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N-(2-Methylphenyl)-N-[3-(2-nitrophenyl)-

prop-2-enylidene]amine

The title compound, C;sH;4N,O,, is non-planar, with a
dihedral angle of 13.97 (8)° between the two benzene rings.
There exists an intramolecular C—H---O hydrogen bond,
forming a six-membered ring.

Comment

We have recently reported the structure of 2-{[3-(2-nitro-
phenyl)prop-2-enylidene]amino}phenol, (II) (Li et al, 2005).
In our ongoing studies of NLO (nonlinear optical) materials,
the title compound, (I), was obtained. We report here its
crystal structure (Fig. 1).

N/ /

CHj O

All bond lengths of (I) are comparable with those of (II).
The molecule of (I) shows a closer approach to planarity than
that of (II), the dihedral angle between the two benzene rings
being 13.97 (8)° in (I) and 83.0 (1)° in (II). There exists an
intramolecular C7—H7A---O1 hydrogen bond (Table 2),
forming a six-membered ring.

Experimental

The title compound was prepared according to the method of Li et al.
(2005).

Figure 1
The structure of (I), showing 50% probability displacement ellipsoids and
the atom-numbering scheme. The intramolecular hydrogen bond is shown
as a dashed line.
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Crystal data

C16H14aN,0,

M, =266.29
Monoclinic, P2, /c
a=1139 (3) A
b=9.705 (3) A
c=13.072 (4) A
B =106.532 (4)°
vV =13852 (7) A®
Z=4

Data collection

Siemens SMART 1000 CCD area-
detector diffractometer

 scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tnin = 0.970, Tpay = 0.986

7324 measured reflections

Refinement

Refinement on F?

R[F? > 20(F%)] = 0.045

wR(F?) = 0.130

S=1.04

2744 reflections

181 parameters

H-atom parameters constrained

D, =1277 Mgm™

Mo Ko radiation

Cell parameters from 2769
reflections

6 =2.6-26.1°

wn = 0.09 mm~

T=293(2)K

Block, yellow

0.36 x 0.25 x 0.16 mm

1

2744 independent reflections
2199 reflections with I > 20(1)
Ry = 0.021

Ormax = 26.2°
h=—14 - 14
k=—6— 12
l=—16 — 15

w = 1/[0*(Fy’) + (0.069P)*
+ 0.1682P]
where P = (F,” + 2F2)/3
(AI6) max < 0.001
APmax =023 e A7
Apmin = —0.18 ¢ A3

Table 1 .
Selected bond lengths (A).
O1—NI1 1.2042 (19)
02—N1 1.2134 (17)
N1—Cl 1472 (2)
N2—C9 1.2678 (18)

N2—C10 1.4159 (18)
Cc7-C8 1.3286 (19)
Cc8—C9 1.443 (2)

Table 2

Hydrogen-bond geometry (A, °).

D-H---A D—H H--A D---A D-H---A
C7—H7A---01> 0.93 2.35 2.701 (2) 102

All H atoms were located in difference Fourier maps and
constrained to ride on their parent atoms, with C—H = 0.93-0.96 A,
and with Uso(H) = 1.2 Uc(C) [Uso(H) = 1.5 Uq(C) for methyl H
atoms].

Data collection: SMART (Siemens, 1996); cell refinement: SAINT
(Siemens, 1996); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
SHELXTL (Siemens, 1996); software used to prepare material for
publication: SHELXTL, PARST (Nardelli, 1995) and PLATON
(Spek, 2003).
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