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The Solvation Chemistry Component Collection is a compilation of property calculators, readers, utilities, COSMQObase
access components, and example protocols.

It complements the standard capabilities of the BIOVIA Pipeline Pilot by the COSMO-RS method for the prediction
of liquid phase properties, the use of TURBOMOLE'® for quantum chemical calculations, and a conformer generator,
which allows for the generation of the most relevant conformers for COSMO-RS.

With this collection, you can create your own protocols for a wide range of application.
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CALCULATORS

The BIOVIA Solvation Chemistry collection offers calculators for
the following applications:

COSMOtherm

The collection contains three COSMOtherm components that use
the COSMO-RS method to predict a wide range of properties.

You can calculate properties for pure liquids, such as density,
boiling point, flash point, partition coefficients, as well as
mixture properties, such as vapor-liquid equilibria, liquid-liquid
equilibria, solubilities, vapor pressures, activity coefficients, etc.

The integration of COSMOtherm in a workflow environment
boosts the screening potential of the COSMO-RS method. You
can screen the properties of a large set of solutes, solvents or
solvent mixtures, for example the solubility of a drug in a vast
set of solvents.

COSMOconf

The COSMOconf component is a conformer generation tool.
You can use pre-defined standard procedures that allow for the
generation of the most relevant conformers for COSMO-RS or
employ your own procedure.

COSMOperm

This component predicts the permeability of a solute through
biomembranes. You can choose from a set of pre-defined
membrane systems or use your own membrane.

COSMOplex

This component provides the COSMOplex extension of the
COSMO-RS method. You can use it to calculate properties for
inhomogeneous systems, e.g., interfacial tensions or critical
micelle concentrations, or to create new biomembrane systems.

COSMOquick

The COSMOquick fragmentation technology can be used as a
fast shortcut for COSMO-RS calculations. The component can
also be used to apply pre-defined QSPR models or to compute
unique chemical descriptors.

TURBOMOLE'

The collection offers a component that you can use to perform
quantum chemical calculations with the TURBOMOLE'™
program package.

COSMO DATABASES

You can integrate COSMO databases for the use in Pipeline
pilot. This works for the BIOVIA COSMObase as well as for your
own custom COSMO file databases. A special component is
available for the compound data access.

READERS AND UTILITIES

The Solvation Chemistry Component Collection offers a couple
of readers and utilities. You can use the COSMO file reader and
the TURBOMOLE'® coord file reader to access this specific file
formats. The preconditioner can help you to ensure that the
relevant properties needed for the other components are set

properly.

37 P Edt Vew Toois Wintow Hep Compound log10(F)  Sotver(s)
w B » b uad
S Freries G5 Mosning etrant

pentafivoroethane

-0.00880274
157655802
288654526
207307832
311798612
151422488
335042870
27794015
186027322
282173420
306855534

182

182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
182
384
384
384

fuorozenzens
indane

aspin
S-nonanone
2methyt2-bitene

t-chicrapeopane
T-indobutane
Achloropentane.
1-chlorohexane 380733736
n-hexadecans 817641133
metryiprogionale 102051014
= 2e0855047
ghycine -4.00780748
dhyzerol -1.00503258
COMAOhern Comy butancl 115030885

) e
- : Torrar
= e g (e cyclopertane 284041538
3 Semings Guantum Chernical Lewe Detaut pyridazne
- pyrimiding

-0.95204830
5 SoCharm Ditabaces ) Mecturs Corvpmand Lt shertautSohation Chaemiary Extenglerdmolscules o
Fie o

-0.28225674
> 220438817
o omporens [
- TS e e

ety (C0MOpe

& Aaseribling Sy

6 CoreCORMOREm Companent

8 Gore Muturs COMOM4r Comp.
omsenar

5| Compeund lst Tormdrtaiiogh mebsculnscov

054271071
233700918

407071338

Figure 1: Pipeline Pilot Professional
Client Calculation
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Our 3DEXPERIENCE® platform powers our brand applications, serving 11 industries, and provides a

rich portfolio of industry solution experiences.

Dassault Systemes, the 3DEXPERIENCE Company, is a catalyst for human progress. We provide business and people with collaborative virtual environments to
imagine sustainable innovations. By creating 'virtual experience twins’ of the real world with our 3DEXPERIENCE platform and applications, our customers push

the boundaries of innovation, learning and production.

Dassault Systemes’ 20,000 employees are bringing value to mare than 270,000 customers of all sizes, in all industries, in more than 140 countries. For more

information, visit www.3ds.com.
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