Simposio Internacional de Quimica (SIQ)

Simposo Internacional de Ciencias Farmacéuticas (SICF)
Xll Simposio de Diseiio Molecular y Bioinformdtica (SEADIM)

del 23 al 30 de junio de 2019, Cayo Santamaria, Cuba

Formulario de Solicitud de Participacion

Datos del participante

Nombre completo y apellidos: Naivi Flores Balmaseda
Titulo académico: Lic. en Ciencias Farmacéuticas

Grado cientifico: Master en ciencias

Nombre de su institucion: Universidad Central de las villas
Pais: Cuba

Teléfono: 42222544

Fax:

Se presentard en la Seccion:  SICF Comision I: VII Simposio “Disefio, Obtencion y Desarrollo de Farmacos”
Forma de presentacion: Ponencia oral

¢Desea que se valore para su publicacién posterior?: NO

Facilidades requeridas para su presentacion:

*IMPORTANTE: Basta con escribir los datos y darle a la opcion Guardar como/Save as, en su lector de documentos PDF.
Cambie el nombre del archivo agregando su nombre y primer apellido, por ejemplo:

(Formulario SIQ Alicia Fernandez.pdf)

Por favor, cierre el documento y dbralo nuevamente. Asegurese de que todos los datos estén correctamente escritos y
los campos obligatorios (en rojo), rellenados. Compacte siempre los documentos a enviar en archivo tipo RAR o ZIP.

Una vez completado, envielo a sig@uclv.cu

Visite nuestra pagina Web http://sig.uclv.edu.cu




Datos sobre su trabajo

Escriba aqui el titulo de su trabajo
CHEMINFORMATICS MODELS BASED ON MACHINE LEARNING FOR THE
IDENTIFICATION OF POTENTIAL LEISHMANIA INHIBITORS.

Autor principal, Otros autores separados por coma
NaiviFlores Balmaseda a, SusanaRojas Socarras a, Juan Alberto Castillo Garit,b

Afiliaciones/e-mails separados por coma

a Unit of Computer-Aided Molecular “Biosilico” Discovery and Bioinformatic Research (CAMD-BIR

Unit), Faculty of Chemistry-Pharmacy. Central University of Las Villas, Santa Clara, 54830, Villa

Clara. Cuba. nflores@uclv.edu.cu. . b Unit of Fxnerimental Toxicoloav. Serafin Ruiz de 7Zarate Ruiz Medical Sciences School.

Resumen:

Classified by the World Health Organization in category | of infectious diseases and part of neglected tropical pathologies
leishmaniasis is defined as a set of diseases of very varied clinical presentation produced by obligate intracellular parasites
belonging to the genus Leishmania. Leishmania infantum specie mainly affects children under five years of age and has been
associated with an increase in the appearance of cutaneous and visceral leishmaniasis. The search for new therapeutic
alternatives remains a challenge and in silico studies are alternative tools to solve this problem. With the main objective of
identify potentially effective compounds against Leishmania infantum through in silico studies, Artificial Intelligence
Techniques implemented in the WEKA program and molecular descriptors 0D-2D of DRAGON software are used in this
research. A new database was created and the clusters analysis (AC) k-means was used to design the training and prediction
series. Four models were obtained with the following techniques: IBk, J48, MLP and SMO that reached percentages of
classification higher than 80% for training and prediction series, whose predictive power was confirmed through external and
internal validation procedures. The use of the models obtained in the virtual screening of the international database
DrugBank and synthesis compounds allowed the optimal identification of 120 new potentially active compounds against
Leishmania infantum amastigote form.
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