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Abstract

Several multivariate statistical analyzes were performed in a quan-
titative structure-retention relationship study (QSRR) in order to cor-
relate the retention of 18 newly synthesized hydantoins with potential
biological activity and their molecular characteristics.

Hydantoins are a class of antiepileptic drugs used in the treatment
of epilepsy. Among the investigated compounds two of them are well
known. The first one is phenytoin, widely used drug in the treatment
for the most common forms of epilepsy. The second is nirvanol, quite
toxic significant metabolite of mephenytoin, also commonly used anti-
convulsant drug.

Principal component analysis (PCA) followed by partial least
squares (PLS) was performed to identify the most important factors,
to quantify their influences, and to select descriptors that best de-
scribe the compounds investigated. Further, the best multiple linear
regression (MLR) models were formed. High agreement between ex-
perimental and predicted relative retention, obtained in the validation
procedure, indicated the good quality of the derived QSRR models.
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