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Supplementary Figure S1. Fragmentation of parent ion: A2G2S2 [2443.2]
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Supplementary Figure S2. Fragmentation of parent ion: FA2G252 [2589.2]
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Supplementary Figure S3. Fragmentation of parent ion: A2G2S51 [2152.0]
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Supplementary Figure S4. Fragmentation of parent ion: FA2 [1682.7]*
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Supplementary Figure S5. Fragmentation of parent ion: A3G3S3 [3099.3]
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Supplementary Figure S6. Fragmentation of parent ion: M5 [1454.6]*
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Supplementary Figure S7. Roc curve analysis of A2G252 (A), FA2G2S2 (B) and their significance levels
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Test variable Area Std. Error® | Asymptotic Sig.” Interval
Lower Bound | Upper Bound
A2G252 0.78 0.09 0.01 0.61 0.94
FA2G2S2 0.74 0.09 0.02 0.56 0.93

a. Under the nonparametric assumption
b. Null hypothesis: true area = 0.5



