Enamine Agro-like set design




What makes the molecule agro-like?

Our analysis of commercialized agrochemicals identified
9 abundant motifs which were used for the selection of
compounds to 9 clusters

Combination of these clusters represents our Agrolike
set of compounds (51671 cmpds)



Cluster # 1. compounds containing >4 atoms of F&CI
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Examples of compounds from the cluster:

NO,
Cl Me OH Me
G
Cl
//S\\
£ O 0

756755897 71205893236

2730402750
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Cluster # 2. S-containing aliphatic cycles

Examples of agrochemicals:
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Examples of compounds from the cluster:
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Cluster # 3. Sulfur containing heteroaromatics

Examples of agrochemicals:

2 L - ¥
N S N I Ya
N posas T YO ek,

Thiadinil Benthiavalicarb Probenazole

Examples of compounds from the cluster:
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Cluster # 4. Privileged functional groups: “Not-for-drugs”
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Cluster 5. Oxo-Azoles/azolines

Examples of agrochemicals:
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Examples of compounds from the cluster:
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Cluster 6. Aliphatic O-containing heterocycles

Examples of agrochemicals:
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Examples of compounds from the cluster:
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Cluster 7. “Active” CI

Examples of agrochemicals:
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Examples of compounds from the cluster:
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Cluster 8. Cyclopropanes

Examples of agrochemicals:

Prothioconazole Cypermethrine

Examples of compounds from the cluster:
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Examples of agrochemicals:
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Examples of compounds from the cluster:
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Other criteria of selection

1) Abundant functional groups (NO,, CO).

2) Abundant heterocycles:
pyridines, pyrimidines, pyrazoles, triazoles, imidazoles.

3) Unique scaffolds/chemotypes
trivial chemotypes were removed

4) Emphasis on High Fsp,
lets escape from “agrochemical Flatland”

5) Physical chemical/structural limitations
Mw <350, cLogP <5, # rings < 4, # rotatable bonds <10



