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Table 1 Crystal Structure Parameters of the Title Complex
empirical formula Ci5sH1sN;0,Cu absorption coefficient w(MoKc) / mm™ 1.417
formula weight 364.84 F(000) 374
temperature / K 273(2) crystal size / mm® 0.50 x 0.45 x 0.27
wavelength / nm 0.071 073 0 range for data collection / (°) 1.93 t0 27.02
crystal system triclinic limiting indices O9<h<7, -13sk<l1l, -l4=<i<14
space group Pl reflections collected / unique 4682 /3 357 [R;, = 0.012 0]
a/ nm 0.729 08(10) completeness to 6§ = 27.02° 97.7%
b/ nm 1.020 01(14) absorption correction semi-empirical from equivalents
¢/ nm 1.126 28(15) max. and min. transmission 0.700 8 and 0.537 6
al(°) 71.644(2) refinement method full-matrix least-squares on F*
B/(° 80.437(2) data / restraints / parameters 3357/0/209
v/ (°) 89.160(2) goodness-of-fit on F* 1.057
volume / nm? 0.783 28(18) final R indices [/=20(])] R, =0.030 6, wR, = 0.084 2
VA 2 R indices (all data) R, =0.034 4, wR,=0.087 3
density (calculated) / (Mg-m™) 1.547 largest diff. peak and hole / (e-nm?) 426 and -233
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Fig.1 Molecular structure of the title complex
Schiff fif F /A< 2- % 5 P i 4 H Ik i £ — 2 v i
1 AR E R+ 02,1 MEEE AR T 03,1 DA
FEARF N2 B AR BE v g U T N3 ORTEC A 7K 53
TR A OLW BChz . Hidr ok HECALK 51
O1W Jii &b 0 77 i) 5 5 4 IS A9 C A2 S 02
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Table 2 Selected Bond Distances (nm) and Bond Angles (°) of the Title Complex

Cu(1)-N©2) 0.190 85(16) C(7)-0(3)
Cu(1)-N@3) 0.196 63(17) C(7)-N(1)
Cu(1)-0(3) 0.198 47(13) C(8)-NQ)
Cu(1)-0(2) 0.200 14(14) €(9)-0(1)
€(9)-02) 0.127 0(2)

N(2)-Cu(1)-N(3) 172.78(7) 0(2)-Cu(1)-0(1W)

N(2)-Cu(1)-0(3) 79.63(6) 0(3)-C(7)-N(1)

N(3)-Cu(1)-0(3) 99.72(6) 0(3)-C(7)-C(6)

N(2)-Cu(1)-0(2) 81.36(6) O(1W)-H(1C)--O(1)#2

N(G3)-Cu(1)-0(2) 98.41(6) 0(1)-C(9)-0(2)

0(3)-Cu(1)-0(2) 160.12(6) 0(1)-C(9)-C(8)

N(2)-Cu(1)-O(1W) 96.60(6) 0(2)-C(9)-C(8)

N(3)-Cu(1)-0(1W) 90.62(7) C(7)-N(1)-N©2)

0(3)-Cu(1)-0(1W) 93.92(6) C(8)-N(2)-N(1)

0.127 8(2) N(1)-N(2) 0.136 7(2)
0.133 32) O(1W)---0(1)#1 0.276 8(2)
0.128 6(2) O(1W)---0(1)#2 0.281 7(2)
0.123 52) Cu(1)-0(1W) 0.226 48(16)

93.96(6) C(8)-N(2)-Cu(1) 118.06(13)
12545(16)  N(1)-N(2)-Cu(1) 118.04(11)
118.65(16) €(9)-0(2)-Cu(1) 112.55(12)
1624 C(7)-0(3)-Cu(1) 109.29(11)
124.81(18)  C(15)-N(3)-C(11) 117.12(19)
118.89(18) C(15)-N(3)-Cu(1) 121.88(14)
116.30(16) C(11)-N(3)-Cu(1) 121.82(14)
107.24(14)  O(1W)=H(1B)---O(1)}#1 177.3
(

123.68(16)

Symmetry transformations used to generate equivalent atoms: #1: —x, —y+2, —z+1; #2: x+1, y, z.
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Fig.2 Packing diagram of the title complex molecules

in a unit cell
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Synthesis and Crystal Structure of Ternary Complex Cu(C,HsN,O5)-(CsHsN) - (H,O)

LU Wen-Guan™' LIU Hong-Wen' FENG Xiao-Long?
("Department of Chemistry, Shaoguan University, Shaoguan 512005)
enter of Analysis and Measurement, Zhongshan University, Guangzhou
’C Analysis and M Zhongshan University, G hou 510275

The novel copper (I complex with 2-oxo-propionic acid benzoyl hydrazone and pyridine ligands,
Cu(CpHgN,05) - (CsHsN) - (H,0) (CjoHgN, 057" is the dinegative ion of 2-oxo-propionicacid benzoyl hydrazone), has
been synthesized and characterized by elemental analysis and IR. The crystal structure of the title complex was
determined by single crystal X-ray diffraction technique. Complex crystallized in the triclinic space group Pl with
a =0.729 08(10) nm, b = 1.020 01(14) nm, ¢ = 1.126 28(15) nm, o = 71.644(2) °, B = 80.437(2) °, y = 89.160
(2)°, V = 0.783 28(18) nm’, Z = 2, D, = 1.547 Mg-m~, u(MoKea) = 1.417 mm™, F(000) = 374. The final R, =
0.030 6, wR, = 0.084 2 for 2 992 observed reflections [/=20(])] out of 3 357 unique reflections. In this complex,
copper () ion is square-pyramidally coordinated by two oxygen atoms and one nitrogen atom of tridentate
C1oHgN,O5* ligand, one nitrogen atom of the pyridine ligand, and one oxygen atom of water molecule with the oxy-
gen atom of water molecule locating at the apical position. The analysis of the crystal structure indicates that the
complex has a one-dimensional chain structure, which is formed by intermolecular hydrogen bonds. CCDC:

222656.
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one-dimensional chain structure



