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	ABSTRACT TEXT
	PURPOSE
Triple-negative breast cancer (TNBC) is an aggressive subtype of breast cancer with limited targeted treatment options, highlighting the need for novel therapeutic agents. The aim of the study was to isolate a bioactive compound with anticancer effect against triple negative cell line. 

METHODS
In this study, Neocaryaflavonoside A (F4a), an acylated flavonoid glycoside, was isolated from Neocarya macrophylla using preparative thin-layer chromatography and structurally characterized by NMR spectroscopy. The antiproliferative activity of F4a was evaluated against HCC1806 TNBC cells following 72 h treatment.

RESULTS
F4a demonstrated potent dose-dependent cytotoxicity with an IC₅₀ value of 2.11 µg/mL. Molecular docking analysis revealed strong binding affinity toward epidermal growth factor receptor (EGFR) with a docking score of −7.9 kcal/mol, exceeding that of the native ligand (−6.9 kcal/mol), while moderate interaction was observed against PI3K (−8.2 kcal/mol). ADMET prediction indicated poor aqueous solubility, low permeability, limited oral bioavailability, and possible CYP-mediated drug interactions. In addition, hepatotoxicity and hERG inhibition risks were predicted.

DISCUSSION/ CONCLUSION
Despite these pharmacokinetic limitations, the findings suggest that F4a possesses promising anti-TNBC potential and may serve as a lead scaffold for the development of novel EGFR-targeted anticancer agents following further structural optimization.
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