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4-Bromothiophene-2-carboxaldehyde

The title compound, C,H;BrOS, (I), was recrystallized from
ethanol at 273 K. The crystal structure of (I) has been
determined at 100 K.

Comment

As part of with our structural studies on symmetric thenoins
(Crundwell et al., 2002a,b) and symmetric thenils (Crundwell
et al., 2003), we report the structure of 4-bromothiophene-2-
carboxaldehyde, (I). This aldehyde crystallizes with one mol-
ecule in the asymmetric unit. An ORTEP-3 (Farrugia, 1997)
view of (I) is shown in Fig. 1.
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Experimental

Crystals of the title compound, (I), were obtained by recrystallizing 4-
bromothiophene-2-carboxaldehyde as received from Aldrich. The
aldehyde was dissolved in warm 95% ethanol and allowed to cool to
room temperature. The colorless needles had a sharp melting point of
318 K, which, along with '"H NMR data on (I), was in agreement with
published values (Fournari et al., 1967).

Crystal data

CsH;BrOS Mo Ka radiation

M, =191.04 Cell parameters from 5955
Monoclinic, P2;I /c reflections

a=41169 (4) A 6 =2.4-28.3°

b=84929 (8) A i =7.08mm™’

¢ =17.1626 (16) A T=100(2)K

Cube, colorless
0.26 x 0.26 x 0.26 mm

B =90.788 (2)°

V = 600.02 (10) A
Z=4
D,=2115Mgm™°

Data collection
Br-

Figure 1

A view of (I) (Farrugia, 1997). Displacement ellipsoids are drawn at the

50% probability level.
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uker SMART CCD area-detector
diffractometer

 scans

Absorption correction: multi-scan
(Blessing, 1995)
Tnin = 0.141, Tppax = 0.159

5955 measured reflections

Refinement

Refinement on F?

R[F? > 20(F%)] = 0.019

wR(F?) = 0.047

§=1.05

1499 reflections

73 parameters

H-atom parameters constrained

Table 1 .
Selected geometric parameters (A, °).
Brl—C4 1.8804 (18)
C5—C4 1371 (2)
Cc5-S1 17118 (19)
C4—C3 1414 (2)
C4—C5-S1 111.27 (14)
C5—C4—C3 113.67 (16)
C5—C4—Brl 123.40 (14)
C3—C4—Brl 122.92 (13)
C2—C3—C4 111.23 (16)

1499 independent reflections
1408 reflections with 7 > 20(I)
Rine = 0.034

Ormax = 28.3°
h=-5-5
k=-11—> 11
I=-22 522

w = 1/[0*(F,?) + (0.0039P)*
+ 0.449P]
where P = (F,? + 2F2)/3
(A/0)max = 0.004
ApPmax =050 € A’3
APmin = —032e A

-2 1374 (2)
c—cl 1.457 (2)
2-s1 1.7218 (17)
o1-C1 1213 (2)
3—C2—-C1 12571 (16)
C3—C2-81 11223 (13)
Cl—C2—S81 122.03 (14)
C5—-81—C2 91.61 (9)
01-Cl1—C2 124.39 (18)

All H atoms were placed in calculated positions, with C—H
distances of 0.93 A, and were included in the refinement in riding-
motion approximation, with Ujs,(H) = 1.2U.q of the carrier atom.

Data collection: SMART (Bruker, 1997); cell refinement: SMART;
data reduction: SAINT (Bruker, 1997); program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
ORTEP-3 (Farrugia, 1997); software used to prepare material for
publication: SHELXTL.
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