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The Setting

Pharma IT World Evolves:

[0 Servers/server farms for applications, running
Linux or Solaris

[0 Desktop PCs for researchers, running WIN XP

Tasks and Problems around the Interface:

[0 Submit data — Data conversion technologies
[0 Display results — Web technologies

[0 Export results — Cross-platform technologies




Data Conversion Technologies

[0 Extensive library of I/O modules for structures,
reactions and tables, support for standard PC

formats (ChemDraw CDX/CDXML, IsisDraw SKC/TGF, Marvin
Docs, ChemSketch SK2,..)

[0 Kekulizer, connectivity generation, tautomer
normalizer, 2D layouter, wedge assignment,
Harworth/Fischer stereo interpretation, etc.

[0 Scriptable conversion engine

[0 Data extraction from Windows OLE objects (in
RTF, XLS, boc/x) and from EMF/WMF images
written by ChemDraw/IsisDraw




Presentation Technologies

[0 Probably best 2D structure and reaction
coordinate generator on the market

[0 Generic annotation engine for consistent
presentation in many formats




Web Technologies

O

O

GIF/PNG structure image
generation as CGI/FCGI Web
application designed to link into
in-house systems

PDF and WMF in-place
substitution rendering for high-
quality Web-page printing

Animated GIF images, interactive
image maps for chemical
structures and reactions

Flash (SWF) and SVG structure
drawings
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Simple display, black on white

Colored display on black background

Simple substructure matchingand | With superatoms, partial superatom expansion, and selected
highlighting - and as PNG image, not GIF atom highlighti

‘We can plot reactions from Reaction SMILES or RXN files, too!
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Here we have a molecule in a standard
computed orientation
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embedded image data
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An inline compressed Molfile with 2D-_coordinates as
structure source instead of SMILES, a larger coordinate
sealing, and a cropped variable-size image with a 2-pixel
order.
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Web Technologies

0 3D portable
PDF and VRML

rendering for
the Web

3D PDF
rendering

for EDocuments
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Embedded PDF Chemical Structure Model Rendering Demonstration
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Display Style:| Capped ||
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Atom Labels: [| Bond Orders:
Bond Color: | Split on atom color ||

Background Color: | Dark Grey ||

[ Update Display ” Reset Defaults ]

| DownloadFile | Format| U3D |v|

For Acrobat Reader of version <0.0, to achieve the best display guality, especially with space-filled models, enable "double-sided rendering" in
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Web Technologies
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Cross-Platform Technologies

OO0 WMF/EMF/PCT structure and reaction drawings
for import/paste into Word/Powerpoint

0 Optionally with embedded structure data for
re-editing with ISIS/Draw and ChemDraw

[0 RTF template expansion engine

B Enter formatted structure and reaction data, links
and drawing into template pages...




Cross-Platform Technologies

[0 Expanded structures and reactions can be
simple images — or editable OLE objects for

ISIS/Draw or ChemDraw
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Cross-Platform Technologies

MS Excel (windows & Mac versions) table data

exporter, with typed cells, embedded structure
renderings, programmable layout, data-

dependent cell attributes

GANE= I s test winxls [Kompatibilitatsmodus] - Microsoft Excel Bildtools - B x =] s 5 [Kompatit Bildtools - = x
Start | Einfigen  Seiteniayout  Formeln  Daten  Uberprifen  Ansicht  Format @ - = x Start | Einfigen  Seftenlayout  Formeln  Daten  Uberprifen  Ansicht | Format @ - = x
= T 4= 3 = 5 -=
B |[F & u|Ax 5 7 A = R 7 ; &
Einfagen o Suchen und Einfagen S o Suchen und
- | e ElFormat - || 2- Auswahlen = > v | tEl Format = et~ ASwaHISH ™
Zwischenabla... ™ Schriftart Formatvorlagen Zellen Bearbeiten enabl.. hriftart tung Zanl Formatvarlagen len Bearbaiten
[ Bilda ~ fe | 8ild 1 v £
A B E F G H [l A B C D E
1 |Das ist eine “MEGAWICH 1 Data summarized on Wed Aug 9 00:07:55 EDT 2006
2 Weight Name Log of Weight Weight Histogram  Record Image 9
1612 Abikeviromycin 220737312 25 e
it
=
u
o ‘ NN Fj@/f
2
. ! ¢ I
218.3 Abrin, L 2.336963604 29 [ ]
v =
. I
1 IREGNO 12345 12346 12u7
4 ASSAY 1 146 M (87%) 135 nM (82%) 128 nM (34%)
= ASSAY 2 24953 MV (19%) 51300 b 616 1M (59%)
& ASSAY 3 31300 i 31300 i 550 nM (45%)
7 ASSAY 4 31300 1 31300 ni 9900 n
B & Selectvity 1 over 3 2006-08-08 11:14:00 2006-08-08 11:32:00 2006-08-08 06:59:59
"264.3 Abscissaeure, (+)- 2422131011 34 s PROP1 24.7uM 6.5uM 47.20M
10 PROP 2 0.193uM >100uM
11 PROP 3 87% 95%
"81% 9% "103%
493603 446902 436.263 w
36 36 2%
a7 45 34
W45 ] UltraBiff /¥ [ il H { ¥ H| CACTVS Table 01 —T— ¥
Bereit IEEET e 0 + Bereit [EEEET TN v (Hss




Universal Chemistry Tables

[0 Assemble, extract, merge, filter, format tabular
data from chemistry and table data files

[0 Direct access to PubChem assay data

O
O

O

Native ASN.1 interface - zero information loss

Complete information content, including descriptions,
column types

Automatic association/download of deposited and
standardized PubChem structures




Universal Chemistry Tables

O

L0 O

Native table file I/O of MS Excel (BIFF & XML),
Sybyl, SPSS, SAS, Stata, Matlab, WEKA, R -
with proper support for data types, NULLs, etc.

Generic container files - FITS, HDF5, SQLITE
Legacy data in DIF, SYLK, DBASE3
Presentation formatting as HTML, PDF
Internet data exchange as XML, JSON

SQL database table loader




Universal Chemistry Tables
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Final Slide

Kemistry chemoinformatits

[0 Turnkey applications and scriptable tools

[0 Custom development

[0 Component licensing (in-house & software vendors)

[0 Consulting

0 Visit our booth! |

[0 Talk to us! WWW.XemIStry.Com

Info@xemistry.com




