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Fig. S1 Dose-response curve of target compound in T47D cells. (New)
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Fig. S2 Dose-response curve of target compound in MCF-7 cells. (New)
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Fig. S3 Dose-response curve of target compound in MCF-10A cells. (New)
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Fig. S4 'TH NMR spectra of a2. (New)
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Fig. S5 'TH NMR spectra of a4. (New)
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Fig. S6 'TH NMR spectra of a5. (New)
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Fig. S7 'TH NMR spectra of a6. (New)
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Fig. S8 'TH NMR spectra of C1.
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Fig. S9 'H NMR spectra of C2.
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Fig. S11 "H NMR spectra of D2.
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Fig. S13 '"H NMR spectra of E2.
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Fig. S14 13C NMR spectra of C1.
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Fig. S15 3C NMR spectra of C2.
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Fig. S16 3C NMR spectra of D1.
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Fig. S17 3C NMR spectra of D2.
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Fig. S18 3C NMR spectra of E1.
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Fig. S19 3C NMR spectra of E2.
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Fig. S20 HRMS spectra of C1
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Fig. S21 HRMS spectra of C2



1

240707-1-5 11 (0.094) 1: TOF MS ES+
o 357.1970 6.93¢6
440.1979
=3
[358.1964 451.1942
503.2044
289.1305
— 275.1510) — 505.2023
134.0338 i inilie 956.3870
o..58.8048 134 1620207 | | - namal ( 633.1621 688 3145 __ 7691355 837.1288 __ 915.4149 95637
LAEd LARAT RARAS | T T T 1 T T T T T T T T T T T T T T T T T T T T T T T T T T
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Fig. S22 HRMS spectra of D1
12
240608-5-5 30 (0.290) 1: TOF MS ES+
e 500.2761 7.15¢6
531.2581
=
275.1503 532.2607
289.1658
4772495
5472318
311.1478
194,060 149176 53.2658 2351
84.9581 all 3 54.2701 599.2450685 4349 740.7740___ 819.4188 945.47651000.6772
T T T T T T T b T T T T T T T T T T T T T T T T T T T T T T T T T | haad Abipt ]
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Fig. S23 HRMS spectra of D2
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Fig. S25 HRMS spectra of E2
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Fig. S26 The raw images of Western blot. Expression of Cyclin D1/3 and CDK4/6 in
T47D cells following E2 treatment. A) Changes in protein expression with different E2
concentrations; B) Protein expression levels at various time intervals after treatment
with 5 uM E2.
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Fig. S27 The raw images of Western blot. Expression of Cyclin D1/3 and CDK4/6 in
T47D cells after treatment with 5 uM E2 alone or in combination with MG132. (New)



