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Abstract
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A large number of Thai medicinal plants have been used as antidiabetic drugs
such as Allium ascaloncum and Allium cepa Linn. The active component of these
medicinal plants is S-methylcysteine sulfoxide (SMCS). The purpose of this research
study is to design and synthesize a potential antiglycemic agent acting on a new drug
target, dipeptidyl peptidase IV (DPP-IV). The proposed structure were the combined
structures between SMCS and the modified side chains. Computer drug design and
molecular modelling were employed by docking the designed structures with DPP-IV
active binding site to get the structures with increasing binding capacity, which lead
to potent inhibitory action. According to docking data of nine compound, 2-amino-N-
benzyl-3-(benzylthio)-N-(4-hydroxyphenyl)propanamide showed the best binding
energy of -9.02 Kcal/mole ( Ki = 242.67 nanomolar ). This compound was synthesized
by coupling reaction between Boc-Cys(Bzl)-OH (the mimic structure of SMCS) and p-
(benzylamino )phenol. The protecting group(Boc) of the synthesized intermediate were
cleaved out by deprotection reaction. The structure of the synthesized compound was
purified and confirmed by chromatography and spectroscopy (IR, NMR and MS). The
designed compound is currently further to the evaluation of its inhibitory action against

DPP-IV(in vitro).





