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Study on the Thermodynamics of Carbon Dioxide Absorption
in Diethelenetriamonine by AM1 Semiemperical
Quantumchemical Method
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Abstract The absorption of carbon dioxide in diethelenetriamonie(DETA) was studied by AM1
semiemperimental quantumchemical method in winmopac 7. 21. Some thermodynamic parameters
related to the absorption process were obtained. The absorption of CO, in DETA includes two steps:
the physical absorption through molecular interaction between CO, and DETA, and chemical
absorption by formation of fumal amines. The two CO, molecules absorbed by one DETA is faverable
in the process and hydrogen ion dissociated [rom hydroxy group in formic amine is favorable in the
present of proton acceptors(such as water molecules) ,which is accord well with experimental results.

Key words Carbon Dioxide, Diethclenetriamonine, Absorption Thermodynamics, AM]1

Semiemperical Quantumchemical Method.



