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Compound Registration
Scope

Unigueness of submitted entities

Configurable business rules

Automatic registration

Upstream and downstream integration endpoints
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Registration N

Register new compound

Using source REGISTRAR v - Created by rknispel@chemaxon.com - Advanced mode |:m + Virtual Compound ﬁl

PY I O rm - b a S e d Single Structure v View v Q Find Submission Details

No salts or solvates added. LnbRef

H 0]
I n p u t + Add new 234823487

Chemically Significant Text

« Basic/advanced e -] | i
registration ,

(2R)-3-[5-fluoro-2-(4-fluorophenyl)-1H-inc

* Registration
options

° L ive St ru Ct u re Structure Checker Stereo Analyzer
Checker/Stereo N 4

Shipped

g o |

Testing

STEREOCENTERS STEREO DOUBLE BONDS Geometric isomerism
A n a | yZ e r Single known enantiomer None None -
1 Total stereocenters Fixers 0 Total stereo double bonds Fixers
0 Major Major 0 Cross/straight/squiggly Cross

1 Resolved known Major as range 0 E configuration E/Z



New: Bulk upload improvements

~ Registration Upload Staging Search

S ee own (u se r) or see Upload > oxoazole-100k-ijc2-1-A-partd.sdf © o Updte " mOsiate Al Dowmboact>
al I (ad m I n ) u p I Oad S A Processing aborted at 1 4%

Summary of error 221 /15397 S
categories -

External bulk update of
submissions s e s

TWO = Ste p re g i Strati O n Show All Error Categories ~ SELECT ALL GO TO STAGING

B u I k S u b m iSS i O n Unbalanced Charge 20 STRUCTURAL B
.
d e I etl O n Positively Charged Structure 6 STRUCTURAL 5

PDF report generation ..o - .

® 1 Validation Error
B 25 Registered 167 Ready 8 27 Failed B 2 Deleted



New: Enhancements for No-structures
Register new compound .= * No-structures are new structure type

- o * Structure validations omitted for No-
structures

* Bulk upload of No-structures

* Create new No-structure lots by
mapping PCN during bulk upload
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USAGE SCENARIOS



Upstream DB

Data Mart/ -
Web Client Ul Warehouse g
l ——
Database Poller service — I [
I Compound Registration ActiveMQ R Downstream client
Pipeline Pilot i REST service Message Queue
Components l
KNIME a Downstream consumer
(generic REST node) applications
- Compound
e Registration DB
ELN (e.g. PerkinElmer, vv Production DB -
Arxspan, IDBS) V,
——

Other upstream
systems (e.g. Titian)
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Extension points

» Custom ID generators

DETAILS

« Additional Data validators
and generators &

» Application Ul links (e.g. —
Inventory system)

« Custom Downstream pitto mentoy | [vewoeats | [
clients
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On-premise vs. cloud deployment

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) e
o O
awsmarketplace
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Roadmap

D H1 2019 /\

y

Enhancement for » Bulk edits of additional data
assigning/reviewing and commenting « Bulk structure tree modifications
submissions (merging, splitting compounds)
User management change (enabling « Bulk structure deletion

user management for internal and
external users)

History of all structure changes from
drawing/import until registration

Enhance suggestion list to multi-
component structures

» Users can modify only their own
registration records

« Agnostic registration and dependent
requirements
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2019 — Agnostic registration

Perception ID Generator
engine
SMILES
MDL Mol Compound Biomolecule
HELM Registration Registration

FASTA

Small molecules Large molecules
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2019 — Agnostic registration
Perce_ption
engine

Compound Biomolecule ,Other* Next ,Other*
Registration Registration Registration Registration

SMILES
MDL Mol
HELM

FASTA
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Small molecules Large molecules ® ChemAxon



GET IN TOUCH

rknispel@chemaxon.com
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