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EVOsource

Suppliers & catalogues

Preparation

Loading

Processing

What would help us

Agenda
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The challenges of loading supplier catalogues

Integrated cyclic process

Process

Contact
Receive

Prepare

Load

Receive catalogues
– New catalogues

– Catalogue updates

Prepare catalogues
– Convert to SD file

– Name
Load catalogue data
– Multiple parallel 

processes

Process
– Fix errors

– Expire old data

Contact Suppliers
– Existing suppliers

– Preferred suppliers

– New suppliers
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Suppliers

Sources of information

Contact details for suppliers

Internet

In house ERP system

Preferred suppliers

Buyers

Chemists contacts issues

Suppliers no longer exist

Mergers and purchases

Over 300 suppliers on original list to 

around 100 contactable
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Suppliers

Contacting

Contacts

Personal contact via email

General contact via email or website 

email

Download files from website

Files sent on CD

Issues

No reply

Long delay in reply

Unsuitable files

Files corrupt (download or CD)
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Catalogues

Wide variety

Catalogue types - usable

SD - preferred format

DB – convert to SD

Excel with smiles – convert to SD

Excel with embedded structures –

convert to SD

Excel with names – convert to SD

Word with names – convert to SD

Catalogue types - unusable

Excel with pictures and no names

Word with pictures and no names

PDF
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Viewing catalogue data

Checking and preparing for loading

MarvinView

Checking data

Preparing for loading

Checking error files
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Add IUPAC names for all structures

Naming

ACD Structure to name

All structures are named

Consistent searches on name

Catalogue names

Supplier names

Soon to be 
replaced by 
ChemAxon 

Structure to Name
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Combining data in Instant JChem

Preparing for loading

Combining data

Instant JChem

Text Editors

Excel
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Mapping catalogue data to data model

XML file

XML File

Every catalogue has an XML file

Maps catalogue data to database

Catalogue data is read

Catalogue data mapped

Catalogue data parsed

Catalogue data written to database
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Catalogue loading

Loader

Loading

Split into 1000 structure blocks

Splitter writes .bat file and splits SD file

Splitter uses ChemAxon API

Increases loading efficiency

Eases error reporting

Eases error processing

Run from DOS prompt

Local machine

Multiple instances running (12)

18k loaded/hour
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Standardization

Cleaning the structures

Standardizer

Business rules

Consistent structures

Carried out by Loader

List of Transforms

65 transforms so far
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Standardization

Example transforms
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Parent and Version

Finding the salts

Loading

Compounds are split into components

Fragments compared to salts table

Salt ratio stored in salts table

Compound without salts stored in 

structure table

Compound with salts stored in 

compound table

Chemists require compound 

information

Computational chemists require de-

salted compound information 
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Error and warning files

Processing errors

Processing error files

Marvin View

Instant JChem

Marvin Sketch

Text editors

Use DOS to recombine 

error files
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What sort of errors do we get?

Errors

Errors

Empty structures

Prices mixed with other data

Prices and pack sizes together

Inconsistent separators

Duplicates with different data

Incorrect stereochemistry

Incorrectly drawn structures

Structures with valence errors

Incorrect bonding in structures

Incorrect data – CAS, MFCD

Incorrect data – purity etc
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What do we do with the errors?

To fix or not?

Fixable

Structure errors

Valence errors

Bonding errors

Stereochemical errors

Mixed pricing and sizing

Not fixable

CAS numbers

MFCD numbers

Physical data
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Keeping track

Excel

Keeping track of data

Loader tracking

Supplier tracking
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What can’t we load yet?

More challenging data

PDF catalogues

Polymers

Structures with query 

features (R groups)

Compounds with no 

structure (Palm oil)

Some organometallic 

compounds

Mixtures
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What would help us?

Data standardization

Suppliers

Supply catalogues as SD files

Keep to a consistent layout 

between different catalogues

Keep the same layout 

between issues of catalogues

Follow guidelines for structure 

depiction

Data in separate fields

Consistent separation of 

items in fields

Data checked for consistency
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