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Crystal study of quinaldic acid at low temperature. By M.Y.KHAN and P.SRIVASTAVA*, Department of Physics,
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(Received 29 April 1967 and in revised form 6 June 1967)

The lattice dimensions of quinaldic acid, which is a monoclinic crystal, were determined at25°Cand — 150°C.
The dimer formation and hence hydrogen bonding in this acid was indicated by a study of infrared absorp-
tion. From extinction rules as well as statistical test, the space group P2/c x (C2»%) was assigned.

The infrared spectroscopic study of the compounds con-
taining groups X(:O)OH by Braunholtz, Hall, Sheppard &
Mann (1959) showed a possibility of the shift of the OH
stretching peak from 3600 cm-!. Therefore infrared spec-
troscopic measurements at different concentrations as well
as dielectric measurements were made for quinoline-2-car-
boxylic acid, C;0H;O;N. These results indicated the pres-
ence of dimers. The present paper gives the crystal data
of this acid at 25°C and —150°C.

The unit cell is monoclinic. Measurements were made by
using Cu K« radiation and by employing oscillation and
Weissenberg techniques. The axial parameters of the unit
cell from zero layer Weissenberg photographs were refined
by the method of least squares using high angle spots
(Huges, Yakel & Freeman, 1961).

Room temperature Low temperature Coefficient of

(25°C) (—150°C) expansion x 106
a= 977+001 A a= 9:52+001A aa=150-0 C°-1
b= 5-97+001 b= 5-86+0-01 ap=107-3 C°-1
¢=28-00+0-02 ¢=27-36+0:02 o =133-7C°-1
B=90°30"+5" B=90°+5"

The observed density 1-42 g.cm~3, determined by the
flotation method with potassium iodide solution, agrees
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with the value 1-41 g.cm—3 calculated for eight molecules
per unit cell.

The space group assigned to this crystal on the basis of
the extinction rule and statistical test is P2/c. Although two
forbidden spots 105 and 105 were found on low temperature
Weissenberg photographs, at room temperature their inten-
sities became so weak that they were visible only on heavily
exposed photographs. These two spots have been inter-
preted as being due to the Renninger effect (Khan, 1967).
Hence the above space group for quinaldic acid is estab-
lished beyond doubt.

Because the molecule contains light atoms only and there
is no other information such as magnetic susceptibility data,
the authors are not at present undertaking any further study
of the structure determination of this substance.

We wish to express our thanks to Prof. B.N.Srivastava,
D.Sc., F.N.L.,, for providing the low temperature facilities
and Prof. D.Sharma for his constant encouragement of the
work. One of the authors (M.Y.K.) is grateful to the Council
of Scientific and Industrial Research, New Delhi, India,
for financial assistance.
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The unit-cell dimensions and space group of 2-(benzylthio)imidazoline and 2-(benzylthio)tetrahydropyr-
imidine hydrochlorides. By A.DEL Pra, Centro di Strutturistica Chimica del C.N.R., Sezione 11, Istituto di Chimica

Organica, Padova, Italy

(Received 22 July 1967)

Correction to Acta Cryst. 22, 926 (1967).

The ¢ value of the unit cell of 2-benzylthioimidazoline re-
ported in the Abstract of a recent paper (Del Pra, 1967)
should be read 10-04 A, instead of 11-25 A.
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