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Table S1. Mass spectrometry conditions  

 

Analyte Abbreviation PI (m/z) 
QI (m/z) (CE / 

eV) 

CI (m/z) (CE / 

eV) 

Cone  

voltage / V 

N-Nitrosodiethanolamine NDELA 135 104 (5) 74 (10) 16 

N-Nitrosodimethylamine NDMA 75 58 (10) 43 (15) 30 

N-Nitrosodiethylamine NDEA 103 75 (10) 29 (15) 30 

N-Nitrosomorpholine NMOR 117 87 (10) 45 (13) 28 

Internal standards (IS) 

NDELA-d8 143 80 (11) 111 (5) 15 

NDMA-d6 81 46 (12) 64 (9) 23 

NDEA-d10 113 34 (11) 81 (10) 30 

NMOR-d4 121 61 (12) 91 (10) 22 

PI: precursor ion; QI: quantitation ion; CI: confirmation ion; CE: collision energy. 
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Figure S1. Internal standards calibration curves and corresponding residual plots for NDELA, NDMA, NDEA and 

NMOR using procedure A-direct injection and LC-LC-MS/MS. 

 

 

 

 



  

 

 

 

 

Figure S2. Internal standards calibration curves and corresponding residual plots for NDELA, NDMA, NDEA and 

NMOR using procedure B-solid phase extraction and LC-LC-MS/MS. 

 

 

 

 

 

 

 

 

Figure S3. Internal standards calibration curves and corresponding residual plots for NDELA, NDMA, NDEA and 

NMOR using procedure B-solid phase extraction and LC-LC-MS/MS. 


