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Abstract

In this thesis, the substitute effect of OCH3, CF3, CH3 groups on
stability of acetone hydrate combinations is studied. Stability of methyl
acetate, acetic acid, methyl three flour acetate and three flour acetic acid

combinations has investigated.

The results of thermodynamic calculations in different levels describe
stability of hydrate combinations with electron withdrawing groups.
Electron - withdrawing groups decrease charge of oxygen atoms and
consequently they cause that C-O connection is more strengthen and

stability of hydrate combinations is enhanced.

According to NBO calculations, substitute of CF3 considerably
decreases charge of oxygen atoms. However, we expect that charge on
carbon atom of carbonyl groups is decreased by electron - withdrawing
substitutes but calculations have done in MOLICAN manner and NBO
describe enhancement of charge on carbon atom. This contradiction is
resolvable with NBO manner. Electron- releasing groups decrease stability

constant.

Hydrate hexaflouro acetone combination is very stable and dehydration
it with dry sulfate sodium is impossible. However, this stable combination

easily converts to dry combination with P205.
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