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3. Results

Ayahuasca is considered a mixture of plants used in traditional medicine, consisting of the ayahuasca vine (Banisteriopsis caapi) and the chacruna shrub (Psychotria viridis). Active

metabolites, such as harmine and N, N-dimethyltriptamine (DMT) with MAOI properties and activity on serotonergic (5-HT) receptors, respectively, have been isolated from these

plants. In addition, responsible for hallucinogenic effects in the body [1]. However, the molecular mechanisms of biological activity on these receptors have not been fully

elucidated. Therefore, the in silico activity of DMT analogs has been evaluated by docking molecular studies of the ligand-receptor interaction type in order to identify promising

molecules for the treatment of neuronal disorders such as post-traumatic stress disorders and anxiety [2].
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1. Selection of receptors by bioinformatic analysis with SwissTargetPrediction

New analogs of DMT with activity in the serotoninergic receptors with high structural

and energetic affinity were identified. Finally, the complexes of receptors and ligands

were refined by means of molecular modeling showing that the considered

interactions propose new tools of agents for the treatment of alterations related to

pathologies of neuronal order such as post-traumatic stress disorders and anxiety.
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2. Search and selection of DMT analogs

1. Serotoninergic receptors found with high affinity

2. Were selected 24 analogues of DMT and 1 Drug (Referent)
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