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The benzene and phthalimido portions of the molecule of N-

(3-bromophenyl)phthalimide, C14H8BrNO2, are twisted by

38.1 (1) AÊ ; two molecules are linked across a center of

inversion by Br� � �O interactions of length 3.093 (3) AÊ .

Comment

In the crystal structure of N-(2-bromophenyl)phthalimide, (I),

the benzene and phthalimide portions of the molecule are

almost perpendicular to each other; the structure features an

intermolecular Br� � �O contact of about 3.1 AÊ that is inter-

preted in terms of possible charge-transfer or dipole±dipole

interactions (Wu et al., 2002). The two portions are twisted by

38.1 (1)� in the present 3-bromo analog (Fig. 1), which also

features a similar intermolecular interaction of 3.093 (3) AÊ

(Fig. 2).

Experimental

Phthalic anhydride (5 g, 30 mmol) and 3-bromoaniline (3.7 ml,

30 mmol) were heated in ethanol (100 ml) for 2 h. The solution was

®ltered; slow cooling of the solution yielded the impure compound,

which was then puri®ed by recrystallization from ethanol (m.p. 421±

423 K).

Crystal data

C14H8BrNO2

Mr = 302.12
Monoclinic, P21=n
a = 12.025 (1) AÊ

b = 7.877 (1) AÊ

c = 12.877 (1) AÊ

� = 106.03 (1)�

V = 1172.3 (1) AÊ 3

Z = 4

Dx = 1.712 Mg mÿ3

Mo K� radiation
Cell parameters from 25

re¯ections
� = 5.4±12.5�

� = 3.50 mmÿ1

T = 298 (2) K
Block, colorless
0.4 � 0.4 � 0.3 mm
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Figure 1
ORTEPII (Johnson, 1976) plot of (I), with displacement ellipsoids drawn
at the 50% probability level. H atoms are shown as spheres of arbitrary
radii.



Data collection

Enraf±Nonius CAD-4
diffractometer

!±2� scans
Absorption correction: empirical

via  scan (North et al., 1968)
Tmin = 0.269, Tmax = 0.350

2160 measured re¯ections
2054 independent re¯ections
1433 re¯ections with I > 2�(I)

Rint = 0.020
�max = 25.0�

h = 0! 14
k = ÿ9! 0
l = ÿ15! 14
3 standard re¯ections

frequency: 60 min
intensity decay: none

Re®nement

Re®nement on F 2

R[F 2 > 2�(F 2)] = 0.036
wR(F 2) = 0.075
S = 0.99
2054 re¯ections
164 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0304P)2

+ 0.8453P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.001
��max = 0.27 e AÊ ÿ3

��min = ÿ0.32 e AÊ ÿ3

Extinction correction: SHELXL97
Extinction coef®cient: 0.0194 (10)

Table 1
Selected geometric parameters (AÊ , �).

Br1ÐC1 1.899 (4)
O1ÐC7 1.196 (4)
O2ÐC14 1.201 (4)
N1ÐC14 1.400 (4)
N1ÐC7 1.411 (4)
N1ÐC3 1.433 (4)
C1ÐC6 1.365 (5)
C1ÐC2 1.380 (4)
C2ÐC3 1.375 (5)
C3ÐC4 1.376 (5)

C4ÐC5 1.387 (5)
C5ÐC6 1.375 (5)
C7ÐC8 1.489 (5)
C8ÐC13 1.377 (5)
C8ÐC9 1.377 (5)
C9ÐC10 1.387 (5)
C10ÐC11 1.372 (6)
C11ÐC12 1.388 (5)
C12ÐC13 1.379 (5)
C13ÐC14 1.486 (5)

C14ÐN1ÐC3 124.9 (3)
C14ÐN1ÐC7 112.3 (3)
C3ÐN1ÐC7 122.8 (3)
C2ÐC1ÐC6 121.8 (3)
C6ÐC1ÐBr1 119.3 (3)
C2ÐC1ÐBr1 118.9 (3)
C1ÐC2ÐC3 118.4 (3)
C2ÐC3ÐC4 121.3 (3)
C2ÐC3ÐN1 118.9 (3)
C4ÐC3ÐN1 119.8 (3)
C3ÐC4ÐC5 118.7 (3)
C4ÐC5ÐC6 120.9 (4)
C1ÐC6ÐC5 118.9 (3)
O1ÐC7ÐN1 125.5 (3)
O1ÐC7ÐC8 129.5 (3)

N1ÐC7ÐC8 105.0 (3)
C7ÐC8ÐC9 129.9 (4)
C7ÐC8ÐC13 108.5 (3)
C9ÐC8ÐC13 121.6 (3)
C8ÐC9ÐC10 117.2 (4)
C9ÐC10ÐC11 121.1 (4)
C10ÐC11ÐC12 121.7 (4)
C11ÐC12ÐC13 116.8 (4)
C12ÐC13ÐC8 121.6 (3)
C12ÐC13ÐC14 129.4 (3)
C8ÐC13ÐC14 109.0 (3)
O2ÐC14ÐN1 125.5 (3)
O2ÐC14ÐC13 129.4 (3)
N1ÐC14ÐC13 105.1 (3)

H atoms were placed at calculated positions [CÐH = 0.93 AÊ and

Uiso(H) = 1.2Ueq(C)] and were re®ned using a riding model.

Data collection: CAD-4/PC (Kretschmar, 1994); cell re®nement:

CAD-4 VAX/PC Fortran System (Enraf±Nonius, 1988); data reduc-

tion: XCAD4 (Harms, 1997) in WinGX (Farrugia, 1999); program(s)

used to solve structure: SHELXS97 (Sheldrick, 1997); program(s)

used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular

graphics: ORTEPII (Johnson, 1976); software used to prepare

material for publication: SHELXL97.
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Figure 2
ORTEPII (Johnson, 1976) plot of (I), illustrating the Br� � �O interactions
as dashed lines [symmetry code: (i) 1 ÿ x, ÿy, 1 ÿ z].
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