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Table S1 Data Collection and Refinement Statistics
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Compound 8 Compound 49

Data Collection

Detector/Source Mar M165/ IMCA Mar M165/ IMCA

Wavelength (A) 1.0 1.0

Resolution (A) 2.1(2.17-2.1) 2.4 (2.49-2.0)

Space Group R3 R3

Unit Cell Parameters (A) 82.982.9144.4 81.181.1142.6

No. of reflections 74439 44757

No. of unique reflections 21192 13458

Redundancy 3.5(3.8) 3.3(3.5)

Completeness (%) 97.2 (100.0) 98.8 (100)

Rmerge (%) 7.5(29.0) 5.9 (23.7)

I/a(1) 15.3 (4.1) 18.2 (4.8)
Refinement

Resolution (A) 2.1 2.4

No. of reflections / Reee Set 20404 / 1924 12852 /639

R-factor (%) / Riree (%) 20.8/26.0 209/26.4
R.M.S Deviation from ideal
geometry

Bonds (A) 0.003 0.003

Angles (°) 0.888 0.815
Average B-factors (A?)

Protein 46.6 60.2

Ligand 35.0 46.1
Ramachandran Plot

Preferred Regions (%) 94.6 95.2

Allowed Regions (%) 3.4 41

Disallowed Regions (%) 2 0.7

R, e = Z‘I[ - <I[ >‘/Zli , Where <Ii> is the average of I, over all symmetry equivalents.

, Where |F0| and |FC| are the observed and calculated structure

R, =100Y|F,|-|F.|/3|F,

factor amplitudes, respectively.
The R factor is the R factor calculated for a selected subset of reflections excluded from refinement.

R.M.S.: root mean square deviation.
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Crystallization and Structure Determination

Crystallization and structure determination was carried out essentially as described previously." In case
that the co-crystallization did not yield any crystals, crystals of the arylamide (Compound 1 in [1]) were
soaked overnight of for several days in a solution containing 1-5mM of the compound of interest in DMSO
and a stabilization solution of 25 % PEG3350, 100 mM sodium acetate, pH 5.5, 200 mM Li,SO,4, 5 mM

dithiothreitol.
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