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e Preparation

e Loading

e Processing

e \What would help us
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The challenges of loading supplier catalogues

Integrated cyclic process

e Contact Suppliers
— Existing suppliers
— Preferred suppliers
— New suppliers

¢ Receive catalogues
— New catalogues
— Catalogue updates

Receive
e Process
Prepare
e Prepare catalogues
— Convert to SD file
— Name

— Fix errors
— Expire old data

¢ Load catalogue data
— Multiple parallel
processes

PAGE 3
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Suppliers

Sources of information

/2 chemical suppliers - Google Search - Microsoft Internet Explorer provided by Evotec (UK) Ltd.

@?; - '-.l httpe s, google. co.ukfsearch?source=igthl=enarlz=1G1G6L0_ENUK2698q=chemical+supplierstmeta:

Contact details for suppliers

File Edit Yiew Favorites Tools Help

{;f Favorites | {5 @ Suggested Sikes = @ | Web Slice Gallery -

e [Internet

88' v| -‘l chemical suppliers - Goog... X | ..[EVOsource] Search Resulks | @Science | Fe

Web |mages Videos Maps MNews Shopping Mail more v

¢ In house ERP system

. GOU Ie |chemical suppliers Search | 2o
® Preferred Suppllers 8 Search: ©® the web © pages from the UK 4|

® Buyers Web [# Show options...

Best chemical prices

C he m ists CO ntacts ISSU eS www.icis.com/RFQ  Send your free request for quotation to chemical suppliers

The Dow Chemical Company
www.Dow.com  Plastics, Chemicals & Agricultural Products. Learn About Dow Solutions

e Suppliers no longer exist

Alcan Specialty Chemicals
www.alcan-netwaork.com/  Global source for quality chemicals API's and other raw materials

e Mergers and purchases Scientc & Chemical Supplies Ltg

Welcome to Scientific & Chemical Supplies Ltd. We are currently updating our web site with all
of the new 2010 catalogues. All new items are now listed and ...

e Over 300 suppliers on original list to s conl -G S
Industrial Chemicals | Chemical Suppliers | Norkem

arou nd 100 CO ntaCtable Industrial Chemicals, pharmaceutical and intermediates Norkem Your first link in the chemical

chain, Morkem european stockist, distributor and producer of ...
www.norkem.com/ - Cached - Similar

Fisher Scientific - Laboratory supplies & equipment, chemical ...

Fisher Scientific is the UK's leading supplier of laboratory products & laboratory equipment. We
are the only major UK based business who implement chemical ...

Products - Chemicals - Contact Us - Laboratory

www fisher.co.uk/ - Cached - Similar
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Suppliers

Contacting

Contacts
e Personal contact via email

e General contact via email or website
email

e Download files from website

¢ Files sent on CD

Issues

e No reply

e Long delay in reply

e Unsuitable files

e Files corrupt (download or CD)

Useful resources covering chemical companies, products and catalogues.

#] Chemindustry.com
A comprehensive directory and search engine for chemical and related
industry professionals.

#] Chem.com
Contains information about chemical producers and suppliers, MSDS's,
structures, chemicals and chemical equipment for sale.

=] ChemExper Chemical Directory

Searchable by structure and chemical property, contains information about
chemical producers and suppliers, M3D3's, structures, and chemicals for
sale.

&1 ICIS Search
Contains chemical industry news, views, comments, company and product
infarmation and chemical profiles.

#] ChemConnect: Chemical Suppliers Directory and Exchange
Avirtual market place far buyers, suppliers and vendors of chemicals.

#1 Chemicals Technology

Containg, among other resources, information on current projects - an
industry and products and services guide in the field of chemical
technology.

21 sigma Aldrich

FProduces and sells a broad range of biochemicals, organic and inarganic
chemicals and related products. Parent company of Sigma, Aldrich, Fluka
and Supelco.

#1 Chemical Reqgister

Free worldwide supplier database with 15,000 companies and 15,000
products. Database can be browsed and searched by company/chemical
name and CAS Reqgistry Mumber.
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Catalogues

Wide variety

Catalogue types - usable

e SD - preferred format

e DB — convert to SD

e Excel with smiles — convert to SD

e Excel with embedded structures —
convert to SD

e Excel with names — convert to SD
e \WWord with names — convert to SD
Catalogue types - unusable

e Excel with pictures and no names
e \Word with pictures and no names
e PDF

(o A . = 5
(g 5]

catalog [Compatibility Mode] - Microsoft Excel

nme Inse Pag out Formulas Diata Reuvie Viewy Developer Add-Ins
G; TR
G

# Cut

250

86

66111 I-phenylcyclopropanamine HCL 773012-60-3 COHIIN 169.69 &

e 1% @XNHz
87

66121 142-fluorophenyl) cyclopropanamine 886366-30-3 COHI0FN 151.18 97%

88

66131 143-fluorophenyl) cyclopropanamine T64647-70-3 COHI0FN 152.18 97%

— ]
Times NewRom - 10~ | A A7| | = §||@/ | SiWrapText| || Genera I *é‘ %‘:‘7
P_ 123 Copy A — - . d':J . ﬁ
# Format Painter |B IO || || & - A -|||[=E = =||fE ££| El\ﬂerge&&nter |E§ Yo Il wa Foorr:naltéionna as?_; ae‘
Clipboard (F Font F] Alignment Mumb Styles
B505 (2 Je | 1-(4-chlorophenyl)cyclobutanamine HCl
A B c D E F G
g
. N - - , COOH
71111 2-(aminomethyl}-4-methvlpentanoic acid 100868-07-6 CTHISNQ2 1432 8T% m
83 NHz
N= g
63121 2-{1H-12 4-triazol-1-yl)ethanamine Hydrogenchloride 51444316 C4HEN4 148.63 97% liQN N
\/\N H2
84
H g
42241 1-benzvlpiperidin-3-amine 60407-35-4 CI2HISN2 19028 97% F'h/_ N: ;
85 MNH_
H g
63111 4-methyl-1E-imidazol-2-amine 6633-42-3 C4AHTNS 9712 97% /[ />—NH2
i
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Viewing catalogue data

Checking and preparing for loading

MarvinView

e Checking data

¢ Preparing for loading
e Checking error files

8% supplierCatalogue.sdf - Marvin¥iew 5.3.1
File Edit View Table Tools Help

# structure Cdld Mol Weight Formula Reference Mame Molecular Form.. MoleculariWeighl  CAS Momber |Commercial n

1 245 262 C1gHZOBINO 10017 Dibydro- W N-dime C1SHZ0BIND 246 2669 7743183 Cihydro-H,H-d
ethyl-S.S-diphené ethyl-2,2-diph
yl-2(3H}furanim§ ywl-Z2r3HFfurani
inium bromide % inium bromid.

) e e e P

2 288335 CAFHISFZNZ 10012 1-Bisid-fluoroph £ C1THABFZMNZ 28834012 27452509 1-Bis(dfluorof
eyl imathyl § anylimethyl
piparazine § piperazine 87

4

] 1722248 CEHAGHZOZ 10024 Ethyl é CEHIGNZ0Z 17222723 52258469 Ethyl
4-amino-'1-piper§ G amino-1-pip
idinecarboxylat§ idinecarb ool
e < & 05 %

4 17222498 CEHAGHZOZ 12829 Ethyl é CEHIGNZ0Z 17222723 528558463 Ethyl
damino-1-pipers 4 amino-1-pip
idinecarboxylatg idinecarb ozl
e 4 = 05 %

] 1741992 C10H10NZ0 10029 1-Isopmpy|-2-beé CA0HA10MZ0 1742022 SZO097 26 1-lsopropyl-2-1
nzimidazolidino: nzimidazaolidi
ne 2 ne 99%

i i
5] 21066 CAOH1MCINZO | 10020 1-i2-Chlaroprop é CAOHCINZD | 29066215 GZ7E0296 A-(2-Chlorapre
[ vl}2-benzimida§ wlF2-benzimic
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Add IUPAC names for all structures

Naming

ACD Structure to name
e All structures are named

~

e Consistent searches on name
e Catalogue names Soon to be

e Supplier names replaced by
ChemAxon

Structure to Name
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Combining data in Instant JChem

Preparing for loading

Combining data
e Instant JChem
e Text Editors

e Excel

nstant JChem 5.3.1

Edit Wiew Search Data Lists Tools ‘Window Help
= Sk v - = i i 1
delaalx»E9 T HEHE
E‘ Welcome = Ig‘Grid wiew For SupplierCatalogue x]
B | Query Browse |E | M B X | @G| 8|
£
g CdId Struckure Mal Weight Formula Reference Mame Molecular Molecular CAS Mumber | Commercial | Purity Package Size Price GEP
0
-E-—{ C18H20BrMNG 10017 Dihedro- C1EH20BrNC Dihedro- 95% 5 GR 47.7
o O I, M-dimetheyl- I, I-dimethyl-
=] 3,3-diphenyl- 3,3-diphenyl-
1 1 346,26 2(3H) 346,27 37,743,183 [2(3H)
- ~Furanirminiurn -Furanirminium
° T oe bramide bramide
oy, 95%
H CI17HIEFENZ  |10015 1-Bis({ C17H18F2MZ 1-Bis({ 7% 1GR; 10 GR 20.2; 107.2
( j 4-Fluoropheny 4-Fluoropheny
" [inethyl [inethyl
z z 258,33 piperazing 258,34 27,469,609 |piperazine
sae
] CEH16NZO0Z 10024 Ethyl 4- CEH1BM202 Ethyl 4- Q5% SML 25 ML 22.6; 73.6
anino- anino-
1-piperidineca 1-piperidineca
3 3 172.22 rhaeylate 172.23 58,859,464 |rboylate
N 95%
o -ZJACAJ
] CEHI6NZOZ 18929 Ethyl 4- CEH1BM202 Ethyl 4- Q5% S GR 22,6
anino- anino-
1-piperidineca 1-piperidineca
4 4 172,22 rhoxylate 172,23 58,859,464 |rboxylate
o 95%
P o e,
CH, C10HIONZO (10029 1-Isopropyl-  |CLOH1OMZD 1-Isopropyl-  |99% 5 GR; 25 GR 64.2; 206.1
JJ\ 2-benzimidazo 2-benzimidazo
" cH lidinone lidinone
5 5 | /& 174,20 174,20 52,009,726 |ag,
N s}
H
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Mapping catalogue data to data model

XML file

. (?Eml wersion="1.0" encoding="UTF-8" =standalone="yez="7:>
XM L FI |e ¢mappingFile Emlns="http: -~ zEmnl . evotec. con schema-mapping-config”:
{zource:Supplier Catalogue<-source:r
<conpounddappings:»
- <caszNumnber »CAS Humber<.-caszHumber:

L Every Catalogue haS an XML flle {compoundHane >Commnercial name<-compoundHame:
{compoundHamsi ]l ternate»Nane< “compoundlamnsil ternate:
<compoundHameil ternaterEvotec ITPAC: “compoundWamedl ternate:
{compoundHamsil ternaterEvotec IUTPAC 1< compoundHameilternate:

e Maps catalogue data to database ¢conpoun

¢hazards:Hazard<-hazards:

Catalogue data is read hazards o ((separater

{iupacHame:Evotec ITPAC: - 1upacHame:>
<micdHunber »MDL number:- mfcdNumber :
Catalogue data mapped ¢/conpoundifappings>
<partHapping=>
¢supplierNamne:>SupplierHames. supplierfame:
<cataloguelNane:Cataloguelamne< “catalogusHane
Catalogue data parsed ¢catalogueType:Building Blocks<~ cataloguseType:
¢meltingPoint:nelting point< meltingPoint:
. ¢boilingPoint:boiling point<-boilingPoint>
Catalogue data written to database <purity>Purity< purity>
¢densityrdenzity{-density:
{paclk >

(ziterlissite:r
¢catalogusHunber »Catalog HNumber< - cataloguseHunber
<packPropertv:>Supplier<-packProperty:
cpackPropertv:Risk< packPropertv:>
{packProperty:Safety< packProperty:
({packProperty:Refractive index<-packProperty:
(packProperty:0Optical activity<~-packFroperty:
<packSizerPackage Size<- packSize:r
<pricerPrice GBEP<- price:
courrencyValue:GEBP < currencyValues:»
{=eparator:; {sseparator:
¢ pack >
{spartHappings:
<omappingFiles
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Catalogue loading

Loader

Loading
e Split into 1000 structure blocks

e Splitter writes .bat file and splits SD file
e Splitter uses ChemAxon API

e Increases loading efficiency

e Eases error reporting

e Eases error processing

e Run from DOS prompt

e Local machine

e Multiple instances running (12)

e 18k loaded/hour

\WINDOWS\system32\cmd.exe

28 Apr 28160 11:53:22
Parts =
28/ Apr 2010 11:53:22
Supplier = ChemTI
e number = UYBB-BB?59
naphtho[2,.1-blthiophe
Point = null Densi
e Unit = null Price
Active = true
28 -Apr 2010 11:53:22
Parts Properties= 8
28/Apr- 28108 11:53:22
result found for the
28/ Apr 20108 11:53:22
woPart 25542276
28 /fpr 2810 11:53:22
. #Loaded: 96. Faile
28 Apr- 28160 11:53:22
andardization CC1CCc2
28/ Apr 2010 11:53:22
ndardization CC1CCcls
28 /fpr 2810 11:53:22
Chiral Centers = 1
28 /Apr- 28160 11:53:22
honds were removed CC
28 Apr 2018 11:53:25
null
28 /fpr 2810 11:53:25
Parts =
28 /Apr-20108 11:53:25
Supplier = ChemTI
e number = UYBBE-BB%2608
—4.5%.6.7-tetrahydro-1
Melting Point = null
i it = null
es = [1 Active = true
28/ Apr 20108 11:53:25
Parts Properties= B
28 /fpr 2810 11:53:25
result found for the
28/Apr- 28160 11:53:25
woPart 25542277
28 /Apr 20108 11:53:25
B, »Loaded: 96, Faile
28 /fApr 2810 11:53:26
andardization CCC1CCc
28 /Apr-20108 11:53:26
ndardization CCC1CCc2

[mainl DEBUG com.evotec.evosource.loader.Loader — Number of

[main]l DEBUG com.evotec.evosource.loader.Loader — part =
Site = Abingdon Catalogue =282 Stock BB Catalog
Compound instance = 20821554 Compound name = 1-chlord

ne—2—carhoxylic acid Boiling Point = null Melting

ty = null Hazard = Pack Size = null Pack 81

= null Currency = null Comments = null Properties = [1

[mainl DEBUG com.evotec.evosource.loader.Loader — Number of

[mainl DEBUG com.evotec.evosource.service.PartService — No
part with Catalogue HNumber:UYBB-BB?59
[mainl DEBUG com.evotec.evosource.loader. Loader — Created 9

émaén] INFO com.evotec.evosource.loader.Loader — Loaded: 99
[mainl] DEBUG com.evotec.evosource.loader.Loader Before St
sclcc2C1XCC0>=0

[mainl DEBUG com.evotec.evosource . loader . Loader After 5t3
c{cc2C12GC0>=0

[mainl DEBUG com.evotec.evosource.loader.Loader — Number of

[mainl DEBUG com.evotec.evosource.loader.Loader —
1CCc2sc{ec2C12CC0>=0
[mainl INFO com.evotec.evosource.loader. Loader — Purity is

[mainl DEBUG com.evotec.evosource.loader.Loader — Number of

[Imain]l DEBUG com.evotec.evosource.loader_Loader — part =
Site = Abingdon Catalogue =288% Stock BB
Compound instance = 2356915 Compound name
—benzothiophene—-2-carboxylic acid Boiling Point =
Denszity = null Hazard = Pack Size = null
Price = null Currency = null Comments = null Propert

[mainl DEBUG com.evotec.evosource.loader.Loader — Number of

[mainl DEBUG com.evotec.evosource.service.PartService — No
part with Catalogue NHumber:UYBB-B8768
[mainl DEBUG com.evotec.evosource.loader.Loader — Created g

[mainl INFO com.evotec.evosource.loader.Loader — Loaded: 9§
d: 8

[mainl DEBUG com.evotec.evosource.loader.Loader — Before 84
25c{cc2C1OCC0>=0

[main] DEBUG com.evotec.evosource.loader.Loader — After St3
sc(qc2Cl)C(0)=0
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Standardization

Cleaning the structures

0B\ Development2' EVDsource!\EVDsource-loadersrc\E¥Dsource_Compound_Standardizal

Ble  Heip
il S )

Standardizer e

Contract Group

Dl Dearomatize

Ungroup

Remove Explicit Hydrogens

. Expand Group
Clear Steren
Set Absolute Stereo
Convert Double Bonds
Ammonium
| Convert Wedgs Interpretation
Phosphate

= Dearomatize
e Consistent structures

Expand Stoichiometry

Sufinimide
Expand Group

Map

Hitro
Map Reaction

hitro
Mesomerize:

B Remove Absolute Stereo

e Carried out by Loader

H-Oxides
h-Oxides

. h-Orcides
. Remave Atom Yalues
M-Oxides
Removs Attached Data
NeOxides aromtic
Remove Fragment
M-Oxides
;¥ Remove Explict Hydrogens

Set Absolute Steren

h-Oxides

e 65 transforms so far

heOxides

H-Oxides
Tautomerize

faide
—
Suffone
Sufane
Sufane
- [——
i
[Transform
Hame; Hikro
Scheme | Match Options |,

(Double-click to edit structure)
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Standardization

Example transforms

‘N=N=N

— Ry
N=N N\ -
. —
10=N=—7—13 >
[C..0.5] L _[NLD.S]J
\‘Cq _IN0.513 S

\L [MN,0,5].1
[C.M,0,5]

-~

[C.N.0.5]

+

[M,0,5].3

-~

[C.1.0.5]
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Parent and Version

Finding the salts

Loading

e Compounds are split into components
e Fragments compared to salts table

e Salt ratio stored in salts table

e Compound without salts stored in
structure table

e Compound with salts stored in
compound table

e Chemists require compound
information

e Computational chemists require de-
salted compound information

Marvinsketch 5.3.1

File Edit View Insert Atom Bond Structure Tools Help

§ D0 KWL o Sl

EH

w M

T (o

m @

- E

= - (M

E VECE I

Br|

< (0

| 1| |f151f151515151fif151515151f151515151f151515151fif151f15151f1515151fif15151f151fif1515151515151515151515151 [ »]
O3 G 0 0w

o - 2

PAGE 14
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Error and warning files

Processing errors

Processing error files
e Marvin View

¢ Instant JChem

e Marvin Sketch

o Text editors

e Use DOS to recombine
error files

& supplier_Error.sdf - Marvin¥iew 5.3.1

File Edit “ew Table Tools Help

# | structure Loader_Ermar | Eve
1 The maleoule was found to have a VALENGE ERROR when checking formyl[(hydrosyekappaO)pent-3-en-2-onatod
H.C CC1=COEFIORh@IOTNC=0)Fe1 socoatyot cocostioTosoeot [od b1]

2
o*
o~
A"
3

Misdure found for this compound

The molecule was found to have 2 WALENCE ERROR when checking
CIRhCCICNRACXCICN 1. CACAC=CACCAC=CA L1 CAC=C/CEVC=CA |0110,18,18.22)

di-mu-chlorogtetramethyldithodium - (1Z.523
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What sort of errors do we get?

Errors

File Edit View Table Tools Help

PPPPP

Errors = s

H
e Empty structures " o
¢ Prices mixed with other data [ j/

N

H

¢ Prices and pack sizes together

¢ Inconsistent separators 2 ) e s
e Duplicates with different data N N
e Incorrect stereochemistry [ j)L

e Incorrectly drawn structures :

=]

e Structures with valence errors HC  on

e Incorrect bonding in structures o\\\ro
e Incorrect data — CAS, MFCD N
e Incorrect data — purity etc @/ .
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What do we do with the errors?

To fix or not?

uuuuuuuu

Fixable H Br

\\\\\\\\\\\\\\\\\\\

N
e Structure errors O N l,_;O
e Valence errors 'Q(v4)

e Bonding errors —
e Stereochemical errors

e Mixed pricing and sizing Br
ch, |
Not fixable o
e CAS numbers i N\ I§O
e MFCD numbers -Q(V4)

e Physical data

Br
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Keeping trac

Exce

Keeping track of data
e Loader tracking
e Supplier tracking

@ LI -r [ Supster, Trrker Camesbiilt M - Mt e —
Fagelyod  Fomulss  Daa  Feiew  Vew  Dewoper  hddins ®-0x
::ﬂ s S KW [ ] | S e Geners BIRE A A s ;I:mmﬁln
- E
»:v- F Parmat Paines (BT HER A | [ W[ Svergencene - (- % o | Sondloral Tomk Con_ || Tt Dve ot | - o R
Clipboard o Font Alignment K] Humber = Styles Cells Edting
- @ Ja ubichem 3|
[DIELE] G
F 1 1/ACB Blocks Ltd. 121609, P.O. Box 10 Moscow, Russia, +7 (435) 761-4365, +7 (495) 646-0434
3 0 1 Ace Synthesis LLC, 21-G Olympia Avenue, Suite 10, Wobumn, MA 01801, USA
4 1 1 1 1 Thermo Fisher Scientific, Bishap Meadow Road, Leughberough, LE11 SRG
5 0 1 0 1 Cadogan House, Dantrees, Wildford Ware, Hertfortshire 5G12 85L, UK, Tel: +44 (0) 1279 / 84 32 44
6 0 1 Adesis, Inc., 27 McCullough Drive, New Castle, DE 19720
T Advanced Chemical Intermediates Ltd 0 1 0 1 Advanced Chamical Intermadiates Ltd, The Old Dairy, Tresplatt, Davidstow, Cornwall, PL32 9YD
& AF ChemPh; 0 1 1 ‘! Unit C14, MDC, 33 Alison Cresoent, Shefield, 52 145 UK. Tel +44 114 2530022
9 Alfar Agsar 1 1
10 Alinda 0 1 1 WAllndaT( Lrd.Electrodnaya St. 2, Bidg. 16,111524, Moscow Russia.Tel: +7 [!95] 672-78-13.Fax: +7 (495) 672-78-14 »
11 Allweys 0 0 1AllweysLLC, 11 Melanie Lane, Suite 228, East Hanover, New jersey 07936,
12 Ambnter o 1 Ao SARL 50 van de verslls, 75016 b, France; o 1433 1 4524 4680, Fox ++33 1 4528 6241
13 AMRI o 1 1 1126 Corporate Cirde, Albany, New York 12203, Phone: 518.512.2000, Fax: 518.512.2020
14_ AnalytiCon Discavery 0 1 1 0 Hermannswerder Haus 17, 14473 Potsdam, Germany
15 | Apin Chericals [ 0 1 Apin Chemicals Ltd, 43d Mitan Park, Abingdon, Oxon, OX14 4RU, UK
16 Apalio 1 1 1 1 Apallo Scientific Ltd, Whitefield Rd, Bredbury, Stockport, Cheshire, SK6 20R, Telephone: +44 (0)161 406 0505, Fax: +44 (0)16]
17 Anaspec L] 1 o 12149 OToole Ave., San Jose, CA 95131, Toll-Free: 800-452-5530, Tel: 40B-452-5055, Fax: 408-452-5059
18 Amray Biophama [} 1 0 1 Array BioPharma Inc., 3200 Walnut Street, Boulder, CO 80301
19 ASDI 0 1 1 1 ASDI Group of Comparses, 601 Interchange Bivd., Newark, DE 19711 USA, Telephona: 302-266-6891, Fax: 302-266-8296, Toll
20 Astatech o 1 0 1 ;2525 Pearl Buck Road,Bristol, PA 19007, Tel : +1-215-785-3197, +1-215-785-3247, Fax : +1-215-785.
21 Asinex 0 1 1 1120 Geroev Panfilovtzev Str. Bldg 1, Moscow 125480, Russia, +7 495 780 3415 / +7 495 780 3417, +7 495 780 3418
22 Aflantic Research o 1 L] Atlantic Research Chemicals Ltd, Uit A, Stratton View Business Park, Stratton, Bude, Cornwall, EX23 9NR
23 Aurora fine chemicals 0 1 1 0 Resunghaustr, 49, Graz A-8020, Austria
24 Beta Phamma
25 Bio-Farm: o 1 Bio-Farma Ltd, 44 Alberta St, Greater Manchester, BL3 51D, UK
26 Bislog I.rfcsc 1ence Institute 0 1 1 1 Flughafendamm 9a P.0. Box 107125 0-28071 Bremen
27 Biosynth L) 1 0 1 BIOSYNTH AG, Riethistr. 4, 9422 Staad, Switzerland, P: +41 (0)71 858 20 20, F: +41 (0)71 858 20 30
28 BIOTREND Chemicals 0 1 0 1 BIOTREND Chemikalien GmbH, Im Technologiezentrum Koeln, Eupener Str. 157, D-50933 Koln
29 Borochem o 1 0 1 Borochem, Immeuble Emergence, 7, rue Alfred Kastier
30 Boron Molecular 0 1 0 1 Boron Molecuar Inc, P.0O. Bax 12592, Research Tniangle Park, NC 27709
31 Bridge Orgamics. o 1 0 11311 w.washington St., Vicksburg MI 490971200
32 Butt Park o 0 1 Butt Park Ltd., 21-25 St James St, Okehampton, Devon EX20 1DH
33 | Carbosynth [ 1 0 1 Carbosynth Limited, 8 & 9 Old Station Business Park - Compton - Berkehire - RG20 GNE - UK, Tel: +44 (0)1635 578444. Fax +4
34 ChemBridge corporation 1] 1 1 1 Cheméridge Corporation, 16981 Via Tazon, Suite G, San Diego, CA 92127
35 Chemical Block o 1 1 1 40-144 Leninsky pr., 119334 Moscow Russia
36 Chemivate [} 1 1 0 Chemivate Limited, Unit S, Canal Terrace, Worksop, Nottinghamshire, S80 20F
37 ChemPacthc 0 0 1 ChemPacific Corporation, 6200 Freaport Cantre, Baltimore, Maryland 21224, US
|| 38 Chem Ta1 o 1 1 1 Chemical Technalogies & Investigations Ltd, 28 Vavilova Street, office 554, Moscow, Russia 119991
39 Cheshire Sciences 0 1 1 1 Cheshire Sciences (UK) Ltd Oak Famm Buildings Chester Road Aldford Chester CH3 6H)
4D Chess Fine Organscs o 1 L] 1 CHESS GmbH, Max-Planck-Str. 1, 63169 Mannhesm, Germarny
41 Chali o 01 Chirali B.V. 6525 EC Nmegen, The Netherlands, T: +31 24 363 2194, F: +31 24 365 2259
42  Chirahision o 1 0 1 Chiralvision, g 72, 2333 AL Leiden,
43 Chontech 1 Chontech, Inc., 9 Giovanni Drive, Waterford, CT 06385, USA
44| CNH Technologes. [ 1 0 1CNH Technologies, Inc, 104 Henshaw Street , Woburm, MA 01801
45 Combi Blocks Inc 1] 1 0 1 Combi-Blocks, Inc., 7949 Silverton Avenue, Suite 915, San Diego, CA 92126, USA
46 CombiPhos Catalysts. o o 1 EDn\b\PhlS Catalvsts Inc., P.O. Box 220, Princeton, New Jersey 0B542-0220, usa
47 DSL Chemicals Co 0 0 1111 Shanghai Landmark,409 - 459 Nan Jing Read (E.),Shangl

versgri06  count 22 sum3 |E310) )

9

(D)

Data

Review

LoaderTracking [Compatibility Mode]

View Develaper

Add-Ins.

- Microsoft Excel

-7 X

opy

e | o

(S wiap Text

General -

Tl L

Pl% & Conditi I F it Cell I rt Delete Fi 13 Sort & Find &
aste BIU P EEATETE onditional Format Cel nsert Delete Forma ort & Fin
~# Format Painter ‘ ‘El A | w Formatting - as Table - Siyles= || = - - ZClear™  Fifer~ Select~
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What can’t we load yet?

More challenging data

e PDF catalogues

e Polymers

° StrUCtureS Wlth query 2420 Ci uuuuuuuuuuuuuuuuuuuuuuuuuuuu is(dicarbonylcyelapentadienyliton 3. 08
features (R groups) Té\ )\ \

. 1O \/Fe—Fe\ p

e Compounds with no X \”/ éa
structure (Palm oil) o

e Some organometallic H S RE 01010 - 5 R sy skl et o on e
compounds I

e Mixtures iy ey

The molecule was found to be EMPT when checking | Camaubawax
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What would help us?

Data standardization

Suppliers
e Supply catalogues as SD files

e Keep to a consistent layout
between different catalogues

e Keep the same layout
between issues of catalogues

¢ Follow guidelines for structure
depiction

e Data in separate fields

e Consistent separation of
items in fields

e Data checked for consistency

wwwwwwwww
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Your contact:

Dr Bob Marmon
Senior Scientist

+44.(0).1235 441402
+44.(0).1235 863139
bob.marmon@evotec.com

‘RESEARCH NEVER STOPS’



