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Figure S1. 1H NMR (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 
 

0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0 ppm

1.
14

1
1.

23
1

1.
89

5

2.
39

1
2.

49
0

2.
50

9
2.

58
6

3.
24

2
3.

26
7

4.
37

2
4.

38
0

6.
67

5
6.

68
7

6.
79

8

7.
88

3
7.

89
6

8.
05

9
8.

16
8

8.
17

2

8.
68

1

9.
01

4
9.

13
6

11
.5

54

2.
99

1.
98

1.
02

1.
02

1.
02

0.
95

1.
19

1.
00

0.
94

Current Data Parameters
NAME          PS-117h-8
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20151224
Time              10.35
INSTRUM           spect
PROBHD   5 mm PATXO 31P
PULPROG              zg
TD                32768
SOLVENT            DMSO
NS                    1
DS                    0
SWH           10504.202 Hz
FIDRES         0.320563 Hz
AQ            1.5598068 sec
RG                  128
DW               47.600 usec
DE                 6.50 usec
TE                307.9 K
D1       0 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
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PL1      0 dB
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F2 - Processing parameters
SI                32768
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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 ========
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F2 - Processing parameters
SI                65536
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WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
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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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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Figure S6. COSY (700 MHz, DMSO-d6) spectrum of 6-hydroxy-N-acetyl-β-oxotryptamine (1) 

ppm

1.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0 ppm

1.5

2.0

2.5

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

7.0

7.5

8.0

8.5

9.0

9.5

10.0

10.5

11.0

11.5

12.0

Current Data Parameters
NAME          PS-117h-8
EXPNO                21
PROCNO                1

F2 - Acquisition Parameters
Date_          20151226
Time              14.22
INSTRUM           spect
PROBHD   5 mm PATXO 31P
PULPROG        cosyqf45
TD                 2048
SOLVENT            DMSO
NS                    8
DS                   16
SWH            7653.061 Hz
FIDRES         3.736846 Hz
AQ            0.1338527 sec
RG                  128
DW               65.333 usec
DE                 6.50 usec
TE                308.0 K
D0           0.00000300 sec
D1           2.00000000 sec
IN0          0.00013065 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                14.40 usec
PL1      0 dB
PL1W        23.41078186 W
SFO1        700.0047610 MHz

F1 - Acquisition parameters
TD                  512
SFO1           700.0048 MHz
FIDRES        14.947385 Hz
SW               10.933 ppm
FnMODE               QF

F2 - Processing parameters
SI                 2048
SF          700.0000079 MHz
WDW                SINE
SSB      0
LB       0 Hz
GB       0
PC                 1.80

F1 - Processing parameters
SI                 2048
MC2                  QF
SF          700.0000079 MHz
WDW                  GM
SSB      0
LB       0 Hz
GB       0

 



9 

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) 
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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 
 

 
 


