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Cimetidine:
Structure



Cimetidine:
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Data file



Li0.98Ti2.88O6:
Structure

I. E. Grey, L. M. D. Cranswick, C. Li, L. A. Bursill, and J. L. Peng, J. Solid State Chem., 1998, 138, 74.



Li0.98Ti2.88O6:
.exp file
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Li0.98Ti2.88O6 - less data:
.exp file



Li0.98Ti2.88O6 - less data



Li0.98Ti2.88O6 - less data



Li0.98Ti2.88O6 - less data



Li0.98Ti2.88O6 - less data



Li0.98Ti2.88O6 - less data
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Li0.98Ti2.88O6 - less data



Li0.98Ti2.88O6 – decrease B factor:
.exp file



Li0.98Ti2.88O6 – decrease B factor
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[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
Structure

H. G. Harvey, S. J. Teat, C. C. Tang, L. M. Cranswick and M. P. Attfield, Inorg. Chem., 2003, 42, 2428.



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
.exp file
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[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
No Fourier recycling .exp file



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
No Fourier recycling



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
No Fourier recycling



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
No Fourier recycling



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
No Fourier recycling



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
Le Bail fit using GSAS



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction hkl file



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction .exp file



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction



[C3H7NH3][AlF((HO)O2PC2H4PO3)]:
External Extraction



Summary

• Adjust emphasis of high angle data
» Cut data range
» Varying overall thermal factor

• Look at starting (un-recycled) solution
• Intensity extraction

• Other:
» Increase number of reflection used in phasing
» Look at other trial solutions with similar CFOM
» Other strategies used in direct methods
» http://www.ba.cnr.it/IRMEC/SirWare.html


