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Institut de Chimie, Université de Neuchâtel, Avenue de Bellevaux 51, CH-2000 Neuchâtel, Switzerland

Correspondence e-mail: bruno.therrien@unine.ch

Key indicators: single-crystal X-ray study; T = 173 K; mean �(C–C) = 0.005 Å; R factor = 0.033; wR factor = 0.081; data-to-parameter ratio = 16.7.

The single-crystal X-ray structure analysis of [RuCl2(C12H18)-

(C5H7NO)] reveals a distorted piano-stool geometry around

the RuII atom, with a hexamethylbenzene ligand, two chloride

ligands and a furfurylamine ligand, the latter coordinating

through the amine group. In the crystal, a dimeric structure is

observed as a result of N—H� � �Cl interactions between two

symmetry-related molecules.

Related literature

For publications dealing with metal complexes of furfuryl-

amine derivatives, see: Hu et al. (2006); Joesten et al. (1967).

For reviews on arene–ruthenium complexes as anticancer

agents, see: Süss-Fink (2010); Therrien & Smith (2011). For

biological activity of metal complexes of furfuryl derivatives,

see: Hamann et al. (1968); Shi et al. (2008). For a review on

arene–ruthenium chemistry, see: Therrien (2009). For the

synthesis, see: Bennett et al. (1982). For related structures, see:

Govindaswamy et al. (2004); Therrien & Süss-Fink (2004);

Therrien et al. (2004).

Experimental

Crystal data

[RuCl2(C12H18)(C5H7NO)]
Mr = 431.35
Monoclinic, P21=a
a = 7.6883 (6) Å

b = 22.8748 (18) Å
c = 10.1000 (7) Å
� = 100.493 (9)�

V = 1746.6 (2) Å3

Z = 4
Mo K� radiation
� = 1.20 mm�1

T = 173 K
0.15 � 0.12 � 0.11 mm

Data collection

Bruker SMART CCD
diffractometer

13771 measured reflections

3428 independent reflections
2693 reflections with I > 2�(I)
Rint = 0.040

Refinement

R[F 2 > 2�(F 2)] = 0.033
wR(F 2) = 0.081
S = 0.94
3428 reflections

205 parameters
H-atom parameters constrained
��max = 0.65 e Å�3

��min = �0.98 e Å�3

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

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

N—H1A� � �Cl2i 0.9 2.52 3.406 (3) 168

Symmetry code: (i) �x;�y þ 1;�z.

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

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

to solve structure: SIR97 (Altomare et al., 1999); program(s) used to

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

SHELXTL; software used to prepare material for publication:

SHELXTL.

AG gratefully acknowledges financial support from the

Federal Commission for Scholarships for Foreign Students.

References

Altomare, A., Burla, M. C., Camalli, M., Cascarano, G. L., Giacovazzo, C.,
Guagliardi, A., Moliterni, A. G. G., Polidori, G. & Spagna, R. (1999). J.
Appl. Cryst. 32, 115–119.

Bennett, M. A., Huang, T.-N., Matheson, T. W. & Smith, A. K. (1982). Inorg.
Synth. 21, 74–75.

Bruker (1999). SMART and SAINT. Bruker AXS Inc., Madison, Wisconsin,
USA.

Govindaswamy, P., Mozharivskyj, Y. A. & Mohan Rao, K. (2004). Polyhedron,
23, 3115–3123.

Hamann, H. C., Spaziano, V. T., Chou, T. C., Price, C. C. & Lin, H. H. (1968).
Can. J. Chem. 46, 419–423.

Hu, X.-L., Xu, X.-Y., Xu, T.-T. & Wang, D.-Q. (2006). Acta Cryst. E62, m2974–
m2975.

Joesten, M. D., Claus, K. G. & Lannert, K. P. (1967). J. Inorg. Nucl. Chem. 29,
1421–1426.

Sheldrick, G. M. (2008). Acta Cryst. A64, 112–122.
Shi, L., Fang, R.-Q., Xue, J.-Y., Xiao, Z.-P., Tan, S.-H. & Zhu, H.-L. (2008).

Aust. J. Chem. 61, 288–296.
Süss-Fink, G. (2010). Dalton Trans. 39, 1673–1688.
Therrien, B. (2009). Coord. Chem. Rev. 253, 493–519.
Therrien, B. & Smith, G. S. (2011). Dalton Trans. 40, 10793–10800.
Therrien, B. & Süss-Fink, G. (2004). Inorg. Chim. Acta, 357, 219–224.
Therrien, B., Vieille-Petit, L., Jeanneret-Gris, J., Štěpnička, P. & Süss-Fink, G.
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