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Abstract; Breast cancer has become the most common cancer in recent years, surpassing lung cancer.Cervical cancer also poses a
significant burden on women’s lives. The pathogenesis of these cancers is closely related to the expression of the cytochrome
enzyme CYP1BI in extrahepatic tissues. Therefore, protecting human health could be achieved by disrupting the binding of the
CYP1B1 enzyme to its substrates or by eliminating its reaction products.Glycitein and glycitin are two isoflavones extracted from
soybeans that have potential anti-cancer properties. However, their mechanism of action is still unclear./n vitro experiments showed
differences in their anticancer effects. Structural and quantum chemical calculations were used to analyze the differences in
structure-activity relationship and mechanism of anticancer effects,which may be the mechanism of action.These findings provide
a theoretical basis for designing anti-cancer drugs in the future.
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