
X-ray data collection and refinement statistics

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

	PDB code
	8U8K
	8U8J

	Data Collection:
	
	

	Space group
	P212121
	P212121

	Unit cell parameters (Å,°)
	a = 41.98, b = 77.28,
c = 151.54, b = 90.0
	a = 42.10, b = 76.66,
c = 151.97, b = 90.0

	Resolution (Å)

	21.30 – 2.10
2.17 – 2.10
	19.56 – 2.10
2.21 – 2.10

	Unique reflections (last shell)
	29,455
	25,560

	Data Completeness (%) 
	99.5 (21.30 – 2.10)
	86.5 (19.56 – 2.10)

	Data Redundancy 
	6.50
	5.66

	Rsym
	0.15
	0.15

	< I/s(I) >
	4.60 (at 2.09 Å)
	3.66 (at 2.09 Å)

	Refinement program
	PHENIX 1.20.1_4487
	PHENIX 1.20.1_4487

	Rwork, Rfree 
	0.174 , 0.213
	0.177 , 0.227

	Rfree test set
	1497 reflections (5.08%)
	1299 reflections (5.08%)

	Wilson B-factor (Å2)
	25.9
	27.4

	Anisotropy
	0.116
	0.125

	Fo, Fc correlation
	0.95
	0.95

	Total residues
	349
	352

	Total atoms, non-hydrogen
	3,138
	3,131

	Protein atoms, non-hydrogen
	2,858
	2,873

	Ligand heteroatoms
	30
	27

	Water molecules
	250
	231

	Bond length RMSZ
# |Z| > 5
	0.37
0 / 2898
	0.38
0 / 2913

	Bond angles RMSZ
# |Z| > 5
	0.56
0 / 3924
	0.57
1 / 3944

	Average B, all atoms (Å2)
	27.0
	27.0




