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Making Sense for the User is a huge task for any System

Communication: Hearing the request as clearly as possible.

Relevance: Getting to the point as focused as possible.

Simplicity: Keeping your engine where it belongs (under the hood). 

Navigation: Knowing where you are and where you should go next.

Selectivity : Balancing the benefits of brevity and comprehensiveness.

Who does it well in general terms?
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Getting Started: Querying
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Answer: Straight to the Point
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“Whatever you do, it must be new
And never been done before.. “  
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What is Closest to This (Compound/Property/Reaction)..

> .. When my query gives no hits?

> .. When my query gives too many hits?

> .. When my browsing turns up something that interests me?

> .. When I want to know how general This is?
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Navigation: sometimes you need this view..
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.. And sometimes you need this view..
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Navigation: Google uses 2 Axes and a Zoom for Real Space
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(IN & BACK)
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Navigation: Also in Structure/Property/Reaction Space 

Intrinsic and extrinsic properties

Related structures and properties

Precursors Products 

Chemical Structure
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Relate it

Measure it

Make it Modify it

ephedrine

adrenaline

isoprenaline

etc.
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Salbutamol

ephedrine

Intrinsic and extrinsic Properties

Related structures and properties
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Under the Hood: Metrics for Structure/Property Axis 

Example: Chemical Group Classification 
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1

1: Select “Substance and Properties“ to 

search a substance with all its data. 

2: Click „Search“

2

Hard Facts and Brass Tacks: Substance Properties
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2

1. 5 Hits: Salbutamol and its stereo-isomers

2. Physical, spectral, bioactivity, application data 

1

Zoom Back: Substance Overview
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Zoom IN:  Property Overview (e.g. pK)
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Zoom IN:  Biological and Pharmaceutical Data in Depth
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1. Asymmetric catalysis details 

2. Click on „Scopus“ for “cited-by“ 

info for this article or on “Full 

Text“ for PDF from ScienceDirect 

3. Also patent data.. 

2

1

3

Zoom IN: Prep of R-Isomer  Source Document (e.g. Journal)

Copyright Elsevier Properties SA, 2010. All rights reserved. Distribution limited to CICAG participants on www.RSC.Org



Zoom IN to Scopus: Other Relevant Papers 
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Zoom IN to Scopus: Review Articles 
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1

2

1. Experimental reaction procedure 

extracted from the patent 

2. Abstract of this patent document

3. Click on “Full Text“, to link to the 

EspaceNet-patent server

3

Zoom IN: Source Document (Patent)
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In this example you have seen:

> How can Salbutamol be synthesized? 
Process details? Yields? Patents?

> How to buy or synthesize the starting materials? 
Supplier data? Reactions? 

> Are there spectral or physical data to identify the 
compound?

> Which physical, bioactivity and application data does it 
have?

> Which key publications should I read?
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Communication: Hearing the request as clearly as possible.

Relevance: Getting to the point as focused as possible.

Simplicity:  Keeping your engine where it belongs (under the hood). 

Navigation: Knowing where you are and where you should go next.

Selectivity : Balancing the benefits of brevity and comprehensiveness.

Making Sense for the User is a huge task for any System
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Thanks for your attention!             

 I hope it made sense 

Any Questions?..
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