
Crystal structure of 2,4-dichloro-6-[(6-methylpyridin-2-
ylimino)methyl]phenol, C13H10Cl2N2O

Ping Wang, Qi-Lin Li, Qiong Ruan and Yong-Qing Su*

Yunnan Normal University, Faculty of Chemistry and Chemical Engineering, Kunming 650092, P. R. China

Received November 29, 2010, accepted and available on-line January 16, 2011; CCDC no. 1267/3313

Abstract
C13H10Cl2N2O, monoclinic, P2/c (no. 13), a = 14.603(3) Å,
b = 4.323(2) Å, c = 20.445(3) Å, ' = 102.234(2)°,
V = 1261.4 Å3, Z = 4, Rgt(F) = 0.042, wRref(F

2) = 0.101,
T = 298 K.

Source of material
Reagents and solvents used were of commercially available
quality. An ethanol solution (10 ml) of 2-amino-6-methyl-
pyridine (0.1 mmol, 10.8 mg) was added to a stirred ethanol solu-
tion (10 ml) of 3,5-dichlorosalicylaldehyde (0.1 mmol, 19.1 mg).
After stirring for about 30 min at room temperature, the clear
yellow solution was left to stand still in air. Yellow block-shaped
crystals of the compound were formed after slow evaporation of
the solvent for a few days.

Experimental details
H atoms were placed in calculated positions and constrained to
ride on their parent atoms with d(C—H) = 0.93 - 0.96 Å, d(O—H)
= 0.82 Å, and Uiso(H) = 1.2 Ueq(C) and 1.5 Ueq(O1, C13).

Discussion
Schiff bases play an important role in biological [1-3] and coordi-
nation chemistry [4-6]. Recently, we have reported the crystal
structures of a few Schiff bases and their complexes with metal at-
oms [7,8].
The molecule of the title compound is approximately planar, with
a mean deviation from the least squares plane through all 18 non-
hydrogen atoms of 0.058(2) Å. The dihedral angle between the
C1-C6 benzene ring and the C8-C12/N2 pyridine ring is 5.3(2)°.
There is an intramolecular O1–H1···N1 hydrogen bond, which
supports planarity of the molecule. The bond lengths and angles
are comparable to those found in the similar Schiff base com-
pounds [9-11].

Z. Kristallogr. NCS 226 (2011) 35-36 / DOI 10.1524/ncrs.2011.0018 35

© by Oldenbourg Wissenschaftsverlag, München

Crystal: yellow block, size 0.18 × 0.20 × 0.20 mm
Wavelength: Mo K( radiation (0.71073 Å)
+: 5.02 cm−1

Diffractometer, scan mode: Siemens P4, $
2)max: 54°
N(hkl)measured, N(hkl)unique: 9591, 2750
Criterion for Iobs, N(hkl)gt: Iobs > 2 &(Iobs), 1754
N(param)refined: 165
Programs: SHELXS-97, SHELXL-97 [12]

Table 1. Data collection and handling.

H(1) 4g 0.1119 0.6082 0.4668 0.085
H(4) 4g 0.2813 −0.0308 0.3255 0.058
H(6) 4g 0.4136 0.4232 0.4894 0.057
H(7) 4g 0.3277 0.7422 0.5538 0.052
H(9) 4g 0.0553 1.0466 0.5754 0.061
H(10) 4g 0.0573 1.3875 0.6637 0.067
H(11) 4g 0.2002 1.5446 0.7273 0.065
H(13A) 4g 0.4128 1.2250 0.7291 0.099
H(13B) 4g 0.3679 1.5239 0.7523 0.099
H(13C) 4g 0.4050 1.5270 0.6858 0.099

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso

_____________
* Correspondence author (e-mail: yongqing_su@163.com)

Cl(1) 4g 0.09187(4) 0.0994(2) 0.31694(3) 0.0483(4) 0.0947(5) 0.0521(3) −0.0126(3) −0.0016(3) −0.0131(3)
Cl(2) 4g 0.46825(4) 0.0446(2) 0.39328(3) 0.0464(4) 0.0890(5) 0.0809(5) 0.0071(3) 0.0179(3) −0.0143(4)
N(1) 4g 0.1946(1) 0.8035(4) 0.53578(8) 0.043(1) 0.045(1) 0.045(1) 0.0019(8) 0.0068(8) 0.0029(8)
N(2) 4g 0.2799(1) 1.1055(4) 0.62510(8) 0.042(1) 0.048(1) 0.045(1) 0.0016(9) 0.0076(8) 0.0025(9)
O(1) 4g 0.1047(1) 0.4870(4) 0.43531(7) 0.0367(8) 0.076(1) 0.055(1) 0.0017(8) 0.0046(7) −0.0079(8)

Table 3. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z U11 U22 U33 U12 U13 U23



36 C13H10Cl2N2O
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