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There are two independent molecules in the asymmetric unit

of the title N-substituted oxindole, C22H26N2O2, which was

obtained unexpectedly. The heterocyclic rings in both mol-

ecules adopt N-envelope conformations and the isoindole ring

systems are essentially planar.

Comment

The background to this study is set out in the preceding paper

(Parvez et al., 2007). In this paper, we report the structure of

the N-substituted oxindol (4b).

There are two independent molecules in the asymmetric

unit of (4b) (Figs. 1 and 2); each molecule is composed of a

ketonic p-methylisoindole group and a trimethyl- and p-

methylphenyl-substituted isoxazolidine unit. The heterocyclic

rings in both molecules adopt envelope conformations, with

N1 and N10 lying 0.736 (3) and 0.715 (2) Å, repectively, out of

the planes formed by the other ring atoms. The p-methyl-

isoindole units in the two molecules of (4b) are also planar, the

maximum deviations of atoms from their mean planes being

0.0622 (13) and 0.0814 (14) for N2 and C130, respectively,

while the ketonic O2 and O20 atoms are 0.132 (2) and

0.254 (2) Å, respectively, out of the ring planes. There are

some minor but significant conformational differences in the

two molecules of (4b), e.g. the deviations of pairs of atoms

C1/C10 and C13/C130 from their respective isoindole ring

systems are 0.084 (3), 0.141 (3) and 0.0370 (14), 0.0814 (14) Å,

respectively. The structure is devoid of any classical hydrogen

bonds. The crystal structure of (4a) is reported in the

preceding paper (Parvez et al., 2007).

Experimental

The preparation of (4b) has been reported previously (Mehrdad et al.,

2007). Single crystals of (4b) were obtained by slow evaporation from

petroleum ether (b.p. 310–330 K) in an ice box.



Crystal data

C22H26N2O2

Mr = 350.45
Monoclinic, P21=c
a = 19.390 (3) Å
b = 14.037 (3) Å
c = 14.266 (5) Å
� = 96.057 (8)�

V = 3861.2 (17) Å3

Z = 8
Dx = 1.206 Mg m�3

Mo K� radiation
� = 0.08 mm�1

T = 173 (2) K
Block, colorless
0.24 � 0.22 � 0.18 mm

Data collection

Nonius KappaCCD diffractometer
! and ’ scans
Absorption correction: multi-scan

(SORTAV; Blessing, 1997)
Tmin = 0.982, Tmax = 0.986

32322 measured reflections
8752 independent reflections
3897 reflections with I > 2�(I)
Rint = 0.143
�max = 27.4�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.054
wR(F 2) = 0.145
S = 0.99
8752 reflections
479 parameters

H-atom parameters constrained
w = 1/[�2(Fo

2) + (0.06P)2]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.001
��max = 0.28 e Å�3

��min = �0.32 e Å�3

H atoms were located in difference Fourier syntheses and were

included in the refinement at geometrically idealized positions, with

C—H = 0.95, 0.98 and 0.99 Å and Uiso(H) = 1.2Ueq(C).

Data collection: COLLECT (Hooft, 1998); cell refinement:

DENZO (Otwinowski & Minor, 1997); data reduction: SCALE-

PACK (Otwinowski & Minor, 1997); program(s) used to solve

structure: SAPI91 (Fan, 1991); program(s) used to refine structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEPII

(Johnson, 1976); software used to prepare material for publication:

SHELXL97.

The authors thank the Vice President of Research Affairs at

Shahid Beheshti University for financial support, and grate-

fully acknowledge Dr A. Jassbi for helpful suggestions.

References

Blessing, R. H. (1997). J. Appl. Cryst. 30, 421–426.
Fan, H.-F. (1991). SAPI91. Rigaku Corporation, Tokyo, Japan.
Hooft, R. (1998). COLLECT. Nonius BV, Delft, The Netherlands.
Johnson, C. K. (1976). ORTEPII. Report ORNL-5138. Oak Ridge National

Laboratory, Tennessee, USA.
Mehrdad, M., Sureni, H., Heydari, H., Jadidi, K. & Parvez, M. (2007). In

preparation.
Otwinowski, Z. & Minor, W. (1997). Methods in Enzymology, Vol. 276,

Macromolecular Crystallography, Part A, edited by C. W. Carter Jr and
R. M. Sweet, pp. 307–326. New York: Academic Press.

Parvez, M., Mehrdad, M., Sureni, H., Heydari, A. & Jadidi, K. (2007). Acta
Cryst. E63, o877–o878.

Sheldrick, G. M. (1997). SHELXL97. University of Göttingen, Germany.

organic papers

o876 Parvez et al. � C22H26N2O2 Acta Cryst. (2007). E63, o875–o876

Figure 1
The structure of one of the molecules of (4b), with displacement
ellipsoids drawn at the 30% probability level.

Figure 2
The structure of the other molecule of (4b), with displacement ellipsoids
drawn at the 30% probability level.


