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Table 1 Crystal Lgraphic Data for the Complex

empirical formula CeoHssN12012CleCu structure solution direct methods (SHELXS-97)
formula weight 1445.6 wavelength /nm Mo Kee 0. 07107
crystal dimensions/mm’ 0.34x0.30x0.10 crystal system triclinic
temperature /K 296( 1) space group P1(#2)
reflections collected 14181 a/nm 0.9861(2)
independent reflections 6429 b/nm 1.1930(2)
F(000) 755 ¢/nm 1.7140(3)
(Mo Ka) /cm™! 5.69 a/(°) 71.53(3)
refinement method full-matrix least-squares on F* B/(°) 81.94(3)
goodness of fit indicator 1.032 y/(°) 75.56(3)

max shift/error in final cycle 0. 000 V/nm? 1. 848(6)
Ri(I>2.000(1)) 0. 0692 D./ (g~ em™?) 1.295

wR (1> 2.000(1)) 0. 1845 Z 1

maximum peak in final diff. map/(e- nm~?) 176 26/(°) 50

minimum peak in final diff. map/(e: nm~?) -590
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Table 2 Selected Bond Lengths(nm) and Angles(°) for the Complex

Cul-N1 0.2011(3) 04-C24 0.1417(5) N4-C16 0.1323(5)
Cul-N4 0.2025(3) N1-C1 0.1318(5) N4-C15 0.1360(5)
01-C3 0.1389(5) N1-C2 0. 1353(5) N5-C15 0. 1304(5)
01-C4 0. 1390(5) N2-C2 0.1310(5) N5-N6 0.1359(4)
02-C10 0. 1409(6) N2-N3 0. 1346(5) No6-C16 0. 1323(5)
03-C18 0. 1388(5) N3-C1 0.1326(5) No6-C17 0. 1463(5)
03-C17 0. 1407(5) N3-C3 0. 1472(5)
N1-Cul-N1~ 180.0 C1-N3-N2 110.7(3) N1-C1-N3 109.0(4)
N1-Cul-N4 89.62(13) C1-N3-C3 127.5(4) N2-C2-N1 113.8(4)
N17°-Cul-N4 90.38(13) N2-N3-C3 121.8(3) 01-C3-N3 108.1(3)
N4-Cul-N4~ 180. 0 C16-N4-C15 103.2(3) 01-C3-C10 109.5(4)
C3-01-C4 119.7(3) C16-N4-Cul 125.3(3) N3-C3-C10 110.4(3)
C18-03-C17 119.1(3) C15-N4-Cul 130.6(3) N5-C15-N4 114.2(3)
C1-N1-C2 103. 8(3) C15-N5-N6 102.8(3) N4-C16-N6 109.7(3)
C1-N1-Cul 128.2(3) C16-N6-N5 110.1(3) 03-C17-N6 109.7(3)
C2-N1-Cul 127.8(3) C16-N6-C17 128.8(3) 03-C17-C24 106.0(3)
C2-N2-N3 102.7(3) N5-N6-C17 120.9(3) N6-C17-C24 113.2(3)
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Synthesis and Crystal Structure of [Cu(TOL)4]CL- 2C.HsOH- 2H.O

ZHANG Pei-Zhi*'' WU Jun> GONG Yu-Qiv> HU Xiu-Rong® GU Jian-Ming’
(" Zhejiang University of Science and Technology, Department of Biological and Chemical Engineering, Hangzhou 310012)
(* Zhejiang University, Department of Chemistry, Hangzhou 310027)
(* The Central Laboratory, Zhejiang University, Hangzhou 310028)

The complex of triadimenol (TOL) and copper chloride was synthesized in ethanol , and its crystal structure
had been determined using single crystal X-ray diffraction. The crystal belongs to triclinic, space group Pl, a=
0.9861(2) nm, b=1.1930(2) nm, ¢=1.7140(3) nm, a=71.53(3)°, B=81.94(3)°, y=75.56(3)°, V=
1.848(6) nm*, Z=1, D.=1.295¢- em~*, F(000) =755, Ri=0.0692, wR:=0.1845. The results show that
the coordination geometry around copper (I) in the complex is slightly distorted four-coordinated square-planar ge-

ometry. The title complex was also characterized by elementary analysis, IR and TG. CCDC: 210089.
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