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SUMMARY . The reaction of 4-hydroxycoumarin with aromatic aldehyde (or malononitrile) gave two kinds of 4-
hydroxycoumarin derivatives (1-8) and their structures were characterized via IR, 'H NMR, HRMS, and single
crystal X-ray crystallography. The in vitro anticancer activity of the synthesized products was studied and evalu-
ated, in which four human oral cancer cell liness (HB, CNE-1, SAS and HSQ-89) were used in the screening
tests. The results showed that compared with compounds 5-8, compounds 1-4 with intramolecular hydrogen
bonds exerted rather potent activity. In addition, the relationship between activity and structure of compounds 1-
4 was further investigated through molecular docking study.

RESUMEN. La reaccion de la 4-hidroxicumarina con un aldehido aromético (o malononitrilo) dio dos tipos de
derivados de 4-hidroxicumarina (1-8) y sus estructuras se caracterizaron mediante IR, 'H NMR, HRMS vy crista-
lografia de rayos X de cristal Unico. Se estudié y evalud la actividad anticancerigena in vitro de los productos
sintetizados, en la que se usaron cuatro lineas celulares de cancer oral humano (HB, CNE-1, SAS y HSQ-89).
Los resultados mostraron que, en comparacioén con los compuestos 5-8, los compuestos 1-4 con enlaces de hidré-
geno intramoleculares ejercian una actividad bastante mds potente. Ademds, la relacion entre la actividad y la es-
tructura de los compuestos 1-4 se investigé a través del estudio de acoplamiento molecular.
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