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Figure S1. 'H-NMR (DMSO-d;) chart of icaritin.
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Figure S2. BC-NMR (DMSO-dj) chart of icaritin.
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Figure S3. 'H-NMR (DMSO-dj) chart of 3N-Me.
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Figure S4.

IBC-NMR (DMSO-dy) chart of 3N-Me.
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Figure S6. ?*C-NMR (DMSO-dj) chart of 3N-Et.
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Figure S7. HSQC (DMSO-d;) chart of 3N-Me.
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Figure S8. HMBC (DMSO-d;) chart of 3N-Me.
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Figure S9. HSQC (DMSO-dj) chart of 3N-Et.
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Figure S10. HMBC (DMSO-dp) chart of 3N-Et.
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Figure S11. HRMS chart of 3N-Me.
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Figure S12. HRMS chart of 3N-Et.
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Figure S13. The stability of 3N-Me and 3N-Et in tumor cells (n = 3). (a) 4T1 cells; (b) Hepal-6 cells; (c)
Huh7 cells.



Table S1. The half-life (¢,,) of 3N-Me and 3N-Et in different tumor cells

t1 (h) 4T1 Hepal-6 Huh7

3N-Me 6.42 5.99 6.61

3N-Et 9.08 9.29 8.19




