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Figure S1. Illustrated record of PSC-db. A view of the 2D- and 3D-representation of a given molecule, as
well as Bioavailability RADAR plotted with the predicted physicochemical and pharmaceutical features for
the L-pipecolate alkaloid is shown.
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Figure S2. Record for the L-Pipecolate alkaloid is shown, with the names and alternative denominations, as
well as the external links (A) and hierarchical organization (B).
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Figure S3. Record for the L-Pipecolate alkaloid is shown with the physicochemical and pharmaceutical
properties calculated with SwissADME server (A-E).
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Kingdon Family Specie Raference Target Target Type  ChemaL 1D Reference
Fungi  Arthrodernataceae Arthroderna otae CBS113480 D.Cook et al.,G3 Gene Genomes Genetics,7, (2017),1791-1797 Peroxisomal sarcosine oxidese SINGLE PROTEIN  CHEMELZ256  10.1021/Jm960301¢
Fungi  Arthrodernatacese  Trichophyton equinum CB5127.97  D.Cook et al.,G3 Gene Genomes Genetics,7, (2017),1791-1787 Proton—coupled] anino|acd transporter 1 SINGLE PROTEIN| CHENBLIONZTS) 10.1916/] bac,2011, 88,058
Fungi  Dothideonycetes  Alternaria oxytropis Raft River D.Cook et al.,G3 Gene Genomes Genetics,, (2017),1791-1757
Fungi  Incertaesedis Phona medicaginis Fan, Qin., et al., PLoS One, 13, (2018), €0206641 ‘Source: CHEMBL (s ab acukichormbl)
Plantae Araceae Leana gibba Fujioka, Plant Cell Physiol.,28, (1987),995
Plantae  Araceae Lemna gibba Fujioka, Plant Cell Physiol., 33, (1992),419
Plantae Araceae Leana paucicostata Fujioka,Plant Cell Physiol., 33, (1992),419
Plantae Fabaceae Phaseolus vulgaris Harborne, Phytochenical Dictionary Second Edition, Taylor and Francis, (1999),Chapter1
Plantae Fagaceae Castanea sativa Servillo, L. et al., Food Chen., 196, (2016), 1301-1309.
‘Source: KNABSACK (rtp ik on509)

Figure S4. Record for the L-Pipecolate alkaloid is shown with the source organism (A) and biological activity

(B).
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Figure S5. The architecture of the solution and the essential components of PSC-db. It consists of three main

layers: the presentation, domain, and data layers, representing the interaction between the essential
components of the solution.
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Figure S6. Physical data model implemented on PSC-db.
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