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It was found the quantum chemical analysis will promote the industrial research. The useful
information on the molecular and reaction designing was obtained using exact quantum chemical
calculation of reactions and material properties estimation.
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Fig.1 A structure of [Ni(0):0H_Sis012H7]:
a green ball is nickel, pink balls are silicon, red

balls are oxygen, and yellow balls are hydrogen.
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Totalenergy (a.u.) ZE(kcal/mol)  structure-

Ethylene -78.5777486-

[Ni]*:(0) Ni(+2):d® singlet -1322.6778226«

[Ni]*:(0) Ni(+1):d° doublet -1322.7770460-

[Ni]*cyelo-(CHa)4x(1) Ni(+4):d® singlet -1479.8758879 -26.7 [Ni]*lacyclopentane«
Ni(+4):d® triplet -1479.9220706 -55.7 [Ni]*cyclobutane
Ni(+4):d® quintet -1479.8301457 -3.7 [Ni]*lacyclopentane«
Ni(+3):d” doublet -1479.9954085 -39.4 [Ni]*lacyclopentangs
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