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Figure S1: Screenshots of the (a) Scaffold filter tab under the Advanced Search option in the 

updated MeFSAT database to filter secondary metabolites by selecting scaffolds of interest, 

and (b) the detailed information page for a secondary metabolite in the updated MeFSAT 

database displaying the identified scaffolds for the secondary metabolite. 
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Figure S2: Distribution of chemicals across the top 70 most populated scaffolds in libraries: 

(a) MACROx, (b) NPATLAS-Fungi, (c) MEGx, (d) NPATLAS-Bacteria, (e) CMAUP, and 

(f) IMPPAT 2.0.
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Figure S3: Visualization of the chemical spaces generated via GTM using molecular 

properties for the libraries analysed here. (a) Visualization of all chemical libraries analysed 

here. (b) Visualization of MeFSAT and Approved drugs, MeFSAT and NPATLAS-Fungi, 

and MeFSAT, NATx and MACROx. (c) Visualization of each individual chemical library. 

The colour used to represent each chemical library in the visualization is provided in part (c) 

along with the corresponding library name.



S5

Figure S4: Visualization of the chemical spaces generated via PCA using MACCS keys 

structural fingerprints for the libraries analysed here. (a) Visualization of all chemical 

libraries analysed here. (b) Visualization of MeFSAT and Approved drugs, MeFSAT and 

NPATLAS-Fungi, and MeFSAT, NATx and MACROx. (c) Visualization of each individual 

chemical library. The colour used to represent each chemical library in the visualization is 

provided in part (c) along with the corresponding library name. 
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Figure S5: Visualization of the chemical spaces generated via PCA using molecular 

properties for the libraries analysed here. (a) Visualization of all chemical libraries analysed 

here. (b) Visualization of MeFSAT and Approved drugs, MeFSAT and NPATLAS-Fungi, 

and MeFSAT, NATx and MACROx. (c) Visualization of each individual chemical library. 

The colour used to represent each chemical library in the visualization is provided in part (c) 

along with the corresponding library name. 
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Figure S6: Compound overlap between the chemical libraries analysed in this study. The 

triangular matrix provides the number of compounds common between different pairs of 

chemical libraries.
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Figure S7: Molecular scaffold of the secondary metabolite Tsugaric acid E at three 

different levels: graph/node/bond (G/N/B) level (with connectivity, element and bond 

information), graph/node (G/N) level (with both connectivity and element information) 

and graph level (with only connectivity information).


