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• Uniqueness of submitted entities
• Configurable business rules
• Automatic registration
• Upstream and downstream integration endpoints

Scope
Compound Registration



INPUT STAGING AREA REGISTERED

FIX

FIX



Registration UI

• Form-based 
input

• Basic/advanced 
registration

• Registration 
options

• Live Structure 
Checker/Stereo 
Analyzer



New: Bulk upload improvements

• See own (user) or see 
all (admin) uploads

• Summary of error 
categories

• External bulk update of 
submissions

• Two-step registration
• Bulk submission 

deletion
• PDF report generation



• No-structures are new structure type
• Structure validations omitted for No-

structures
• Bulk upload of No-structures
• Create new No-structure lots by 

mapping PCN during bulk upload

New: Enhancements for No-structures



USAGE SCENARIOS



ELN (e.g. PerkinElmer, 
Arxspan, IDBS)

ActiveMQ
Message Queue

Downstream consumer 
applications

Downstream clientCompound Registration 
REST service

Web Client UI

Other upstream 
systems (e.g. Titian)

Pipeline Pilot
Components

KNIME
(generic REST node)

Database Poller service

Upstream DB

Compound
Registration DB

Data Mart/
Warehouse

Production DB



• Custom ID generators
• Additional Data validators 

and generators
• Application UI links (e.g. 

Inventory system)
• Custom Downstream 

clients

Extension points



On-premise is deployed on local infrastructure

Cloud deployments are hosted on Amazon/Google/etc., 
otherwise identical to on-premise

Compound Registration on AWS Marketplace in 2018
(zero installation, different pricing model)

On-premise vs. cloud deployment



ROADMAP



H1 2019
• Enhancement for 

assigning/reviewing and commenting 
submissions

• User management change (enabling 
user management for internal and 
external users)

• History of all structure changes from 
drawing/import until registration

• Enhance suggestion list to multi-
component structures

H2 2019
• Bulk edits of additional data
• Bulk structure tree modifications 

(merging, splitting compounds)
• Bulk structure deletion
• Users can modify only their own 

registration records
• Agnostic registration and dependent 

requirements 

Roadmap



2019 – Agnostic registration

MRV
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2019 – Agnostic registration

MRV

SMILES
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Compound 
Registration

Biomolecule 
Registration
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Registration
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GET IN TOUCH

rknispel@chemaxon.com
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