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Where do we collect 
the 

data from?
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Targets in ChEMBL27

Number
of Target
Proteins 4,906
Number
of 
hydrolases 792
Number
of 
proteases 549

~ 12,257 drug molecules
(+ 2 mi assayed...)
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The NEQUIMED/IQSC/USP
Number: 11,328

11,328 x 6 warheads = 
67,968
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The NEQUIMED/IQSC/USP
Number: 11,328

To how many can we go 
for?
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Scatter Plot for Coronavirus ChEMBL 
database (Features for nsmote = 1,760)

Scatter Plot for Coronavirus ChEMBL 
database (Features for nsmote = 1,760)
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So, how to 
classify between 
active & inactive?

Active: red
Inactive: blue

https://semiengineering.com/deep-learning-spreads/)
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Active: red
Inactive: blue


