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Supplementary Dataset 1 contains a full list of all small molecules used in this study and their structures and 

chemical properties.   
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Supplementary Data Set 1. Structure and properties of small molecules. Hit compounds from the in vivo 

screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition coefficient) were 

calculated using www.molinspiration.com software, which determines the hydrophobic properties of the 

substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: [functional 

group or substructure] followed by possible mechanism of action of PAINS (determined by historical analysis 

of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not always possible to 

allocate a specific functional group or substructure to the PAINS.  
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. JCS-1 contains a 

sub-structural class (carboxypyrimidinone) which although is not specified as problematic by the Baell 2010 

PAINS filters
21

, is structurally related to the cyanopyridone group, which is a PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. Compounds 82 – 109 

contain a sub-structural class (carboxypyrimidinone) which although is not specified as problematic by the 

Baell 2010 PAINS filters
21

, is structurally related to the cyanopyridone group, which is a PAINS. 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 
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Supplementary Data Set 1 continued. Structure and properties of small molecules. Hit compounds from 

the in vivo screen are highlighted in pink. LogP values (the log of the aqueous/hydrophobic partition 

coefficient) were calculated using www.molinspiration.com software, which determines the hydrophobic 

properties of the substituents. Molecules with high positive LogP values have high hydrophobicity. PAINS key: 

[functional group or substructure] followed by possible mechanism of action of PAINS (determined by 

historical analysis of PAINS filters
21, 22

). No = molecule with absence of PAINS substructure. Note: it is not 

always possible to allocate a specific functional group or substructure to the PAINS. Compounds 82 – 109 

contain a sub-structural class (carboxypyrimidinone) which although is not specified as problematic by the 

Baell 2010 PAINS filters
21

, is structurally related to the cyanopyridone group, which is a PAINS. 


