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Entellect’'s Reaction Workbench:

data foundations
Reaction workbench

- - foundation of clean

-7

Chemists can
consume
models in any
environment

Data Scientists and
Computational
Chemists can
build, train/retrain
& deploy models

Elsevier provides

Reaxys reaction

data

Better predictive reaction chemistry from Reaxys’ solid

Analysis & Prediction

Bench chemists benefit from models that:
« ...can improve their retrosynthesis, de novo molecular
design, reaction predictions etc.
+ ...can be consumed in their preferred application (e.g. ELN)

APIs

Modelling environment

Build/ (re)train
models

Deploy models

API deployment for
consumption in any
environment

Common
cheminformatic, ML
and developer tools

A trusted source of reaction data

= Enrich at the
modelling stage via
Spark with your
proprietary data as
part of a services
package

= Modelling
environment via
Jupyter with CPUs,
GPUs, and storage.

« APIs for deployment
allowing for
continuous update of
model

= Option modeling
consulting from
Elsevier Prof
Services
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