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Semi-empirical Quantum Mechanical Orbital Method using MOPAC:
Calculation of the Arrhenius Parameters for the Pyrolysis of Some Alkyl
acetates

PM3 Study of the Effects of a-Methylation on the Gas-phase Kinetics of
Thermal Decomposition of Ethyl Acetates.

Study of Structural and electronic properties of 4-H- cyclopenta-[2,1-b,3;4-b#]
dithiophene S-Oxide (BTO) with an S, S=0, O and SiH2 and BH> bridge:
semi-empirical and DFT Study. )

Theoretical Study on the Structural and Electronic Properties of New
Materials based on Benzothiodiazole and Pyrrole derivatives.

Study of Characterization of a novel polymeric Zinc (1) complex containing
the anti-malarial Quinine as ligand: A Theoretical approach (Semi-empirical
and DFT methods).

Theoretical Investigation on the Structural and Electronic Properties of
Conjugated Organophosphorus Compounds.

Study of the Kinetics of some six centre pyrolytic elimination reaction and
thermal rearrangements by the semi-empirical quantum mechanical molecular
orbital methods.

Molecular Docking Studies of Lonchocarpus Cyanescens Triterpenoids as
Inhibitor for Malaria.
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The theoretical study of the effects of acid portion on the kinetics of the
thermal decomposition of isopropyl acetate and isopropyl trimethylacetate
was started in 2016. So far, we have concluded data collection and we are
presently on data analysis.

The application of this research will be used in reaction mechanism
formulation.

Computational modeling of the kinetics of the multipath thermal
decomposition of s-butyl acetate was started in 2015. Result so far is showing
that the pyrolysis of s-butyl acetate yields different products via different
routes. We have been able to formulate a procedure to study this complex
pyrolytic elimination reaction.
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Adejoro, I. A. (2005): Kinetics of some six centre pyrolytic elimination
reaction and thermal rearrangements by the semi-empirical quantum
mechanical molecular orbital methods. (PhD Thesis, University of Ibadan)
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