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Table S1. (A) Identifying individual spectra from S. roseosporous (SR), S. pristinaespiralis 
(SP), B. subtilis (BS), and B. brevis (BB) extracts. For the spectra that can be dereplicated from 
the Norine dataset with p-value less than 10-10, the corresponding peptide is shown. (B) 
Rescoring results of part (A) by spectral networks using multitag algorithm.13 The gene clusters 
correspond to the known NRPs arylomycin, daptomycin, pristinamycin, surfactin, plipastatin, 
and tyrocidine, respectively. SpecNetScore is shown for each peptide. Brackets stand for 
cyclic/branched-cyclic structure,  and superscripts stand for modification masses.(C) Correct 
structure of peptides produced by these organisms (only most abundant species is shown for each 
peptide family) 
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Table 2. (A) Spectral network dereplication results for top scoring networks of Table S1. These networks 
correspond to daptomycin (1), arylomycin (2), pristinamycin (3), surfactin (4), plipastatin (5) and tyrocidine (6) 
gene clusters respectively. For each network in Figure 3,  all of the nodes are dereplicated from the most abundant 
known variant. Only variants with statistical significance smaller than 0.0001 are shown.    
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NRPquest webserver user manual guide 

NRPquest webserver is available at cyclo.ucsd.edu . The user can upload their genomic and mass spectral datasets, 
and the webserver reports all the significant hits between the spectral dataset and NRPs predicted from the 
genomic datasets. Samples of datasets used in this paper from bacterial strains Streptomyces roseosporous NRRL 
15998, Streptomyces pristinaespiralis ATCC 25486, Bacillus subtilis subsp. subtilis str. NCIB 3610, and Bacillus 
brevis ATCC 8185 are provided. The runtime is about 1 min/spectrum. Fig. S1 shows a snapshot of how the 
webserver works for Bacillus subtilis str. NCIB 3610 dataset. 

 

(a) 
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(b) 

Fig. S1 NRPquest webserver (a) and results for Bacillus subtilis (b). The top hits with masses 1008, 1022, 1036 and 1074 represent surfactins. 

The whole analysis takes about an hour. The webserver and datasets are available at cyclo.ucsd.edu . 
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(c) 

Fig. S2 Annotation of the spectra of (a) arylomycin A2, (b) arylomycin A4 and (c) arylomycinA5 

 

 

 


