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False discovery rate calculation:

We calculated the false discovery rate (FDR) for both the ratio score and the spectral similarity score (calculated
as the dot product). The FDR was calculated using the following equation:

Fp

TP+ FP m

FDR=

Where FP and TP are the false positives and true positives, respectively. We calculated the FDR for different
score segments, e.g., for 10%, 20%, ..., 80%. The lack of data above 80% precluded the calculation of the FDR. We
calculated the FDR by dividing the TP identifications above each score value for segment, by the TP above the
same score value. This lead to the FDR shown in Supplementary Figure 1. TP were calculated using the correctly
identified metabolites. In some cases, for each correctly identified metabolite by MISA, false positive identifications
were also reported. These false positive identifications were used as FP.
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Figure 1: The density plots as well as the box plots of the TP and FP as a function of each score type is shown. The
false discovery rate (FDR) is also shown. For this figure, the total number of FP and TP (at 0%) was of N=81

(TP) an N=90 (FF).



