Substitutent Effects on the Geometrical Properties of
1-Phenylallyl Alcohol

Salim Y. Hann4, Salim M. Khali, and Moafaq Y. Shandaia

a Department of Chemistry, College of Science, Almerkeb University,

P.O. Box: 40191, AL-Khoms, Libya
b Department of Chemistry, College of Science, Mutah University, Karak, Jordan
¢ Department of Chemistry, College of Science, Mosul University, Iraq

Reprint requests to Prof. S.Y. H.; E-mail: syhanna@yahoo.com
Z. Naturforsch60a, 265 — 270 (2005); received October 28, 2004

Optimized geometrical parameters, electron densities, heats of formation and stabilization energies
have been obtained on X-substituted phenylallyl alcohols, where X is H308H,, CN, F and
CHg at ortho, meta, andpara positions, using MINDO-Forces SCF-molecular orbital calculations.
The substituent effects on the geometrical parameters and the electron density are discussed.
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