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ABSTRACT
Histone deacetylase 2 (HDAC?2) is an enzyme causing the cancer disease. In order to design and develop a

cancer drug, this research has studied the interaction between HDAC2 and compounds of flavonoids and

anthraquinones (which are crysis, luteolin and emodin) by studying in terms of binding free energy (AG, ) and

binding:

inhibitory constant (K) using a molecular docking method. As a result, these three compounds yielded AGb in the

inding
range of —6.2 to —9.2 kcal/mol. and X in the range of 0.1 to 16.4 pM, in which luteolin exhibits the highest efficiency of
HDAC?2 inhibition. By comparing with suberoylanilide hydroxamic acid (SAHA) which is a cancer drug currently used

(AG of =7.9 kcal/mol and K; of 0.7 pM), one found that the inhibitory efficiency of all three compounds is similar

binding
or superior to SAHA. Thus, there is a possibility to develop the flavonoid and anthraquinone compounds to be the

cancer drug.
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