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Table 1S: X-ray data and refinement statistics

Protein Data

Bank (PDB) Refinement Statistics

accession code

Compound 41 Total no. of atoms 3449
X-ray source CHESS F1 (solvent atoms) (153)
Wavelength (A) 0.917 Resolution (A) 1.80
Space group C222, No. of reflections 27,807
Cell constants 87.99, 101.64, (Riree SEY) (1,399)
(a, b, cinA) 66.51 Completeness 99.31
Resolution range 50.00-1.80 (Riree SEL) (5.02)
(last shell) (A) (1.83-1.80) Ruork 0.176
Completeness 99.2 Réree 0.209
(last shell) (%) (99.2) Ramachandran statistics

R 0.051 (0.592 % of residues in

(Iast shell) 05 iavored/disallowed e
Average l/c () 22.39 (1.83) regions)

(last shell) RMSD bond length (A) 0.012
Sigma cut-off (1) I <-3.00 RMSD bond angles (°) 1.28



