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Topics

* Licensing changes

 What's new

* What's coming




License changes (5.4)

+ |JC personal license
« License now needed for usage with local databases
«  Without license IJC can be used as “free viewer”

* |JC Visualisation
« Chart widgets
« Conditional formatting




New in 5.4, 5.5 and 5.6

Visualisation widgets
Conditional formatting
More form widgets

Form builder
Improvements

Cherry picking
Calculated fields

Scripting support

Improved reactor
Training
Improved Markush

R-group
decomposition

Performance
Improvements

More options for
security




Visualisation widgets (5.4, 5.5, 5.6)

* Chart widgets
* Histogram
« Scatter plot
* Radar chart

* Fully integrated with:
« Selection

* Query
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1JC Charting features

Top left

Scatter plot comparing LOGKOW and LOGWSOL and usingring count to
categorise the data.

Top right

Scatter plot comparing atom count and molweight, colouring values by
LOGKOW and the point size specified by LOGWSOL

Middle left

Histogram showing the distribution of molecular weight.

Middle right

Histogram showing the distribution of LOGKOW field, and using ring
count to categorise the data.

Bottom left

Radar chart showing values from 4 different Fields. Only selected rows
are displayed.

Mol matrix (right)

Shows selected items From scatter and histograms. Select a region or a
bar and those selected structures are shown.



Conditional formatting (5.5)
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More form widgets (5.5)
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Form builder improvements (5.5)

* More configurable
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* Move multiple widgets

« Easier formatting




Cherry picking (5.6)

Much easier
approach to

building up lists
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Calculated fields (5.4)

Calculation is a script

Can do something very simple or very complex

Field values injected into script for calculation

Examples

Simple “A + B” formulae
Aggregate data from related tables
Make data from other tables accessible

Call out to external services

]
.;3
ChemAxon €38



Scripting support (5.4, 5.6, 5.6)

« EXxecute scripts on data trees, schemas or forms

« Allows
e Customised import/export
- Data migration
« Custom data processing
*  “Mini-apps”
« Rapid prototyping
« Buttons on forms

* Planned improvements
- Better editor support
* Allow use of external libraries




Improved reactor (5.5)

« Copy fields from reactants to
products
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Training (5.4)

b | O g P Welcome @ ||8 Pubchem grid view as| T logp training 32 E @

Training type LogP

Training input Training set localdb/Pubchem demo

Experimental values :XLogP -
[ Add ChemAxon's data

« General

Cross-validate training set
Validation [ validate with other set

validation set <No entity selected > Browse...

Experimental values
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Tip: To exdude structures from training set, mark them by left
dick, and re-run training.




Improved Markush (5.5, 5.6)

 Faster Markush search

Welcome % ||g Grid view for VMNs & | Markush Enumeration 52 EE=)
Markush structure Query structure Enumerate | Display | Filter | Output
- ?Ha () Full enumerstion
° arkush enumeration 0=§=0 O mrnema
5, @ Markush reduction according to the hit

Expand homology sroups
A el

- Filtering using chemical [
terms expressions

Full enumeration of this structure produces $46442672554€40 (~ 10™15) structures
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R-group decomposition (5.6)
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« Search options for
R-group queries

« Generate Markush
structure from R-
group search results
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Performance improvements

- Faster startup time, especially when database is
on WAN, internet or VPN

* Less chat with the database

« Lower memory footprint for forms

« Further improvements being investigated




More options for security (5.4, 5.5)

Ablility to use database accounts for IJC user

Oracle schema can be specified

More flexible use of LDAP and Active Directory

« Groups in directory can be mapped to 1JC
roles

Filter out 1IJC schema items based on roles




Beyond 5.6 (core)

Performance

More and improved visualisation widgets
- parallel coordinate plot, X-Y plot, curve fits, stats

Improved scripting

Improved manipulation of data from DB
* pivoting, aggregation, joining

Improved display of data in forms
* grouping, matrix display, filtering




Beyond 5.6 (chemistry)

Clustering/grouping
« MCS, hierarchical, scaffold

R-group tables

Markush enumeration browser

Chemical space analysis

Library design




Beyond 5.6 (integration)

Instant JChem (1JC)

AL <—D> - — 1JC web app

Supported DIF Producer
RDBMS

Any Language
capable of
consuming
JSON/XML




What 1s OData?

A Web protocol for querying
and updating data that
provides a way to unlock your
data and free it from silos that
exist in applications today.
OData does this by applying
and building upon Web
technologies such as HTTP,
Atom Publishing protocol and
JSON to provide access to
information from a variety of
applications, services, and
stores

Led by Microsoft

« Supported in Excel 2010,
Sharepoint

Libraries for .NET, Java,
Objective C, PHP,
Javascript, Ruby (and
more)

Pushed by Pistoia as
Interoperabllity standard

http://www.odata.org/




Thank you

 |JC product page

e Forum
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