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Abstract

C»H,;N;30,, monoclinic, P2,/c (no. 14), a = 5.0165(5) A,
b=13.148(1) A, ¢ =26.705(2) A, B =90.198(1)°,
V=17614 A%, Z=4, Ry (F) = 0.0656, WR(F?) = 0.1768,
T=298 K.

Table 1. Data collection and handling.

Crystal: colourless blocks, size 0.15x0.17x0.17 mm
Wavelength: Mo K, radiation (0.71073 A)

u: 0.86 cm™'

Diffractometer, scan mode: Bruker SMART CCD area-detector, @
20max: 52.96°

N(hkl) measureas N(hkl) unique: 13359, 3614

Criterion for Iy, N(hkl)g: Lobs > 2 0(1ops), 2193

N(param)reﬁned: 241

Programs: SADABS [13], SMART, SAINT [14]
SHELX [15]

Source of material

The compound was prepared by the condensation reaction of 2-
methoxy-1-naphthaldehyde (Immol, 0.186 g) and 4-
dimethylaminobenzohydrazide (1mmol, 0.179 g) in anhydrous
methanol (30 ml) at ambient temperature. Colourless block-
shaped single crystals suitable for X-ray structural determination
were obtained by slow evaporation of the solution for a week.

Experimental details

H(2) was located from a difference Fourier map and refined
isotropically, with the N-H distance restrained to 0.90(1) A. The
remaining H atoms were positioned geometrically and con-
strained to ride on their parent atoms, with C—H distances 0f 0.93-
0.96 A, and with Uiso(H) = 1.2U(C) and 1.5Ueq(Crnetny1)-

Discussion

Considerable attention has been focused on hydrazones and their
medicinal applications [1-5]. The study on the crystal structures
of such compounds is of particular interest [6-8]. As a continua-
tion of our work on such compounds, we report herein the crystal
structure of the title hydrazone derivative. The molecular struc-
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ture of the title compound is shown in the figure. The dihedral an-
gle between the C(1)-C(10) naphthyl ring and the C(14)-C(19)
benzene ring is 90.0(3)°. The dihedral angle between the
C(20)-N(3)-C(21) plane and the benzene ring is 12.3(3)°. All
bond lengths are within normal values [9], and comparable to
those observed in similar compounds [ 10-12]. In the crystal struc-
ture of the compound, molecules are linked through N—H---O hy-
drogen bonds, to form one-dimensional chains running along the
a-axis.

Table 2. Atomic coordinates and displacement parameters (in A?).

Atom Site X y z Uiso

H®3) 4e 0.9340 0.5071 0.2908 0.068
H®4) 4e 0.6249 0.6226 0.2649 0.072
H(6) 4e 0.2699 0.6770 0.2072 0.077
H(7) 4e 0.0147 0.6498 0.1376 0.086
H(8) 4e 0.0746 0.5017 0.0912 0.086
H(©9) 4e 0.3739 0.3818 0.1154 0.072
H(11) 4e 0.9225 0.2564 0.1682 0.059
H(12A) 4e 1.3075 0.4019 0.2875 0.103
H(12B) 4e 1.3031 0.2853 0.2997 0.103
H(12C) 4e 1.0853 0.3573 0.3223 0.103
H(15) 4e 0.2699 -0.1126 0.1203 0.110
H(16) 4e 0.4171 —0.2583 0.0835 0.121
H(18) 4e 0.9252 —-0.1000 0.0048 0.147
H(19) 4e 0.8071 0.0415 0.0477 0.139
H(20A) 4e 0.6297 -0.3902 0.0590 0.173
H(20B) 4e 0.7468 —0.4322 0.0087 0.173
H(20C) 4e 0.4699 —-0.3769 0.0088 0.173
H(21A) 4e 0.8575 —-0.2450 —0.0545 0.162
H(21B) 4e 1.0064 —-0.3436 —-0.0368 0.162
HQIC) 4e 1.1023 -0.2366 —0.0181 0.162
H(Q2) 4e 0.803(3) 0.126(3) 0.124(1) 0.080




Table 3. Atomic coordinates and displacement parameters (in A%).

Atom Site X y z Un Un Uss Ui U Ux
N(1) 4e 0.5587(5) 0.2323(2) 0.14990(9)  0.047(1) 0.042(1) 0.061(2) 0.002(1) 0.005(1) —-0.013(1)
N(2) 4e 0.6295(5) 0.1409(2) 0.1277(1) 0.040(1) 0.043(1) 0.066(2) 0.000(1) 0.001(1) —-0.017(1)
N@3) 4e 0.7735(7)  —0.2842(2) 0.0152(1) 0.114(3) 0.045(2) 0.080(2) —-0.005(2) 0.009(2) —-0.018(2)
O(1) 4e 1.0304(4) 0.3268(2) 0.25128(9)  0.067(1) 0.052(1) 0.069(2) —-0.002(1) —-0.009(1) —-0.011(1)
0(2) 4e 0.1991(4) 0.0910(2) 0.12477(8)  0.039(1) 0.064(1) 0.074(2) 0.001(1) —0.003(1) —0.009(1)
C(1) 4e 0.7043(6) 0.3801(2) 0.1946(1) 0.046(2) 0.039(2) 0.054(2) —-0.007(1) 0.012(1) —-0.008(1)
C(2) 4e 0.8581(6) 0.4017(2) 0.2363(1) 0.050(2) 0.044(2) 0.054(2) —-0.010(1) 0.010(1) —-0.007(1)
C(3) 4e 0.8287(6) 0.4937(2) 0.2628(1) 0.065(2) 0.052(2) 0.053(2) —-0.015(2) 0.008(2) —-0.012(2)
C4) 4e 0.6447(7) 0.5624(2) 0.2471(1) 0.072(2) 0.043(2) 0.066(2) —-0.009(2) 0.019(2) —0.015(2)
C(5) 4e 0.4837(6) 0.5458(2) 0.2049(1) 0.055(2) 0.040(2) 0.065(2) —-0.007(1) 0.019(2) —0.004(1)
C(6) 4e 0.2925(7) 0.6174(2) 0.1889(1) 0.067(2) 0.046(2) 0.080(3) 0.002(2) 0.022(2) —-0.004(2)
C(7) 4e 0.1405(7) 0.6018(3) 0.1475(2) 0.070(2) 0.055(2) 0.089(3) 0.011(2) 0.015(2) 0.013(2)
C(8) 4e 0.1760(7) 0.5123(3) 0.1200(1) 0.077(2) 0.061(2) 0.076(2) 0.006(2) —-0.001(2) 0.002(2)
C©) 4e 0.3558(6) 0.4406(2) 0.1344(1) 0.063(2) 0.049(2) 0.067(2) 0.002(2) 0.003(2) —0.006(2)
C(10) 4e 0.5159(6) 0.4535(2) 0.1775(1) 0.047(2) 0.042(2) 0.053(2) —0.008(1) 0.015(1) —0.005(1)
C(11) 4e 0.7503(6) 0.2825(2) 0.1697(1) 0.045(2) 0.045(2) 0.058(2) —-0.003(1) 0.003(1) —-0.012(1)
C(12) 4e 1.1948(7) 0.3442(3) 0.2936(1) 0.060(2) 0.077(2) 0.070(2) —0.007(2) —0.007(2) —0.007(2)
C(13) 4e 0.4334(5) 0.0748(2) 0.1152(1) 0.038(2) 0.046(2) 0.041(2) —-0.001(1) —-0.006(1) —-0.002(1)
C(14) 4e 0.5255(5) —0.0181(2) 0.0893(1) 0.039(2) 0.044(2) 0.041(2) —-0.006(1) —0.008(1) —-0.002(1)
C(15) 4e 0.4109(8)  —0.1089(3) 0.0978(2) 0.106(3) 0.054(2) 0.116(3) —0.018(2) 0.065(3) —0.007(2)
C(16) 4e 0.4951(9)  —0.1968(3) 0.0744(2) 0.129(4) 0.043(2) 0.130(4) —-0.021(2) 0.062(3) —-0.008(2)
c(17) 4e 0.6852(6) —0.1971(2) 0.0391(1) 0.067(2) 0.044(2) 0.051(2) —0.005(2) —0.006(2) —0.006(1)
C(18) 4e 0.795(1) —0.1050(3) 0.0294(2) 0.158(4) 0.060(2) 0.149(4) —-0.039(3) 0.104(4) —-0.043(3)
Cc(19) 4e 0.719(1) —-0.0191(3) 0.0548(2) 0.147(4) 0.052(2) 0.150(4) —0.045(2) 0.097(4) —0.038(2)
C(20) 4e 0.645(1) —-0.3785(3) 0.0236(2) 0.144(4) 0.045(2) 0.159(5) —-0.002(2) 0.014(4) —-0.015(3)
C(21) 4e 0.950(1) -0.2767(3)  —0.0270(2) 0.144(4) 0.076(3) 0.104(4) 0.012(3) 0.027(3) —0.038(3)
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