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[bookmark: _Toc105421821]Figure S1. 9h decreases the p-Ser2 protein level in a dose-dependent manner. The p-Ser2 protein levels in Western blotting were examined by ImageJ software. The results of 3 independent experiments were expressed as mean ± SEM (standard deviation).
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[bookmark: _Toc105421822]Figure S2. Western blotting analysis of PARP cleavage implies that 9h induces cell apoptosis in cancer cells. All assays were performed in triplicate. The p-Ser2 protein levels in Western blotting were examined by ImageJ software. The results of 3 independent experiments were expressed as mean ± SEM (standard deviation).
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[bookmark: _Toc105421823]Figure S3. FACS experiments show that 9h induces cell apoptosis in cancer cells. All assays were performed in triplicate. The results were expressed as mean ± SEM (standard deviation).
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[bookmark: _Toc105421824][bookmark: _GoBack]Figure S4. Crystal structures of flavopiridol (FLP) and 9h in complex with CDK9. A. Superposition of the native ligand FLP (yellow stick) and redocked FLP (magenta stick) with heavy atoms RMSD of 0.1755 Å. B. Comparison of the native ligand flavopiridol (yellow stick) and the docking model of compound 9h (green stick).
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Figure S7. The HPLC-DAD chromatograms of compound 9h at 254 nm
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[bookmark: _Toc105421832]Figure S12. 1H NMR Spectra of compound 7
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HY-47 #119 RT:0.53 AV:1 NL:1.41E7

T:FTMS + p ESI Full ms [100.00-1000.00]
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T:FTMS + p ESI Full ms [100.00-1000.00]

100 200 300 400 500 600 700 800 900 1000

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

Relative Abundance

455.1827

477.1647

235.0941

931.3401

909.3583

181.0860

321.1347

360.3236

149.0123

217.1048

814.4993

701.2438

413.2664

493.1389 288.9221

867.4418

775.3089

566.8892

635.2613

953.3223


image138.emf

image8.tiff




image139.emf

image140.emf
HY-31 #139 RT:0.62 AV:1 NL:3.08E6
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T:FTMS + p ESI Full ms [100.00-1000.00]
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T:FTMS + p ESI Full ms [100.00-1000.00]
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