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Data for Compound 3 
 
 

1-[2,6-dimethyl-4-(pent-4-yn-1-yloxy)phenyl]-4-phenyl-1,2,4-triazolidine-3,5-dione 

 
 

• 1H NMR spectrum 
• 13C NMR spectrum 
• HETCOR spectrum 
• IR spectrum 
• HRMS spectra  

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 











m/z Intensity
 Relative 

 

 187.11188    1983210.8     0.95 

 188.11814    1601015.9     0.77 

 188.11883    3373668.5     1.62 

 188.11971    7834584.0     3.75 

 189.12307    1449726.6     0.69 

 189.12752    2731794.8     1.31 

 224.03189    2725828.8     1.31 

 224.03307    3919032.8     1.88 

 255.11147    1413567.5     0.68 

 255.11311    2894534.5     1.39 

 298.11903    3911099.8     1.87 

FT42115_190408125051 #6-9 RT: 0.08-0.12 AV: 4 NL: 2.07E8
T: FTMS + p APCI corona Full ms [100.00-400.00]
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Elemental composition search on mass 364.16541

m/z= 359.16541-369.16541
m/z Theo. Mass Delta 

(mmu)
RDB 
equiv.

Compositionm/z Theo. Mass Delta 
(mmu)

RDB 
equiv.

Composition

 364.16541  364.16557    -0.16    12.5 C21 H22 O3 N3

Elemental composition search on mass 364.16541

m/z= 359.16541-369.16541
m/z Theo. Mass Delta 

(ppm)
RDB 
equiv.

Compositionm/z Theo. Mass Delta 
(ppm)

RDB 
equiv.

Composition

 364.16541  364.16557    -0.43    12.5 C21 H22 O3 N3



 321.16018    6255346.5     3.00 

 364.15203    1448505.5     0.69 

 364.16156   22516060.0    10.79 

 364.16541  208685312.0   100.00 

 364.17093    5115780.5     2.45 

 364.17423    1481466.8     0.71 

 365.16630   11301020.0     5.42 

 365.16934   30929358.0    14.82 

 366.17258    3540352.5     1.70 

  


