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» This thesis mainly studies the electron transport
mechanism of CcO by using density function
theory ( DFT ) with the B3LYP/6-31G(d, p)
exchange-correlation function.

» In this study, the functional models of the
metallic active In CcO 1Is simulated. Besides,

thermochemistry data and reaction rate are
discussed as well. » Both electron lost and obtainment mainly occur on the center of molecular structures.




