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THE CONFORMATION OF THIOPHENOL IN SOLUTION DETERMINED BY LIQUID
CRYSTAL NMR SPECTROSCOPY,

L. Lunazzi and C.A. Veracini
Istituto di Chimica Organica. Université. Bologna. Italy.

It has been possible to obtain the proton NMR spectrum of thio-
phenol and 4-chlorothiophenol dissolved in the nematic phase of a
liquid crystalline solvent. The computer iterated spectral analy-
sis allowed the authors to determine the direct dipolar couplings
that depend solely aon the ratio of the interprotonic distances. |

It has been ascertained that a planar conformation does not
match the experimental data: to do so one should assume a CSH an-
gle of 107° whereas this angle in thiols is known2 to be 97°,

On the other hand a conformation having the CSH plane twisted
by 26° £ 3° with respect to the henzene ring is in agreement both
with the structural parameters (angles and bond lengths) of ﬂﬁplsz
and with the liquid crystals NMR experiment. It seems therefore
that thiophenol and its para derivatives are not planar in solu-

tion.
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