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Endometriosis is an Estrogen-
Dependent Disease (EDD) that
affects 1in 10 women of
reproductive age worldwide, yet
remains difficult to diagnose and
treat. Current therapies are largely
focused on pain management and
hormonal suppression, with the
latter being proven to affect
systemic estrogen. This study
focuses on local estrogen
biosynthesis and targets 17/f-
HSD1, a key intracrine enzyme that
converts weak estrone (E1) to the
biologically potent estradiol (E2).

To employ computational techniques in discovering repositionable
inhibitors of 17p-HSD1 from the DrugBank library, in order to reduce
local estradiol production and mitigate the progression of
endometriosis.
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COMPOUND DRUG CLASS
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Vidofludimus

/7-Ethyl-10-
Hydroxycamptotheci

MS, anti-rheumatism

Anti-Cancer
Estrone sulfate

(E1-S)
Steroid Sulfatase, STS

B v

Estrone Sulfate Hormone replacement

17B-HSD1 | Estradiol | g Anti-Cancer

NADPH
17B-HSD2

(E2) Aminocamptothecin

Topotecan Anti-Cancer

Estrone Co-crystallized ligand
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Structure-based virtual screening identified seven lead compounds with
stronger docking and MM-GBSA binding energies than estrone, the co-
crystallized ligand of the enzyme. Most top hits were camptothecin
derivatives, while Vidofludimus is a DHODH inhibitor that may be worth
further exploration in relation to pyrimidine metabolism and Warburg-
like metabolic reprogramming in endometriosis. By identifying promising
repurposable drug candidates against 17B-HSD1, this research
advances Sustainable Development Goal 3, promoting better
reproductive health and well-being for women living with endometriosis.
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