
organic papers

o784 Berit Nicolaisen et al. � C34H54O4Si2 DOI: 10.1107/S1600536804008311 Acta Cryst. (2004). E60, o784±o785

Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Diethyl 2,5-bis(triisopropylsilylethynyl)-
terephthalate

Berit Nicolaisen,a Andrew D.

Bonda and Mogens Brùndsted

Nielsenb*

aUniversity of Southern Denmark, Department

of Chemistry, Campusvej 55, 5230 Odense,

Denmark, and bUniversity of Copenhagen,

Department of Chemistry, Universitetsparken 5,

2100 Copenhagen, Denmark

Correspondence e-mail: mbn@kiku.dk

Key indicators

Single-crystal X-ray study
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In the crystal structure of the title compound, C34H54O4Si2, at

180 K, the molecules lie on inversion centres.

Experimental

The title compound was prepared according to a procedure similar to

that for the related compound diethyl 2,5-bis(1-decynyl)-

terephthalate (Zhang et al., 2000). Crystals suitable for X-ray analysis

were prepared by slow evaporation of a dichloromethane solution.

Crystal data

C34H54O4Si2
Mr = 582.95
Triclinic, P1
a = 7.6344 (4) AÊ

b = 7.7017 (4) AÊ

c = 16.2680 (9) AÊ

� = 89.224 (2)�

� = 77.873 (2)�

 = 69.352 (1)�

V = 873.19 (8) AÊ 3

Z = 1
Dx = 1.109 Mg mÿ3

Mo K� radiation
Cell parameters from 5107

re¯ections
� = 2.6±30.5�

� = 0.14 mmÿ1

T = 180 (2) K
Block, colourless
0.35 � 0.20 � 0.20 mm

Data collection

Bruker±Nonius X8APEX-II CCD
diffractometer

Thin-slice ! and ' scans
Absorption correction: multi-scan

(SADABS; Sheldrick, 2003)
Tmin = 0.800, Tmax = 0.974

11772 measured re¯ections

5139 independent re¯ections
4112 re¯ections with I > 2�(I)
Rint = 0.025
�max = 30.5�

h = ÿ10! 10
k = ÿ10! 10
l = ÿ20! 23
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Figure 1
The molecular unit of (I), showing displacement ellipsoids at the 50%
probability level for non-H atoms. H atoms are shown as spheres of
arbitrary radius. [Symmetry code (i): 1 ÿ x, 1 ÿ y, 1 ÿ z.]



Re®nement

Re®nement on F 2

R[F 2 > 2�(F 2)] = 0.045
wR(F 2) = 0.134
S = 1.07
5139 re¯ections
188 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0768P)2

+ 0.1418P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max < 0.001
��max = 0.47 e AÊ ÿ3

��min = ÿ0.23 e AÊ ÿ3

H atoms bound to C atoms were positioned geometrically and

allowed to ride during subsequent re®nement with CÐH = 0.95 AÊ

and Uiso(H) = 1.2Ueq(C) for the H atom bound to C1; CÐH = 0.99 AÊ

and Uiso(H) = 1.2Ueq(C) for H atoms bound to C7; CÐH = 1.00 AÊ

and Uiso(H) = 1.2Ueq(C) for H atoms bound to C9, C12 and C15; CÐ

H = 0.98 AÊ and Uiso(H) = 1.5Ueq(C) for H atoms of the methyl

groups. The methyl groups were allowed to rotate about their local

threefold axes.

Data collection: APEX2 (Bruker±Nonius, 2003); cell re®nement:

SAINT (Bruker, 2003); data reduction: SAINT; program(s) used to

solve structure: SHELXTL (Sheldrick, 2000); program(s) used to

re®ne structure: SHELXTL; molecular graphics: SHELXTL; soft-

ware used to prepare material for publication: SHELXTL.

The structure is the ®rst to be produced from a new Bruker±

Nonius X8APEX-II system. We are grateful to the Danish

Natural Science Research Council (SNF) and Calsbergfondet

for providing the funds to purchase this equipment.
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