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A novel isaindigotone derivative displays better anti-proliferation activities and

induces apoptosis in gastric cancer cells
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The chemical atlas data of BLG26.

'"H NMR, '3C NMR, HRESIMS and HPLC Spectra of BLG26

BLG26 displays antiproliferative activity against SMMC-7721, PANC-1 and HCT116
cells.

BLG26 can get into AGS and HGC27 cells.

The yield was 69%. The m.p. was 231-233°C. Then, the NMR and ESI mass
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spectrometry were analysed. "H NMR (400 MHz, Chloroform-d) 6: 7.76 (d, J = 12.9
Hz, 1H), 7.61 (d, J=3.1 Hz, 1H), 7.32 - 7.24 (m, 1H), 7.23 - 7.12 (m, 2H), 7.08 (d, J =
7.8 Hz, 1H), 4.20 (t,J=7.1 Hz, 2H), 3.24 (t,J = 4.8 Hz, 4H), 3.17 (d, /= 9.8 Hz, 2H),
2.56 (t, J = 4.9 Hz, 4H), 2.31 (s, 3H). 3C NMR (100 MHz, Chloroform-d) 6: 159.11,
154.14 (d,J=44.5Hz), 151.88, 150.65 (d,J=12.7 Hz), 148.16 (d, /= 16.1 Hz), 146.51,
145.35 (d, J=10.0 Hz), 131.67, 126.89, 125.27, 117.06, 116.89, 116.73, 114.17 (d, J =
3.6 Hz), 113.51 (d, J = 8.4 Hz), 111.04 (d, J = 23.7 Hz), 53.89, 48.91 (d, J = 4.7 Hz),
45.09, 42.93, 24.38. Purity 99.5% by HPLC. HRESIMS-ESI m/z: caled for

C23H21F3N4O[M+H]": 427.1667; found: 427.1769.



Figure S1. '"H NMR spectra of BLG26.
Figure S2. *C NMR spectra of BLG26.
Figure S3. HRESIMS spectra of BLG26.
Figure S4. HPLC spectra of BLG26.

Figure S5. BLG26 displays anti-proliferative activity against SMMC-7721, PANC-1

and HCT116 cells. (A) BLG26 suppresses the growth of SMMC-7721 cells at 48 h. (B)
BLG26 suppresses the growth of HCT116 cells at 48 h. (C) BLG26 suppresses the
growth of PANC-1 cells at 48 h.

Figure S6. BLG26 can get into AGS and HGC27 cells. (A) Excitation spectrum of
BLG26. (B) Emission spectrum of BLG26. (C) Treated AGS cells and HGC27 cells

showed fluorescence.
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Figure S2.
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Figure S3.
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Figure S4.
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Figure SS.
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Figure S6.
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