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 Asp + Glu& 
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 Arg + Lys& 
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 2! DE1.000 Å(XFGHIJNQ-HaBLA(XFKLMN(OPQ 

./ A B C D 

PDB ID 3WRZ 

3WS0 3WS1 3WS2 

Metal ion in the 

mother liquor  

0.1 M Na

+

 

0.2 M Ca

2+

 

0.1 M Cs

+

 

0.2 M Ca

2+

 

25 mM Cs

+

 

75 mM Na

+

 

0.2 M Ca

2+

 

10 mM Cs

+

 

90 mM Na

+

 

0.2 M Ca

2+

 

Space group P3

1

  P3

1

  P3

1

  P3

1

  

Unit cell (Å, º) 

a = b = 114.9  

c = 67.6 

α =β = 90 

γ = 120 

a = b = 115.4  

c = 67.7 

α =β = 90 

γ = 120 

a = b = 115.1 

c = 67.3 

α =β = 90 

γ = 120 

a = b = 115.3 

c = 67.5 

α =β = 90 

γ = 120 

Resolution (Å) 

1.80 

(1.85-1.80) 

2.00 

(2.05-2.00) 

1.80 

(1.85-1.80) 

2.10 

(2.15-2.10) 

Redundancy  5.4 (4.8)  3.7 (4.0) 5.7 (5.6) 3.2 (2.4) 

R

merge

(%)  8.3 (26.3)  8.1 (31.2) 4.1 (30.8) 7.9 (40.9) 

Completeness (%)  99.9 (99.4)  97.7 (99.9) 99.2 (98.0) 93.7 (91.5) 

I /sigI (%)  23.1 (15.5)  15.3 (12.4) 18.4 (3.8) 8.7 (1.9) 

R-factor (%)  17.2 (15.3) 19.0 (21.9) 18.5 (20.4) 14.4 (12.5) 

R

free

(%)  22.1 (19.8) 22.4 (26.0) 21.1 (22.8) 17.4 (17.0) 

Metal ions in an 

asymmetric unit 

11 Ca

2+

 

2 Cs

+

 

10 Ca

2+

 

2 Cs

+

 

10 Ca

2+

 

1 Cs

+

 

10 Ca

2+

 


