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Abstract : A coordination compound with the formula trans-[Co(pya),(H,0),] (pya =
pyridine-4-carboxylate), is hydrothermal synthesized from the reaction of CoBr,xH,0,
ethylenediamine, and pyridine-4-carboxylic acid. The title compound is fully characterized by
X-Ray, FT-infrared and elemental analysis. The title compound, the coordination sphere of the
Co(1II) metal, is octahedral coordination with an approximate D,, symmetry. The arrangements
around the Co(1II) ion is trans-octahedra with two pyridyl nitrogen and two aqua oxygen in the
equatorial positions and two aqua oxygen in the axial positions. In addition, the intermolecular
O-H--O hydrogen-bonding and m---m stacking interactions further extend the title compound to

form a 3-D structure.

Key words : Assembly, Cobalt (I ) Complex, Pyridine-4-carboxylic acid, Hydrogen bonding.
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(Symmetry code: (i)-1+ x, -1+y, -1+z (ii) 1-x,- y, 1-z (iii) -X, -y,1-z)
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ERWTTE:

C 12H16C0N208

Z=1

Mr =375.20

Dx = 1.790 Mg m”

Triclinic  P-1 (no. 2)

Mo Ka radiation

a=6.3403(2) A

Cell parameters from 3307

b=6.8559(2)A reflections

¢ =9.2496(3)A 0 =2.0-25°
a=95.937(2)° pn=1.281 mm™
B =104.683(2)° T=200(2) K
vy =113.1930(10)° pale brown

V =348.037(19)A°

0.55x 0.20x 0.11 mm’®

Data collection

Bruker SMART CCD area-detector

1261 independent reflections

Diffractometer 1219 reflections with I > 2o(1)
v and ® scans R, =0.0320

Absorption correction: multi-scan Opax = 25.33°

(SADABS; Sheldrick, 1995) h=-7-7

Tiin =0.6151, Tpx =0.7574 k=-8->7

4325 measured reflections I=-11 >11

Refinement

Refinement on F*

H-atom parameters not refined

R[F* > 26(F*)] = 0.0385

w=1/[c*(Fo®)+ 0.0600P*+0.6251P]

wR(F?) = 0.0994

where P = (Fo*+2Fc?)/3

S=1.139

(ANG) e = 0.000

1261 reflections

Apmax =1.121e A7

102 parameters

APmin=—1.505 ¢ A~

42 I,%F/_\I?,Jﬁgﬁ[gl’;jﬁﬁ?%ﬁj(z&, )

03-Col 2.082(3) £ 03'-Col-04 179.98(10)
03'-Col 2.082(3) £ 03-Col-04' 180.0(1)

04—Col 2.128(3) £ 04-Col-04! 86.75(10)
04'—-Col 2.128(3) Z 03-Col-NT1' 91.72(10)
N1-Col 2.149(4) £ 03-Col-N1' 88.28(10)
N1'—Col 2.149(4) £ 04-Col-N1' 91.81(10)

39

uli



Z 04-Col-NT1' 88.19(10) Z 03'-Col-N1 88.28(10)

2 03-Col-N1 88.28(10) 2 04-Col-N1 88.19(10)

Z 04'-Col-N1 91.81(10)

Symmetry code: (i)-1+ x, -1+y, -1+z.

*3 PRl A

D-H--A d(D-H) d(H--A) d(D--A) ZD-H-A
03-H3A--01% 0.85 1.94 2.786(3) 177
03-H3B--02" 0.85 1.80 2.640(3) 169
04-H4A.--01% 0.85 1.98 2.829(4) 172
04-H4B:--02 0.85 1.95 2.782(4) 167

Symmetry code: (i)-1+ x, -1+y, -1+z (ii) 1-x,- y, 1-z (iii) -X, -y,1-z.
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