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Abstract
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Ol-Mangostin 1, and its two derivatives ‘ tetrahydro-Ol-mangostin, 2 and 3,6-
dimethyoxy-Ol-mangostin, 3 were computed their geometry optimizations and studied
their L-Asparagine, L-Aspartic acid, L-Histidine, L-Leucine, and L-Phenylalanine binding
properties at the B3LYP/6-31G(d) level with ZPVE correction in gas phase. It has been
found that 1 bind L-Asp, 2 bind L-His and 3 bind L-Leu as the best results. These
compounds were studied their binding properties with tetrabutylammonium salt of L-Asn,
L-Asp, L-His, L-Leu, and L-Phe using the nuclear magnetic resonance spectroscopy
titration technique in dimethylsulfoxide-d,. Changes of chemical shifts of the protons
during addition of amino acid concentration were observed and investigated their
complexation formation constants (K) using EQNMR program. The results show that 2

binds TBA-L-Asp selectively.
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