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Figure S1.1 UV spectrum of compound 1
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Figure S1.2 IR spectrum of compound 1
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Figure S1.3 'H NMR spectrum (800 MHz, DMSO-ds) of compound 1
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Figure S1.4 13C NMR spectrum (200 MHz, DMSO-ds) of compound 1
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Figure S1.5 DEPT spectrum (200 MHz, DMSO-dg) of compound 1
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Figure S1.6 HMBC spectrum (800 MHz, DMSO-dg) of compound 1
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Figure S1.7 HSQC spectrum (800 MHz, DMSO-ds) of compound 1
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Qualitative Analysis Report

Data Filename 190228ESIA7.d Sample Name 2lzd-23
Sample Type Sample Position
Instrument Name Agilent G6230 TOF MS User Name KIB
Acq Method ESL.m Acquired Time  2/28/2019 10:31:36 AM
IRM Calibration Status S oA Method ESLm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
240 0 ESI
x10 4 |* Scan (0.643 min) 190228ESIA7.d
2 366.0947
1275
1.5
1.25
1
0.75
0.5
0.25
0
366.09465 366.0947 366.09475
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
121.0509 1 |28154.41
312.362 1 19971.65
366.0947 1 ]18319.05 C18 H17 N Na 06 M+
367.1006 1 143828.62
407.1217 1 |11287.66
408.1277 1 126718.01
409.161 1 |34730.88
710.2071 1 [17512.92
711.2116 1 |27672.05
922.0098 1 129409.73
Formula Calculator EI t Limits
[Element Min Max
C 0| 200
H 0| 400
[¢] 0 10
Na 1 1
N 1 1
Formula Calculator Results
[Formula [CalculatedMass Mz [Diff.(mDa) [Diff. (ppm) [DBE ]
[c18 H17 N Na 06 [ 366.0954]  366.0947] 0.7] 18] 105|

--- End Of Report ---

Figure S1.8 HRESIMS spectrum of compound 1
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dimension 0 with 3 vectors. FullFl: Do perturbations 1 to 3. Dipole-
magnetic dipole polarizability for W= 0.077318: 1 2

3 1 0.1542620402 0. 1645320402 -0, 3959920402 2 0.443034D402 -0, 9605160402
-0, 3514200402 3 -0.4016830403 -0, 432994402 0, 3934240402 w= 0077318 a u.,
Optical Rotation Beta= —2.49057 au. MNolar Mass = 343. 3354 grams/mole, [Alphal (
£393.0 A) = e dez. End of Ninotr F.D. properties on file 721 Mask= 2
NFrqRd= 1 NDeriv= 1 ND12= 1 LenFil= 12: Frequencies= 0. 077318 Property
number 2 — FI Optical Rotation Tensor frequency 1 0. 077318: 1

2 3 1 01542620402 0. 1645320402 -0, 3959920402 2 0,443034D+02
=0, 9605160+02 0, 3514200+02 3 -0.4016830+05 -0, 4329940402 0. 8934240402 End of Minotr
F.D. properties file 722 does not exist. End of Winotr F.D. properties file 788 does
not exist. Leave Link 1002 at Wed &pr 17 21:11:08 2019, NaslMem= 4294967296 cpu:
34438, 2 (Enter /soft/apps/Paid//g09/1601. exe) Copying 5CF densities to generalized density
rwf, I0pCl= 0 IRCHF=0

[¢]5 -327.12 (c 0.10, MeOH) (calculated OR)

Figure S1.9 Calculating OR spectra of compound 1



Table S1 Growth inhibition of HepG2 and Hep3B cells in the presence of different compounds

after 72 h incubation (IC50 values in nM).

Cells IC50 (nM)

compounds HepG 2 Hep 3B
1 153.10434.30™ 180.6431.63™
2 31614207.55™ 6250+4358.93™
3 909.10464.37* 1182455.76™
4 1764+105.65™ 2274+109.78™
5-Fluorouracil 5659+4315.72 517094370.67

All data were shown as means =SD of three independent experiments. *p < 0.05, **p < 0.01

compared with positive control.



