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1H NMR spectrum of 1 (CD3OD, 500 MHz) 



SI3 

 
13C NMR spectrum of 1 (CD3OD, 125 MHz) 
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EDITED-HSQC spectrum of 1 (CD3OD, 500/125 MHz). Red: CH3 or CH, Blue: CH2 
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HMBC spectrum of 1 (CD3OD, 500/125 MHz) 
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(-)-LRESIMS of 1  
 

 -TOF MS: Period 1, 1.485 to 1.702 min from Sample 2 (DC-F6-3-RT52) of 2013_25932_DC-F6-3-RT52_esitof_neg_01.wiff
a=3.60194597199766840e-004, t0=3.74988621036550280e+000 (Turbo Spray)

Max. 4118.9 counts.
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(-)-HRESIMS of 1  
 
m/z experimental  492.1130   
MF  m/z   Error, mDa  Error in ppm  DBE 
C22 H22 N O12 492.1147 -1.7491 -3.5543 12.5 
 
 
 

 -TOF MS: 1.731 to 1.831 min from Sample 5 (DC-F6-3RT52, MeOH) of 2014_02367_DC-F6-3RT52_esitof_neg_01.wiff
a=3.60139679909128340e-004, t0=3.26537754161836350e+000 R; (Turbo Spray)

Max. 2111.6 counts.
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1H NMR spectrum of 2 (CD3OD, 500 MHz) 
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13C NMR spectrum of 2 (CD3OD, 125 MHz) 



SI10 

 
EDITED-HSQC spectrum of 2 (CD3OD, 500/125 MHz). Red: CH3 or CH, Blue: CH2 
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HMBC spectrum of 2 (CD3OD, 500/125 MHz) 



SI12 

 
(-)-LRESIMS of 2 
 

 -TOF MS: Period 1, 1.519 to 1.802 min from Sample 2 (DC-F6-3-RT43) of 2013_25634_DC-F6-3-RT43_esitof_neg_01.wiff
a=3.60210174192628710e-004, t0=4.38847140880170630e+000 R; (Turbo Spray)

Max. 4336.9 counts.
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(-)-HRESIMS of 2  
 
m/z experimental  478.0964   
MF  m/z   Error, mDa  Error in ppm  DBE 
C21 H20 N O12 478.0991 -2.7 -5,64 12.5 
 
 
  

 -TOF MS: 0.965 to 1.449 min from Sample 2 (DC-F6-3-RT43) of 2013_25634_DC-F6-3-RT43_esitof_neg_01.wiff
a=3.60182569810538880e-004, t0=3.74988621036550280e+000 R; (Turbo Spray)

Max. 1777.9 counts.
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(-)-HRESIMS of the fragment at m/z 392 of 2  

 

m/z experimental  392.0633   
MF  m/z   Error, mDa  Error in ppm  DBE s 
C17 H14 N O10 392.0623 0.9804 2.5007 11.5 

 

 -TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

Max. 1282.8 counts.
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(-)-HRESIMS of the fragment at m/z 242 of 2 

m/z experimental   242.0308   
MF  m/z   Error in mDa  Error in ppm  DBE 
C9 H8 N O7 242.0306 -0.0253 -0.1048 6.5 

 -TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

Max. 1282.8 counts.

241.5 242.0 242.5 243.0 243.5 244.0 244.5 245.0 245.5 246.0 246.5
m/z, Da

0.0%

1.0%

2.0%

3.0%

4.0%

5.0%

6.0%

7.0%

8.0%

9.0%

10.0%

11.0%

12.0%

13.0%

14.0%

15.0%

16.0%

17.0%

18.0%

19.0%

20.0%

21.0%

22.0%

23.0%

R
el

. I
nt

. (
%

)

242.0308

243.0328

244.0369241.4908 242.3655241.9096



SI16 

 
 
 

 
(-)-HRESIMS of the fragment at m/z 316 of 2 

 

m/z experimental  316.0469   
MF  m/z  Error in mDa  Error in ppm  DBE 
C15 H10 N O7 316.0462 0.6245 1.976 11.5 

 
 
 

 -TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

Max. 1282.8 counts.
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(-)-HRESIMS of the fragment at m/z 149 of 2 
 

m/z experimental  149.0238   
MF  m/z  Error in mDa  Error in ppm  DBE 
C8 H5 O3 149.0244 -0.6176 -4.1449 6.5 

  

 -TOF MS: 2.670 to 2.921 min from Sample 2 (DC-F6-3-RT43, MeOH) of 2015_01202_DC-F6-3-RT43_esitof_neg_hr_02.wiff
a=3.60151189095450630e-004, t0=4.06258635544180360e+000 R; (Turbo Spray)

Max. 1282.8 counts.
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FT-IR spectrum of 2  
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1H NMR spectrum of 3 (CD3OD, 500 MHz) 
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13C NMR spectrum of 3 (CD3OD, 125 MHz) 
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1H NMR spectrum of 3 (CDCl3, 500 MHz) 
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13C NMR spectrum of 3 (CDCl3, 500 MHz) 
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EDITED-HSQC spectrum of 3 (CDCl3, 500/125 MHz)  
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HMBC spectrum of 3 (CDCl3 500/125 MHz) 
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ROESY spectrum of 3 (CDCl3 500 MHz)  
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(-)-LRESIMS of 3 

 -TOF MS: 1.469 to 1.655 min from Sample 2 (DC-F6-4-RT42) of 2013_25635_DC-F6-4-RT42_esitof_neg_01.wiff
a=3.60201012737532860e-004, t0=3.74988621036550280e+000 R; (Turbo Spray)

Max. 3287.4 counts.
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(-)-HRESIMS of 3 
 
 
m/z experimental  464.0833   
MF  m/z   Error, mDa  Error in ppm  DBE 
C20 H18 N O12 464.0834 -0.1489 -0.321 12.5 
 

 -TOF MS: 1.769 to 1.936 min from Sample 2 (F64 RT42, MeOH) of 2015_00760_F64 RT42_esitof_neg_hr_04.wiff
a=3.60152133981020970e-004, t0=3.51392647075358820e+000 R; (Turbo Spray)

Max. 2432.5 counts.
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1H NMR spectrum of 4 (CD3OD, 500 MHz) 
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13C NMR spectrum of 4 (CD3OD, 125 MHz) 
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 (-)-LRESIMS of 4 
 

 -TOF MS: 1.732 to 1.882 min from Sample 5 (DC-F6-4RT39, MeOH) of 2014_02368_DC-F6-4RT39_esitof_neg_01.wiff
a=3.60139286379147110e-004, t0=3.27557673287810760e+000 R; (Turbo Spray)

Max. 2457.2 counts.
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(-)-HRESIMS of 4 
 
m/z experimental  392.0642   
MF  m/z   Error, mDa  Error in ppm  DBE 
C17 H14 N O10 392.0623 1.8804 4.7962 11.5 
 

 -TOF MS: 1.732 to 1.882 min from Sample 5 (DC-F6-4RT39, MeOH) of 2014_02368_DC-F6-4RT39_esitof_neg_01.wiff
a=3.60139286379147110e-004, t0=3.27557673287810760e+000 R; (Turbo Spray)

Max. 2457.2 counts.
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