
S13 Table. (a) Rules for checking for m/z agreement between 2 ions. 
Ion Mode 1 Ion Mode 2 Setting d 
Positive Positive No adduct 0 
Positive Positive Adduct 0 and pairwise m/z differences between the positive ions 
Negative Negative No adduct 0 
Negative Negative Adduct 0 and pairwise m/z differences between the negative ions 
Positive Negative No adduct m/z difference between [M+H]+ and [M-H]- 
Positive Negative Adduct m/z differences between each pair of positive and negative ions 
Negative Positive No adduct m/z difference between [M-H]- and [M+H]+ 
Negative Positive Adduct m/z differences between each pair of negative and positive ions 

 
S13 Table. (b) m/z values of different adduct ions included in “adduct” settings. 
Ion Mode Ion m/z value [1] 
Positive M+ m 

[M+H]+ m + 1.007276 
[M+NH4]+ m + 18.033823 
[M+Na]+ m + 22.989218 

Negative [M-H]- m – 1.007276 
 
m is the mass of the analyte molecule M. Additional or alternative adduct ions may be specified when running 
the m/z checking algorithm (see documentation on https://github.com/yuhanhsu/PAIRUP-MS). 
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