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Figure S1.  1H-NMR spectra of CMT-DA. 

Figure S2.  13C-NMR spectra of CMT-DA. 

Figure S3.  HRMS spectra of CMT-DA.  

Figure S4.  1H-NMR spectra of 5-S-Cys-CMT-DA. 

Figure S5.  13C-NMR spectra of 5-S-Cys-CMT-DA. 

Figure S6.  HRMS spectra of 5-S-Cys-CMT-DA. 

Figure S7.  5-S-Cys-CMT-DA by Ion Trap LC-MS 

Figure S8.  LC-NM by Ion Trap LC-MS 

Figure S9.  Proposed mechanism for the production of CMT-DA by hydrolysis of NE 

with 6 M HCl in the presence of thioglycolic acid. DA-thioether derivative CMT-DA 

may be produced from NE via the quinonemethide intermediate. 
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Current Data Parameters
NAME              ojika
EXPNO                 5
PROCNO                1

F2 - Acquisition Parameters
Date_          20140811
Time              12.55
INSTRUM           spect
PROBHD   5 mm QNP 1H/13
PULPROG            zg30
TD                65536
SOLVENT             D2O
NS                   16
DS                    2
SWH            8278.146 Hz
FIDRES         0.126314 Hz
AQ            3.9583745 sec
RG                 35.9
DW               60.400 usec
DE                 6.50 usec
TE                297.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                15.00 usec
PL1               10.30 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1299458 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

wakamatsu_Cl-DA, 0.5 mL 0.1 M DCl

kwaka
タイプライターテキスト
Fig. S1
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Current Data Parameters
NAME              ojika
EXPNO                 6
PROCNO                1

F2 - Acquisition Parameters
Date_          20140811
Time              12.59
INSTRUM           spect
PROBHD   5 mm QNP 1H/13
PULPROG          zgpg30
TD                65536
SOLVENT             D2O
NS                 1136
DS                    4
SWH           23980.814 Hz
FIDRES         0.365918 Hz
AQ            1.3664256 sec
RG                 4096
DW               20.850 usec
DE                 6.50 usec
TE                297.2 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                12.00 usec
PL1                7.50 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG[2        waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               10.30 dB
PL12              25.00 dB
PL13              25.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6124937 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

wakamatsu_Cl-DA, 0.5 mL 0.1 M DCl

kwaka
タイプライターテキスト
Fig. S2
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