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Key indicators: single-crystal X-ray study; T = 90 K; mean �(C–C) = 0.003 Å; R factor =

0.030; wR factor = 0.071; data-to-parameter ratio = 18.7.

The methoxy group of the title compound, C7H5Cl3O, is

rotated out of the plane of the aromatic ring system, with a

dihedral angle of 84.11 (13)�, due to the two bulky ortho-

chloro substituents.

Related literature

For similar structures of anisoles with two ortho-chloro

substituents, see: Rissanen et al. (1987); Weller & Gerstner

(1995); Wieczorek (1980). For other related literature, see:

Brownlee et al. (1993); Curtis et al. (1972); Iimura et al. (1984);

Kolehmainen & Knuutinen (1983); Oswald et al. (2005);

Pereira et al. (2000); Rissanen et al. (1988); Vlachos et al.

(2007); Zhang et al. (2006).

Experimental

Crystal data

C7H5Cl3O
Mr = 211.46
Monoclinic, P21=n
a = 14.7538 (5) Å
b = 3.9846 (2) Å
c = 15.4810 (7) Å
� = 115.5031 (19)�

V = 821.42 (6) Å3

Z = 4
Mo K� radiation
� = 1.05 mm�1

T = 90.0 (2) K
0.25 � 0.25 � 0.12 mm

Data collection

Nonius KappaCCD area-detector
diffractometer

Absorption correction: multi-scan
(SCALEPACK; Otwinowski &
Minor, 1997)
Tmin = 0.780, Tmax = 0.885

13489 measured reflections
1888 independent reflections
1558 reflections with I > 2�(I)
Rint = 0.020

Refinement

R[F 2 > 2�(F 2)] = 0.030
wR(F 2) = 0.070
S = 1.13
1888 reflections

101 parameters
H-atom parameters constrained
��max = 0.35 e Å�3

��min = �0.31 e Å�3

Data collection: COLLECT (Nonius, 1998); cell refinement:

SCALEPACK (Otwinowski & Minor, 1997); data reduction:

DENZO-SMN (Otwinowski & Minor, 1997); program(s) used to

solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to

refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

XP in SHELXTL (Sheldrick, 1994); software used to prepare

material for publication: SHELX97 and local procedures.
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