Bruceine A exerts antitumor effect against colon cancer by accumulating ROS and
suppressing PI3K/Akt pathway
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SI Figure 1HPLC (A) and HRMS (B)  spectra of BA.



a1l

f1 (ppm)

087 1L

7881 —

49 P —

Lo —

£2 861 —

T T
120 110

T
130

0

£1 (ppm)



SI Figure 2 'H-NMR and '*C-NMR spectra of Bruceine A. (A) HNMR (700 MHz, DMSO-ds) & 7.86 (s,
1H, 3-OH), 5.58 (s, 1H, H-15), 4.95 — 4.84 (m, 2H, H-7, H-20a), 4.48 (d, J = 7.3 Hz, 1H, H-11), 4.12 — 4.04
(m, 1H, H-20b), 3.97 (td, J = 4.9, 1.6 Hz, 1H, H-12), 3.68 (s, 3H, 22-OMe), 3.59 (dd, J = 7.4, 1.7 Hz, 1H, 11-
OH), 3.40 (m, 2H, H-9, H-14, ), 3.24 (d, J = 13.0 Hz, 1H, H-1b), 2.89 (dt, J = 13.2, 2.3 Hz, 1H, H-1a), 2.68 —
2.59 (m, 2H, H-5, H-2'b), 2.16 (d, J = 4.9 Hz, 1H, 12-OH), 2.11 (d, J = 7.3 Hz, 2H, H-2'a, H-3), 2.07 (dt, J =
14.8, 3.0 Hz, 1H, H-6b), 1.99 — 1.93 (m, 1H, H-6a), 1.72 (d, J = 1.9 Hz, 3H, 18-Me), 1.22 (s, 3H, 19-Me),
0.91 (t, J = 6.1 Hz, 6H, 4/5'-Me). (B) ¥C NMR (176 MHz, DMSO-d6) & 193.23 (C-2), 170.47 (C-16, C-
21, C-1'), 144.65 (C-3), 128.82(C-4), 82.90(C-7), 80.76(C-13), 71.8(C-11, C-20), 49.16(C-22, C-14),
45.26(C-9), 42.83(C-2'), 41.55(C-5), 41.00(C-10), 28.98(C-6), 25.63(C-3'), 22.62(C-5'), 22.55(C-4'),
15.46(C-19), 13.63(C-18). Based on the above data, The compound was identified as bruceine A, which was

consistent with the reported litera ture values.



