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B PHARMACOPHORE DISCOVERY

- Scaffold Replacement

- Pharmacophore Elucidation

- Pharmacophore Search

- High Throughput Conformational Analysis
- Pharmacophore Query Editor

- Pharmacophore Consensus

B PROTEIN MODELING AND
BIOINFORMATICS

- Protein Structure and Family Databases
- Fold Identification

- Structural Family Analysis

- Mutation and Rotamer Exploration

- Multiple Alignment

- Homology Modeling

- Structural Quality Assessment

MOLECULAR MODELING
AND SIMULATIONS

- Builders & Data Import/Export

- Molecular Mechanics & Dynamics

- Implicit Solvent Electrostatics

- Conformational Analysis

- Flexible Alignment of Small Molecules
- Diffraction Simulation

- Quantum Calculations

-VSA Descriptors

- HTS-Binary QSAR
- Focused Combinatorial Library Design
- Diverse Combinatorial Library Design
- Combinatorial Library Enumeration

- RECAP Analysis and Synthesis

www.chemcomp.com
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b) Molsoft.
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HIGH THROUGHPUT DISCOVERY
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a) Molecular Operating Environment (MOE) program.

CHEMICAL
COMPUTING
GROUP

B STRUCTURE-BASED DESIGN

- Active Site Detection

- Ligand:Protein Interaction Diagrams
- Molecular Surfaces and Maps

- Protonate3D

- Ligand-Receptor Docking

- Multi-Fragment Search

- LigX : Ligand Explorer

B MEDICINAL CHEMISTRY
APPLICATIONS
- MOE/web
- LigX : Ligand Explorer
- Ligand:Protein Interaction Diagrams
- Molecular Surfaces and Maps
- Scaffold Replacement
- Molecular Descriptors
- Flexible Alignment of Small Molecules

— B CHEMINFORMATICS AND QSAR
- SD Pipeline Command Line Tools
- Tautomer and Titration Enumeration
- Molecular Descriptors
- Similarity, Diversity & Fingerprints
- High Throughput Conformational Search
- QSAR/QSPR Predictive Modeling
- Consensus Modeling
B METHODS DEVELOPMENT
AND DEPLOYMENT
- Scientific Vector Language (SVL)
- Background Computing
- Cluster Computing
- Platform Independent
(Windows, MacOSX, Linux, Unix)

- Java Subsystem
- MOE/web

info@chemcomp.com
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) Molecutar docking

Binding scores (S & refine E) - Validation (RMSD values)
Ligand interaction report - 2D & 3D docking interaction
Surface & Map picture

Analysis fees (EP):

One compound/ one

Validation

Methodology & report
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Features identifications
Analysis fees (EP):

One compound

Methodology & report
Flexible alignment
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a) Structure-Based Pharmacophorg

Combination between pharmacophore building and molecular
docking
First: Carry out Molecular docking of compounds
Second: Extraction of pharmacophoric features
inside the target active site
Advantages: Improvement of the binding scores
(synergistically increasing of S & Refine E values)

Fees analysis (EP):
One compound / one target 100
Validation 100

Methodology & report 100 /

12




A) Quantitative Structure Activity Relationship Studies

QuaSAR model(s) development using PLS analysis - Validation
using LOO methodology
Analysis fees (EP):
QuaSAR model (minimum 10 compounds) 500
Method validation& report 200

K Advanced SAR study N

Substituent variation — Assessment of docking scores
- Validation (RMSD values) - Ligand interaction report —
2D & 3D docking interaction.

Analysis fees (EP):

For each 10 possible substituent variations 300
Validation 100
Methodology & report 100

1\

(G
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In silico prediction of physicochemical properties,
Pharmacokinetic & Pharmacodynamtic profile,
Prediction of bioactivity using Molinspiration &

MolSoft software

Analysis fees (EP):
For each 10 compounds 300
Report, Results & Discussion 100

For further information please contact with
Prof. Dr/ Nadia Mohamed Ahmed Mahfouz
E-mail: nadia_mahfouz@yahoo.com

Mobile: 01065745002
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