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DiscoveryGate

The DiscoveryGate 
Solution

Connects scientists to 
many information 
sources, giving them the 
perspective needed to 
decide what to do next.

Integrates, indexes and 
links the three types of 
content sources 
necessary for answering 
discovery questions

A single login

Key Challenge:

Scientific information is 
scattered and is 
typically accessed by 
multiple applications.
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Integrated, Indexed, Linked –
Content and Services

Integration, Indexing and Linking
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Access to Integrated Content – Single 
Interface

Synthetic Methodology
ChemInform Reaction Library
Current Synthetic Methodology
Derwent Journal of Synthetic Methods
ORGSYN Database
MDL Solid-Phase Organic Reactions
MDL Reference Library of Synthetic 

Methodology
ISI Current Chemical Reactions
Integrated Major References Works

Patent sources
Derwent World Patent Index

•Structures are indexed in Compound Index.
•Hyperlink to 3rd party application to view
detailed data

Chemistry Reference
CrossFire Beilstein (not indexed in Compound Index)

CrossFire Gmelin (not indexed in Compound Index)

MDL Patent Chemistry Database
OHS Pure Substance MSDS Database
ISI Index Chemicus

Bioactivity
MDL Data Drug Report
MDL Metabolite Database
MDL Toxicity Database
National Cancer Institute Databases
MDL Comprehensive Medicinal Chemistry
xPharm

Chemical Sourcing and Logistics
MDL Available Chemicals Directory
MDL Screening Compounds Directory
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DiscoveryGate 2.0

• First 12 hits returned as soon as found
• ~8 fold improvement in time to first hits for most searches

• Fewer windows, fewer clicks
• Retire Compound Locator 
• Database pick list as pull down menu in DB Browser

Exploit Indexed content with “Also Found In” links
Circumvents need to directly search Compound Index

• Query highlighting
• Form logic delivers specific queried data
• List handling (save, combine and export/import)
• Export RDFile, table files from all databases
• Grid display of Compound Index searches
• Database View of Compound Index results in DB Browser 
• Properties View of Compound Index results in DB Browser
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(Live DG 2.0 demo)

Start here! ☺
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Drop down pick
list for changing
database to
search
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•Save lists
•Combine lists
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Indexed 
databases
linked based
on common
structures

Commercial availability
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View Supplier
data for
reaction
components
with a 
single click!

Return to 
reaction Db 
with another
click
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“Find similar
reactions”
links
synthetic 
methods
across all
content 



12

Link to
Beilstein
Database to
find 
additional 
examples
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Markush 
structures 
included in 
patent 
records
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Compound Index
Searched using
Database Browser

Grid view of results
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Compound Index
Searched using
Database Browser

Database view

Click to see row
summary
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Click through
databases to
see all 
relevant data
for indexed 
record



Linking from Scopus into 
CrossFire Commander
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From Scopus to CrossFire Commander

Synthetic Methodology
ChemInform Reaction Library
Current Synthetic Methodology
Derwent Journal of Synthetic Methods
ORGSYN Database
MDL Solid-Phase Organic Reactions
MDL Reference Library of Synthetic 

Methodology
ISI Current Chemical Reactions
Integrated Major References Works

Patent sources
Derwent World Patent Index

Chemistry Reference
CrossFire Beilstein (not indexed in Compound Index)

CrossFire Gmelin (not indexed in Compound Index)

MDL Patent Chemistry Database
OHS Pure Substance MSDS Database
ISI Index Chemicus

Bioactivity
MDL Data Drug Report
MDL Metabolite Database
MDL Toxicity Database
National Cancer Institute Databases
MDL Comprehensive Medicinal Chemistry
xPharm

Chemical Sourcing and Logistics
MDL Available Chemicals Directory
MDL Screening Compounds Directory

Chemistry Reference
CrossFire Beilstein (not indexed in Compound Index)

CrossFire Gmelin (not indexed in Compound Index)

MDL Patent Chemistry Database

Accessible via 
CrossFire Commander as well.
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From Scopus to CrossFire Commander

Links to CrossFire Beilstein database via 
CrossFire Commander
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From Scopus to CrossFire Commander:

Compound Summary Page
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View Full Record in CrossFire
Commander
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Benefits for the Information Specialist

Factual data is searchable in DiscoveryGate
- SciFinder displays static properties tables

More than150,000,000 explicitly searchable 
data records

Used to find and compare facts from multiple 
literature or patent records
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Benefits for the Information Specialist
SciFinder property data not searchable

Fully searchable in DiscoveryGate

SciFinder:  See data of interest if you find relevant records
DiscoveryGate:  Use data of interest to find relevant records
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Benefits for the Information Specialist

DiscoveryGate is used in daily workflows to solve problems
- SciFinder provides pointers to literature

DiscoveryGate solutions include
- Chemical Sourcing and Safety
- Chemical Properties
- Chemical Synthesis
- Pharmacology and Bioactivity
- Major Reference Works 

DiscoveryGate Indexes and links to third party databases
- Derwent, ISI, Springer, Thieme

http://creative.gettyimages.com/source/search/ImageEnlarge.aspx?MasterID=dv1761042&s=ImageDetailSearchState|3|5|0|15|2|1|1|0|1|16|60|2000.13c4.0054..000b.26a0.00c0|1|0|%22Organization%3aConcepts%22||1|0&pk=6
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Benefits for the IT Specialist
DiscoveryGate has powerful, easy to use 
administration tools
- Access to DiscoveryGate content is configurable
- Assign data sources to specific user groups
- Secure online administration interface

DiscoveryGate eases IT burden
- No server needed
- No database maintenance or updates

DiscoveryGate integrates with local applications and 
3rd party vendors
- Internal applications- Send-to,  Hop-into, and 

ClassCodes
- Derwent, ISI, Springer, Thieme
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Benefits for Research Management

DiscoveryGate offers more information for your dollar
- Unlimited usage with annual per user pricing

DiscoveryGate provides the big picture – better decision 
making

- Can create compound profiles. Not able to do this with SciFinder

DiscoveryGate maps to scientist’s workflows
- From lead identification to synthesis planning to ADME/Tox

Easily get the information you need from DiscoveryGate 
- Fewer applications to access scientific content
- No need to learn multiple systems
- Mine unfamiliar data sources without training
- Simple queries lead to clear picture of related information
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DiscoveryGate in 2005

Averages 8 times faster to see first hits

Easy administration – centralized authentication

Link common records from different sources

Fewer windows & clicks, easier & more intuitive

Markush structures in Patent Chemistry Database

Hit set manipulation`

http://creative.gettyimages.com/source/search/ImageEnlarge.aspx?MasterID=10154422&s=ImageDetailSearchState|3|5|0|15|2|1|1|0|1|5|60|2000.13c4.0054..000b.26a0.00c0|1|0|%22Speed%22||1|0&pk=6
http://creative.gettyimages.com/source/search/ImageEnlarge.aspx?MasterID=200021796-001&s=ImageDetailSearchState|3|5|0|15|2|1|1|0|1|17|60|2000.13c4.0054..000b.26a0.00c0|1|0|%22Ease%22||1|0&pk=6
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Learning More…

Visit www.discoverygate.com or 
www.mdl.com

http://www.discoverygate.com/
http://www.mdl.com/
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