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Data collection and structure determination

X-ray diffraction data were collected at room tempera-
ture using synchrotron radiation on station 9.6 at
Daresbury SRS (UK) and stations BW7A, X11 and X13 at
EMBL/DESY Hamburg (Germany) (Table 1). The data
were indexed and measured with MOSFLM.49 In all cases
the HSA–drug complexes crystallised isomorphously
with the P1 crystals of defatted HSA obtained previously
in this laboratory.16 The protein model for this structure
(PDB ID, 1e78) was used as a starting model for phasing
of the X-ray data. Themodel, split into its six subdomains,
was first refined as a rigid body using CNS (version 1.1)50

and then subjected to cycles of positional and B-factor
refinement interleaved with manual model corrections in
O.51 Datasets for HSA-myristate–drug complexes were
phased and refined in the same way using the original
HSA-myristate structure (PDB ID 1e7g),3,4 stripped of all
its ligands, as the starting model.
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