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Figure S1
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Figure S2
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Figure S4
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Figure S5

VTX11e

GDC0994

BVD523

Exposure time (minutes)

ARVADPDHDHTGF (strand β9)
Residues 169-181

0P-ERK2 2P-ERK2

U
pt

ak
e 

(D
al

to
ns

)



Figure S6A
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Figure S6B
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Figure S7
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Figure S8
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Figure S9
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Figure S10
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SUPPLEMENTAL TABLE 
 
 
Table S1.  X-ray data collection and refinement parameters 
 

 2P-ERK2:Inhibitor #8 2P-ERK2:Inhibitor #16 

PDB code TBD TBD 

Data Collection:   
Space group P212121 P212121 

Unit cell parameters (Å,°) a = 41.98, b = 77.28, 
c = 151.54, β = 90.0 

a = 42.10, b = 76.66, 
c = 151.97, β = 90.0 

Resolution range (Å) 21.73 – 2.10 
2.15 – 2.10 

23.82 – 2.10 
2.15 – 2.10 

Number of reflections 27,964 24,273 
Completeness (%) 100 100 
   
Refinement:   
Rwork/Rfree  0.197/0.228 0.187/0.228 
Total residues 556 682 
Total non-hydrogen atoms 3,094 3,229 
Number of protein atoms 2,858 2,873 
Number of water molecules 206 329 
Number of heteroatoms 30 27 
RMSD bond lengths (Å) 0.010 0.009 
RMSD angles (°) 1.17 1.16 
Cruickshank DPI (Å) 0.18 0.21 
   
Average B factors (Å2):   
Average B, overall 31.23 32.56 
Protein 30.88 31.61 
Waters 36.70 41.29 
Ligand 27.17 26.92 
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