene is the stable low-temperature crystalline structure of the toluene molecule, C7Hg, which crystallizes below
178K. This data was constructed from experiments at 150K. The hydrogen atomic positions were approximated to agree
with the chemistry of the toluene molecule.

e There is also a metastable form, S-toluenel
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B, = r1a; + yias + 21 a3 = (axy +cz1co8B) X+ by1 § + cz18in 5z (4e) CI
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Bs = z9a;— (y - %) as+ (212 + %) a3 = (axz +c (22 + %) cosﬁ) X — (4e) CII
b(yg— %) y—i—c(zg—l—%)sinﬁz
By = T3a; +y3as + 23 as = (axs + czzcos B) X+ bys§ + czzsin 5z (de) C III
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73— 3) as b(ys+1) 9 —c(z3—L)sinpz
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24—%) as b(y4—|—%)$’—c(Z4—%)sinﬁi
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b(y — %) §f—|—c(z4+%)sinﬁ2
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