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====================================================================================================================================
SQUEEZE Statistics on the Difference Map Phasing
================================================================================
 
FcMod  = Average contribution to Fc from discrete model
FcSolv = Average contribution to Fc from solvent region
FcTot  = Average Fc total ( = model + solvent contrib.)
DelMS  = Average Phase difference between model and solvent contrib.
DelMT  = Average Phase difference between model  and combined contrib.
N      = Number of reflections in Sin(Theta)/Lambda range
R(Mod) = SIGMA(ABS(ABS(FcMod) - Fo)) / SIGMA(Fo)
R(Tot) = SIGMA(ABS(ABS(FcTot) - Fo)) / SIGMA(Fo)
 
SinT/L <FcMod> <FcSolv>  <FcTot>    <Fo>  <DelMS> <DelMT>    N  R(Mod) R(Tot)
================================================================================
0.05   177.58    71.89   171.63   186.86   91.30   18.98    90.  0.336  0.093
0.10   126.20    31.78   135.43   141.27   69.13    9.14   564.  0.231  0.074
0.15   144.17    14.55   147.26   151.91   80.05    3.23  1276.  0.115  0.052
0.20    96.02     8.09    94.78    95.88   95.53    6.80  2174.  0.094  0.061
0.25    91.35     4.99    91.47    92.92   90.81    2.78  3250.  0.075  0.060
0.30    81.09     3.56    81.49    81.12   88.58    2.61  4521.  0.065  0.053
0.35    64.11     2.51    64.37    63.83   87.47    2.91  5234.  0.069  0.063
0.40    54.92     2.05    55.11    54.56   87.71    3.00  6015.  0.073  0.066
0.45    48.83     1.92    49.05    48.63   88.82    3.27  5046.  0.077  0.069
0.50    41.48     1.69    41.64    41.46   89.12    4.28  4625.  0.090  0.084
0.55    34.86     1.59    35.02    35.21   91.42    3.95  4581.  0.116  0.110
0.60    27.27     1.40    27.32    27.52   92.63    4.48  3743.  0.157  0.148
0.65    23.43     1.11    23.49    23.97   91.07    3.93   851.  0.182  0.172
 
Comments on and Analysis of the SQUEEZE run
================================================================================
 
- Significant Residual Density Excursion(s) in  the
  Ordered part of the Structure:  -0.7   2.6
 
Note on how to Proceed after SQUEEZE:
================================================================================
- The file .hkp now contains solvent free reflection data.
- Rename this file .hkp to .hkl
- Use this new .hkl file to continue SHELXL refinement with a solvent-free .ins.
- After L.S.-convergence, run PLATON with the new .hkl and .res files
  with the instruction ’CALC FCF’ to produce a final FoFc-CIF on .hkp
- Rename this .hkp file to .fcf.
- Append the .sqf file produced by PLATON (detailing the SQUEEZE results)
  to the .cif produced by SHELXL
================================================================================
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====================================================================================================================================
 
 
                                                          ===========
********************************************************* N O T I C E **************************************************
                                                          ===========
 
- PLATON Reference : Spek, A.L. (2003), J.Appl.Cryst. 36, 7-13
 
- Output Values (Esd) may have been set to 99, 999 or 9999 to Avoid Format Overflow
 
- Derived Parameter SU’s (= Esd’s) may be Incorrect in Cases where Covariances in the Atom Parameters should have been taken
  into Account (e.g. Those Involving Atoms That were Refined with Constraints)
 
- ROUNDING, in particular of the Input Coordinate Data, may give deviating values for derived geometry parameters.
  However, differences should be within the associated esd-range.
 
- PLATON is NOT a Finished Program. The Implementation of Additional Options is Planned. Some of the More Advanced
  Features are Experimental and may Contain Loose Ends.
 
- The Communication of Glitches Encountered will be Appreciated: E-mail: a.l.spek@chem.uu.nl
 
- Recent versions of PLATON may be obtained by Anonymous FTP from xraysoft.chem.uu.nl
 
- More INFO can be found on http://www.cryst.chem.uu.nl/platon/
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====================================================================================================================================
Page - Index
================================================================================
 
Page   1 --- GENERAL
Page   2 --- GEOMETRY
Page   7 --- VOIDS
Page   8 --- ADP-Anal
Page  46 --- SUMMARY
 
 
 
Summary and Remarks : N = NOTE, W = WARNING, E = ERROR
================================================================================
 
N: No S.U.’s (esd) on observed/calculated parameters.
--------------------------------------------------------------------------------
N: Number of Ignored Lines on INPUT ......................................    4
          of which blank in column 1 .....................................    4
N: Total Potential Solvent Accessible Void Vol ..................  1103.9 Ang^3
N: Electron Count / Cell =    177 - To be included in D(calc), F000 & Mol.Wght.
 
================================================================================
 
:: Input Xtal Data from File i10522s.ins - Data Type RES
 
:: NORMAL END of PLATON :    47 Pages on:
:: i10522s.lis (ASCII, 132 Characters Wide)
:: i10522s.lps (PostScript Version of .lis)
:: i10522s.pdf (PDF        Version of .lis)
 
:: SQUEEZE  xyz on :i10522s.sqz
:: SQUEEZE  CIF on :i10522s.sqf


