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d The pharmacokinetic properties (ADMET) prediction
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’ Table 2 The results of ADMET prediction of selected compounds JAK?2 inhibitors
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Figure 2 The virtual screening process of natural chalcone to be JAK2 inhibitors

Conclusions

= Seven natural chalcone derivatives were 1dentified as JAK2 inhibitors with
erythropoiesis simulating agent property.

" These finding compounds were strongly bound with JAK?2 binding site
docking score ranging from -8.27 to -7.23 kcal/mol.

* The main interaction of chalcone derivative 1s H-bond interactions between
an oxygen atom of meta-substitution on chalcone analog with NH backbone
of Leu932.

* The pharmacokinetic properties predictions demonstrated that collected
compounds were suitable for acting as drug.

* These finding results aid to collect the potential compounds for biological
assay evaluations and development as novel drug for thalassemia therapy.

-=== H-bond interaction

Figure 4 The binding mode of natural chalcone (a) 4'-hydroxychalcone (1) and (b) Trans-chalcone (2)
in JAK?2 binding pocket
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