BCA Workshop – Experimental Phasing
1)  Experimental phasing requires AT LEAST two differing measurements for each h k l reflection, 
plus a known sub-structure which generates the differences.
Geometric principles are all somewhat similar. 
See textbooks.  Acta Cryst. 2003. $CHTML/pxmaths.html
· Acronyms : SIR  SAD – two measurements only
        (FP(hkl) FPH(hkl))    (FPH(+)   FPH (-) )
· SIRAS MIRAS MAD – three or more measurements 
        (FP    FPH1(+)   FPH1(-) )   
        (FP   FPH1(+)  FPH1(-)   FPH1(+) FPH1(-) 

        (FPH(+)   FPH (-)  (FPH(+)   FPH (-) …..)
2) Experimental phasing requires sufficiently good measurements..

What is “good enough”? 

  Data must pass standard intensity statistics tests. 

Eg Twinned? Anisotropic?  No anomalous signal?

  See SCALA/TRUNCATE loggraphs

         SFCHECK output
3) Are the measurement pairs/ triplets .. compatible? 
What is “compatible”? 

  Are they isomorphous? 

  Are the anomalous measurements consistent?

   See SCALEIT summary and loggraphs
4) Can you find the substructure? No way you can calculate the differences between measurements without it.

Methods to use: Patterson search or Direct Methods.
Both use the observed DIFFERENCES only. No outliers please..

Solutions may be relative to different origins or hand.
5) Are the differences reliable enough to give useable phase information? Does software give realistic error estimates?
6) Can density modification techniques recognise the correct hand and produce an interpretable map?


