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The Dynamic Behavior of CO at 5000 K and 25 GPa
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Abstract; The chemical reaction of CO,being one of the main explosive denotation products, was inves-

tigated at 5 000 K and 25 GPa by ab initio molecular dynamics simulations. The final products are

C;0,,C0O, ,and C;0,. The infrared spectroscopy of the system is agreement with many theories and

experiments. Radial distribution function (RDF) of the system shows the characteristics of high densi-

ty fluid. Density of states (DOS) of the products was also presented. By analyzing the mechanism of

products of CO under the extreme condition of 5000 K and 25 GPa,we found that the reaction of CO is

mainly due to intermolecular collisions,and transition state is not found in the system.

Key words: CO;infrared spectroscopy;radial distribution function;density of state; molecular dynamics



