
















Supplementary Table S1. Crystallographic statistics of the CJ1041C–Ca2+ structure. 

    CJ1041C–Ca2+ form 1  CJ1041C–Ca2+ form 2  

 

Data collection 

Space group   P212121   P1    

Cell parameters   a = 46.40 Å    a = 45.44 Å    

b = 60.63 Å    b = 46.15 Å    

c = 91.73 Å    a = 66.71 Å    

α = 90°    α = 87.38°   

β = 90°    β = 71.02°   

γ = 90°    γ = 81.71°   

Wavelength (Å )  0.9793    0.9793    

Resolution (Å )   30.00–1.50   30.00–2.00   

Highest resolution (Å )  1.53–1.50   2.03–2.00   

No. unique reflections  42,021 (1,907) a   33,428 (1,597) a   

Rmerge 
b    0.139 (0.662) a   0.105 (0.584) a   

Rmeas 
c    0.153 (0.733) a   0.125 (0.715) a    

Rpim 
d    0.062 (0.309) a   0.067 (0.407) a   

CC1/2 
e    0.986 (0.749) a   0.988 (0.710) a    

I/σ(I)    16.9 (1.9) a   9.0 (1.2) a   

Completeness (%)  99.3 (92.6) a   97.8 (94.6) a   

Redundancy   5.9 (5.1) a   3.3 (2.7) a   

 

Refinement 

Resolution (Å )   30.00–1.50   30.00–2.00   

No. of reflections (work) 39,799    31,750    

No. of reflections (test) 2,071    1,666    

Rwork (%) f   17.1    16.0    

Rfree (%) g   19.9    20.1    

No. atoms     

Protein   2,073    4,059    

Ligands   9    18    

Water   211    188    

Average B-value (Å 2)  18.2     25.4    

RMSD bonds (Å )  0.006    0.008    

RMSD angles (°)  0.907    0.971    

Ramachandran h (favored) 93.9%    94.8%    

 (outliers) 0.0%    0.0%    
 

a Numbers in parenthesis were calculated from data of the highest resolution shell. 
b Rmerge = ΣhklΣi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
c Rmeas = Σhkl{N(hkl)/[N(hkl) - 1]}1/2 Σi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
d Rpim = Σhkl{1/[N(hkl) - 1]}1/2 Σi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
e Correlation coefficient between intensities from random half-data sets. 
f Rwork = | |Fobs|-|Fcalc| | / |Fobs|, where Fcalc and Fobs are the calculated and observed structure 

factor amplitudes, respectively. 
g Rfree = as for Rwork, except that 5% of the total reflections were selected at random and omitted 

from refinement. 
h Calculated using MolProbity (http://molprobity.biochem.duke.edu). 



Supplementary Table S2. Crystallographic statistics of the CJ1041C structure in the apo form. 

    CJ1041C form 3  CJ1041C form 4  

 

Data collection 

Space group   P2    C2    

Cell parameters   a = 80.76 Å    a = 141.55 Å    

b = 56.40 Å    b = 56.15 Å    

c = 121.02 Å    a = 80.55 Å    

α = 90°    α = 90°   

β = 97.54°   β = 120.06°   

γ = 90°    γ = 90°   

Wavelength (Å )  0.9793    0.9794    

Resolution (Å )   30.00–2.00   30.00–1.95   

Highest resolution (Å )  2.03–2.00   1.98–1.95   

No. unique reflections  70,660 (2,961) a   38,518 (1,557) a   

Rmerge 
b    0.083 (0.560) a   0.059 (0.458) a   

Rmeas 
c    0.100 (0.672) a   0.071 (0.546) a    

Rpim 
d    0.054 (0.367) a   0.038 (0.294) a   

CC1/2 
e    0.990 (0.694) a   0.997 (0.860) a    

I/σ(I)    12.9 (1.2) a   14.1 (1.3) a   

Completeness (%)  96.5 (81.2) a   96.8 (79.4) a   

Redundancy   3.2 (2.8) a   3.2 (3.0) a   

 

Refinement 

Resolution (Å )   30.00–2.00   30.00–1.95   

No. of reflections (work) 67,072    36,622    

No. of reflections (test) 3,555    1,871    

Rwork (%) f   18.7    21.8    

Rfree (%) g   22.6    25.7    

No. atoms     

Protein   8,119    4,023    

Water   246    131    

Average B-value (Å 2)  41.5     45.2    

RMSD bonds (Å )  0.007    0.008    

RMSD angles (°)  0.975    1.021    

Ramachandran h (favored) 94.6%    93.4%    

 (outliers) 0.0%    0.0%    
 

a Numbers in parenthesis were calculated from data of the highest resolution shell. 
b Rmerge = ΣhklΣi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
c Rmeas = Σhkl{N(hkl)/[N(hkl) - 1]}1/2 Σi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
d Rpim = Σhkl{1/[N(hkl) - 1]}1/2 Σi | Ii(hkl) - <I(hkl)> | / ΣhklΣi Ii(hkl) 
e Correlation coefficient between intensities from random half-data sets. 
f Rwork = | |Fobs|-|Fcalc| | / |Fobs|, where Fcalc and Fobs are the calculated and observed structure 

factor amplitudes, respectively. 
g Rfree = as for Rwork, except that 5% of the total reflections were selected at random and omitted 

from refinement. 
h Calculated using MolProbity (http://molprobity.biochem.duke.edu). 


