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Table 1 Crystal Structure Parameters of the Complex

empirical formula C2sH22Cu2N2010 F(000) 684

formula weight 673.56 crystal size /mm’ 0.35x0.13x0.08
temperature/ K 273(2) 8 range for data collection 1. 80° 1o 27.03°
wavelength/nm 0.071073 limiting indices -0 s h<s10, -8« k<8 -~-19< <29
crystal system monoclinic reflections collected /unique 7380/2813 (R =0.0184)
space group P2,/ ¢ completeness to 8 =27. 03° 99. 8%

a/nm 0.82510(11) absorption correction none

b/nm 0. 68870(9) max. and min. transmission 0. 8745 and 0. 5839

c/nm 2.3007(3) refinement method [ull-matrix least-squares on F?
B/(°) 100. 847(2) data /restraints/parameters 2813/0/234

volume /nm? 1.2840(3) goodness-of-fit on F? 1.081

Z 2 final R indices [I> 20(1)] R, =0.0267, wR:;=0.0735
density (calculated) /(Mg - m~?) 1.742 R indices (all data) R,=0.0312, wR;=0.0760

absorption coefficient x(Mo Ka) /mm ™' 1.723

largest difl. peak and hole/(e * nm~?) 474 and - 237
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Fig. 1 Molecular structure of the complex
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Fig. 2 Packing diagram of the complex molecules in a unit cell
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Table 2 Selected Bond Distances(nm) and Bond Angles(°) of the Complex
Cu(1)-0(2) 0. 18909(14) C(5)-N(1) 0. 1421(2) C(12)-0(4) 0.1355(3)
Cu(1)-N(1) 0.19386(16) 0(4)---0(1W) 0.2576(3) C(14)-0(3) 0.1341(2)
Cu(1)-0(3) 0.19427(13) C(7)-0(1) 0. 1240(2) 0(3)-Cu(1)#1 0. 19934(13)
Cu(1)-0(3)#1 0.19934(13) C(7)-0(2) 0. 1274(2) O(1W)---0(1)#2 0.2760(3)
Cu(1)-Cu(1)#1 0. 30280(6) C(8)-N(1) 0.1299(3)
0(2)-Cu(1)-N(1) 91.36(6) 0(1)-C(7)-C(6) 118. 25(18) C(8)-N(1)-Cu(1) 121.23(14)
0(2)-Cu(1)-0(3) 169. 68(6) 0(2)-C(7)-C(6) 120. 03(17) C(5)-N(1)-Cu(1) 119.60(12)
N(1)-Cu(1)-0(3) 92.51(6) N(1)-C(8)-C(9) 126. 16(18) C(7)-0(2)-Cu(1) 129. 85(13)
0(2)-Cu(1)-0(3)" 99.36(6) 0(4)-H(9)---0(1W) 173(3) C(14)-0(3)-Cu(1) 123.01(12)
N(1)-Cu(1)-0(3)" 162.12(7) 0(4)-C(12)-C(13) 121.9(2) C(14)-0(3)-Cu(1)" 132.75(12)
0(3)-Cu(1)-0(3)" 79.43(6) 0(4)-C(12)-C(11) 117.40(18) Cu(1)-0(3)-Cu(1)" 100. 57(6)
C(4)-C(5)-N(1) 119. 60( 18) 0(3)-C(14)-C(13) 120.53(17) O(1W)-H(10)---0(1)*" 174(3)
C(6)-C(5)-N(1) 120.91(17) 0(3)-C(14)-C(9) 120.89(17)
0(1)-C(7)-0(2) 121.66(19) C(8)-N(1)-C(5) 119.17(16)

Symmetry transformations used to generate equivalent atoms: #1:
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Synthesis, Characterization and Crystal Structure of a Dinuclear Copper ()
Complex with N-(2, 4-Dihydroxybenzalidene)- 0-aminobenzoic Acid

LU Wen-Guan™' PENG Cui-Hong' LIU Hong-Wen' FENG Xiao-Long’
(" Department of Chemistry, Shaoguan University, Shaoguar 512005)
(* Center of Analysis and Measurement, Zhongshan University, Guangzhou 510275)

The novel dinuclear copper (II) complex with with N-(2, 4-dihydroxybenzalidene) - 0-aminobenzoic acid ligand,
[Cu(CisHoNO4) ]2 « 2H20, has been synthesized and characterized by elemental analysis, IR, UV-Vis and thermal
analysis. Its crystal structure was determined by single crystal X-ray diffraction techniques. The crystal belongs to
monoclinic with space group P2,/ c. The cell parameters are: a =0. 82510(11) nm, 5=0.68870(9) nm, c=
2.3007(3) nm, B=100.847(2)°, V=1.2840(3) nm’, Z=2, D.=1.742Mg * m ", u(MoKa) =1.723mm"’,
F(000) =684. The structure was refined to final Ry =0. 0267, wR,=0.0735. The complex molecule structure
has dinuclear centrosymmetric dimeric structure in which a planar Cu20: core features. The ligand N-(2,
4-dihydroxybenzalidene) - o-aminobenzoic acid dianion is g-tridentate, chelating one copper (I) ion via one nitro-
gen, one hydroxy oxygen atom and one carboxylate oxygen atom, and the hydroxy oxygen atom simultaneously co-
ordinates to the other copper (I) ion of the dimer. In the structure the copper (I) ion rendered four-coordination in a

distorted square-planar geometry structure. CCDC: 212695.

Keywords: Schiff base dinuclear copper () complex synthesis crystal structure
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