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Figure S1. 1H NMR (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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======== CHANNEL f1 ========
NUC1                 1H
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PL1      0 dB
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SFO1        700.0040600 MHz

F2 - Processing parameters
SI                32768
SF          700.0000079 MHz
WDW                  GM
SSB      0
LB                -2.50 Hz
GB                 0.15
PC                 3.00
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Figure S2. 13C NMR (176 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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======== CHANNEL f1 ========
NUC1                13C
P1                 9.10 usec
PL1      0 dB
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SFO1        176.0353807 MHz
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NUC2                 1H
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SFO2        700.0021000 MHz

F2 - Processing parameters
SI                65536
SF          176.0152406 MHz
WDW                  EM
SSB      0
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PC                 1.20
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Figure S3. DEPT-135 (176 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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Figure S4. HSQC (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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F1 - Acquisition parameters
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F2 - Processing parameters
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Figure S5. HMBC (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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F1 - Processing parameters
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GB       0
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Figure S6. COSY (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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Figure S7. ROESY (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
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Figure S8. ESI mass spectra of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
 
(–)-ESI 

5x10

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1

1.1

1.2

1.3

1.4

1.5

1.6

1.7

1.8

1.9

2

2.1

2.2

2.3

2.4

2.5

2.6

2.7

-ESI Scan (0.774-2.032 min, 70 scans) Frag=190.0V PS-117h-8(-).d 

231.0772

206.0457

Counts vs. Mass-to-Charge (m/z)

180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780

 
4x10

0

0.2

0.4

0.6

0.8

1

1.2

1.4

1.6

1.8

2

2.2

2.4

2.6

2.8

3

3.2

3.4

3.6

3.8

4

4.2

4.4

4.6

4.8

5

5.2

5.4

-ESI Product Ion (2.081-2.611 min, 16 scans) (231.0900[z=1] -> **) PS-117h-8(-).d 

132.0539 

231.0888 

189.0773 

Counts vs. Mass-to-Charge (m/z)

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

 
 
 



11 

Figure S9. 1H NMR (700 MHz, acetone-d6) spectra of 3-methylorsellinic acid (2) 
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======== CHANNEL f1 ========
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SI                32768
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WDW                  GM
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LB                -3.00 Hz
GB                 0.15
PC                 3.00
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Figure S10. 13C NMR (125 MHz, acetone-d6) spectrum of 3-methylorsellinic acid (2) 
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Figure S11. ESI mass spectra of 3-methylorsellinic acid (2) 
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Figure S12. 1H NMR (700 MHz, DMSO-d6) spectra of 8-methoxy-3,5-dimethylisochroman-6-ol (3) 
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Figure S13. 13C NMR (176 MHz, DMSO-d6) spectra of 8-methoxy-3,5-dimethylisochroman-6-ol (3) 
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Figure S14. 1H NMR (500 MHz, acetone-d6) spectra of mactanamide (6) 
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Figure S15. 13C NMR (125 MHz, acetone-d6) spectrum of mactanamide (6) 
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Figure S16. ROS formation in 6-OHDA- and PQ-treated Neuro2a cells 
 

 
 


