
PSC-db Tutorial

PSC-db is a free accessible database containing the 3D-structures of several Plant Secondary Compounds
along with its physicochemical and pharmaceutical properties. It has been developed by the Center for
Bioinformatics, Simulations and Modelling (CBSM) and the School of Bioinformatics Engineering at
Universidad de Talca, the Ramirez Lab at Universidad Autónoma de Chile, in collaboration with the DynaMo
Center at University of Copenhagen.

http://cbsm.utalca.cl/
http://icb.utalca.cl/
http://www.utalca.cl/
https://ramirezlab.github.io/index
https://www.uautonoma.cl/
http://dynamo.ku.dk/
http://www.ku.dk/english/


1. Searching molecules for 
hierarchical organization



Compounds can be searched by
hierarchical organization

Compounds can be searched by
name



2. Searching molecules by 
Similarity



Select search by similarity

You can upload molecule 
in MOL, SDF or SMILE 

format
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Click in Search

Select the Similarity



3. Searching by other filter



Click here for seach 
molecules by other filters

Filter molecule by:
Compound ID  OR
Compound name OR
Formula OR
Weight Min – Weight Max OR
Specie OR
Target



4. Visualizating molecules



Click in this icon to 
visualizate the molecules



Molecules can be 
visualized in 2D and 3D. 

Molecules can be 
dowload in mol2 format. In this section you can 

see ADME/Tos 
properties 



5. Visualizating compound 
details



Click in this icon to see 
compound datails 



For each molecule, can 
visualizate information for:



6. Visualizating Statistics



Click here for see statistics

Adicionally, the information
can be download in CSV
format and molecules can be
dowloades in SDF format



Click here for generate plot
Download plot

Details of the data

Select the proprety 
to plot



Click here for generate plot Download plot

Details of the data

Select the proprety 
correlation to plot


