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Abstract

C15H13NOy, triclinic, P1 (no. 2), a =10.697(3) A,
b=10.791(3) A, ¢ = 13.328(3) A, a = 89.39(2)°,
B =67.052)°,y =62.45(3)°, V=1228.6 A, Z=4,
Re(F) = 0.043, wRref(F*) = 0.094, T = 293 K.

Source of material

Benzo[d][1,3]dioxole-5-carbaldehyde (2 mmol, 0.30 g) was dis-
solved in anhydrous methanol (10 ml), the mixture was stirred for
several minitutes at room temperature, p-toluidine (2 mmol,
0.214 g) in methanol (5 ml) was added dropwise and the mixture
was stirred at room temperature for 2 h. The Schiff base was ob-
tained and reduced with sodium borohydride (5 mmol, 0.185 g),
The mixture was stirred for 5 h at RT, then evaporated to dryness,
the product was recrystallised from methanol, colorless single
crystals of the title compound were obtained after 1 d.

Discussion

The properties and molecular structure of complexes containing
the amine group are of interest as their complexes with transition
metal exhibit superior activity as catalysts in polymerizations
[1,2].

The asymmetric unit of the title compound is built up from two in-
dependent but similar molecules. The title molecule crystallizes
in the E conformation in each molecule, with the C9-N1-C8-C1
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and C24-N2-C23-C16 torsion angles of 172.6(2) and
-178.9(2)°, 1,3-dioxolane ring is almost co-planar with its at-
tached benzene ring [dihedral angle = 1.3(1)° and 3.2(2)°], re-
spectively. Each molecule is not planar, the dihedral angles
between the two benzene ring are 42.4(1)° and 19.7(1)° in each
molecule, respectively. The N1—C8 and N2—C23 bond dis-
tances of 1.273(2) and 1.271(2) A are typical for the C=N double
bond. Classic hydrogen bonds were not observed in the molecule.

Table 1. Data collection and handling.

Crystal: colorless block, size 0.23 x 0.26 x 0.27 mm
Wavelength: Mo K, radiation (0.71073 A)
: 0.87 cm™
Diffractometer, scan mode: Bruker SMART CCD, w
26max: 52.88°
N(hkl)measured’ N(hkl)uniquei 9034, 5023

Criterion for ops, N(hkl)gt: Iobs > 2 0(Iobs), 1831

N(param)refined: 325

Programs: SHAELXS-97 [3], SHELXL-97 [4],
SHELXTL [5]

Table 2. Atomic coordinates and displacement parameters (in Az).

Atom Site X y z Uiso

H(22A) 2i -0.0959 0.6998 0.2964 0.057
H(25A) 2i 0.4354 0.3790 —0.0315 0.061
H(8A) 2i 0.1834 0.8477 0.3559 0.063
H(26A) 2i 0.6428 0.1493 —0.0875 0.067
H(18A) 2i —0.0806 1.0790 0.1276 0.062
H(17A) 2i 0.1328 0.8464 0.0543 0.063
H(23A) 2i 0.2685 0.5932 0.0607 0.059
H(11A) 2i -0.0470 1.4083 0.5509 0.071
H@B30A) 2i 0.2486 0.2984 0.2674 0.065
H(6A) 2i 0.5625 0.3710 0.1978 0.067
H(2B) 2i 0.5710 0.7918 0.2706 0.062
H(7A) 2i 0.3289 0.5914 0.2848 0.064
H(28A) 2i 0.7026 -0.1168 0.0765 0.100
H(28B) 2i 0.8095 —0.0639 —0.0062 0.100
H(28C) 2i 0.7171 —0.1149 —0.0451 0.100
H(29A) 2i 0.4592 0.0701 0.2113 0.069
H(14A) 2i 0.0337 1.0507 0.3071 0.079
H(10A) 2i 0.1737 1.1871 0.4972 0.066
H(13A) 2i —0.1826 1.2751 0.3575 0.082
H(15A) 2i —0.2755 1.5783 0.5371 0.131
H(15B) 2i -0.3721 1.5138 0.5200 0.131
H(15C) 2i -0.2697 1.5534 0.4194 0.131
H(4A) 2i 1.0066 0.3590 0.1656 0.090
H(4B) 2i 1.0233 0.3798 0.0449 0.090
HQR0C) 2i —0.5385 1.1470 0.4162 0.100
H(20A) 2i —0.4387 1.1529 0.475 0.100
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Table 3. Atomic coordinates and displacement parameters (in AZ)A

Atom Site X y Z Ui Un Uss Un Ui U
N(2) 2i 0.1841(2) 0.5018(2) 0.1682(2) 0.043(1) 0.039(1) 0.047(1) —0.014(1) —0.0148(9) 0.003(1)
02) 2i 0.8491(2) 0.3439(2) 0.1312(1) 0.053(1) 0.035(1) 0.085(1) —0.0090(9)  —0.026(1) —-0.0027(9)
0(Q3) 2i —0.3459(2) 1.1472(2) 0.3129(2) 0.060(1) 0.039(1) 0.078(1) —0.0095(9)  -0.025(1) 0.011(1)
C(21) 2i —0.2121(3) 0.9102(2) 0.3022(2) 0.047(2) 0.043(2) 0.048(2) —0.019(1) -0.016(1) 0.008(1)
N(1) 2i 0.2721(2) 0.9647(2) 0.3589(2) 0.050(1) 0.045(1) 0.049(1) —0.015(1) —0.018(1) 0.003(1)
C(24) 2i 0.3193(2) 0.3645(2) 0.1253(2) 0.040(1) 0.039(1) 0.046(2) —0.018(1) -0.016(1) 0.006(1)
C(22) 2i —0.0907(2) 0.7741(2) 0.2624(2) 0.053(2) 0.036(1) 0.048(2) —0.021(1) -0.017(1) 0.008(1)
C(16) 2i 0.0431(2) 0.7505(2) 0.1679(2) 0.042(1) 0.039(1) 0.041(2) —0.018(1) -0.016(1) 0.004(1)
04) 2i —0.3549(2) 0.9586(2) 0.3932(1) 0.055(1) 0.045(1) 0.074(1) —0.0091(9)  —0.003(1) 0.0047(9)
C(25) 2i 0.4392(2) 0.3175(2) 0.0181(2) 0.046(1) 0.045(2) 0.047(2) —0.015(1) —0.018(1) 0.010(1)
C(8) 2i 0.2767(2) 0.8474(3) 0.3382(2) 0.045(2) 0.056(2) 0.046(2) —0.021(1) -0.017(1) 0.011(1)
C(26) 2i 0.5643(3) 0.1793(3) -0.0151(2) 0.042(1) 0.057(2) 0.047(2) —0.015(1) —0.010(1) —0.002(1)
O(1) 2i 0.8531(2) 0.5520(2) 0.1623(2) 0.046(1) 0.043(1) 0.132(2) -0.0137(9)  —0.026(1) -0.014(1)
C(19) 2i —0.2081(3) 1.0220(2) 0.2540(2) 0.047(2) 0.037(1) 0.054(2) —0.014(1) —0.025(1) 0.003(1)
C(1) 2i 0.4259(3) 0.7108(2) 0.2870(2) 0.044(1) 0.045(2) 0.041(2) —0.020(1) -0.014(1) 0.008(1)
C(18) 2i —0.0824(3) 1.0034(2) 0.1610(2) 0.062(2) 0.041(2) 0.058(2) —0.028(1) —0.028(1) 0.017(1)
C(17) 2i 0.0445(3) 0.8638(2) 0.1182(2) 0.054(2) 0.053(2) 0.050(2) —0.030(1) —0.019(1) 0.010(1)
C(3) 2i 0.7015(3) 0.5801(2) 0.2038(2) 0.047(2) 0.043(2) 0.060(2) —0.021(1) —0.026(1) 0.006(1)
C(5) 2i 0.6989(3) 0.4566(2) 0.1842(2) 0.052(2) 0.039(2) 0.051(2) —0.018(1) -0.022(1) 0.007(1)
C(23) 2i 0.1806(3) 0.6074(2) 0.1236(2) 0.048(2) 0.045(2) 0.047(2) —0.020(1) -0.016(1) 0.001(1)
C(11) 2i —0.0304(3) 1.3374(2) 0.5002(2) 0.061(2) 0.045(2) 0.053(2) —0.020(2) -0.015(1) 0.003(1)
C(30) 2i 0.3288(3) 0.2695(2) 0.1957(2) 0.051(2) 0.044(2) 0.047(2) -0.017(1) —0.010(1) 0.004(1)
C(6) 2i 0.5635(3) 0.4546(2) 0.2122(2) 0.069(2) 0.041(2) 0.060(2) —0.029(2) —0.029(1) 0.012(1)
C(27) 2i 0.5765(2) 0.0847(2) 0.0556(2) 0.042(2) 0.040(1) 0.064(2) -0.017(1) -0.027(1) 0.006(1)
CQ2) 2i 0.5678(3) 0.7094(2) 0.2562(2) 0.054(2) 0.036(2) 0.059(2) -0.017(1) —0.024(1) 0.004(1)
C) 2i 0.1283(3) 1.0951(2) 0.3958(2) 0.041(1) 0.046(2) 0.046(2) —0.016(1) -0.015(1) 0.006(1)
C(7) 2i 0.4245(3) 0.5873(2) 0.2647(2) 0.050(2) 0.052(2) 0.058(2) —0.030(1) —0.020(1) 0.018(1)
C(12) 2i —0.1380(3) 1.3674(3) 0.4579(2) 0.054(2) 0.049(2) 0.049(2) —0.014(1) -0.015(1) 0.016(1)
C(28) 2i 0.7141(2)  -0.0666(2) 0.0167(2) 0.050(2) 0.046(2) 0.088(2) —0.009(1) —0.034(1) —0.002(1)
C(29) 2i 0.4555(3) 0.1318(3) 0.1619(2) 0.062(2) 0.049(2) 0.058(2) —0.025(1) -0.027(1) 0.016(1)
C(14) 2i 0.0196(3) 1.1227(3) 0.3553(2) 0.064(2) 0.052(2) 0.067(2) -0.013(2) -0.034(2) —0.004(1)
C(10) 2i 0.1019(3) 1.2038(2) 0.4688(2) 0.053(2) 0.053(2) 0.048(2) —0.022(1) —0.018(1) 0.004(1)
C(13) 2i —0.1111(3) 1.2581(3) 0.3863(2) 0.060(2) 0.066(2) 0.070(2) -0.016(2) —0.040(2) 0.014(2)
C(15) 2i —0.2766(3) 1.5170(2) 0.4862(2) 0.079(2) 0.052(2) 0.083(2) —0.004(2) -0.026(2) 0.017(2)
C4) 2i 0.9488(3) 0.4011(2) 0.1220(2) 0.052(2) 0.045(2) 0.102(2) -0.012(2) -0.025(2) 0.001(2)
CQ20) 2i —0.4328(3) 1.1108(3) 0.4082(2) 0.072(2) 0.045(2) 0.080(2) —0.007(2) -0.012(2) 0.009(2)
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