Reaxys
Predictive Retrosynthesis

Optimize
synthesis planning

Reaxys Predictive Retrosynthesis,
powered by Pending.Al, combines
Al with high-quality reaction data
to efficiently deliver innovative
synthesis routes.

This synthesis tool combines three neural networks with

Monte Carlo tree search to quickly generate robust routes.

Tailor searches to project needs

» Price control on starting materials
« Shipping time filter
» Setting route diversity

» Break or protect bonds
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Advancing human progress together



Explore the intuitive interface of Reaxys Predictive Retrosynthesis
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Intermediate 2C: 4-B 5-fluoro-2,3-dimethyl-1H-indole-7-carboxylic acid

Astirred suspension of 4-b Al i ic acid ide (1.00 g, 3.50 mmol) in acetic acid (11.7 mL)
was treated with 2-butanone (1.26 mL, 14.0 mmol) at room temperature.

The mixture was heated at 75° C. for 30 min, forming @ brown solution, then was further heated at 110° C.

After 16 h the mixture was concentrated, and the residue was suspended in EtOAC.

The precipitate was collected by filtration, washed with EtOAc and air dried.

The filtrates were concentrated and the residue was suspended in EtOAc, forming additional precipitate which was col-
lected by filtration, washed with EtOAc and air dried.

The two collected precipitates
brown solid (0.515 g, 51% yield).

Mass spectrum m/z 286, 288 (M+H)". 'H NMR (400 MHz, DMSO-d¢) 8 13.84-12.75 (m, 1H), 10.96 (5, 1H), 7.45 (d, }=9.7 Hz, 1H),
2.40 (5, 3H), 237 (5, 3H).

to provide 4-b fluoro2,3-dimethyl-1H-indol boxylic acid as a
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Scientifically robust predictions

o Link to literature that informed the routes

@ End in purchasable starting materials

@ Access experimental procedures to execute plans

Intuitive experience

o Published, predicted and custom routes in one view

6 Tailor results by editing synthesis routes

G Export easily to collaborate on route design

Customizable

« Integrate reaction data

» Select preferred vendors

 Integrate starting materials

More routes, faster with API

Reaxys Predictive Retrosynthesis offers an API to process
more molecules, faster.

Advance your research with Elsevier’s Reaxys Predictive Retrosynthesis and a portfolio of solutions for pharmaceutical
R&D and chemicals and materials development. Discover, innovate and develop with confidence, supported by trusted
quality information, innovative technology and scientific expertise. Let's shape progress together.

Learn more about Reaxys Predictive Retrosynthesis: elsevier.com/products/reaxys/predictive-retrosynthesis
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