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Abstract: The complex [Cu( us-1)INH], has been synthesized in DMF solution with INH, Cul, where INH=isoniazid.
The crystal structure of the complex has been determined by X-ray diffraction single crystal structure analysis. The
crystal belong to monoclinic system, space group P2,/c. The cell parameters are: a=1.009 48(10) nm, b=0.467 51(5)
nm, ¢=1.99262(19) nm, B=101.4130(10)°, and V= 0.921 81(16) nm®, Z=4, w(Mo Ka)=5.674 mm™', F(000)=616.0,
R=0.0316, wR,=0.0825 [I>20(I)]. The copper(I) atom locates in a distorted coordination tetrahedron. The copper(I)
atoms bridged by us-1 to form a band stair-like chain, and INH occupying the remaining coordination site of the

approximately tetrahedral. The stair-like chains extend along b axis. The results of TG analysis show the title

complex was stable under 200°C. CCDC: 705346.
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Table 1 Crystallographic date of the title complex

Empiric formula CoH,CulN;0
Formula weight 327.60

Color Yellow

Size / mm 0.24x0.26x0.30
0 range for data collection / (°) 2.10~26.0
Crystal system Monoclinic
Space group P2/c

a/nm 1.009 48(10)
b/ nm 0.467 51(5)

¢ /nm 1.992 62(19)
B1(°) 101.413 0(10)

VI nm’ 0.921 81(16)
D/ (g-em?) 2361

Z 4

F(000) 616.0

m (Mo Ket) / mm™ 5.674
Reflections collected 7252
Reflections / unique (Ry) 1812 (0.033 9)
GOF on F? 0.969

Ry, wRs [1>20(0)]
Ry, wR, (all data)

0.031 6, 0.082 5
0.039 4, 0.084 9

Largest diff. peak and hole / (e*nm™) 417, =736
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Fig.1 A view of the asymmetric unit of the complex,
showing the atom-labeling scheme and 30%

thermal ellipsoids
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Table 2 Selected bond lengths (nm) and bond angles (°) for the complex

1(1)-Cu(1) 0.253 40(8) Cu(1)-N(1)

1(1)-Cu(1) 0.249 74(9) 0(1)-C(6)

1(1)-Cu(1) 0.334 94(9) N(1)-C(1)
Cu(1)-I(1)-Cu(1)" 73.06(2) 1(1)-Cu(1)-I(1)
Cu(1)-I(1)-Cu(1y 59.29(2) 1(1)i-Cu(1)-N(1)
1(1)-Cu(1)-N(1) 113.49(12) N(3)-N(2)-C(6)

0.206 3(4) N(1)-C(5) 0.131 3(7)
0.117 7(6) N@2)-NG3) 0.139 9(6)
0.131 8(8) N(2 )-C(6) 0.133 8(6)
126.52(3) 0(1)-C(6)-N(2) 124.0(4)
115.23(13) Cu(1)-N(1)-C(1) 121.3(4)
120.0(4) Cu(1)-N(1)-C(5) 121.4(4)

Symmetry codes: ' x, —=1+y, z; ' —x, 1/24y, 3/2-z.

*3 SENBRKMER
Table 3 Hydrogen bonds and angles for the complex

D-H--A d(D-H) / nm d(H-+A) / nm d(D-+A) / nm £ (DHA) / (%)
N(2)-H(2B) ---0(1)" 0.860 0213 0.280 1(6) 138.00
N(3)-H(3B)---NG3)" 0.900 0.250 0.309 6(6) 124.00
C(2)-H(2A)--0(1)" 0.930 0.240 0.325 9(7) 154.00

Symmetry codes: " x, —1+y, z; ¥ —x, 1/2+y, 3/2-z; ¥ —x, 2-y,, 2-z.
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Fig.2  One-dimensional stair-like structure of the complex
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Symmetry codes: ' x, 14y, z; " x, =14y, z; ™ —x, 1/2+y, 3/2-z;
N—x, =1/2+y, 3/2-z; ¥ —x, 3/2+y, 3/2—z
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Fig.3 Hydrogen-bonds in a layer of the complex
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