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In the title compound, C18H18ClN5O2, there are two

independent molecules in the asymmetric unit. In both

molecules, the pyrimidine ring is almost coplanar with the

central pyrazole ring, while the benzene ring is almost

perpendicular to it.

Comment

Pyrimidine derivatives are very important molecules in

biology and have many applications as pesticides and phar-

maceuticals (Condon et al., 1993). For example, imazo-

sulfuron, ethirmol and mepanipyrim have been

commercialized as agrochemicals (Maeno et al., 1990). Pyri-

midine derivatives, such as AZT, have also found use as

antiviral agents (Gilchrist, 1997). In order to discover new

biologically active pyrimidine compounds, the title compound,

(I), was synthesized and its structure is reported here. It

crystallizes with two independent molecules in the asymmetric

unit (Fig. 1). All bond lengths and angles are normal.

In both independent molecules, the central pyrazole ring is

almost coplanar with the pyrimidine ring and approximately

perpendicular to the benzene ring. The dihedral angles formed

by the pyrimidine ring and the benzene ring with the pyrazole

ring in the two independent molecules are 8.35 (16) and

87.95 (10)� in one molecule and 8.30 (24) and 85.60 (9)� in the

other.

Experimental

2,4-Dichloropyrimidine (2.2 mmol), anhydrous potassium carbonate

(0.552 g, 4 mmol), and 5-(3,5-dimethylphenoxy)-1,3-dimethyl-1H-

pyrazole-4-carbaldehyde oxime (2 mmol) were mixed in acetonitrile

(40 ml) and refluxed for 5 h. The solvent was then evaporated in

vacuo. The residue was recrystallized from ethanol and single crystals

of (I) suitable for X-ray measurements were obtained by recrys-

tallization from ethyl acetate at room temperature.



Crystal data

C18H18ClN5O2

Mr = 371.82
Triclinic, P1
a = 8.217 (2) Å
b = 8.4391 (15) Å
c = 30.674 (5) Å
� = 93.15 (1)�

� = 90.342 (3)�

� = 118.958 (3)�

V = 1857.0 (6) Å3

Z = 4
Dx = 1.330 Mg m�3

Mo K� radiation
� = 0.23 mm�1

T = 294 (2) K
Block, colorless
0.50 � 0.30 � 0.20 mm

Data collection

Bruker SMART CCD area-detector
diffractometer

’ and ! scans
Absorption correction: multi-scan

(SADABS; Sheldrick, 1996)
Tmin = 0.895, Tmax = 0.956

9445 measured reflections
6481 independent reflections
4096 reflections with I > 2�(I)
Rint = 0.026
�max = 25.0�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.050
wR(F 2) = 0.146
S = 1.04
6481 reflections
478 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0725P)2

+ 0.178P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.003
��max = 0.36 e Å�3

��min = �0.41 e Å�3

Extinction correction: SHELXL97
Extinction coefficient: 0.0153 (15)

All H atoms were placed in calculated positions, with C—H = 0.93

or 0.96 Å, and included in the final cycles of refinement using a riding

model, with Uiso(H) = 1.2Ueq(C).

Data collection: SMART (Bruker, 1999); cell refinement: SAINT

(Bruker, 1999); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1990); program(s) used to refine

structure: SHELXL97 (Sheldrick, 1997); molecular graphics:

SHELXTL (Bruker, 1999); software used to prepare material for

publication: SHELXTL.

This work was supported by the National Key Project for

Basic Research (No. 2003CB114400) and the Research

Foundation for the Doctoral Program of Higher Education

(No. 20020055022).

References

Bruker (1999). SMART (Version 5.618), SAINT (Version 6.45) and
SHELXTL (Version 6.1). Bruker AXS Inc., Madison, Wisconsin, USA.

Condon, M. E., Brady, T. E., Feist, D., Malefyt, T., Marc, P., Quakenbush, L. S.,
Rodaway, S. J., Shaner, D. L. & Tecle, B. (1993). Brighton Crop Protection
Conference, Weeds, pp. 41–46. Alton, Hampshire, England: BCPC
Publications.

Gilchrist, T. L. (1997). Heterocycl. Chem., 3rd ed., pp. 261–276. Singapore:
Addison Wesley Longman.

Maeno, S., Miura, I., Masuda, K. & Nagata, T. (1990). Brighton Crop
Protection Conference, Pests and Diseases, pp. 415–422. Alton, Hampshire,
England: BCPC Publications.

Sheldrick, G. M. (1990). Acta Cryst. A46, 467–473.
Sheldrick, G. M. (1996). SADABS. Version 4.202. University of Göttingen,.

Germany.
Sheldrick, G. M. (1997). SHELXL97. University of Göttingen, Germany.

organic papers

o2472 Zou et al. � C18H18ClN5O2 Acta Cryst. (2006). E62, o2471–o2472

Figure 1
The asymmetric unit of the title compound, (I), with displacement
ellipsoids drawn at the 30% probability level.


