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1- Chromatographic condition

Table 1: Summary of optimized LC-ITMS parameters.

2- Identification of M2.

M2 (m/z 480) is proposed to be generated by oxidation of ACB. This metabolite was predicted by 

StarDrop WhichP450 module. This metabolite’s peak elutes at 19.1 minute in fragment ion 

chromatogram. Dissociation of M2 ion at inside the collision cell generates six fragment ions at 

m/z 462, m/z 444, m/z 414, m/z 395, m/z 385 and m/z 367 (Figure S1). Predicted toxicities of M2 

by DEREK Nexus module showed that oxidation did not change the toxicity alert for skin 

sensitization.
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Figure S1. Product ion mass spectrum of M2, the proposed interpretation of fragmentation of M2 

and the precited toxicities by StarDrop DEREK Nexus module.

3- Identification of M3.

M3 (m/z 400) is proposed to be generated by N-dealkylation of ACB. This metabolite’s peak elutes 

at 18.46 minute in fragment ion chromatogram. Dissociation of M3 ion inside the collision cell 

generates five fragment ions at m/z 386, m/z 383, m/z 331,  m/z 306 and m/z 237 (Figure S2). 

DEREK module predicted that n-dealkylation of ACB remove the alert of skin sensitization but 

add the risk of HERG channel inhibition (plausible).
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Figure S2. Product ion mass spectrum of M3 and the proposed interpretation of fragmentation of 
M3.

4- Identification of M4.

M4 (m/z 416) is proposed to be generated by hydroxylation and n-dealkylation of ACB. This 

metabolite’s peak elutes at 23.05 minute in fragment ion chromatogram. Dissociation of M4 ion 

inside the collision cell generates four fragment ions at m/z 398, m/z 370, m/z 331 and m/z 322 

(Figure S3).
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Figure S3. Product ion mass spectrum of M4, the proposed interpretation of fragmentation of 
M4.

5- Identification of M5.

M5 (m/z 444) is proposed to be generated by of ACB. This metabolite’s peak elutes at 19.79 

minute in fragment ion chromatogram. Dissociation of M5 ion inside the collision cell generates 

five fragment ions at m/z 426, m/z 406 m/z 331, m/z 382 and m/z 369 (Figure S4).  
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Figure S4. Product ion mass spectrum of M5 and the proposed interpretation of fragmentation of 
M5.


