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Overview
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Shared IJC project database setup at Evotec

 Enterprise licenses for server use shared across Abingdon and Hamburg sites

 Dedicated IJC server at Abingdon with Oracle 10g and JChem cartridge

 One Oracle schema per drug discovery project containing project data (currently used 7 live IJC 

shared projects)

 A project IJC schema is connected to each Oracle schema

 Built-in IJC security & roles used for user management

 Deployment to project users via web server URLs
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Project Data Flow

Drug Discovery IJC Project at Evotec
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Schemas

Create Oracle & IJC Schemas

 Create project Oracle user

 Grant JCC_BASIC_ROLE to Oracle user

 Create a new empty IJC project

 Create a new schema in IJC & connect 

to the Oracle project schema
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Data Model

Build project databases in IJC

 Create tables 

 SDFile import of existing data is a convenient 

method 

 Choose cartridge-indexed type for structure 

tables

 Create relationships, indexes, edges & datatrees

 Link tables on CorpID field

 Set constraints on tables & fields

 Create grid & form views

 Create project users and assign roles
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Data Model

Schema Editor view: Data Trees

 SAR data tree contains joined chemistry & 

biology tables, allowing many assay results for 

each assay type per compound structure

Assay 

tables

Structure table fields

Relationships

All Structures

Bioassay ADMET assays

1-n1-n
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Data Model

User view

Data tree with connected 

chemistry & biology data

Shared 

form views

JChem cartridge-indexed 

structure table

Non-structure ADMET assay tables

Non-structure biology 

assay table

Calculations from Oracle views
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Data Model

User view
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User Security

Typical IJC setup for a small drug discovery project

 4 Scientists with Edit Data Role (2 in Abingdon & 

2 in Hamburg)

 Updates made via SDfile (Edit Data Role) with 

auto mapping (SDfiles for loading formatted in 

the Evotec CCD)

 14 Scientists with Read Only Role (ROLE USER) 

across Abingdon and Hamburg

 2 Administrators (1 in Abingdon & 1 in Hamburg) 

with Edit Schema Role

 Built in Admin user used for rebuilding JChem 

tables after software updates & managing users 

and roles
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Deployment

Via shared URLs

 Create users and roles & make all views 

you want to deploy shared

 Use Create Shared Projects wizard to 

generate new configuration files (.ijp and 

.zip files)

 Place configuration files on a web server: 

http://escience/ijc/

 Provide user account with initial password 

and URL e.g. http://escience/ijc/project.ijp

to all of the users

http://escience/ijc/
http://escience/ijc/project.ijp
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Accessing public data

Viewing ChEMBL data



PAGE

Accessing public data

Viewing ChEMBL data through IJC
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Conclusion

Overview and future

 IJC is providing Evotec a valuable resource for storing and sharing Chemistry and Biology data 

for our client projects

 We are using IJC as a replacement for ISIS/Base databases with positive feedback from the 

users

 We are still finding new uses for it!

Future Plans

 Integrate our own calculators & methods into Marvin / IJC

 Integrate more ways of displaying results (graphing, etc.) (coming!)

 Implement user dependent permissions on viewing & editing entities (coming!)

 Improved ways of sharing IJC data with our clients



PAGE

Thank you

 Mike Potterton

 Bob Marmon

 Catherine Reisser

 Jane Couzens

 Anne Pintat

 Steve Courtney

 Mike Mazanetz

 Robert Godemann

 Christian Kirchhoff

 Alex Böcker

 Tim Dudgeon

 IJC Developers
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