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Activation desorption energy were calculated by Hartree-Fock self-consistent field method in "sbkjc" basis set  for CO on Pd 
surface. Two different forms (twofold and threefold) of carbon monoxide adsorbs on palladium surface. The calculated data agrees good 
with experimental data. 
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( )  3-[(1E)-N- ]-4- -

1H- -5-

 3-[(1E)-N- ]-4- -1H- -5-
(PzOxCA)  [Ni2(PzOxCA–2 )2(Py)4]·2 2 ,

.  1.8 – 300 K -
( ) (J = –15,23 cm

–1
).

The complex [Ni2(PzOxCA–2 )2(Py)4]·2 2  based on novel pyrazolate ligand 3-[(1E)-N-hydroxyethanimidoyl]-4-methyl-1H-pyrazole-5-
carboxylic acid (PzOxCA) has been synthesized and its crystal structure has been determined by X-ray single crystal analysis. Magnetic
susceptibility measurements in the temperature range 1.8 – 300 K revealed antiferromagnetic exchange coupling between nickel(II) ions 
(J = –15,23 cm

–1
).
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