
Se-Met  Crystal

Native  Crystal

Space group  

C2221

C2

Cell constants (Å)  

62.77,77.31,148.62,90,90,90

88.56,37.53,48.06,90,122.6,90

1 (remote)

2 (peak)

3 (edge) 

Wavelength (Å)  

0.9795

1.0

Dmin (Å) 

2.27

1.8

Total / unique reflections  

17049

12513

Average redundancy  

anomalous redundancy

7.1(7.8)

3.7(4.1)

3.3(3.7)

Completeness (%)  

99(100)

97(99)

<I>/<I>  

10.3(23.6)

2.6(17.2)

Rsym (%)  

7.4(26)

6.2(40)

Rano (%)  

6.8(25)

Figure of merit 

0.3

refined f' and f''

-9.8,4.2

Refinement statistics

Resolution range (Å)

48-2.2

25-1.8

Number of reflection (working / free )

32085/1620

11767/1177

Number of protein atoms (B-factor, Å2)  

2218 ( 55 )

879 ( 51  )

Metal ions (B-factor, Å2)  

Buffer or salt (B-factor, Å2)  

Number of waters (B-factor, Å2)  

85(55)

109(55)

R.m.s.

       Bond lengths (Å)  

0.005

0.006(

       Angles (°)  

0.752

0.87

Rwork|| (%)/Rfree¶ (%)   

19.8(25.2)

21.3/26.2


 [Frame1] 


Rsym = hi|I(h) - I(h)i|Ihi I(h)i, where I(h) is the mean intensity after rejections. 

§Numbers in parentheses correspond to the highest resolution shell of data, which were 2.28 to 2.2 Å.

|| Rwork = h||Fobs(h)| -|Fcalc(h)||Ih|Fobs(h)|; no I/ cutoff was used during refinement. 

¶ 5.0% of the truncated data set  ( reflections) was excluded from refinement to calculate Rfree. 

