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In the title compound, C;3H,3N,0,"-Br~, the octyl chain has
an all-trans conformation. In the crystal, the cations are linked
by C—H- - -O bonds into a zigzag chain along the b axis. The
bromide anions further link the chains via C—H---Br
interactions into a two-dimensional array parallel to the ab
plane. An O—H- - -Br interaction is also observed.

Related literature
For related structures, see: Wei et al. (2009); Chen et al. (2009).
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Experimental
Crystal data

Cy3H,3N,0%Br™ V = 148259 (6) A®

M, = 319.24 Z=4
Monoclinic, P2, /c Mo Ko radiation
a=76745(2) A =277 mm™"
b =4.6176 (1) A T=100K

¢ = 41.8663 (9) A
B =92.167 (1)°

0.21 x 0.19 x 0.06 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.594, T = 0.851

10905 measured reflections
2761 independent reflections
2678 reflections with 7 > 20(1)
Rine = 0.023

Refinement

R[F? > 20(F%)] = 0.049
wR(F?) = 0.095
§=143

2761 reflections

167 parameters

1 restraint

H atoms treated by a mixture of
independent and constrained
refinement

Apmax = 125 ¢ A7

Apmin = =219 A3

Table 1 .

Hydrogen-bond geometry (A, °).

D—H.--A D—H H---A D---A D—H.--A
C6—H6B- - -Brl 0.99 2.89 3.772 (4) 148
C5—H5- - -Brl® 0.95 2.91 3.681 (4) 139
C4—H4- - -021 0.95 2.25 3.151 (5) 158
C3—H3. - -Brl’ 0.95 2.82 3.593 (4) 139
C2—H2B- - -Br1" 0.99 2.90 3.676 (4) 136
C2—H2A.--02" 0.99 2.44 3.328 (5) 150
O1—H1---Brl 0.84 (2) 2.33 (2) 3.153 (3) 168 (4)

Symmetry  codes: (i) —x,y—Li—z+4+L (i) —x+1,y—L—-z+L (i)
—x+Ly+L—z+L@(v) —xy+L —z+5 (M) y+1,z

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: X-
SEED (Barbour, 2001); software used to prepare material for
publication: SHELXL97 and pubICIF (Westrip, 2010).

The authors thank the University of Malaya for funding this
study (FRGS grant No. FP001/2010 A).

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: 1S2721).
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