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Figure S2: GW9508 bioisosteres structures  
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Table S1: TAK-875 bioisosteres corresponding numbers and pKa values
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Ligand n° Functionnal group pKa Reference

1squaric acid 0.5 1

2amide 25.5 2

3_Hphosphinic acid 1.98 3

3_OHphosphonic acid 2.34 3

4sulfonamide 10.04 3

5sulfonic acid <2 3

6acyl-sulfonamide 4.94 3

7sulfonylurea 5.04 3

8tetrazole 5.09 3

9substituted phenol 7.19 3

10_Ooxazolidine dione (carbamic acid) 5.86 3

10_Sthiazolidine dione 6.19 3

11_Oisoxazole 5.36 1

11_Sisothiazole 4.0-5.0 3

12oxadiazol-5(4H)-one 5.73 3

13hydroxamic acid (2) 8.18 3

14tetramic acid (24) 6.08 3

15tetronic acid 3.8 1

16cyclopentane 1,3-diones (25) 4.01 3
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