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BioSolveIT is a dynamic and established innovative leader in the virtual screening software 
market. The company supplies software and services to industry and academia, and has many 
established partnerships with pharmaceutical companies and world renowned academic groups. In 
recent years BioSolveIT have significantly improved and enlarged their software portfolio. Access 
to BioSolveIT software has immensely improved with tool specific GUI’s and interfaces to popular 
software platforms such as MOE® and Pipeline Pilot®. In addition, the company now also 
specialises in providing one of the most complete, diverse and highly efficient software offerings 
available for de novo drug design.   

 
The company’s core software offerings cover the following areas of virtual screening: 
 

De Novo & Fragment Based Drug Design  
 
CoLibri:    generate, manipulate and maintain your fragment spaces 
FlexNovo: sensible fragment &  docking based novel compound generation 
FTrees-FS:invest 5mins to search 1018 virtual synthesizable products  
ReCore:    instant scaffold replacement & fragment linking with 2 clicks  
 

 

Structure-based design 
 
FlexX 3.0:  
The best enriching docking engine has just gone graphical: 
* docking speeds of less than 1 second per compound 
* protein flexibility   * pharmacophores,   * combinatorics ... 

 
 
PoseView – visualize protein-ligand complexes at an atomistic level  
 
DDB – An integrated, Oracle based platform for docking analysis 
 
 
 
 
 

Ligand-based screening 
 
FTrees:  orthogonal scaffold hopper to diversify your hits 
FlexS –  3D molecular alignment for 3D QSAR,  

compound mimic design and virtual screening  
 

 BioSolveIT GmbH 
An der Ziegelei 75 Phone: Email: +49 2241 25 25 0   contact@biosolveit.de  

Fax:      +49 2241 25 25 525 Web:   www.biosolveit.de 
 

53757 Sankt Augustin 



CAS, a division of the American Chemical Society, is the global leader in 

chemical information, providing the most comprehensive databases of dis-

closed research in chemistry and related sciences.

CAS resources include the following databases and services:

• The world’s most authoritative collection of disclosed chemical substance 

 information, including the CAS RegistrySM, incorporating records for more  

 than 35 million organic and inorganic substances and more than 59 million  

 sequences—CAS databases also contain records for more than 14 million 

 reactions; the CAS Registry is the authoritative  

 source of CAS Registry Number® identifiers, the 

 recognized standard for identifying chemical 

 substances; 

• CAS’ comprehensive database of scientific litera- 

 ture: the only database of its kind that integrates 

 information for both chemistry-related journal 

 articles and patents;

• Search tools, including SciFinder®, for easy-to-use access to the wealth of  

 scientific information in CAS databases, and STN®, the premier collection of  

 scientific databases; 

• For visualization and analysis, there’s STN® AnaVist™, a breakthrough  

 in patent and competitive intelligence analysis, and SubScape™ for 

 visualizing and managing substance answer sets retrieved in SciFinder. 

CAS makes information accessible to virtually any scientific researcher world-

wide in industry, governmental research institutions, and academia.

For more information, visit www.cas.org or e-mail help@cas.org.

CAS: the Leading Source of Chemical Information
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For further information, or to arrange a free evaluation, please contact Cambridge Crystallographic Data Centre,  
12 Union Road, Cambridge, CB2 1EZ, UK 
www.ccdc.cam.ac.uk   •   Tel: +44 1223 336408   •   Fax: +44 1223 336033   •   Email: admin@ccdc.cam.ac.uk 
Registered in England No. 2155347   •   Registered Charity No. 800579 

The GOLD Suite 
Intuitive Protein-Ligand Docking Package 
 
The GOLD Suite provides all the 
functionality required to set up individual 
dockings or virtual screening runs, to post-
process docking results and to visualise and 
manipulate structures in 3D, both pre- and 
post-docking. Raw PDB files can be set up 
for use within GOLD; no third party software 
is needed to prepare the binding site.   
 
The GOLD Suite consists of: 
• Hermes for comprehensive structure

visualisation, structure editing, and for 
definition and calculation of descriptors
post-docking. 

• GOLD for protein-ligand docking. 
• GoldMine for post-processing docking 

solutions. 
 
Benefits of using the GOLD Suite: 
• Easy to use interface with instructive wizard
• Features for protein preparation and pre-

docking setup 
• A choice of scoring functions 
• Comprehensive post-processing tools 
• Options for validating output ligand 

geometries and protein-ligand interactions 
• Options for tailoring dockings 



- Scaffold Replacement
- Pharmacophore Elucidation
- Pharmacophore Search
- High Throughput Conformational Analysis
- Pharmacophore Query Editor
- Pharmacophore Consensus

- Active Site Detection
- Ligand: Protein Interaction Diagrams
- Molecular Surfaces and Maps
- Protonate3D
- Ligand-Receptor Docking
- Multi-Fragment Search
- LigX: Ligand Explorer

- Protein Structure and Family Databases
- Fold Identification
- Structural Family Analysis
- Mutation and Rotamer Exploration
- Multiple Alignment
- Homology Modeling
- Structural Quality Assessment

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

- Builders & Data Import/Export
- Molecular Mechanics & Dynamics
- Implicit Solvent Electrostatics
- Conformational Analysis
- Flexible Alignment of Small Molecules
- Diffraction Simulation
- Quantum Calculations

- SD Pipeline Command Line Tools
- Tautomer and Titration Enumeration
- Molecular Descriptors
- Similarity, Diversity & Fingerprints
- High Throughput Conformational Search
- QSAR/QSPR Predictive Modeling
- Consensus Modeling

- VSA Descriptors
- HTS-Binary QSAR
- Focused Combinatorial Library Design
- Diverse Combinatorial Library Design
- Combinatorial Library Enumeration
- RECAP Analysis and Synthesis
 
- Scientific Vector Language (SVL)
- Background Computing
- Cluster Computing
- Platform Independent
  (Windows, MacOSX, Linux, Unix)
- Java Subsystem
- MOE/web
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Scalable Software, Scalable Science.



About CIDRUX Pharminformatics: 

Contact: 

CIDRUX Pharminformatics was established in 2002. The company focuses on supporting the lead finding and lead optimization 
process in the early stages of drug design. CIDRUX’ software products, the Molecule EvoluatorTM and the Molecule CommanderTM, 
offer a breakthrough in the interactive design of new molecules by means of state-of-the-art technology from evolutionary 
optimization and computational intelligence. The founders of CIDRUX, Prof. Dr. Ad IJzerman and Prof. Dr. Thomas Bäck, are 
world-renowned experts in medicinal chemistry and evolutionary computation, respectively. Our clients include Allergan (San 
Diego, CA), BayerSchering (Berlin, Germany), NIH (Bethesda, MD), and Vertex Pharmaceuticals (San Diego, CA) among others. 

Visit www.cidrux.com for information on how to order our software products. If you do, download our Polar 
Surface Area Software – for you, for free. 

Cidrux Pharminformatics   info@cidrux.com 

Park Oosterspaarn 6   www.cidrux.com 

2036MB Haarlem 

The Netherlands 

 

Drug Discovery through Evolutionary Optimization  
 

Drug design is still a daunting task, requiring innovation as early up as possible in the drug discovery process to reduce cost as 
much as possible. While the search space of drug like molecules, 1020 to 1060 structures in total, can never be inspected 
exhaustively, modern evolutionary search methods combined with the expertise of the medicinal chemist open up a creative 
path to success. CIDRUX’ software products, the Molecule EvoluatorTM and the Molecule CommanderTM, provide an easy-to-
use, powerful approach for creating and optimizing innovative structures. 

The Molecule EvoluatorTM 

 
Applications: New structure generation, lead optimization of proprietary molecules, structural differentiation away from 
competitor’s molecules. 

The Molecule CommanderTM 

            
Applications: Automatic generation of libraries of any size and desired physicochemical properties, „front load“ generator for 
any drug discovery workflow. 

See www.cidrux.com for the latest news 

 

 
 

www.cidrux.com 

ü Combines automatic and interactive creation of structures in an 
unprecedented way for finding novel chemical structures. 

ü Automatic calculation of physicochemical properties such as polar 
surface area, logP, logS, molecular weight, and others. 

ü Optional automatic filtering of molecules to generate only 
molecules with physicochemical properties within a predefined 
range. 

ü Chemical feasibility such as Bredt’s rule, and the absence or 
presence of certain chemical groups can be controlled by the 
user. 

ü Interface for external structure scoring functions provided. 

ü Import and export of molecule structures and libraries in .mol 
and .sd file format. 

ü Easy to use, WindowsTM user interface (WindowsTM 2000 and 
higher). 

ü Command-line based user interface, 
facilitating seamless integration into 
drug discovery workflows. 

ü Fully automatic library creation of new 
chemical entities. 

ü All chemical and physicochemical 
properties and filtering features of the 
Molecule EvoluatorTM available. 



Carsten Wittekindt and Andreas Klamt 
COSMOlogic GmbH & Co. KG,  Leverkusen,  Germany  

 info@cosmologic.de         www.cosmologic.de 

 
Life Science Applications of COSMO-RS 

 

The COSMOCOSMOCOSMOCOSMO----RSRSRSRS method gives access to a wide range of properties that are of interest 
for the life sciences industry. Models for the prediction of relevant ADME properties 
are available within our COSMOCOSMOCOSMOCOSMOfragfragfragfrag suite, which is of special interest for high 
throughput projects.  

� Intestinal Absorption Coefficient 
� Blood-Brain Partitioning Coefficient 
� Human Serum Albumin Binding 
� Octanol-Water Partition Coefficient 
� Water solubility 
� Abraham models 

Our COSMO-RS theory has shown that the σ-
profiles provide crucial information for most 
physicochemical behaviour. Suitable σ-
profiles are a necessary (though not 
sufficient) precondition for good receptor 
binding. We therefore developed COSMOCOSMOCOSMOCOSMOsimsimsimsim    
for bio-isoster search. Since the similarity 
search is based on surface polarity, not on 
chemical similarity, scaffold hopping is 
automatically included. Using COSMOCOSMOCOSMOCOSMOfragfragfragfrag we 
calculated the σ-profiles for 8,850,000 
compounds retrieved from the PubChem 
database. It takes less than 30 min on 1 CPU 
to screen the database for similarity. 

 

COSMOCOSMOCOSMOCOSMOmicmicmicmic calculates the overall partition 
coefficient of chemicals in micelles and 
biomembranes as well as the internal 
distribution of the chemicals within such 
membranes. In the space of a minute it 
thus gives access to the description of 
processes like permeability, toxic effects of 
protonophores and washout rates of 
drugs which determine their half-life. 

Graphical user interfaces are available for most of our software. In addition, 
COSMOlogic is partner of SciTegic’s Pipeline Pilot; components for standard 
applications are available. 

We would be happy to welcome you at our booth (B12) and discuss how we can assist 
you in your special research. 

COSMOCOSMOCOSMOCOSMOthermthermthermtherm, COSMO, COSMO, COSMO, COSMOfragfragfragfrag,,,, COSMO COSMO COSMO COSMOsimsimsimsim, , , , and and and and COSMOCOSMOCOSMOCOSMOmicmicmicmic    

FastFastFastFast drug design based on fundame drug design based on fundame drug design based on fundame drug design based on fundamental sciencental sciencental sciencental science. . . . It's more than just QSARIt's more than just QSARIt's more than just QSARIt's more than just QSAR!!!!    



        CRESSET BIOMOLECULAR DISCOVERY 
 
Cresset BioMolecular Discovery has developed unique technology to understand ligand‐protein binding.  
We went back to basics and created the XED forcefield which redefines the electron distribution around 
a  ligand, allowing us  to generate accurate electronic,  steric and hydrophobic molecular  fields.   These 
fields define what the protein ‘feels’ as a ligand approaches and what interactions the ligand can make 
with the protein. 

Field technology can be applied throughout the drug discovery process, including: 

• Hit‐finding (via virtual screening)  
• Finding the bioactive conformation of ligands (in the absence of target x‐ray data) 
• Qualitative field SAR 
• Supporting H2L and LO through lead hopping and bioisoteric replacements 

 
Cresset works with  small  biotechs  and  global  pharma  companies  to  find  novel  hits  for  their  targets 
through screening only a  few hundred compounds.   We are  the  top global virtual screening provider, 
having undertaken >40  projects with an 80% success rate and hit rates commonly in the range 5‐30%.  A 
large diversity of chemotypes is found because we work with fields rather than chemical structure.   
 
You can work with us on a consultancy basis or lease our software.   

 

 



digital chemistry

Torus:Server
Version 1.2.6 now available 

Oracle data cartridge (9i and 10g) for the storage and retrieval of 
both Markush and single-molecule structures
� Supports multiple, industry standard formats

� Molecule and/or Markush capable, without enumeration

� Transparent handling of chemistry types. Single columns may contain 
mixed Molecule / Markush structures, all in a completely open schema

� Functions for exact and substructure searching, property calculation, 
Markush overlap and enumeration

New in 1.2.6
� Improved indexing allows much larger and complex Markush structures 

to be handled more efficiently

� Improved property binning allowing vast Markush libraries to be 
evaluated in seconds

BCI Toolkits

Torus:View

Version 7.14 now available 

Torus:View Windows client for Torus:Server database
� Allows Daylight SMILES and ISIS/Draw query submission

� Tabular result set display of both Molecule and Markush hits

� Import of complex SD files into a Torus:Server database

See our posters P-21 and P-22, and join us at 
stand B3 for a Torus:Server demonstration, 

and to claim your free software 

Comprehensive SDK covering a range of Cheminformatics functions
� Components available for Clustering, Diversity, Fingerprinting, 

Dictionary Generation and Molecule/Markush analysis. All components 
are fully integrated and allow seamless data transfer

� Clustering module allows vast datasets to be clustered in a number of  
hierarchical and non-hierarchical forms, both for binary and floating-
point dataprints

� Markush/Molecule module allows property calculation, enumeration 
and searching from within vast Markush libraries - without enumeration

� Language support for C/C++, Java, PERL, PYTHON and Visual Basic

� Supports Windows, Linux and Solaris platforms

New in 7.14
� RGroup decomposition allowing Markush creation from sets of 

Molecules

� SMILES canonicalisation

For more information please join us at stand B3, or see our website at 
www.digitalchemistry.co.uk

Theilheimer Now edited by Digital Chemistry
Call by stand B3 for an exhibition discount for the 2008 edition





www.idbs.com

idbsSolutions

IDBS: multiple 
solution provider

 Pre
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 Pre
clin

ical

 Scre
ening

 ELN

One integrated framework 
for all your research data Come to our 

booth # B7 to 

discuss your data 

management 

needs!

IDBS provides quality data management 
software with services to match 



Fle xible Ligand D ock ing and Scoring

e H iTS
• Fragm e nt bas e d fle xible  ligand dock ing
• H igh ly accurate  dock ing 
• Th e  only truly e xh aus tive  dock ing m e th od
• Autom ate d protonation s tate  h andling
• Ve ry s traigh tforw ard to s e tup and run

e H iTS Score
• Statis tically de rive d e m pirical s coring function
• Us e s  te m pe rature  factors  of PDB files  for more  accurate  s tatis tics  

colle ction
• Re liably pre dicts  binding affinity

Ch e Vi
• Mole cular vis ualiz ation s uite -  Inte rface  to e H iTS dock ing
• Spe cifically de s igned to s h ow h ow ligands  inte ract w ith  re ce ptor 

active  s ite s

Contact us  for m ore inform ation about our s oftw are  
s olutions  and to arrange a fre e e valuation ve rs ion of 
our products :  info@k e ym odule. co.uk               

Com puter -A ided  Synth es is  Planning

ARCh e m : Route  De s igne r
• Fully autom ate d re tros ynth e tic analys is  of targe t organic m olec ule s
• Re action rules  autom atically e xtracte d from  re action databas es  

(including ve ry large  databas e s , e .g. Be ils tei n)
• Inte grate d wi th  re action databas e s  for literature  re fe re nce s  and 

re porting
• Contains  ove r 100,000 s tarting m ate rials , w ith  catalog re ferenc es

CAESA
• Rapidly e s tim ate  s ynth e tic fe as ibility of targe t m ole cule s
• Gre at addition to any de  novo de s ign pipe line

Q SA R S im ilarity  Tools

e H iTS LASSO
• QSAR de s criptor bas ed on s urface  prope rtie s  of ligands
• Traine d on s m all num be r of active  ligands
• Conform ation inde pe nde nt
• Ideally s uite d for scaffold h opping h it dis cove ry

D e  Novo Ligand D e s ign

SPROUT
•  Soph is ticate d de  novo de s ign tool
• De s ign ne w  h it m ole cule s  from  s cratch  wi th in th e  active  s ite  of your targe t
• Build s tructure s  us ing im porte d fragm e nts  - re core  as  s tandard fe ature
• Exce lle nt s yne rgy w ith  fragm e nt bas e d h it dis cove ry
• Pre dicts  binding affinity and s ynth e tic fe as ibility (via com ple xity analys is )
• Prove n re cord of s ucce s s

SynSPROUT
• Ge ne rate  s ynth e tically acce s s ible  ligands  by virtual ch e m is try w ith in 

prote in cavity
• Us e  a library of re adily available  s tarting m ate rials  (m onom e rs )
• Editable  re action k now le dge  bas e

SPROUT-Le adOpt
• Optim iz e  h it com pounds  w ith in th e  targe t's  active  s ite
• Synth e tic cons traints  e ns ure  only s ynth e tically acce s s ible  s tructure s  are  

ge ne rate d
• Tw o m ode s  of optim iz ation - core  e xte ns ion and m onom e r re place m e nt

Ch e m ical D ocum e nt Proces s ing

CLiDE Pro
• Conve rt im age s  of ch e m ical s tructure s  into com pute r re adable  form ats  

(e .g. MDL MOL and RG file s )
• Re cogniz e  ge ne ric s tructure s
• Load PDF docum e nts  and ras te r im age  file s , TIFF and BMP
• Tools  to m odify e xtracte d m ole cule s  and te xt
• Us e r inte rface  or batch  m ode  e xe cution

Focus e d on Re s ea rch
Our focus is  on th e  provis ion of le ading e dge  drug de s ign 
softw are  tools for scie ntific re s e arch  in th e  biote ch nology and 
ph arm ace utical industrie s . O ur range  of softw are  applications 
include  tools for structure -base d de  novo de s ign of nove l 
ligands and scaffolds, virtual h igh  th rough put scre e ning (both  
prote in- and ligand-base d), e stim ation of synth e tic fe as ibility 
and synth e tic route  de s ign, and autom ate d m ining of th e  
ch e m ical lite rature .                                  

Vis it K e ym odule Ltd. at Booth  15

K e ym odule  Ltd.



Molecular Networks – maker of CORINA – offers innovative chemoinformatics software products, 
consulting, development and research services to increase the quality and productivity of discoveries 
in chemical, pharmaceutical and biotechnology R&D. Its areas of activities range from the design and 
synthesis of chemical compounds to the prediction of their chemical, physical and biological 
properties, their chemical reactivity and metabolic fate.

SYLVIA rapidly evaluates the
ease of synthesis of organic
compounds

Prioritizes thousands of structures, e.g.,
generated by de novo design experiments,
according to their synthetic complexity

isoCYP predicts the isoform
specificity of human cytochrome
P450 substrates

Includes the isoform specificities for CYP450
3A4, 2D6 and 2C9 substrates
Designed for drug-like molecules

Biochemical pathway database
BioPath and BioPath.Explore
Version 2.0 availabe now!

Over 2.000 biochemical structures and
2.800 biochemical reactions
Evaluation copy for download available

Molecular descriptor package
ADRIANA.Code Version 2.2
available now!

Parametrized for charged molecules
New global molecular descriptors
New shape- and size-related descriptors

CORINA for generating high-quality three-dimensional molecular models
ROTATE for exploring the conformation space and generating conformational ensembles
SONNIA for analyzing and modeling of data, chemical structure & reaction information
MN.Tools for representing, processing and manipulating chemical structure & reaction information

Henkestrasse 91        91052 Erlangen        Germany
Phone: +49-9131-8156-68  Fax: +49-9131-8156-69
info@molecular-networks.com
www.molecular-networks.com

Molecular Networks at the 8th ICCS, June 2008 - Booth B2

CORINA et al.

New Products

New Versions

New Developments

THERESA is a web-based, easy-to-use tool for the stepwise retrosynthetic analysis of a given target 
compound. It uses a knowledge base of different reaction types automatically derived from reaction 
databases and simultaneously scans catalogs of available chemicals for the proposed precursors.

The method will be presented in paper D-2 on Wednesday morning, June 4, 2008 at the 8th ICCS

Evergreens







Sponsoring Societies

Division of Chemical Information (CINF),
American Chemical Society (ACS)

Royal Netherlands Chemical Society (KNCV)

Chemistry-Information-Computer Division,
Gesellschaft Deutscher Chemiker
(Society of German Chemists) (GDCh)

The Chemical Structure Association Trust
(CSA Trust)

Chemical Information Group,
Royal Society of Chemistry (RSC)

Division of Chemical Information and
Computer Science of the Chemical Society
of Japan (CSJ)

Swiss Chemical Society (SCS)
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