Rhizomatoflavonoid D and other flavonoids from the twigs of Ochna

rhizomatosa as a potential inhibitor of HIV-1

Supplementary material
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Figure S1. '"H NMR spectrum of compound 1
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Figure S2. 13C APT spectrum of compound 1
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Figure S3. HSQC spectrum of compound 1
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Figure S4. HMBC spectrum of compound 1
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Figure S5. COSY spectrum of compound 1
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Figure S7. High Resolution ESI Mass Spectrum (-) of compound 1
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Figure S8. 'H NMR spectrum of compound 3
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Figure S9. 13C APT spectrum of compound 3
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Dissolved in 100% MeOH, run start at higher MeOH
20220915_Mirabel_M31_p 139 (1.554) AM2 (Ar,22500.0,556.28,0.00,LS 10); ABS 2: TOF MS ES+
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Figure S10. High Resolution Mass Spectrum of compound 3
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Figure S11. '"H NMR spectrum of compound 4
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Figure S12. 3C APT spectrum of compound 4




Dissolved in 100% MeOH, run start at higher MeOH
20220915_Mirabel_M34_p 151 (1.688) AM2 (Ar,22500.0,556.28,0.00,LS 10); ABS 2: TOF MS ES+
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Figure S13. High Resolution Mass Spectrum of compound 4
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Figure S14. '"H NMR spectrum of compound 5
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Figure S15. 3C NMR spectrum of compound 5
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

285 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)

Elements Used:

Mass Calc.Mass | mDa [ PPM [ DBE [ Formula [i-AT [i-FTNorm [ FitConf% | ¢ [ H [ 0 [Na
SSI4T ssa13s 12 22 215 C31 H21 010 35 059 5493 3T 20 10
5531169 22 -40 95 C22 H26 O15 Na 390 6134 02 2 % 15 1
S3111 36 65 185 C29 H22 010 Na 370809 4454 9 2 10 1
SS.1193 <46 -83 125 C24 H25 015 387 5800 030 u 5 15
$S31100 47 85 -05  C13 H29 023 418 893 001 FERPT 1]
Dissolved in 100% MeOH, run start at higher MeOH
20220817_Mirabel_M35_n 544 (6.011) AM2 (Ar,20000.0,564.26,0.00,LS 10); ABS 1: TOF MS ES-
1.49e+004
100+ 5531147
o]
541173 1107.2365
1108.2467
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617.1154
555.1179 11109.2457
91.0015 112.9834 174.9536
N\
190.9273 2359211 5800883 11102531
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Figure S16. High Resolution Mass Spectrum of compound 5
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Figure S17. '"H NMR spectrum of compound 2
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Figure S18. 3C APT spectrum of compound 2
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

128 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:

Mass | Calc. Mass I mDa | PPM | DBE | Formula
505.1332 505.1346 -14  -28 125 C24 H25 012 475 0.000
505.1287 45 89 215 (31 H21 07 560 8544 0.02

[ i-AIT [i-FITNorm [ Fit Conf% |
99.98

Dissolved in 100% MeOH, run start at higher MeOH
20220915_Mirabel_M36_p 126 (1.405) AM2 (A1 22500.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+
2.85e+004
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Figure S19. High Resolution Mass Spectrum of compound 2
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m/z 342.0740
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Figure S20. Potential mass fragmentations patterns of compound 1
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Figure S21. Potential mass fragmentations patterns of compound 2
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Figure S22. Potential mass fragmentations patterns of compound 3
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Figure S23. Potential mass fragmentations patterns of compound 4
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Figure S24. Potential mass fragmentations patterns of compound 5
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