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Figure S1. The IR Spectra of Compound 1
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Figure S2. The EIMS Spectroscopic Data of Compound 1
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Figure S3. The HREIMS Spectroscopic Data of Compound 1
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Figure S4. The '"H NMR Spectrum of Compound 1 in CDCl;



| I ]
NNl

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 110 130 120 110 100 90 80 70 60 50 10 30 20 10 0 -10
£1 (ppm)

Figure S5. The 3C NMR Spectrum of Compound 1 in CDCls
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Figure S6. The *H-'H COSY Spectrum of Compound 1 in CDCls
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Figure S7. The HSQC Spectrum of Compound 1 in CDCls;
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Figure S8. The HMBC Spectrum of Compound 1 in CDCls
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Figure S9. The NOESY Spectrum of Compound 1 in CDCls;
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Figure S10. The IR Spectra of Compound 2
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Figure S12. The '"H NMR Spectrum of Compound 2 in CDCl;
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Figure S13. The 3C NMR Spectrum of Compound 2 in CDCls
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Figure S14. The H-'H COSY Spectrum of Compound 2 in CDCls
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Figure S15. The HSQC Spectrum of Compound 2 in CDCl3
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Figure S16. The HMBC Spectrum of Compound 2 in CDCl3
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Figure S18. The IR Spectra of Compound 3

21

500



Dt File: FARG 51 3 B A \gusionglpilp-18.Jed

_Eimt | Vel| Min_Mex _Eint Vel Min_Max _Eimt | Vel | Min_Mex _ it | Vel Min_Max _ Use Adduct
H o1 o 150 N 0 2 Ma | 1 o 0 K |1 o 0 Na
2 |1 d o o2 ¢ 10 s £ o 0 B |1 ]
B 3 d o 10| 2 ¢ 0 s 2| o o 1 |3 ]
c |1 d m F |1 ¢ 0 o |1 o
Errar Margin (ppm): 100 DEE Range: 0.5 - 1000.0 Electran lors: both
HC Riatio: urlimited Apply N Rule: yes Use MEn Infa: rio
Max Isotopes: all Isctape RI (%] 1.00 Isatope Res: 10000
MSn Iso Rl {%): 75.00 MSn Logic Mode: AND Max Resuis: 500
Evern: 1 MS(E#) Ret Time : 1.512-> 1.512 Scan# : 303 -> 303
236.0685
£.000e5]
200065 sg5.2824
7.000e5
£.00025
5.000e5
400065
86,2813
3000e5 2140857 172628
200065 237.0742 4003270
1000e5] 1281479 05z
1 Ay ! s |
1000 150.0 2000 2500 3000 350.0 4000 450.0 5000 5500 6000  650.0 7000  750.0
Measured region for 495.2824 miz
4952824
100.04
s0.0{
86,2833
- 4550 4855 436.0 496.5 437.0 4375
C27 HA4D N2 OS5 [MsNal+ - jon for 4952820 miz
4952829
100.07
0.4
4062862
497.28%0
4550 4855 496.0 496.5 437.0 4975
Rank__ Scone_Formale (M) len Meas. miz__ Pred. miz_ DF (mDa)_ DI (pom)  leo_ DBE
1 79.02 C27H4ONZ 05 [M+hiz}+ 4952824 495.2829 a5 .01 7304 80

Figure S19. The HRESIMS Spectroscopic Data of Compound 3
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Figure S20. The '"H NMR Spectrum of Compound 3 in CDCl;
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Figure S21. The 3C NMR Spectrum of Compound 3 in CDCls
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Figure S23. The HSQC Spectrum of Compound 3 in CDCl3
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Figure S24. The HMBC Spectrum of Compound 3 in CDCl3
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Figure S25. The NOESY Spectrum of Compound 3 in CDCl3
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Figure S27. The HRESIMS Spectroscopic Data of Compound 4
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Figure S28. The 'H NMR Spectrum of Compound 4 in CDCl;
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Figure S29. The 3C NMR Spectrum of Compound 4 in CDCls
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Figure S31. The HSQC Spectrum of Compound 4 in CDCl3
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Figure S32. The HMBC Spectrum of Compound 4 in CDCl3
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Figure S33. The NOESY Spectrum of Compound 4 in CDCl3
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Figure S34. LC-HRESIMS for methanol extract of Vitex trifolia



Table S1. Cytotoxicity of Compounds 1-4¢

compound 1Cs0 (uM) £ SD

CNE1 CNE2
1 8.7+ 0.9 >10
2 >50 ~50
3 >50 ~50
: >50 >50
cisplatin® 4.6+0.1 85401

4 Cytotoxicity was expressed as the mean values of three experiments = SD;
b Cisplatin was tested as positive control
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