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Supplementary Table S1. Statistics for the data collection and model refinement. 

Model name Lobeglitazone-bound PPAR LDB Rosiglitazone-bound PPAR LBD 

A. Data collection 

X-ray source PLS-7A PLS-5C 

X-ray wavelength (Å) 0.97935 0.97960 

Space group P21212 P21212 

Unit cell parameters 

a (Å) 130.96 130.81 

b (Å) 53.17 53.13 

c (Å) 54.86 54.57 

 =  =  () 90 90 

Resolution range (Å) 50.0–2.15 (2.19–2.15) 50.0–2.00 (2.03–2.00) 

Total / unique reflections 97,957 / 21,669 262,323 / 26,589 

Completeness (%) 99.8 (100.0) 99.9 (100.0) 

<I / I> 31.0 (3.6) 53.4 (5.4) 

Rmerge
 (%) 6.8 (51.4) 6.4 (59.1) 

CC1/2 0.962 (0.835) 0.988 (0.986) 

B. Model refinement 

Resolution range (Å) 30.0–2.15 30.0–2.00 

Rwork / Rfree (%) 20.8 / 22.8 20.3 / 23.3 

No. of non-hydrogen atoms 

 Protein 2206 2206 

 Ligand 34 25 

 Water oxygen 113 85 

Average B factor (Å2) 

 Protein 46.7 44.6 

 Ligand 40.0 35.9 

 Water oxygen 49.1 44.8 

R.m.s. deviations from ideal geometry 

 Bond lengths (Å) 0.010 0.012 

 Bond angles () 1.49 1.49 

Ramachandran plot 

 Favored / Outliers (%) 98.5 / 0.0 98.1 / 0.0 

Poor rotamers (%) 0.00 0.00 

Values in parentheses refer to the highest resolution shell. 
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distances in Å. Helix H7 has been omitted to show clear position of rosiglitazone. Cys285 is 

represented in sticks.  
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