
4.6.4. Experimental aspects of the reciprocal-space
analysis of aperiodic crystals

4.6.4.1. Data-collection strategies
Theoretically, aperiodic crystals show an infinite number of

reflections within a given diffraction angle, contrary to periodic
crystals. The number of reflections to be included in a structure
analysis of a periodic crystal may be very high (one million for
virus crystals, for instance) but there is no ambiguity in the selection
of reflections to be collected: all Bragg reflections within a limiting

sphere in reciprocal space, usually given by 0 � sin ��� � 0�7 A
� �1

,
are used. All reflections, observed and unobserved, are included to
fit a reliable structure model.

However, for aperiodic crystals it is not possible to collect the
infinite number of dense Bragg reflections within
0 � sin ��� � 0�7 A

� �1
. The number of observable reflections

within this limiting sphere depends only on the spatial and intensity
resolution.

What happens if not all reflections are included in a structure
analysis? How important is the contribution of reflections with large
perpendicular-space components of the diffraction vector which are
weak but densely distributed? These problems are illustrated using
the example of the Fibonacci sequence. An infinite model structure
consisting of Al atoms with isotropic thermal parameter B � 1 A

� 2
,

and distances S � 2�5 A
�

and L � � S, was used for the calculations
(Table 4.6.4.1).

It turns out that 92.6% of the total diffracted intensity of 161 322
reflections is included in the 44 strongest reflections and 99.2% in
the strongest 425 reflections. It is remarkable, however, that in all
the experimental data for icosahedral and decagonal quasicrystals
collected so far, rarely more than 20 to 50 reflections along
reciprocal-lattice lines corresponding to net planes with Fibonacci-

Fig. 4.6.3.37. Perpendicular-space distribution of (a) positive and (b) negative structure factors of the 3D Penrose tiling of the 6D P lattice type decorated
with point atoms (edge lengths of the Penrose unit rhombohedra ar � 5�0 A

�
). The magnitudes of the structure factors are indicated by the diameters of

the filled circles. All reflections are shown within 10�4�F�0��2 � �F�H��2 � �F�0��2 and �6 � hi � 6, i � 1, � � � , 6.

Table 4.6.4.1. Intensity statistics of the Fibonacci chain for a total of 161 322 reflections with �1000 � hi � 1000 and
0 � sin ��� � 2 A

� �1

In the upper line, the number of reflections in the respective interval is given; in the lower line the partial sums
�

I�H� of the intensities I�H� are given as a
percentage of the total diffracted intensity. The F(00) reflection is not included in the sums.

F�H��F�H�max � 0�1 0�1 � F�H��F�H�max � 0�01 0�01 � F�H��F�H�max � 0�001 F�H��F�H�max � 0�001

0 � sin ��� � 0�2 A
� �1

17 148 1505 14 511
�

I�H� 52.53% 2.56% 0.27% 0.03%

0�2 � sin ��� � 0�4 A
� �1 11 107 1066 14 998

�
I�H� 27.03% 2.03% 0.19% 0.02%

0�4 � sin ��� � 0�6 A
� �1 9 64 654 15 456

�
I�H� 9.84% 0.96% 0.12% 0.01%

0�6 � sin ��� � 0�8 A
� �1 6 27 326 15 823

�
I�H� 2.94% 0.34% 0.07% 0.01%

0�8 � sin ��� � 2 A
� �1 1 35 338 96 720

�
I�H� 0.23% 0.79% 0.06% 0.01%

Total sum 44 381 3389 157 508

92.57% 6.67% 0.70% 0.06%
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references

International Tables for Crystallography (2006). Vol. B, Table 4.6.4.1, p. 516.

Copyright © 2006 International Union of Crystallography

http://it.iucr.org/Ba/ch4o6v0001/references/
http://it.iucr.org/Ba/ch4o6v0001/table4o6o4o1/


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (None)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /ColorConversionStrategy /sRGB
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /SyntheticBoldness 1.00
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 524288
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveEPSInfo true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages false
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputCondition ()
  /PDFXRegistryName (http://www.color.org)
  /PDFXTrapped /False

  /DetectCurves 0.100000
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /PreserveDICMYKValues true
  /PreserveFlatness true
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /OK
  /ColorImageMinDownsampleDepth 1
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /OK
  /GrayImageMinDownsampleDepth 2
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /CheckCompliance [
    /None
  ]
  /PDFXOutputConditionIdentifier ()
  /Description <<
    /ENU ()
  >>
>> setdistillerparams
<<
  /HWResolution [300 300]
  /PageSize [641.000 859.000]
>> setpagedevice


