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Image Capture

Accurate
High throughput
Cost-effective
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Fragment-Based Library Generation

O Starting from the known molecular chemical space;
O From the unique 140000 compound fragment space of PB;
O Through precise filtering by Al models;
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Characteristics of the compound library
— e e

action
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CsOAc, MeOH

Customizable

j J Enrichment
® Abundant Al algorithm ® Enumeration based on ® Meeting different project ® Spatial mapping of the active
model reaction pathway templates requirements fragments _
® In-house data-driven ® 80%+ accessibility ® Flexible customization of libraries ~ ® Multiple screening + expert
experience selection
s : ~ s ~ ~ ~

Ric Excellent

Diversity Properties Delivery
® 100K+ BBs, Diversity scaffolds @ Good kinase selectivity ® Seamless connection ® Lightweight with sufficient
® Coverage of ultra-large ® \Vith excellent ADMET between dry and wet test diversity for screening
chemical space( 10'4) properties ® Top chemical synthesis ® Expandable potential space
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Kinase activity-enriched library- 758110 molecules
Catalog No.K0001

3. Analysis of drug-like parameters:

Compounds compliant with Lipinski’s Rules Comparison of the ROS distributions
PhysChem Properties % Proportion - . e
HBond donors <5 100
HBond acceptors <10 100
cLogP <5 100 _
MW <500 100 o ) )
ROTB <10 10
ALERTS Group =0 100 :
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Kinase activity-enriched library- 758110 molecules

Catalog No.K0001

5. Structure sampling

Compound library structure sampling

Compound library tsne dimensionality reduction

t-SNE using Morgan fingerprint with Jaccard similarity
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Process of Lead compound screening

hiznnl ROCE
Svynthetic

. Target , .
Chemical Space g Kinase Activity FDA GPCR Target

Enrichment T Enrichment

Filter . . . Library Library Library

KinomeScan " Compound kinase-selective filtering;
Lower off-target effects;

Screening Popular Target Diversity Mini
Cross Docking High-precision and multi-dimensional screening; Molecules Scaffold Scaffold
Higher screening hit rate; Library Library Library

. ., Accelerate
Accelerate the screening process;
Faster screening speed; on-Channel
w Validation Molecules Others
Accurate validation of the binding mode; Library

Higher screening success rate;

RO RED, i Special Library
Ao e 2N ~ )
Hits/Lead Compound

Seamless connection between sub library production and screening processes
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DL-DockVS (#—) : Exploration on learning molecular docking with deep learning models

—Journal of Quantitative Biology(2023/09)
KinomePro-DL (—{E) : The Development and Application of KinomePro-DL: A Deep Learning Based Online Small

Molecule Kinome Selectivity Profiling Prediction Platform (KinomePro-DLFfIES)
—JCIM(2024/09)

g fl (85) : —MSFHTHNEERERE RR. EERFENE — 2023/12
Cross Docking(&Fl) : Z1EFARE—HMintE 74, —HMmts FHAEssRaES,

—Preparing for submition
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