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1 Rationale " 2 The concept of Chemputation

* Reproducibility and falsifiability are foundational for xDL (Chemical Description Language) captures

modern research chemical knowledge in universally readable format

* chemical literature grows exponentially | Together with a hardware graph chemical unit
— Need for new methods to disseminate and validate operations for synthesis can be inferred

synthesis protocols
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3 Universality of xDL Six-way valve
To waste

« Labs with different hardware capabilities develop xDL * -5 Solvents
code together — same molecular output Reagents
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reagent = "substrate”
vessel = "reactor”
amount = “1 mmol [ eq” [> H
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4 Convergent synthesis with ChemTorrents

 Seamless transfers of chemical knowledge with xDL
In collaborative workflows
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5 Cross-platform reproducibility F=
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XxDL code Chemputer Opentronrsar;é@

new reactor.type="reactor” new amine.role="amine">
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Vancouverg 3 ( e s | reactor="new reactor”
| F &Y Wi — _ solvent="THF"
Seac?tt:l? /o C h em p ute r B .l ‘ = == ac %d= "2-Methoxybenzoic acid"
. Y RN N - — | amine="new amine”
| - .8 | standard="Biphenyl™
equiv_amount="6.1 mmol" />
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