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Human research participants
Policy information about studies involving human research participants and Sex and Gender in Research. 

Reporting on sex and gender

Population characteristics

Recruitment

Ethics oversight

Note that full information on the approval of the study protocol must also be provided in the manuscript.
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Life sciences study design
All studies must disclose on these points even when the disclosure is negative.

Sample size

Data exclusions

Replication

Randomization

Blinding

Reporting for specific materials, systems and methods
We require information from authors about some types of materials, experimental systems and methods used in many studies. Here, indicate whether each material,
system or method listed is relevant to your study. If you are not sure if a list item applies to your research, read the appropriate section before selecting a response.

task=868a61e685cb401385f1c24bc0edbe62 (NIH 1), https://gnps.ucsd.edu/ProteoSAFe/status.jsp?task=d909a4dccc2747218f9a290d05e7841a (NIH 1 and 2), and
https://gnps.ucsd.edu/ProteoSAFe/status.jsp?task=2c39751a78824609a0fdadad989003b6 (actinobacterial library). The two MS reference libraries used in this
study are “NIH Natural Products Library Round 1” containing 1,267 spectra available on GNPS (https://gnps-external.ucsd.edu/gnpslibrary/GNPS-NIH-
NATURALPRODUCTSLIBRARY.json), and “NIH Natural Products Library Round 2” containing 7,915 spectra and available on GNPS (https://gnps-external.ucsd.edu/
gnpslibrary/GNPS-NIH-NATURALPRODUCTSLIBRARY_ROUND2_POSITIVE.json), The actinobacterial mass spectrometry dataset has been deposited in the massIVE
database (https://massive.ucsd.edu) under accession code MSV000089680 (https://doi.org/doi:10.25345/C5251FP9X). The Natural Product Atlas database used in
this study was v2020_06 and is available from Zenodo (www.zenodo.org) under doi 10.5281/zenodo.6783958 (https://doi.org/10.5281/zenodo.6783958). The
COCONUT database used in this study was version January 2022 (https://coconut.naturalproducts.net/download).

N/A

N/A

N/A

N/A

No sample size calculation was performed. 925 extracts were selected as a representative set from our 6,400 member extract library. 925
samples was the largest number of samples that could realistically be analyzed with the available instrument time (925 samples x 3 replicates
x 8 minutes duty cycle = 370 hours acquisition (15 days continuous machine time).) Chemical diversity of these samples is unknown so it is not
possible to estimate library coverage from this sample set, however this is a much larger NP metabolomics dataset than reported in most
other NP studies, illustrating the value of the platform even for large metabolomics datasets.

MS data were filtered to remove data points with intensities < 50,000 (arbitrary units).

MS analyses were performed in triplicate. MS features were retained if they were present in at least 2 of 3 replicates. All replicate analyses
were included. No replicates were excluded or repeated.

Worklists for each MS analysis replicate were separately randomized, so that sample order was random between replicate acquisitions.

Compound identities are only determined as the final step in the analysis pipeline once NMR data are acquired, meaning that compound
family predictions are blinded to compound identities. No formal sample blinding was performed.




