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b HTE using parallel photoredox screening platform and the design of conditions for the key dehydrogenation step
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Future Beyond Sight

Py 4

Polymorph Detection

Solubility changes can reveal
different polymorphs. Here
is an example of a sulphate
salt in 85% ethanol studied
by UCB pharma using
crystalSCAN. (Courtesy

Dr N Tyrrell, 2005).

Concentration % w/w
()]

® Diss'n A
@ Precipitation 2
A Diss'n B 0
0 10 20 30 40 50 60 70 80
Temperature °C
Scale-Up Data 25
Comparison of MSZW from
2 litres stirred reactor
using 100g of material in § 20
400m| of solvent and the -
CrystalSCAN data with 1 s
to 20mg of material =15
(Courtesy Dr N Tyrrell, 2005). £
(<7}
c
o
A 2 litre stirred 10
reactor
— CrystalSCAN 5
20 25 30 35 40 45 50 55 60

Temperature °C
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Route Design
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IR/Raman/UV-VIS
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OpenChemFlow module
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Feedback, learning

CER R RN R+ BRI A+ N ELE T TR
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8 Reactors in Parallel
H&OH + HNO;—>-HE_oNo, -x-» % ono,

Product By-Product

(Safety Issue)
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: Preparation ___-
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Substrate
2 2
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Solvent m 7

Quench and Neutralization
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Flush H,0 -
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Process for
Individual Reactor Product

Route selection
* Retrosynthetic planning
+ Condition recommendation

Process development Reaction execution
« Specification of residence * Recipe-driven synthesis
times, concentrations + Robotic reconfiguration
« Pathway evaluation

* Module selection * Process monitoring

Target compound

Published % Commercially
i available
reactions
compounds
Synthetic route

e ° A, base o A oreductanl o
o

Planning and execution. A robotically reconfigurable flow chemistry platform performs muiltistep chemical
syntheses planned in part by Al.

A robotic platform for flow synthesis of organic compounds informed by Al planning
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