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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.005 Å; H-

atom completeness 99%; disorder in solvent or counterion; R factor = 0.037;

wR factor = 0.077; data-to-parameter ratio = 14.9.

The title compound, C12H9BrN2OS�0.06H2O, is a hydrated

Schiff base derived from benzoic hydrazide and 4-bromothio-

phene-2-carboxaldehide. The two Schiff base molecules in the

asymmetric unit differ crystallographically: in one molecule

the dihedral angle between the benzene ring and thiophene

ring is 49.88 (11)�, whereas the other molecule the rings are

almost coplanar with an r.m.s. deviation for the non-H atoms

of 0.025 Å. In the crystal, molecules form polymeric sheets

linked by N—H� � �O and C—H� � �O hydrogen bonds. The

water molecule of crystallization is partially occupied and its H

atoms could not be located.

Related literature

For a related structure, see: Aldoshin et al. (1991).

Experimental

Crystal data

C12H9BrN2OS�0.06H2O Mr = 310.30

Monoclinic, P21=c
a = 8.8348 (4) Å
b = 18.3446 (10) Å
c = 15.6788 (6) Å
� = 90.274 (2)�

V = 2541.1 (2) Å3

Z = 8
Mo K� radiation
� = 3.38 mm�1

T = 296 K
0.28 � 0.14 � 0.12 mm

Data collection

Bruker Kappa APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2005)
Tmin = 0.573, Tmax = 0.664

13354 measured reflections
4719 independent reflections
2848 reflections with I > 2�(I)
Rint = 0.048

Refinement

R[F 2 > 2�(F 2)] = 0.037
wR(F 2) = 0.077
S = 1.00
4719 reflections

316 parameters
H-atom parameters constrained
��max = 0.28 e Å�3

��min = �0.42 e Å�3

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

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

N1—H1N� � �O2 0.86 2.06 2.878 (3) 160
N3—H3A� � �O1i 0.86 2.12 2.951 (3) 162
C6—H6� � �O2 0.93 2.50 3.231 (4) 136
C20—H20� � �O1i 0.93 2.49 3.282 (4) 143

Symmetry code: (i) x;�yþ 1
2; zþ 1

2.

Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT

(Bruker, 2007); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009);

software used to prepare material for publication: WinGX (Farrugia,

1999) and PLATON.
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