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Synthesis and Crystal Structure of [Cu,lx(tptz)],

YAO Xiao-Qiang? YAN Pen-Ji' SONG Yu-Min™' LI Yi-Zhi* ZHENG He-Gen™?
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Abstract: The reaction of 2,4,6-tris (pyrazole-1-yl)-1,3,5-s-triazine (tptz) with copper(I) halide in DMF gave a
polymeric Cu(I) complex [Cu,ly(tptz)], (1). The complex has been characterized by elemental analysis, IR, XRD, TG
and its structure is established by X-ray diffraction single crystal structure analysis. Complex 1 crystallizes in the
monoclinic space group C2/c, with a=1.306 83(17) nm, b=1.254 25(16) nm, ¢=1.147 32(15) nm, 8=94.940(2)° and Z=
4. Complex 1 is a zigzag chain with tptz in a bis-bipyridine-like coordination mode. CCDC: 678978.

Key words: Cu complex; tripodal ligand; 2,4,6-tris(pyrazole-1-yl)-1,3,5-s-triazine(tptz); crystal structure
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Table 1 Crystal data and structure refinement for 1

Compound
Empirical formula
M,

T/K

A (Mo Kat) / nm
Crystal system
Space group

a/ nm

b / nm

¢/ nm

B/ ()

V [/ nm®

A

[Cualy(tptz)],
CHoCusl,Ng
660.16
291(2)

0.071 073
Monoclinic
C2/e

1.306 83(17)
1.254 25(16)
1.147 32(15)
94.940(2)
1.873 6(4)

4

D / (g-cm™) 2.340
u/ mm™ 5.581
F(000) 1232

Crystal size / mm

0.18 x 0.20 x 0.24

Method of collecting reflections -0

6 range for data collection / (°) 2.25~27.87

Reflns. collected / unique (R;,) 4848/1835(0.0297)
Observed reflns [/>20(])] 1563

Parameters refined 115

Goodness-of-fit on F 1.094

Final R indices [[>20(])] R=0.040 5; wR»,=0.099 1
Maximum peak / (e-nm™) 559

Minimum peak / (e-nm™) -909
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Symmetric code: A: 1-x, y, 0.5—z; B: 0.5-«x, 0.5-y, -z
Bl 1 MAEY 18 1D zigzag 5

Fig.1 One dimensional zigzag chain structure of complex 1
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Fig.2 Packing diagram for complex 1 in the unit cell

along ¢ axis
x 2 [Culytptz)], B HEKMER
Table 2 Selected bond lengths (nm) and angles (°)
for [Cu,I,(tptz)],

Cul-N1 0.205 8(5) Cul-11B 0.256 18(8)
Cul-N3 0.230 0(4) Cul-I1 0.259 70(8)
N1-Cul-N3 74.92(18)  NI-Cul-Il 112.91(16)
NI-Cul-IIB 112.12(16)  N3-Cul-Il 101.11(13)
N3-Cul-IIB 12640(12)  11-Cul-I1B 120.77(3)

Symmetric code: B: 0.5-x, 0.5-y, —z.
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Fig.3 TG curves for complex [Cu,ly(tptz)],
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