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* Linker generation / partial replace

Advantages

* Pre-trained compound model (Xent) * Drugrepurposing
* 3D-informed compound embedding * Off-target prediction
/ O1. Can transfer the capabilities learned from massive amounts of data to
~ Slfm‘lm‘} scarfih b‘ésfd oln 3D struceure * rot{.em»hgand LErRcaon Individual Al models (Confirmed 10-30% rise in performance)
of a compound and its electrostatic prediction
potential \ * Virtual fragment screening
¢ Fastsearch from 1B dataset \ * Peptidomimetics 02. Can reduce the time required for training individual Al models by 10-100 fold
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(3. The Foundation Al is our own, but Individual Als trained based on it can be
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* Ileatmap across the Scarch | @ Identification

surface that
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* Denovo ligand design

with a compound :
P Pocket ; * Scaffold hopping
Identificati Hit to Lecad
CHETEation &b Accuracy™' 0.8942 0.7288 0.4750
Enzvme Foundation Al Mode! ’ Lead "1 Using PRAUC for a group of compounds randomly selected from che Enamine Real Dartabase.
. y ; . e s Calculate the average value for 9 initial toxicity/pharmacokinctic parameters
Discovery Optimisation :

"2 Using HealixADMET. hteps://facademic.oup.com/bioinformatics/article/38/13/3444/ 6590643
*3 Using admetSAR 2.0. hetps://academic.oup.com/bivinformatics/article/35/6/1067/5085368
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Pathway Preclinical
* Methodology of finding
enzymes (rule-based steps,
neighborhood search, /
screening, annotation) /

/

Achievements

« ADMET prediction
« SAR prediction

Presented at NVIDIA’s Annual GTC Conference

* Discovered novel strong Inhibitors to certain clinical targets

* [nzymatic functions to ¢ Discovered novel double-inhibitor for a clinical target

functionally unknown genomic . o . )
data ¥ g / * Discovered novel Inhibitors with satisfactory ADME-Tox
* Optimization for compound * Discovered novel structures for a pesticide target
production/production + PK/PD pre diction * Discovered 4 novel PET-degrading Enzymes
efficiency \ * Discovered a novel p]astic—degrading enzyme with just one training data point

* Discovered novel Methane—pmducin g enzymes
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