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approaches were employed using SCIEX OS software. A suspect screening approach was used for degradation Figure 3. Non-targeted for screening for unknown degradation products of sulfamethoxazole. scanning speed of the SCIEX X500R QTOF system to acquire MS/MS spectra from a large quantity of potential
Traditionally, multiple injections are necessary to study the antibiotic degradation products. For example, products that have been reported in the published literature. The confidence criteria used for screening were mass degradation compounds. Further, the generated TOF MS and TOF MS/MS data can be retrospectively
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spectrum, obtain the MS/MS fragmentation spectrum of each product, and then finally to identify the structure of performance levels provided a rapid method to assess the match quality. For example, in the case of mass error, acquired MS/MS spectrum to that of the candidate structure (Figure 4). In addition, the potential formula was SCIEX OS software, this method is beneficial to the comprehensive discovery of unknown and unexpected
the degradation product from the MS and MS/MS spectrum. The final step often requires a high level of green represented mass errors less than 5 ppm; orange, between 5 and 10 ppm; and red, larger than 10 ppm. A searched against the ChemSpider database. ChemSpider also contains candidate structures for each formula, asd degradation products. Furthermore, this method is widely applicable to the study degradation products from
chemical knowledge for researchers. In this paper, we use sulfamethoxazole — a frequently detected antibiotic representative search result is also shown (Figure 2). well as their theoretical MS/MS spectra, which can be compared to the acquired MS/MS spectrum (Figure 5). other antibiotics, provided that the acquisition method scanning ranges are modified accordingly.
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Figure 2. ldentification of sulfamethoxazole using suspect screenin possible pathways of SMX oxidation were presented (Figure 6). The C2, C4, C6, S7, N8, 09, 010, and N11 of SMX © 2022 DH Tech. Dev. Pte. Ltd. RUO-MKT-10-14719-A.
9 ' 9 P 9. were the most favorable sites for free radicals attack by the results of fukui function calculations. 67




