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Compound Libraries and Custom
Synthesis for Early Drug Discovery
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Screening Compound Libraries MedChem CRO Services Computational Chemistry Services In Vitro ADMET Tests

« HTS Compound Collection « Custom Synthesis « Physicochemical Properties Calculations « Solubility, LogP, LogD

« Targeted and Focused Libraries « Off-the-shelf Building Blocks « ADMET Prediction, QSAR, Diversity « Permeability Evaluation (Caco-2, MDCK)
« Diversity and Pre-plated Screening Sets * Fine Organic Chemicals « Computer-Aided Molecular Design: « Plasma Protein Binding

Fragment Libraries for FBDD »  Scaffold Hopping Virtual Screening, Machine Learning «  Volume of Distribution

« Custom Compound Libraries Design »  Route Scouting, Scale-up * Molecular Dynamics Simulation « Brain and Lung Tissue Binding

+ Tangible Screening Compounds *  Process Optimization * Structural Bioinformatics *  Proteinase, Thrombin Inhibition Assays

Screening Compounds Synthesized In-house

e 510,000 compounds in-stock

* 1,300 original scaffolds

e 2,500,000 tangible molecules

 >90 % purity confirmed by LCMS or 400MHz NMR
 Prompt delivery worldwide

* Formatting: solids or DMSO solution

* Customized bar-coding and labeling

: Expert evaluation followed by pre-selection :

Saturation degree Fsp? scoring
Filtering by optimal physicochemical parameters
MW < 450 (preferred < 400), ClogP < 4.0 (preferred < 3.5)
Lipinsky, Veber and in-house MedChem filters: reactivity, PAINS

Virtual coupling of building block with in-stock reagents
Design of promising scaffolds, building blocks and final screening compounds

Prioritization of drug-likeness, novelty, rare chemotypes. Initial ideas scouting:
exploring market trends, focusing on uniqueness and privileged IP position

Compound Collection Genesis

Exclusive Molecular Scaffolds

 Maximum structural diversity and rare chemotypes
 Aimed at lead-orientated libraries

* Novel structures with privileged IP position

e 2-3variation points per scaffold

* Optimal physicochemical properties

* In-house structural and MedChem filters

Best Scaffolds
Building Blocks Building Blocks

Final compounds Final compounds
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Advanced Building Blocks

* 63,000 original building blocks, including:
13,000 in-stock compounds in multi-gram quantities
50,000 tangible molecules, synthesized on request

* Re-synthesis and scale-up to 50 kg
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Activated Acylhalides Alcohols, Alkynes Azides Nitriles,
aryl halides thiols isocyanates
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Amines Amino acids Aldehydes, Carboxylic Sulphonyl Boronic acids,
ketones acids, esters halides esters
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Fluorinated Bicyclic Spiro Saturated Aromatic Small carbo-,
compounds compounds compounds heterocycles heterocycles hetero-cycles
lifechemicals.com

Targeted and Focused Screening Libraries Fragment Libraries for FBDD

Receptor-based Targeted Libraries 55,000 in-stock fragment-like compounds
* Flexible docking to X-ray target structures MW < 300 and ClogP <£3.0

* High-throughput virtual screening, homology modeling * Available for immediate delivery

* Small diversity sets available

Specialized fragment screening subsets, including:
Fluorine Fragment Library (6,800)
Fluorine Fragment Cocktails (1,300 in 130 cocktails)
Bromine Fragment Library (2,300)
Fragment Library Experimental Solubility (22,500)
Fsp3-enriched Fragment Library (19,900)
Low MW Fragment Library (7,200)

lon Channel
Screening Libraries

Nuclear Receptor
Screening Libraries

Kinase Sharp-aimed
Targeted Libraries

GPCR Targeted
Library

Epigenetic
Screening Libraries

Protein-Protein Immuno-oncology Deubiquitinase Lysine-specific Aquaporin
Interactions (PPI) Screening Screening demethylase 4A Screening PPl Fragment Libra ry (7 100)
Libraries Compound Libraries Libraries (KDMA4A) Library Library /

Natural Product-like Fragment Library (3,800)
Covalent Fragment Library (6,200 compounds)

Ligand-based Focused Libraries and many more...
* 2D fingerprint similarity search : : N on .
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Natural Product- Peptidomimetic Phosphatase DNA and RNA Kinase
like Compound Compound Screening Polymerase Screening
Libraries Library Library Libraries Library

Cheminformatics-based Libraries

 Combination of physicochemical parameters and
descriptors, ADMET characteristics

 Selection by relevant chemical moieties

Life Chemicals Services

Computational Chemistry

 Computer-aided rational design of small organic
molecules against any biological target

* Drug-likeness and lead-likeness prediction

* Receptor-based virtual screening: molecular docking

* Ligand-based virtual screening: shape similarity and
pharmacophore search

* Molecular dynamics simulation of macromolecules

* Protein structure modeling, de novo or by homology

Biologically Active
Compound Library

Fsp3-enriched and
3D-shaped
Compound Libraries

Covalent Inhibitor
Libraries

Phenotypic
Screening Libraries

CNS Screening
Library

Disease-based Libraries

* Ligand-, receptor- or cheminformatics-based approaches

* Focused on general pharmacological activity rather than
particular drug target or drug target family

Antiprotozoal
Library

Antiviral
Libraries

Antibacterial
Library

Anticancer
Library

Anti-inflammatory
Library

Anti-hepatitis
Libraries

Anti-HIV
Libraries

Coronavirus
Libraries

AgroChemical
Screening Libraries

Veterinary
Focused Library

Custom Synthesis
* Synthesis of individual compounds
* New chemical entities and analogs for H2L development

 Reference compounds and potential impurities

Pre-plated Diversity Set * Scaffold hopping and fragment linking
* 100,000 novel screening compounds
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* Convenient access to the best-selling screening libraries % ut CNis
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Distribution of compounds from the Pre-plated Diversity Set
between different types of screening compound libraries

16000

14000

12000

Synthesis of Compound Libraries

* Based on in-house or customers’ scaffolds

* Design and synthesis of custom targeted libraries
* Optimization of ADMET, potency and selectivity

10000

Fsp3 enriched Library

2000

DMA encoded DEL Reagents and Building Blocks

a000

Kinase and Phosphatase Focused Libraries

4000

Protease Focused Libraries; 2343
PPl Focused Libraries

Membrane proteine Libraries
Anti-pathogen Libraries

Anti-disease Libraries

CNS Screening Targeted Library

Epigenetic Focused Libraries

ovalent Inhibitor libraries
AgroChemical Libraries

2000

BioDiversity Phenotypic Library

Polymerase Libraries

Bioactive Compound Library

orders@lifechemicals.com
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