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Experimental Text

Easy relevance check
� Example Number
� Example Title 
� Example Text
� Spectral Data (Product)
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InfoChem Reaction Classification

Reaction Similarity: Narrow ClassCode
Reaction centers and alpha + beta atoms 
and bonds are compared

Reaction Similarity: Medium ClassCode
Reaction centers and alpha atoms 
and bonds are compared

Reaction Similarity: Broad ClassCode
Only reaction centers are comparedN
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All MDL reaction databases are indexed with InfoChem ClassCodes
Similar Reactions have same ClassCode in different databases.

Three levels of reaction similarity: Broad, Medium, Narrow
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Find Similar Reactions in same/other db’s
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Markush Reaction Display*
[* available for patents published Dec 2003 onwards]

Location in Patent*
“Page Number”

Markush Reaction Display
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Competitive Advantages - Compounds

• 1.6 million compoundswith data since 1976

• Strong growth anticipated: ~ 800,000 Compounds/Year

Your Benefit: Compounds rarely covered elsewhere
• 800,000 Prophetic Compounds since 1976

- could be made analogously to given methods

- have a structure, but no data associated 

- normally only accessible via Markush Structure Search
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The following compounds could be prepared according to the similar procedure as Preparation 2 above

Competitive Advantages - Substances

Prophetic Compounds

Compounds with data (e.g. yield, spectra)

Prophetic 
Compounds
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Competitive Advantages - Compounds

Your Benefit:  Better Bioactivity Profiling

� Measured numerical bioactivity data (e.g. IC50, EC50) 
� Toxicology & metabolism data, application & formulation 
� Data export to structure-activity-relationship table (SAR)
� Many Predefined Export Formats
� Definition of own export formats and user-views possible

� Substance profiles: A substance record accumulates data 
from different patents
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Location in Patent*
“Page Number”

Numerical Bioactivity Data*

* On release, available for patents published Dec 2003 onwards
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Export to Structure-Activity-Relationship Table

Predefined Export Forms
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Substance Profile

A substance record accumulates data from different patents
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Agenda

• What is MDL Patent Chemistry Database? 

• Why do users want this database ?

• What will Patent Chemistry Database deliver ?

- Unique content & competitive advantages

• How does this database complement other 
DiscoveryGate sources ? 

- MDL Databases

- Derwent Databases

• Technical Information

• Competitive Advantage Summary

• Value Analysis for ROI Calculation
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NoNoNoYesClaims Text

Other vendorsDiscovery Knowledge DatabasesReaction 
related data

NoYesNoYesExperimental 
Section

NoNoNoDisplay
[Published Dec 2003- ]

Markush
Reactions

Unknown 
number taken 
from ~  70,000 
patents since 
1982

Synthesis of 
> 5,000 selected 
drugs

JSM: ~ 9,000
SPORE: ~ 1,000

>  1,5 Mio structure-
searchable reactions 
from ~ 340.000 
patents since 1976

Patent 
Reactions

SciFinder
(CAS)

Integrity
(Prous)

OtherPatent Chemistry 
Database

Patent 
Coverage

Synergies with other Databases 
- Reactions

Status: June 2004
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Other vendorsDiscovery Knowledge DatabasesCompound 
related Data

Controlled 
vocabulary for 

compound 
properties, 

calculated and 
measured 

physical data, 
no numerical 

bioactivity data

High value thesaurus for 
therapeutic groups and 
diseases, drug Profiles

High Value Thesaurus 
for bioactivity and 

diseases

Measured numerical 
Bioactivity Data 

(EC50,  LD50 etc)
Application, formulation, 
spectral & physical data
[Published Dec 2003- ]

Compound 
Properties

No
(in MARPAT)

No
No

(in MMS)
Display

[Published Dec 2003- ]
Markush
structures

No?NoNo>  800.000Prophetic 
Compounds

Unknown
Number 

(Millions) from 
all areas of 
chemistry 
since 1957

>  150,000 bioactive 
compounds

>  507,000
selected targets

since 1999

>  1,5 M from Org.Chem. 
Patents since 1976

Patent 
compounds

SciFinder
(CAS)

MDDRDerwent WPI / DCR in  
CompoundIndex

“Patent Chemistry 
Database”Patent Coverage

Synergies with other Databases 
- Compounds

Status: June 2004
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Agenda

• What is MDL Patent Chemistry Database? 

• Why do users want this database ?

• What will Patent Chemistry Database deliver ?

- Unique content & competitive advantages

• How does this database complement other 
DiscoveryGate sources ? 

- MDL Databases

- Derwent Databases

• Technical Information

• Competitive Advantage Summary

• Value Analysis for ROI Calculation
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Technical Details
• Database for use with

- CrossFire Direct
- in-house CrossFire Server [delivery via tape, FTP]
- DiscoveryGate

- Database Browser
- CompoundIndex (May 2005)

• Size and Anticipated Yearly Growth
1.5 Million  reactions +  500,000 reactions/year
1.6 Million substances +  800,000 substances/year
340,000 citations +    35,000 citations/year

• Updates / Timeliness
- Bi-weekly updates on CrossFire Direct and DatabaseBrowser
- Semi-automatically indexed patents already 2 weeks after 

publication incl. front-page, claims, many reactions, compounds 
and physical data 

- Fully indexed record a few weeks later incl. Markush structures/ 
reactions and bioactivity data
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After ~ 2 weeks Semi-automatical indexed record in db
Front-page, claims, many compounds, 
many reactions, physical data

* In the first year after release some manual indexed records may be 
delayed as final productivity has not been reached yet. 

Patent 
Publication

Update Process – Final Database*

Manual indexed record in db
+  More reactions/compounds,
+  Markush structures/reactions,
+  Bioactivity/application data

Goal: ~  2 weeks
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Added Value Content by time

* Publication <  Dec 2003 : Selected reactions (which have data) & selected substances including prophetic compounds 
* Publication > =  Dec 2003: All compounds/reactions with data; selected prophetic compounds & analogous reactions

1976 (semi-automatically indexed) Dec 2003 (manually indexed)Patent
Publication 
Year

Markush Structure Display 
Application & Formulation
Bioactivity Data (e.g. IC50)
Metabolism, Toxicity (LD50)

Substances*
Spectral Data (Signals) & Phys. Data 
Prophetic Compounds

Markush Reaction Display
Reactions*
Reaction Scheme (structure searchable), 
Example Text, InfoChem Class Codes

Markush Structure Display
Markush Reaction Display

Citations
Bibliographic Data, IPC, Title, Abstract
Claim Text
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Alert Service – to stay up-to-date

Alert 
Conditions
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CrossFire Commander 7.0 SP1
For CrossFire users of MDL Patent Chemistry Database is recommended:
CrossFire Commander 7.0 SP1 (= “patent-enabled“ Commander 7)

Not usable for MDL Patent Chemistry Database as the following 
features are mssing:
Markush Display, Grouping/Sorting, Find Similar Reactions, Handling 
of long texts (claims)

Commander 6

Usable, but not recommended for MDL Patent Chemistry DB  
Additional features compared to Commander 6:
Markush display, grouping sorting, Find Similar Reactions, handling 
of long texts, MDL Standard Look&Feel similar to DG

Commander 7.0

Recommended for MDL Patent Chemistry Database
=  Standard-version Commander 7 plusadd. patent-specific files
(help files, predefined export formats, predefined user views, 
predefined search forms (PDS= former EDS)

Commander 7.0 SP1
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Agenda

• What is MDL Patent Chemistry Database? 

• Why do users want this database ?

• What will Patent Chemistry Database deliver ?

- Unique content & competitive advantages

• How does this database complement other 
DiscoveryGate sources ? 

- MDL Databases

- Derwent Databases

• Technical Information

• Competitive Advantage Summary

• Value Analysis for ROI Calculation
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Competitive Advantages - Summary

Easy Relevance Check
� Full Claims Text – searchable together with structures/reactions
� Markush Structure/ Reaction Display*  [Expanded Form: Substituent List]
� Defined Substances related to a Markush structure*  [“Representatives”]

Citations

Better Bioactivity Profiling
� 1.6 Million Structure-Searchable Substances
� Strong growth anticipated: +  800,000/Year
� 800,000 Prophetic Compounds 
� Numerical Bioactivity Data [Structure-Activity-Relationship-Table]*
� Substance Profiles: Properties & reactions accumulated in one record
� Related Markush Structure*
� Compound Identifier in Patent*  & Location in Patent*

Substances

More Effective Synthesis Planning
� 1.5 Million Structure-Searchable Reactions
� Strong growth anticipated: +  500,000 reactions/year
� Complete Experimental Section
� InfoChem ClassCodes [Find/ Group Similar Reactions]
� Markush Reaction Display*
� Location in Patent*

Reactions

AdvantageAspect

* For patents published Dec 2003 onwards
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Competitive Advantages - Summary

Better Integration
� Integration into DiscoveryGate
� MDL Standard Look & Feel
� Find Similar Reactions in all MDL databases [InfoChem Class Codes]
� Grouping & Sorting
� Query & Hitset History
� Easy to Use: Find Field Name; Predefined Search Forms
� Expert Search Mode: Command Language [STN Field Names]
� Predefined Export/Report Formats [List and Table Views]

User-Interface

Fixed User Fee [All-You-Can-Eat]
� Subscription; Alert included in Fixed Fee

Costs

� Bi-weekly Update
� Semi-automatically indexed patents already 2 weeks after 

publication incl. front-page, claims, many compounds, 
many reactions and physical data 

� Fully indexed record a few weeks later incl. Markush structures, 
Markush reactions and bioactivity/application data

� Alert Service [Export/Import Alert Profiles]

Timeliness

AdvantageAspect
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Agenda

• Why do users want this database ?

• What will Patent Chemistry Database deliver ?

- Unique content & competitive advantages

• How does this database complement other 
DiscoveryGate sources ? 

- MDL Databases

- Derwent Databases

• Technical Information

• Competitive Advantage Summary

• Value Analysis for ROI Calculation
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Large cost savings
• Easy relevance check

- Full-text access is seldom needed as claim text, 
experimental section, numerical data are given and  
compounds are correlated to their properties.

- Relevance check of 1 patent (~ 15 min): 40 $
20 scientists/5 patents/week: 160,000 $ savings/year

• Cost-free Alert Service
- Alert is included in fixed fee.
- No additional payments for documents/search time.
- 50 Alerts at an official host cost a company 

about 100,000$/year
• Fixed User Fee [“All-you-can-eat”]

No Task Pricing
- Costs independent of search time and number of 

searches / documents

Value Analysis for ROI calculation
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Many Thanks for Your Interest!

Any Questions?


