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Table S1. The transitions, polarity, fragmentor and collision energies. 

Compound  

Name 

Precursor  

Ion 

Product  

Ion 

Fragmentor  

(V) 

Collision 

Energy (V) 

Cell 

Accelerator 

Voltage (V) 

Polarity 

3HB 103.0 59.1 72 10 4 Negative 

3HB 103.0 41.1 72 26 4 Negative 

dimer-3HB 189.1 103.1 67 10 4 Negative 

dimer-3HB 189.1 59.1 67 18 4 Negative 

dimer-3HB 189.1 41.1 67 58 4 Negative 

trimer-3HB 275.1 150.7 82 18 4 Negative 

trimer-3HB 275.1 103.1 82 10 4 Negative 

trimer-3HB 275.1 59.1 82 34 4 Negative 

trimer-3HB 275.1 41.0 82 90 4 Negative 

tetramer-3HB 361.1 228.4 97 18 4 Negative 

tetramer-3HB 361.1 189.0 97 10 4 Negative 

tetramer-3HB 361.1 103.1 97 14 4 Negative 

tetramer-3HB 361.1 59.1 97 46 4 Negative 

pentamer-3HB 447.1 189.0 102 10 4 Negative 

pentamer-3HB 447.1 103.1 102 22 4 Negative 

pentamer-3HB 447.1 85.2 102 26 4 Negative 

pentamer-3HB 447.1 59.1 102 66 4 Negative 

hexamer-3HB 533.2 314.0 102 42 4 Negative 

hexamer-3HB 533.2 301.0 102 18 4 Negative 

hexamer-3HB 533.2 103.1 102 30 4 Negative 

heptamer-3HB 619.2 349.3 97 46 4 Negative 

 


