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Theoretical Study for the Characteristics of Finasteride
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<Abstract>
Finasteride, (5a, 178)-N-(1,1-dimethylethyl)-3-ox0-4-azaandrost—-1-ene-17-carboxamide),
is a ba-reductase enzyme inhibitor. This enzyme converts testosterone to the more
potent androgen, a—dihydrotestosterone. This molecules a logical medical treatment for
benign prostatic hyperplasia (BPH), as it induced a reduction in serum dihydrotestosterone
and prostatic specific antigen levels with a concomittant increase in blood testosterone

concentration
molecular properties. Therefore,

. Despite its widespread use, little has been published concerning its
in this study, in order to explain characteristics of

finasteride, total energy, net charge, vibrational mode of melatonin are calculated by

PM3 methods of HyperCam 8.0.
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Fig. 1. The general structure of the melatonin

molecule.

,70,



e B P SR B

Fig. 2. The three dimensional structure of the
Finasteride molecule calculated by HyperChem PM3
methods.
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Fig. 3. Energetic properties of finasteride.
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Fig. 4. Total dipole moment of finasteride.
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Fig. 5. HOMO and LUMO energy of finasteride.
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Fig. 6. HOMO and LUMO model of finasteride.
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Fig. 6. Vibrational frequency of finasteride (a)1939,
(b)1917, (c)1447 and (d)1184 cm!
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