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High resolution liquid chromatography-mass spectrometry method for

screening transformed products based on fragmentation patterns
Wang Qilin, Wang Lianhong
(State Key Laboratory of Pollution Control and Resource Reuse, School of the Environment, Nanjing University,
Nanjing 210023, China)
Abstract: Synthetic chemicals are widely detected in the environment and undergo transformation
under environmental conditions, which may produce more toxic compounds. The identification of
conversion products has become one of the bottlenecks restricting the evaluation of ecotoxicity of
synthetic chemicals. Focusing on how to identify the microbial transformation products of
sulfadiazine, ProteoWizard software was used to convert the original data obtained from sample
pretreatment and mass spectrometry into mzML general format files, and key data of molecular
ion and fragment ion mass numbers were extracted from python and R compilers. Based on the
fragmentation mode similar to that of the parent and transformation products, The transformation
products were screened and visualized in the R compiler, and 7 kinds of transformation products

were identified. This method breaks through the barrier of mass spectrum type and data format,



and contributes to the development of universal screening methods for transformed products, and
assists environmental analysis research.
Key words: Screening of conversion products; High resolution liquid chromatography mass

spectrometry; Environmental analysis; Open source software
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