
electronic reprint
Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Editors: W.T.A. Harrison, J. Simpson and M.Weil

Bis(acetonitrile-κN)dichlorido(η4-cycloocta-1,5-
diene)ruthenium(II) acetonitrile
monosolvate

Haleden Chiririwa, Reinout Meijboom, Samson O. Owalude, Uche B. Eke
and Charmaine Arderne

Acta Cryst. (2011). E67, m1096

This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.

Acta Crystallographica Section E

Structure Reports
Online
Editors: W. Clegg and D. G. Watson

journals.iucr.org

International Union of Crystallography * Chester

ISSN 1600-5368

Volume 61

Part 11

November 2005

Inorganic compounds

Metal-organic compounds

Organic compounds

Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. The journal publishes
over 4000 structures per year. The average publication time is less than one month.

Crystallography Journals Online is available from journals.iucr.org

Acta Cryst. (2011). E67, m1096 Chiririwa et al. · [RuCl2(C8H12)(C2H3N)2]·C2H3N

http://journals.iucr.org/e/
http://dx.doi.org/10.1107/S1600536811027723
http://creativecommons.org/licenses/by/2.0/uk/legalcode
http://journals.iucr.org/e/
http://journals.iucr.org


Bis(acetonitrile-jN)dichlorido(g4-cyclo-
octa-1,5-diene)ruthenium(II) acetonitrile
monosolvate

Haleden Chiririwa,a* Reinout Meijboom,a Samson O.

Owalude,b Uche B. Ekeb and Charmaine Ardernea

aDepartment of Chemistry, University of Johannesburg, PO Box 524, Auckland Park,

Johannesburg 2006, South Africa, and bDepartment of Chemistry, University of

Ilorin, P M B 1515, Ilorin, Nigeria

Correspondence e-mail: harrychiririwa@yahoo.com

Received 14 June 2011; accepted 11 July 2011

Key indicators: single-crystal X-ray study; T = 100 K; mean �(C–C) = 0.003 Å;
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In the title RuII complex, [RuCl2(C8H12)(C2H3N)2]�CH3CN,

the metal ion is coordinated to the centers of each of the

double bonds of the cyclooctadiene ligand, to two chloride

ions (in cis positions) and to two N-atom donors (from MeCN

molecules) that complete the coordination sphere for the

neutral complex. The coordination about the RuII atom can

thus be considered to be octahedral with a slightly trigonal

distortion. There is also one acetonitrile solvent molecule per

molecule which is outside the coordination sphere of the

ruthenium atom.

Related literature

For the structure of the water solvate complex, see: Ashworth

et al. (1987).

Experimental

Crystal data

[RuCl2(C8H12)(C2H3N)2]�C2H3N
Mr = 403.31
Monoclinic, P21=c
a = 8.7033 (3) Å
b = 7.2434 (3) Å
c = 26.4178 (10) Å
� = 95.903 (1)�

V = 1656.59 (11) Å3

Z = 4
Mo K� radiation
� = 1.26 mm�1

T = 100 K
0.32 � 0.20 � 0.13 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: numerical
(AXScale; Bruker, 2010)
Tmin = 0.688, Tmax = 0.853

16175 measured reflections
4125 independent reflections
3806 reflections with I > 2�(I)
Rint = 0.030

Refinement

R[F 2 > 2�(F 2)] = 0.022
wR(F 2) = 0.054
S = 1.07
4125 reflections

184 parameters
H-atom parameters constrained
��max = 0.67 e Å�3

��min = �0.61 e Å�3

Table 1
Selected bond lengths (Å).

Ru1—N1 2.0303 (15)
Ru1—N2 2.0418 (15)
Ru1—C1 2.2082 (16)
Ru1—C8 2.2116 (17)

Ru1—C4 2.2154 (17)
Ru1—C5 2.2225 (17)
Ru1—Cl1 2.4212 (4)
Ru1—Cl2 2.4265 (4)

Data collection: APEX2 (Bruker, 2010); cell refinement: SAINT

(Bruker, 2010); data reduction: SAINT; program(s) used to solve

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

structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2

(Dolomanov et al., 2009); software used to prepare material for

publication: publCIF (Westrip, 2010).
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