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R factor = 0.048; wR factor = 0.120; data-to-parameter ratio = 17.1.

The title compound, [Ni(C5H5)(C12H7)(C18H15P)], does not

contain strong hydrogen-bond donors or acceptors and the

primary interactions are limited to those of the weak C—

H� � ��(arene) type and mainly involving the arene rings.

Related literature

For related literature, see: Butler et al. (1998, 2005); Gallagher

et al. (1998, 2002); Orpen et al. (1994); Whittal, Humphrey &

Hockless (1998); Whittal, McDonagh et al. (1998).

Experimental

Crystal data

[Ni(C5H5)(C12H7)(C18H15P)]
Mr = 537.25
Monoclinic, P21=n
a = 14.4455 (4) Å
b = 12.7392 (5) Å
c = 15.2816 (4) Å
� = 108.439 (2)�

V = 2667.80 (15) Å3

Z = 4
Mo K� radiation
� = 0.81 mm�1

T = 150 (1) K
0.16 � 0.15 � 0.11 mm

Data collection

Nonius KappaCCD area-detector
diffractometer

Absorption correction: multi-scan
(SORTAV; Blessing, 1995)
Tmin = 0.813, Tmax = 0.954

8684 measured reflections
5695 independent reflections
3173 reflections with I > 2�(I)
Rint = 0.083

Refinement

R[F 2 > 2�(F 2)] = 0.048
wR(F 2) = 0.120
S = 0.98
5695 reflections

334 parameters
H-atom parameters constrained
��max = 0.54 e Å�3

��min = �0.61 e Å�3

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

Cg1, Cg2, Cg3 and Cg4 are the centroids of the rings C41–C46, C21–C26, C31–
C36 and C11–C15, respectively.

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

C3—H3� � �Cg1 0.95 2.84 3.760 (4) 164
C6—H6� � �Cg2i 0.95 2.74 3.549 (4) 144
C25—H25� � �Cg3ii 0.95 2.83 3.722 (3) 157
C23—H23� � �Cg4iii 0.95 3.04 3.797 (4) 138

Symmetry codes: (i) �x þ 1
2; y � 1

2;�z þ 1
2; (ii) �x;�y;�z þ 1; (iii)

x þ 1
2;�y þ 1

2; z þ 1
2.

Data collection: KappaCCD Server Software (Nonius, 1997); cell

refinement: DENZO-SMN (Otwinowski & Minor, 1997); data

reduction: DENZO-SMN; program(s) used to solve structure:

SHELXS97 (Sheldrick, 1997); program(s) used to refine structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEPIII

(Burnett & Johnson, 1996) and PLATON (Spek, 2003); software

used to prepare material for publication: SHELXL97 and PREP8

(Ferguson, 1998).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: TK2154).
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