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Correspondence e-mail: shushzhang@126.com 1,2,3-Triazoles are important target molecules due to their
importance as potent pharmacophores. Many 1,2,3-triazoles
have been found to be potent antimicrobial (Chen et al., 2000)
and anti-inflammatory agents (Banu & Dinakar, 1999). The
title triazole, (I), was synthesized via [3 + 2]-cycloaddition
between azide and acetylene compounds. This reaction
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The title compound, (I), has a crystallographically imposed
center of symmetry. All bond lengths and angles are within
normal ranges (Allen et al., 1987). The dihedral angles
between the triazole ring and its attached benzene ring is
21.4 (2)°, and that between the triazole ring and the central
benzene ring is 56.9 (2)°, while the two benzene rings make an
angle of 43.0 (2)° with each other. In the crystal structure,
molecules are linked into a ribbon along the a axis (Fig. 2) by
C8—HB8A- - -N1 hydrogen bonds (Table 2).

Experimental

To a solution of bis(2-azidoethyl)terephthalate (1 g, 3.3 mmol) in
toluene (10 ml), were added successively phenylacetylene (1.6 ml,
16.5 mmol), Cul (0.66 g, 3.3 mmol) and diisopropyl ether (5 ml). The
© 2006 International Union of Crystallography mixture was stirred at 323 K for 20 h. After concentration, the
All rights reserved resulting solid was recrystallized from dimethylformamide (DMF),
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yielding the title compound, (I). A solution of (I) in DMF was
allowed to stand at 323 K for 2d and colourless needle-shaped
crystals suitable for X-ray crystallographic analysis were grown by

slow evaporation.

Crystal data

CosH24N6O4

M, = 508.53
Monoclinic, P2, /c
a=553803)A
b =30.783 (17) A
c=17.930 (5) A

B =107.617 (11)°
V =1288.6 (12) A?
Z=2

Data collection

Siemens SMART 1000 CCD area-
detector diffractometer

 scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tonin = 0.962, Tonax = 0.996

7423 measured reflections

Refinement

Refinement on F?
R[F? > 20(F%)] = 0.071
wR(F?) = 0.137
§S=1.03

2535 reflections

172 parameters

D, =1311 Mgm™

Mo Ko radiation

Cell parameters from 535
reflections

6 =2.6-18.5°

=009 mm™!

T=293(2)K

Needle, colourless

0.43 x 0.08 x 0.05 mm

2535 independent reflections
1226 reflections with I > 20(I)
Rine = 0.066

Omax = 26.0°
h=-5—>6
k=-38—> 32
I=-9—>9

H-atom parameters constrained

w = 1/[o*(Fy2) + (0.0384P)%]
where P = (F,” + 2F2)/3

(AI6) max < 0.001

APmax =012 e A7

Apmin = —0.12 ¢ A™3

Table 1 .

Selected bond lengths (A).

o1—Cll 1335 (4) N3—C9 1.464 (4)
01—C10 1.446 (3) C9—C10 1.498 (4)
02—Cl1 1.208 (4)

Table 2 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H A DA D—H--A
C8—H8A-- NI 0.93 2.49 3363 (5) 156

Symmetry code: (i) x +1,y, z.

All H atoms were located in difference Fourier maps and
constrained to ride on their parent atoms, with C—H distances in the
range 0.93-0.97 A and with U,(H) = 1.2 Ue,(C).

Data collection: SMART (Siemens, 1996); cell refinement: SAINT
(Siemens, 1996); data reduction: SAINT; program(s) used to solve
structure: SHELXTL (Sheldrick, 1997); program(s) used to refine
structure: SHELXTL; molecular graphics: SHELXTL; software used
to prepare material for publication: SHELXTL, PARST (Nardelli,
1995) and PLATON (Spek, 2003).
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Figure 1

The structure of (I), showing 50% probability displacement ellipsoids and
the atom-numbering scheme. Unlabelled atoms are related to labelled
atoms by2 —x,1 —y,2 — z.
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Figure 2
A view down the c axis, showing the ribbon along the a axis. Hydrogen
bonds are indicated by dashed lines.
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