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Table I. Crystallographic data and refinement statistics 

 Native data set 
Thiomersal  derivative 
data setg 

 
Space group P21 (No. 4) P21 (No. 4) 

Cell axes a, b, c and β 
31.9Å, 37.3Å, 56.4Å and 
105.4° 

31.8Å, 37.4Å, 56.5Å and 
105.2° 

Resolution range (outer 
shell) 50.0 (1.60-1.54 Å) 25.0 (1.7-1.66 Å) 

No. of observed reflections 53616 90244 

No. of unique reflections 18705 28522 

Rsym overall(outer shell) a 4.0 %( 18.8%)  4.1% (14.7%) 

I/ (I) overall(outer shell) 14.8 (5.4) 16.2 (7.5) 

Completeness overall(outer 
shell) 97.4% (90.1%) 95.9%(93.1%) 

Phasing power 
(centric/acentric)b 

                                    
0.90/1.14 

RCullis (centric/acentric)c 0.82/0.77 

Figure-of-merit 
(centric/acentric)d 0.16/0.27 

No. of refined atoms   

 protein 1030  

 water 119  

R-factor/free R-factore 0.18/0.22  

R.m.s.d. bond lengths/bond 
anglesf 0.011Å/1.2° 

 

 
 
 

aRsym =∑h∑i│Ii(h) − ‹I(h)›│⁄ ∑h∑iIi(h), where Ii(h) and <I(h)> are the ith and mean measurement of the 
intensity of reflection h. 
bPhasing power=∑FH calc ⁄ ∑│FPH

obs −FPH
calc │, where FH

calc is the calculated heavy atom amplitude and 
FPH

obs and FPH
calc are the observed and calculated heavy atom derivative structure factor amplitudes, 

respectively 
cRCullis=∑│FPH

obs ± FP
obs│−│FH

calc│⁄│∑│FPH
obs − FP

obs│, where FPH
obs is the observed heavy atom 

derivative structure factor amplitude, FP
obs is the observed native structure factor amplitude,  and FH

calc 
is the calculated heavy atom amplitude  
dFigure-of-merit =α |∫>αP(α)exp(iα)dα/∫α P(α)dα|, with α ranging from 0 to 2π. 
eR=∑│FP

obs − FP
calc│⁄ ∑FP

obs
 , where FP

obs and FP
calc  are the  the observed and calculated structure 

factor amplitudes, respectively 
frmsd, root-mean-square-deviation from the parameter set for ideal stereochemistry (Engh and Huber, 
1991) 
gmercury-binding sites were at cysteine 228 
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