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Compounds with Estrogen-like Effects from Epimedii Folium
Based on Cell Sorption and Molecular Docking
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[ Abstract | Objective; To screen out compounds with estrogen-like effects from Epimedii Folium by
liquid chromatography/ mass spectrometry technology and molecular docking for breast cancer T47D cell. Method :
The T47D cells were cultured by medium with Epimedii Folium extract, and the compounds with estrogen-like
effects selectively bound with the cells. After culturing for a certain period of time, T47D cells were cleaned and
broken to release the binding compounds. Then high performance liquid chromatography/mass spectrometry
(HPLC-TOF/MS) technology was used to identify the binding compounds. After that, molecular docking was used
to study the interactions between the identified binding compounds and estrogen receptors. Result; Seven
compounds from Epimedii Folium were identified preliminarily, namely icariin, epimedin B, baohuoside-1I ,
icariin-I, baohuoside-1, korepimedoside A and anhydroicaritin. Among them, baohuoside-Il and anhydroicaritin
can interact with estrogen receptor-a and estrogen receptor-8. Conclusion: Compounds baohuoside-II , and
anhydroicaritin can be bound with T47D cells and interact with estrogen receptor-a and estrogen receptor-8, which
indicates that baohuoside- [l and anhydroicaritinmay have estrogen-like effects.
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Table 1 T47D cells cultured by medium with Epimedii Folium

extract for 2,4 h(x s, n=5)

. SO VR
Gai| JmgeL! 2h 4 h
25 - 0.64 +0.054 0.56 0. 056
R 1 000 0.46 +0.076% 0.24 £0.012%
500 0.54 +0.087" 0.46 £0.029%
250 0.68 +0.073 0.56 +0. 02
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F2 &7250 mg- LTRSS TATD Hif 2,4 h BRI E R

Table 2 Test results for T47D cells cultured by medium with Epimedii Folium extract at concentration of 250 mg-L ~'for 2,4 h

2 h
I
amam T mn gWEIM W MBAIM N Bm PR R BT
WIFEE B 6. 44 807.272 8 807.271 2 1.98 CysHyOy 807, 645, 513
R 6.45 721.231 6 721.234 4 3.88 Cy;3HyO5 721, 659, 529, 513, 514, 367
EEHE-1 8. 10 499. 160 6 499. 160 4 0.40 CyHys0p 499, 500, 353, 354, 352
EEERT-1 10. 05 529.171 2 529.171 0 0.38 C,,Hy Oy, 529, 367
EE-1 11.39 513.176 4 513.176 1 0.58 CyyHy 0y 513, 514, 366, 367
[ preg i 13. 64 759.249 6 759.250 0 0.53 Cy,H,0,, 759, 367
WKEEER 15. 46 367.117 8 367.118 2 1.09 Cy, Hyy Oy 367, 295, 271, 116
kG W 44 B b
tg/min SWEIM-H] - MMM -H] - #%/ppm s FR =S
W25 B 6.52 807.271 3 807.271 2 0.62 CygHygOy 807, 645, 513, 366
R 6.53 721.234 4 721.234 4 0.00 Cy;3Hy,05 721, 659, 529, 513, 514, 367, 366
FHEHF-1 8.23 499.160 6 499. 160 4 0. 40 CyHy Oy 499, 500, 353, 354, 352
TR 1 10.23 529.171 0 529.171 0 0.00 C, Hy 04, 529, 367, 299
FRET-1 11. 64 513.176 1 513.176 1 0.00 C,,Hy 0y 513, 514, 366, 367
W 13.74 759. 250 2 759.250 0 0.26 Cy,H, 0, 759, 367
MK FEHE 15.63 367.117 9 367.118 4 1.36 C,, H2, 04 367, 295, 271, 116
B
: | oG
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Mdess nﬂj 4 h ! B2 BENENRSREMSOLEER
1 3 5 7 9 11 13 15 17 19 Fig. 2 Comparison between docked and crystal conformations
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