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(3-Methoxyphenyl)acetic acid

The title compound, CgH;(O5, also known as (m-methoxy-
phenyl)acetic acid, has been found to crystallize in the
monoclinic space group P2;/c at room temperature. It is the
starting material for the synthesis of a large number of 1,2,3,4-
tetrahydroisoquinoline compounds [Nagarajan et al. (1985).
Indian J. Chem. Sect. B, 24, 83-97]. The compound forms
dimers in the crystalline state, with O—H---O hydrogen
bonds between the carboxyl groups, across a crystallographic
centre of symmetry.
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Experimental

The 98% pure compound was bought from Sigma Aldrich. Single
crystals were grown from a mixture of ethyl acetate and hexane at
room temperature, by slow evaporation. The compound crystallizes
as prisms.
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The molecular structure of the title compound, drawn with 50%

probability displacement ellipsoids.
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Figure 2
Packing diagram of the title compound, viewed down the b axis, showing
O—H- - -O hydrogen-bonded dimers.

Data collection

Bruker SMART CCD area-detector

diffractometer
¢ and o scans
Absorption correction: none
6276 measured reflections
1714 independent reflections

Refinement

Refinement on F?
R[F? > 20(F%)] = 0.040
wR(F?) = 0.117
S§=1.03

1714 reflections

149 parameters

H-atom parameters constrained

1310 reflections with I > 20(I)

Rine = 0.037
Omax = 26.4°
h=-20— 20
k=—6—>6
[=-12 - 12

w = 1/[o*(F,%) + (0.077P)*
+0.0041P]
where P = (F,> + 2F2)/3
(A6 ) max = 0.003
APmax =015 A3
Apumin = —0.16 e A3

Table 1

Hydrogen-bonding geometry (A, °).

D—H---A D—H H--A D---A D—H---A
02—H2.- -0l 0.82 1.87 2.687 (2) 173

Symmetry code: (i) —x, 1 —y, 1 —z.

Data collection: SMART (Bruker, 1998); cell refinement: SMART;
data reduction: SAINT (Bruker, 1998); program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
ORTEP-3 for Windows (Farrugia, 1997) and CAMERON (Watkin et
al., 1993); software used to prepare material for publication:
PLATON (Spek, 1990).

The authors thank the Department of Science and Tech-
nology, India, for the data collection on the CCD facility set up
under the IRFA-DST programme.
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