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Figure S1. The cytotoxicity of compound 1 on MDA-MB-231 cells (A) and HUVECs
(B).
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Figure S2. Detailed interaction model of compound 1 and HSP90a in the best

docking pose.



Table S1. Inhibitory effects of derivatives on the migration of MDA-MB-231 cells
induced by chemokine EGF. (23f represents compound 1)

ICs0? ICs¢? ICs0*
No. No. No.

(M) (M) (LM)
5 0.09 22a 7.37 24e >50
6 221 22b >50 24f 20.15
1 Tox® 22¢ 0.03 25a Tox°®
12 1.08 22d 2.34 25b Tox°®
17a 0.48 23a 5.51 25¢ 21.39
17b 18.93 23b 4.36 25d 15.92
17¢ 28.54 23c >50 25e 4.77
18a 0.30 23d 26.74 25f Tox®
18b Tox® 23e 1.21 26a >50
18¢ Tox® 23f(1) 0.17 26b 0.26
21a 2.14 24a 7.45 26¢ 0.85
21b Tox® 24b 24.23 26d Tox®
21c >50 24c¢ 2.48 26e Tox¢
21d 0.84 24d >50 26f 32.84
LY294002° 0.38

*1Cso represents the concentration of the compound producing 50% inhibition against
human MDA-MB-231 breast cancer cells.
b positive control

¢ Tox represents cytotoxicity in the test concentration.



