
Acta Cryst. (2001). E57, m95±m96 DOI: 101107/S1600536801002331 Gillian Allan et al. � [Sn(C14H29)(C6H5)3] m95

metal-organic papers

Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Triphenyltetradecylstannane

Gillian Allan,a John Nicolson

Low,b* Janet M. S. Skakle,a

James L. Wardellc² and

Solange M. S. V. Wardelld

aDepartment of Chemistry, University of

Aberdeen, Meston Walk, Old Aberdeen AB24

3UE, Scotland, bDepartment of Electronic Engi-

neering and Physics, University of Dundee,

Dundee DD1 4HN, Scotland, cInstituto de

QuõÂmica, Departamento de QuõÂmica, Inorgan-

ica, Universidade Federal do Rio de Janeiro,

21945-970 Rio de Janeiro, RJ, Brazil, and
dInstituto de QuõÂmica, Departamento de

QuõÂmica Organica, Universidade Federal

Fluminense, CEP 24020-150, NiteroÂ i, Brazil

² JLW is on leave from the Department of

Chemistry, University of Aberdeen, Scotland

Correspondence e-mail:

jnlow111@hotmail.com

Key indicators

Single-crystal X-ray study

T = 150 K

Mean �(C±C) = 0.004 AÊ

R factor = 0.035

wR factor = 0.071

Data-to-parameter ratio = 21.2
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In the title compound, [Sn(C14H29)(C6H5)3], the coordination

around the Sn atom is distorted tetrahedral, with the SnÐC

bonds being in the range 2.136 (2)±2.155 (2) AÊ and the CÐ

SnÐC angles being in the range 107.22 (9)±113.16 (10)�.

Comment

In the title compound, (I), the coordination around the Sn

atom is distorted tetrahedral, with the SnÐC bonds being in

the range 2.136 (2)±2.155 (2) AÊ and the CÐSnÐC angles

being in the range 107.22 (9)±113.16 (10)�. Full details of the

Sn connectivity is given in Table 1. A view of the molecule is

shown in Fig. 1.

Examination of the structure with PLATON (Spek, 2000)

showed that there were no solvent-accessible voids in the

crystal lattice.

Experimental

The title compound was prepared from Ph3SnCl and CH3(CH2)13Mg

Br in thf, was puri®ed by column chromatography on silica, using

petroleum ether as eluent and was recrystallized from EtOH. M.p.

334±336 K.

Crystal data

[Sn(C14H29)(C6H5)3]
Mr = 547.36
Triclinic, P1
a = 7.5468 (15) AÊ

b = 9.874 (2) AÊ

c = 20.378 (4) AÊ

� = 95.20 (3)�

� = 91.64 (3)�

 = 110.15 (3)�

V = 1416.8 (5) AÊ 3

Z = 2
Dx = 1.283 Mg mÿ3

Mo K� radiation
Cell parameters from 15659

re¯ections
� = 3.0±27.5�

� = 0.92 mmÿ1

T = 150 (1) K
Plate, colourless
0.55 � 0.10 � 0.01 mm

Data collection

KappaCCD diffractometer
' scans, and ! scans with � offsets
Absorption correction: multi-scan

(DENZO±SMN; Otwinowski &
Minor, 1997)
Tmin = 0.632, Tmax = 0.991

21 212 measured re¯ections

6331 independent re¯ections
5073 re¯ections withI > 2�(I)
Rint = 0.051
�max = 27.5�

h = ÿ9! 9
k = ÿ12! 12
l = ÿ26! 26
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Re®nement

Re®nement on F 2

R[F 2 > 2�(F 2)] = 0.035
wR(F 2) = 0.071
S = 1.00
6331 re¯ections
298 parameters

H-atom parameters constrained
w = 1/[�2(Fo

2) + (0.0310P)2]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.001
��max = 0.84 e AÊ ÿ3

��min = ÿ0.77 e AÊ ÿ3

Table 1
Selected geometric parameters (AÊ , �).

Sn1ÐC1C 2.136 (2)
Sn1ÐC1B 2.141 (3)

Sn1ÐC1A 2.142 (2)
Sn1ÐC1 2.155 (2)

C1CÐSn1ÐC1B 109.13 (10)
C1CÐSn1ÐC1A 110.14 (9)
C1BÐSn1ÐC1A 108.48 (9)

C1CÐSn1ÐC1 107.22 (9)
C1BÐSn1ÐC1 108.63 (9)
C1AÐSn1ÐC1 113.16 (10)

H atoms were treated as riding with CÐH distances in the range

0.95±0.99 AÊ .

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

re®nement: DENZO±SMN (Otwinowski & Minor, 1997); data

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

SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEPII

(Johnson, 1976) and PLATON (Spek, 2000); software used to

prepare material for publication: SHELXL97 and WordPerfect

macro PRPKAPPA (Ferguson, 1999).

X-ray data were collected at the EPSRC, X-ray Crystal-

lographic Service, University of Southampton, using an Enraf±

Nonius KappaCCD diffractometer. The authors thank the

staff for all their help and advice.
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Figure 2
A view of the crystal structure.

Figure 1
A view of (I) with the atomic numbering scheme. Displacement ellipsoids are drawn at the 30% probability level.
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