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Text S1. General experimental procedures
Ultraviolet (UV) and circular dichroism (CD) spectra were obtained using an Applied Photophysics Chirascan spectrometer (Applied Photophysics, Ltd., Surrey, UK). Optical rotations were determined using an Autopol III polarimeter (Rudolph Research Analytical). Nuclear magnetic resonance (NMR) spectra were acquired using two Bruker Avance spectrometers, Neo 400 and III-500, with tetramethylsilane (TMS) as the internal standard. HRESIMS data were obtained using an LC-30A + TripleTOF5600 + system (AB SCIEX, Singapore). Sephadex LH-20 (GE Healthcare, Boston, MA, USA), and silica gel (100~200 mesh, 200~300 mesh, Qingdao Marine Chemical Co., Ltd., Qingdao, China) were employed for column chromatography (CC). Semi-preparative HPLC was conducted on an Agilent 1100 series system utilizing a YMC C18 column (250 mm × 10 mm, i.d., 5 μm). Thin-layer chromatography (TLC) was performed on silica gel 60F254 and RP-18 F254S plates (Merck KGaA, Darmstadt, Germany). All other chemicals used in this study were of analytical grade. Scanning Electron Microscopy (SEM; Hitachi, S-3400N, Japan) was used to analyze the aggregation status and morphology.
Text S2. ECD Calculations
[bookmark: _GoBack]Gaussian 16 software was used to perform ECD calculations. Conformation optimization was carried out in the gas phase using density functional theory (DFT) at the B3LYP/6-31G(d) level. Time-dependent density functional theory was also employed. (TDDFT) ECD calculations were carried out in MeOH (PCM) using the B3LYP/6-311G(d,p) level, and ECD spectra were obtained with SpecDis 1.7.
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