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X-ray and neutron diffraction studies of 2-amino-5-chloro-

pyridine, C5H5ClN2, were previously carried out at room

temperature [Kvick & Backéus (1974). Acta Cryst. B30, 474–

480; Kvick, Thomas & Koetzle (1976). Acta Cryst. B32, 224–

231]. This report is a redetermination of the crystal structure

at 100 K. As previously observed, molecules form centrosym-

metric dimers via two N—H� � �N hydrogen bonds. In addition,

C—H� � �� interactions are generated from molecules related

by c-glide transformations, which form extended two-dimen-

sional aggregation in the bc plane.

Related literature

For related literature, see: Almlöf et al. (1971); Averbuch-

Pouchot et al. (1988); Barlow et al. (1989); Iitaka (1961); Kvick

& Backéus (1974); Kvick et al. (1976); Kvick & Booles (1972);

Kvick & Olovsson (1968); Pourayoubi & Mahjoub (2007);

Ravikumar et al. (2001); Zakaria et al. (2002); Zou et al. (2003);

Simpson & Marsh (1966).

Experimental

Crystal data

C5H5ClN2

Mr = 128.56
Monoclinic, P21=c
a = 13.352 (4) Å

b = 5.7576 (16) Å
c = 7.266 (2) Å
� = 104.787 (6)�

V = 540.1 (3) Å3

Z = 4
Mo K� radiation
� = 0.58 mm�1

T = 100 (2) K
0.45 � 0.30 � 0.28 mm

Data collection

Bruker APEXII CCD area-detector
diffractometer

Absorption correction: none
4557 measured reflections

1285 independent reflections
1120 reflections with I > 2�(I)
Rint = 0.027

Refinement

R[F 2 > 2�(F 2)] = 0.027
wR(F 2) = 0.071
S = 0.99
1285 reflections

93 parameters
All H-atom parameters refined
��max = 0.35 e Å�3

��min = �0.26 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

Cg is the centroid of the benzene ring.

D—H� � �A D—H H� � �A D� � �A D—H� � �A

N2—H5� � �N1i 0.84 (2) 2.19 (3) 3.031 (2) 175
C2—H3� � �Cgii 0.95 (2) 2.71 3.414 134
C5—H1� � �Cgiii 0.96 (2) 2.76 3.506 131

Symmetry codes: (i) �x þ 1;�y;�z þ 1; (ii) x;�y � 1
2; z þ 1

2; (iii) x;�y þ 1
2; z � 1

2.

Data collection: APEX2 (Bruker, 2005); cell refinement: APEX2;

data reduction: APEX2; program(s) used to solve structure:

SHELXTL (Sheldrick, 1998); program(s) used to refine structure:

SHELXTL; molecular graphics: SHELXTL; software used to

prepare material for publication: SHELXTL.
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Kvick, Å., Thomas, R. & Koetzle, T. F. (1976). Acta Cryst. B32, 224–231.
Pourayoubi, M. & Mahjoub, A. R. (2007). Acta Cryst. E63, m2622–m2623.
Ravikumar, B., Sridhar, B. & Rajaram, R. K. (2001). Acta Cryst. E57, o1078–

o1080.
Sheldrick, G. M. (1998). SHELXTL. Version 5.10. Bruker AXS Inc., Madison,

Wisconsin, USA.
Simpson, H. J. & Marsh, R. E. (1966). Acta Cryst. 20, 550–555.
Zakaria, C. M., Ferguson, G., Lough, A. J. & Glidewell, C. (2002). Acta Cryst.

C58, o1–o5.
Zou, W., Chen, P., Gao, Y. & Meng, J. (2003). Acta Cryst. E59, o337–o339.

organic compounds

Acta Cryst. (2007). E63, o4631 doi:10.1107/S1600536807055328 # 2007 International Union of Crystallography o4631

Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint


