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The Importance of Data in Chemistry

Challenges
There is much more information in low-yielding 
reactions than is commonly accepted, and simply 
stating that a reaction gave 0% yield is insufficient 
to learn from. Possible reasons/limitations:
• no remaining starting material and no product;
• most or all of the starting material remains;
• the reaction was not performed as intended;
• Isolated/crude yields reported (see below[2]);
• Conversion as a proxy for yield.
Solution: mandatory statement before closing the experiment (drop-down menu).

Studies on the literature-extracted dataset of ∼2,000 nickel-catalysed C–O 
couplings found that the most important model features implicitly encoded the 
reaction scale or publication type.[3]

Small data regimes 
(98 points!):

Simulating the errors [4]

ML + organic synthesis
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