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Histone Deacetylase 8 Inhibitory Activity of Kaempferol and Its Derivatives:

a Molecular Docking Study
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ABSTRACT
In this research, the inhibitory activity of histone deacetylase 8 (HDACS), one of HDACs causing a cancer
disease, with five kaempferol compounds (i.e. kaempferol, gossypetin, kaempferol oxime, kaempferol methyloxime and

kaempferol hydrazineozime) has been investigated in terms of binding free energy (AG,;,,,.) and inhibitory constant (K)

inding;

using a molecular docking simulation. As a result, the values of AGb varied from —6.3 to —7.9 kcal/mol and K, varied

inding
from 1.6 to 25.8 uM. By comparing with suberoylanilide hydroxamic acid (SAHA), a cancer drug used currently and

yielded the AG of —8.2 kcal/mol and X, of 1.0 pM, the result showed that HDACS inhibitory efficiency of these

binding
kaempferol compounds is close to SAHA. Especially, gossypetin exhibits the best inhibitory efficiency compared to other

kaempferols. Thus, there is possible to develop the kaempferol compounds to be the cancer drug.
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