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Unconditional structure factor
probability distributions (Wilson)
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Centic/acentric are 
distinctly different!
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Normalized structure factors E

Based on point atoms
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Normalized structure factor
probability distributions

centric

acentric

<E>-values can be used to 
identify centric structures  

1
222

( ) exp
2

E
P E


     

   

 2( ) 2 expP E E E  

BMC Chapter 7 – Copyrighted Material B. Rupp 2010 21 / 31               Web sampler

y

Expected mean |E2-1| and R-value  

<|E2-1|> acentric: 0.736

<|E2-1|> centric: 0.986
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Random R-value centric: 0.83

Random R-value acentric: 0.59

CDFs of normalized structure factor
probability distributions

1

2Z 

BMC Chapter 7 – Copyrighted Material B. Rupp 2010 23 / 31               Web sampler

centric

acentric
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The CFDs of normalized structure factors are important in 
the analysis of twinning.

Wilson (overall B-factor) scaling
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The Wilson plot allows to bring experimental data onto an 
common (absolute) scale for later processing and refinement. It 
also may reveal anomalies in the data.
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