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1. Experimental spectra 
 

 

Figure S1. Plausible mechanism for the conversion of Erythrostominone (1) into 3,5,8-TMON (2). 



 

Figure S1. Plausible mechanism for the synthesis of 3 and 4. 



 

Figure S2. 3,5,8-TMON (2) UPLC-DAD chromatogram. Relative peak purity (97.3%). 



 

Figure S3. Compound 3 UPLC-DAD chromatogram. Relative peak purity (93.7%) 



 

Figure S4. Compound 4 UPLC-DAD. Relative peak purity (~100%) 



 
Figure S5. 1H NMR spectra of Erythrostominone in CdCl3, 500 MHz. 



 

Figure S6. 1H NMR spectra of Erythrostominone from 0 to 3.5 ppm in CDCl3, 500 MHz. 



 

Figure S7. 1H NMR spectra of Erythrostominone from 3.5 to 7.5 ppm in CDCl3, 500 MHz. 



 

Figure S8. 13C NMR spectra of Erythrostominone in CDCl3, 125 MHz. 



 

Figure S9. DEPT-136 NMR spectra of Erythrostominone in CDCl3. 



 

 

Figure S11. HRMS ESI+ spectra obtained in positive mode for 3,5,8-TMON (2). The molecular formula C17H14O7 corresponds to the exact calculated 
mass of 330.0740 u for the deprotonated molecule, with a 3.9385 ppm error compared to the spectra. 

 +TOF MS: Exp 1, 6.9168 to 6.9816 min from Sample 1 (vitor053) of Vitor_R-fenilhidraz_01.wiff different calibrations (DuoSpray ()) Max. 4.9e4 cps.
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Figure S12. ESI+ CID spectra (30eV, N2) of 3,5,8-TMON (2). 

 +TOF Product (331.1): Exp 3, 6.9211 min from Sample 1 (vitor053) of Vitor_R-fenilhidraz_01.wiff
a=7.02211932342635610e-004, t0=-1.92925507033976170e-002 (DuoSpray ())

Max. 758.0 cps.
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Figure S12. 1H NMR spectra of 3,5,8-TMON in DMSO-d6, 400 MHz. 



 

Figure S13. 13C NMR spectra of 3,5,8-TMON in DMSO-d6, 100 MHz 



 

 

Figure S14. ESI+ CID spectra (30eV, N2) of 3. 

 +TOF Product (421.1): Exp 3, 7.8678 min from Sample 1 (vitor053) of Vitor_R-fenilhidraz_01.wiff
a=7.02209448082727250e-004, t0=-1.36871393094044590e-001 (DuoSpray ())

Max. 4.8e4 cps.
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Figure S15. 1H NMR spectra of 3 in CDCl3, 600 MHz. 



 

Figure S16. 1H NMR spectra of 3 from 0 to 5 ppm in CDCl3, 600 MHz. 



 

Figure S17. 1H NMR spectra of 3 from 6.5 to 8.0 ppm in CDCl3, 600 MHz. 



 

Figure S18. 13C APT NMR spectra of 3 in CDCl3, 150 MHz. 



 

Figure S20. HMQC map for 3 in CDCl3. 



 

Figure S29. HMBC map for 3 in CDCl3. 



 

Figure S210. HMBC map for 3 from 1.0 to 5.0 ppm in CDCl3. 



 

Figure S11. HMBC map for 3 from 6.0 to 8.5 ppm in CDCl3. 



 

Figure S12. ESI+ CID spectra (30eV, N2) of 4. 

 +TOF Product (419.1): Exp 2, 7.7446 min from Sample 1 (vitor053) of Vitor_R-fenilhidraz_01.wiff
a=7.02210314462977240e-004, t0=-1.09287167943970030e-001 (DuoSpray ())

Max. 1.1e4 cps.
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Figure S13. 1H NMR spectra of 4 in CDCl3, 600 MHz. 



 

Figure S14. 1H NMR spectra of 4 from 0 to 5 ppm in CDCl3, 600 MHz. 



 

Figure S15. 1H NMR spectra of 4 from 5.5 to 8.0 ppm in CDCl3, 600 MHz. 



 

Figure S16. 13C APT NMR spectra for 4 in CDCl3, 150 MHz. 



 

Figure S17. HMQC map for 4 in CDCl3. 



 

Figure S18. HMBC map for 4 in CDCl3. 



 

Figure S19. HMBC map from 1.5 to 5.0 ppm for 4 in CDCl3. 



 

Figure S20. HMBC map from 5.5 to 8.5 ppm for 4 in CDCl3. 



 

Figure S21. ESI+ CID espectra (30eV, N2) of 5. 

 +TOF Product (419.1): Exp 3, 8.2504 min from Sample 1 (vitor053) of Vitor_R-fenilhidraz_01.wiff
a=7.02210401813591280e-004, t0=-9.76893711131172900e-002 (DuoSpray ())

Max. 4.1e4 cps.
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