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Computational Chemistry Services

Computational chemistry at Peakdale Molecular is a highly flexible and innovative service
founded on integration with and the requirements of, medicinal chemists and biologists. We
provide a breadth of novel and insightful modelling that can be tailored to individual
requirements helping to accelerate projects. Working closely with both chemists and biologists
means that we are able to focus on the current needs of a project while anticipating future
requirements. Using both high quality in-house data sets and publicly available data a
continual process of model generation, evaluation and refinement is undertaken to improve
the quality and reliability of our models.

Key Capabilities

+[A wealth of experience in applying computational methods to all classes of targets

«[Hit to lead optimisation, driven by activity, selectivity and ADMET factors

*[ADMET profiling complementary to the in-house or client biology to reduce the risks @
associated with drug discovery

o[LLibrary design of synthetically achievable compounds

[$caffold hopping from existing leads to generate fresh leads and new ideas

[Flexible approach and the ability to tailor software to the needs of a project

Core Methods

1. Structure Based Design

[Virtual high throughput screening by either docking or
pharmacophore based methodologies

[llead docking using rigorous assessment of protein -
ligand interactions

*[@M-MM methods for in-depth understanding of protein
- ligand interactions

[Free energy simulations for improved binding affinity
models

D methods to analyze protein conformational
changes

2. Ligand Based Design

*[@SAR and pharmacophore based predictive models
for ligand optimisation

«[Field analysis methods for binding mode elucidation

*[Scaffold hopping

*[@M calculations for QSAR, ligand conformation
determination and energy profiling



3. Cheminformatics

4. Bioinformatics

@ 5. ADMET

Utilise Our Expertise

Virtual library design of synthetically tractable
compounds

e[llibrary enumeration and processing using
combinations of either structure, ligand or ADMET
prediction based techniques

[Property filtration and analysis

«[Bimilarity and diversity analysis methods

«[Identification of novel IP space

[Protein family analysis
«[Homology modelling
«[Active site identification and comparison

[Prediction of key drug-like properties

[Development of focused and general predictive
models

[Peakradar™ for visualisation of known drug space

Please contact us to discuss, in complete confidence, how Peakdale can add value to

your drug discovery activities;

Telephone +44(0)1298 816700 Fax +44(0)1298 816701 email enquiries@peakdale.co.uk

Applying its innovative chemistry expertise and flexible resources, Peakdale Molecular
supports its customers’ drug discovery activities through the following products and services;

*[Medicinal Chemistry
¢[Custom Synthesis
*[Analytical Services
*[Contract Research
*[CADD Services

[Ihtermediates Catalogue
«[Peakexplorer Focused Libraries
[llead-like Compounds for Screening
«[In Vitro ADMET Services
*[Microwave Synthesis Services

Founded in 1992, Peakdale Molecular is based in Chapel-en-le-Frith in the UK, where its
purpose built facilities house organic research labs, parallel synthesis labs and a kilo scale-up
lab, all of which are supported by a fully equipped analytical department.

www.peakdale.com
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