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» Existing AIDs exhibit severe undesired side
effects among other limitations

» The ToMoCoMD-CARDD ( TOpological
MOlecular COMputer Design- Computer Aided
Rational Drug Design) was used in this
research for new and safer AIDs

» Anti-inflammatory drugs (AIDs) have an important
clinical role in the control of a response and
resolution of excessive acute or chronic inflammatory

processes.

ToMoCoMD—CARDD as strategy for the discovery of a new antiinflammat ory chemotype

General algorithm used for designing the > Non stochastic and stochastic atom-based
k-MCA: quadratic fingerprinting were used to codify the
antiinflammatory-related chemical structure
information from a comprehensive data set of 1213
organic compounds (587 Ais and 626 non-Ais)
having a great structural variability.

» The ToMoCoMD-CARDD models were best in
predicting antiinflammatory activity when compared

? "~ with six of the most recent models reported so far.

» The fusion model was used for the identification of
novel Al compounds using virtual screening of 200
molecules available in our in-house library. Of these,
six metal-based complexes were selected,
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Conclusion & perspectives

» These results offer an attractive possibility to obtain new anti-inflammatory compounds by using ensemble LDA-
assisted QSAR-classifier models, thereby significantly reducing the number of synthesized and tested compounds.

» The present study indicates that magnesium-valproic acid complexes 5 and 6 may represent an important
therapeutic alternative for the treatment of inflammatory conditions. Work is in progress to develop these compounds.




