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A n  A g i l e n t  6 89 0 N  Ne t wo rk  GC  s ys tem  s e t  u p  w i t h  A g i l en t  H P - 5 MS  ( l e n g th :  3 0  m ,  d i am e t e r :  0 . 2 5  m m ,  f i lm :  0 . 25  
m m )  co u p l e d  t o  a n  A g i l e n t  5 9 73  N e t wo rk  Ma s s  S e l e c t i v e  De t ec to r  ( s ca n  r a n g e  m / z  3 5  –  m / z  5 0 0 )  wa s  u s ed .  
S am p l es  we r e  s u b j ec te d  t o  e l ec t ro n  i o n i za t i o n  (E I )  m o d e .  GC - MS  c o n d i t i on s :  HP -5 MS  c o l um n  wa s  t em pe r a tu r e  

p ro g r am m e d  f r om  1 0 0  ̊C  ( wh i ch  wa s  h e l d  f o r  2  m i n u t es )  t o  2 8 0  ̊C  a t  2 0  ̊C /m i n ,  28 0 °C  was  he l d  f o r  3  m in u t es ,  

t h e n  t o  3 1 5  ̊C a t  2 5  ̊C/m in ,  t h e  t em pe r a tu r e  wa s  s t a t e d  a t  3 15  ̊C  f o r  1 2  m in u te s .  T h e  c a r r i e r  g as  wa s  h e l i um .  
T r i b en z y l - am i n e  wa s  a p p l i e d  as  a n  i n t e r n a l  s t an d a rd  ( l o ck e d  t o  10 . 8  m i nu t es ) .  D a t a  h a n d l i n g  was  c a r r i e d  o u t  
w i t h  G C / MS D  C h em S t a t i on  s o f t wa r e .  
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ATR-FTIR (powder, 4-AcO-MET.fumarate) 
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NMR 

 

 

 

1H-NMR chemical shift [ppm] 

Characteristic steric proximities J(H,H) coupling constants [Hz] 

13C-NMR chemical shift [ppm] 
Characteristic heteronuclear long-

range coupling by HMBC method 

H  C
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1H NMR (overview and characteristic parts)  

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  
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clip-zqs-COSY 

 

zqs-easy-ROESY 

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  
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13C NMR 

 

DEPT-Q-135 

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  

4-AcO-MET     fumarate
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ed-HSQC 

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  

HMBC 

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  
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1H NMRN neutralised with Na2CO3  

 

B r uk e r  A V A NCE  N E O  40 0 ,  C r yo P r o b e  P r o d i g y ;  s o l v e n t :  D M S O -d 6  
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