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Fig. S1 TIC overlay diagram for QC sample mass spectrometry: (A) Negative ion

mode; (B) Positive ion mode.
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W TIC of -MRM {980 pairs): from Sample 77 (MWXS224135a_mix02_N) of MWXS-22 4135-a_48_WHE500-12_A21-11_MWDB4.2_GZ_20230107. Max. 8.4e7 cps

B.4e7 |

6.087 -
5 597-5 H
5 0e7: |‘
4.567 - ‘)
4 Ge‘/—;
3 5e7'

3.0e7 | J

Intensity, cps

2667 - ‘

2.0e7- ‘ | e.rm

1.5€7 -

1.067 - 0.76

5.066 - t
¥ !

00

Time, min

B

W TIC of +MRM (1175 pairs): from Sample 62 (MWXS224135a_mix01_P) of MWXS-22-4135-a_48_WHE500-12_A21-11_MWDBA4.2_GZz_2023010.. Max. 4.9e7 cps
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Fig. S2 OPLS-DA permutation test.
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