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Virtual Screening Workflow
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• Pharmacophore screening of 40 Billion analogs

• Each cycle seeds the next generative model

• Iterative improvement in docking scores



Enamine REAL Space (43 Billion Library) Top 150 List

Enamine MOD quote provided.
Glide score (lowest to highest).

https://github.com/StructuralGenomicsConsortium/CNP4-Nsp13-C-terminus-B/issues/23#issuecomment-1181839847DataWarrior zip files can be found on GitHub:

https://github.com/StructuralGenomicsConsortium/CNP4-Nsp13-C-terminus-B/issues/23#issuecomment-1181839847


Enamine REAL Space-Trained 43 Billion Library, Top 150 List:

• 55 / 150 Enamine provided quote. 
• 51 / 150 (1/3) compounds delivered from Enamine (Anwar).
• 2 compounds of interest based on ATPase assay (Sumera). 



Enamine REAL space-trained 43 billion library: 

Top 150 compound list

• 95 / 150 (1/3) compounds remaining to be made...

Glide score (-ve to +ve)
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De-novo generated compounds list: Glide top 100-scoring compounds

Enamine MOD

Glide score (lowest to highest)



De-novo generated compounds list: Glide top 100-scoring compounds

Glide score (-ve to +ve)

G
lid

e 
sc

o
re

 (
-v

e
to

 +
ve

)



Purchasable vs unavailable (to-make) building blocks …

Purchased 

Purchasable 

To make

Unavailable

Enamine MOD

Current targets 

De-Novo Generative Compounds: 
Top 10-scoring (Glide)



De-Novo Generative Compounds: 
GLIDE = -7.686



De-Novo Generative Compounds: 
GLIDE = -7.686 ; Route A. 



De-Novo Generative Compounds: 
GLIDE = -7.686 ; Back-up routes. 



De-Novo Generative Compounds: 
Top 10 Scoring (Glide)



• Suggestion from James… 

De-Novo Generative Compounds: 
Top 10 Scoring (Glide)



• Alternative route…

De-Novo Generative Compounds: 
Top 10 Scoring (Glide)



• Alternative route…

De-Novo Generative Compounds: 
Top 10 Scoring (Glide)
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