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WFFERR R OBEEE (330) @ Activity of a G protein-coupled receptor (GPCR) is evoked upon
agonist binding via yet unknown dynamics of the protein moiety. We have crystallized
prototypical GPCR rhodopsin, in the presence of some retinal derivatives that would bind
to the surface of the protein and affect the activity. The binding of B-ionone, which is a
truncated form of retinal and is supposed to have some allosteric effect, has been detected
by X-ray diffraction analysis to 2.6 angstroms resolution. This is the first example
demonstrating that the hydrophobic surface of a GPCR could be occupied by a specifically
bound small molecule.
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*1 Data set 1

Data collection

Resolution range, A 50 — 2.6
Unit cell (a=b, c), A* 96.99, 149.8
Twin fraction 0.017
Mosaicity, ° 0.326
Total observations 185254
Unique observations 39801
Rmerge, % (outer shell) 9.50 (50.4)
Completeness, % (outer shell) 93.6 (67.9)
I/ o (1), (outer shell) 14.1 (1.56)
Wilson B factor, A 2 60.7
Refinement
Ruwork 22.3
Riree 26.0
Rmsd bonds 0.008
Rmsd angles 1.20
Occupancy (B-ionone) 0.97,0.94
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