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Table 1. Statistics of data collection, processing and refinement of the AgamOBP5 structures 

AgamOBP5 Structure (PDB ID) MPD (8BXU) Carvacrol (8BXW) Thymol (8BXV) 

Data collection statistics     

MX Diamond Light Source  0.9762  I04- 0.91587 I04- 0.91587 

Space group P21, Cell dimensions; a,b,c 

(Å) 

 , ,   

33.94 35.51 55.06  

90.00 100.49 90.00 

34.36 36.71 54.66  

90.00 101.77 90.00 

34.24 36.57 54.96 

90.00 100.38 90.00 

Resolution (Å) 54.14 - 1.35  53.51 - 1.30  54.06 - 1.30 

Outermost shell (Å) 1.42-1.35 1.37-1.30 1.37-1.30 

Reflections measured 77102 (11354) 206265 (26351) 200594 (31980) 

Unique reflections 27461 (3964) 32113 (4584) 31153 (4715) 

Completeness % 96.5 (95.9) 97.5 (96.3) 94.3 (97.8) 

Multiplicity 2.8 (2.9) 6.4 (5.7) 6.4 (6.8) 

<I/ I> 12.7 (2.0) 23.5 (7.5) 22.5 (6.7) 

Wilson Plot B-factor (Å2) 17.42 15.3 16.86 

Rsymm 0.036 (0.523) 0.036 (0.171) 0.037 (0.233) 

Rmeas 0.045 (0.641) 0.040 (0.188) 0.040 (0.253) 

CC1/2 0.999 (0.749) 0.999 (0.985) 0.999 (0.980) 

Refinement Statistics     

Final Rcryst / Rfree % 16.57 / 19.41  17.18 / 20.09  18.51 / 22.02  

No. of protein residues 123 123 123 

No. of water molecules in final cycle 126 124 126 

r.m.s. deviation in bond lengths (Å)  0.013 0.015 0.015 

r.m.s. deviation in bond angles (o) 1.89 1.83 1.96 

Average B factor (Å2)    

Protein atoms 21.70 21.76 23.12 

Water molecules 35.11 32.76 33.69 

Ligand molecules 34.14All Ligands, 

24.06MPD1, 

32.20All Ligands, 

45.30MPD 

39.56 All Ligands, 

57.05MPD, 44.21PEU 
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35.12MPD2, 

35.64MPD3, 44.02 PEU 

21.93 Carvacrol Site 

1
 

23.63 Carvacrol Site 

2
 

29.03 Thymol Site 1
 

Ramachandran (u w) plot.  

Residues in most favored regions (%) 

Residues in allowed regions (%)  

  

99.17 

 0.83 

 

100 

 - 

 

100 

 - 

Data collection statistics for the highest-resolution shell are shown in parentheses. 
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