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Abstract

C3,H,¢N¢OsZn, orthorhombic, Pben (no. 60), a=31.793(1) A,
b=28.0862(4) A, c=11.6099(4) A,V =2984.8 A, 7 =4,
Ry (F) =0.0583, mef(Fz) =0.1205, T=293 K.

Table 1. Data collection and handling.

Crystal: colourless prisms, size 0.15x0.2x0.2 mm

Wavelength: Mo K, radiation (0.71073 A)

u: 8.74 cm™

Diffractometer, scan mode: Oxford Diffraction Xcalibur Eos Gemini,
¢ and @

26 max: 52.74°

N(hkl)mcasurcds N(hkl)uniquc: 8925, 3045

Criterion for Zops, N(hkl)y: Lobs > 2 0(Iops), 2110
N(param);efined: 204
Programs: SHELXS-97 [8]

Discussion

Oxadiazole derivatives have received considerable attentions in
electro-active and opto-active materials due to their high electron
affinities, which make them good candidates for electron injec-
tion and transportation [1-4]. By introducing different metal ions
and ligands, oxadiazole metal complexes can easily tailor the
emission color, thermal stability, film formation properties as
well as other required properties, and thus have been employed in
light-emitting diodes [5-7].

The crystal structure analysis of the title compound revealed that
the Zn*" ion is coordinated by two O atoms and two N atoms from
two ligands and one water O atom in a trigonal-bipyramidal ge-
ometry (Fig.). The two ligand molecules are deprotoned to make
the complex neutral. The ligand behaves as a chelating unit that
binds through the N atom an O atom, giving a six-membered che-
late ring. In the crystal of the title compound there exist
intermoleculer O—H---N hydrogen bonds (H3--N3 1.95 A,
160.4°), which link the molecules into a 1D chain structure.

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

Atom Site X y z Uiso

H(1) 8d 0.3349 -0.0144 0.3779 0.100
H(2) 8d 0.2671 —0.0462 0.4383 0.137
HQ3A) 8d 0.2463 0.0549 0.6146 0.128
H(4) 8d 0.2939 0.1890 0.7280 0.122
H(5) 8d 0.3633 0.2182 0.6707 0.090
H(11) 8d 0.5372 0.4567 0.6587 0.056
H(12) 8d 0.5936 0.5762 0.7481 0.067
H(14) 8d 0.6707 0.3850 0.5131 0.072
H(15) 8d 0.6145 0.2642 0.4237 0.062
H(16A) 8d 0.6667 0.6803 0.7298 0.134
H(16B) 8d 0.6973 0.5895 0.6450 0.134
H(16C) 8d 0.6846 0.5055 0.7617 0.134
HG3)  8d 0.499(1) -0.195(1)  0.3098(5) 0.134

Source of material

A methanol solution of Zn(NO3), (0.1 mol/L, 10 mL) was added
to a ethanol solution of N-(5-p-tolyl-1,3,4-oxadiazol-2-yl)-
benzamide (279 mg, 1 mmol). The mixture was stirred and neu-
tralized with NaOH aqueous solution. The solution was then
evaporated to a small volume. The product was obtained by filtra-
tion. The colourless crystals were obtained by recrystallization
from methanol/hexane solution.

* Correspondence author (e-mail: xubohan@163.com)
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Table 3. Atomic coordinates and displacement parameters (in A?).

Atom Site P y z U]] U22 U33 U12 U13 U23

Zn(1) 4c v 0.11010(5) V4 0.0443(2) 0.0461(2) 0.0223(2) 0 0.0026(2) 0

Oo(1) 8d 0.53897(5)  0.2202(2) 0.3682(1) 0.054(1) 0.075(1) 0.0281(8)  —0.012(1) 0.0075(8)  —0.0106(8)
0(2) 8d 0.42805(5)  0.1972(2) 0.5447(1) 0.0443(9) 0.062(1) 0.0310(8)  —0.0041(9) 0.0039(8) 0.0004(8)
0(3) 4c v —-0.1355(3) YVa 0.094(2) 0.042(1) 0.025(1) 0 0.006(1) 0

N(1) 8d 0.45596(6)  0.1315(3) 0.3781(1) 0.038(1) 0.049(1) 0.0295(9)  —0.002(1) 0.0029(9)  —0.0013(9)
N(@2) 8d 0.41393(6)  0.0845(3) 0.3755(2) 0.045(1) 0.064(2) 0.039(1) —0.008(1) —0.001(1) —0.004(1)
NQ@3) 8d 0.49760(6)  0.2626(3) 0.5293(2) 0.040(1) 0.051(1) 0.0267(9)  —0.001(1) 0.0017(9) 0.0028(9)
C(1) 8d 0.32698(9)  0.0270(5) 0.4493(3) 0.048(2) 0.123(3) 0.080(2) —-0.018(2) 0.001(2) —-0.022(2)
C(2) 8d 0.2864(1) 0.0079(6) 0.4852(3) 0.056(2) 0.171(4) 0.116(3) —-0.031(3) 0.001(2) —-0.018(3)
C(3) 8d 0.2739(1) 0.0679(6) 0.5899(3) 0.051(2) 0.163(4) 0.107(3) —-0.010(2) 0.022(2) 0.014(3)
C(4) 8d 0.3024(1) 0.1467(6) 0.6572(3) 0.073(2) 0.161(4) 0.070(2) 0.005(3) 0.024(2) 0.007(2)
C(5) 8d 0.34390(9)  0.1659(5) 0.6230(2) 0.052(2) 0.118(3) 0.057(2) —-0.006(2) 0.016(2) 0.001(2)
C(6) 8d 0.35602(8)  0.1052(4) 0.5158(2) 0.042(1) 0.062(2) 0.052(2) —-0.002(1) 0.005(1) 0.006(1)
C(7) 8d 0.39868(7)  0.1250(3) 0.4752(2) 0.041(1) 0.047(2) 0.040(1) —-0.002(1) 0.000(1) 0.004(1)
C(8) 8d 0.46348(7)  0.1981(3) 0.4804(2) 0.039(1) 0.038(1) 0.029(1) 0.003(1) 0.007(1) 0.006(1)
C(©9) 8d 0.53313(8)  0.2699(3) 0.4699(2) 0.047(1) 0.037(1) 0.032(1) 0.003(1) 0.000(1) 0.006(1)
C(10) 8d 0.56959(7)  0.3462(3) 0.5295(2) 0.040(1) 0.039(1) 0.033(1) —-0.002(1) —-0.002(1) 0.008(1)
C(11) 8d 0.56406(8)  0.4416(3) 0.6287(2) 0.047(1) 0.051(2) 0.041(1) —-0.002(1) 0.002(1) —-0.006(1)
C(12) 8d 0.59798(8)  0.5131(4) 0.6822(2) 0.057(2) 0.065(2) 0.045(1) —-0.007(2) —0.009(1) —0.010(1)
C(13) 8d 0.63805(8)  0.4941(4) 0.6415(2) 0.056(2) 0.070(2) 0.053(2) —-0.008(2) —0.010(1) 0.004(2)
C(14) 8d 0.64380(8)  0.3996(4) 0.5430(2) 0.038(1) 0.084(2) 0.058(2) —-0.004(2) —0.003(1) 0.003(2)
C(15) 8d 0.60992(8)  0.3276(4) 0.4894(2) 0.052(2) 0.063(2) 0.041(1) 0.002(2) 0.005(1) 0.003(1)
C(16) 8d 0.6750(1) 0.5746(5) 0.6998(3) 0.068(2) 0.113(3) 0.087(2) —-0.025(2) -0.021(2) —0.004(2)
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