International Tables for Crystallography (2006). Vol. G, Section 3.6.5.3.2, p. 152.
3. CIF DATA DEFINITION AND CLASSIFICATION

Example 3.6.5.3. The crystal used in the determination of an Example 3.6.5.4. The growth of HIV-1 protease crystals (PDB
HIV-1 protease structure (PDB SHVP) described using data 5HVP) described with data items in the EXPTL CRYST GROW
items in the EXPTL and EXPTL_CRYSTAL categories. and EXPTL_CRYSTAL_GROW_COMP categories.

_exptl.entry id ' SHVP’

_exptl.crystals number 1 _exptl crystal grow.crystal id 1

_exptl.method 'single-crystal x-ray diffraction’ _exptl crystal grow.method "hanging drop’

_exptl.method details _exptl crystal grow.apparatus 'Linbro plates’

; graphite monochromatized Cu K(alpha) fixed tube _exptl crystal grow.atmosphere 'room air’
and Siemens multiwire detector used _exptl crystal grow.pH 4.7

; _exptl crystal grow.temp 18(3)

_exptl crystal.id 1 _exptl crystal grow.time 'approximately 2 days’

_exptl crystal.colour 'colorless’ _exptl crystal grow.details

_exptl crystal.density percent so0l0.57 ; The dependence on pH for successful crystal growth

_exptl crystal.description 'rectangular plate’ is very sharp. At pH 7.4 only showers of tiny

_exptl crystal.size max 0.30 crystals grew, at pH 7.5 well formed single

_exptl crystal.size mid 0.20 crystals grew, at pH 7.6 no crystallization

_exptl crystal.size_min 0.05 occurred at all.

loop
3.6.5.3.2. Crystal growth _exptl crystal grow_comp. crys tal_id
_exptl crystal grow comp.id
The data items in these categories are as follows: _exptl crystal grow comp.sol id

_exptl crystal grow comp.name

_exptl crystal grow comp.volume

_exptl crystal grow comp.conc

_exptl crystal grow comp.details

1 1 1 'HIV-1 protease’ '0.002 ml’ ‘6 mg/ml’
The protein solution was in a buffer containing
25 mM NaCl, 100 mM NaMES/MES buffer, pH 7.5,

3 mM NaAzide

(@) EXPTL_CRYSTAL_GROW
e exptl crystal grow.crystal id
— _exptl crystal.id

_exptl crystal grow.apparatus
_exptl crystal grow.atmosphere
_exptl crystal grow.details
_exptl crystal grow.method
_exptl crystal grow.method ref
_exptl crystal grow.pH

+ _exptl crystal grow.pressure
_exptl crystal grow.seeding
_exptl crystal grow.seeding ref

+ _exptl crystal grow.temp
_exptl crystal grow.temp details
_exptl crystal grow.time

~

~

1 2 2 'NaCl’ ‘0.200 ml’ ‘4 M’

‘in 3 mM NaAzide’

1 3 2 ’Acetic Acid’ ’0.047 ml’ ’100 mM’
‘in 3 mM NaAzide’

1 4 2 'Na Acetate’ ’0.053 ml’ ‘100 mM’
in 3 mM NaAzide. Buffer components were mixed
to produce a pH of 4.7 according to a ratio
calculated from the pKa. The actual pH of

~

(b) EXPTL_CRYSTAL_GROW_COMP solution 2 was not measured.
e exptl crystal grow comp.crystal id ;

— _exptl crystal.id 1 5 2 ‘'water’ ’0.700 ml’ ‘neat’
e exptl crystal grow comp.id ‘in 3 mM NaAzide’

_exptl crystal grow comp.conc
_exptl crystal grow comp.details
_exptl crystal grow comp.name
_exptl crystal grow comp.sol_id 3.6.6. Analysis
_exptl crystal grow comp.volume

The mmClIF dictionary contributes several new categories and data
The bullet (o) indicates a category key. Where multiple items within a category are items to the REFINE and REFLN category groups. These reflect com-
marked with a bullet, they must be taken together to form a compound key. The mon practices in macromolecular crystallography in refinement
arrow (—) is a reference to a parent data item. Data items marked with a plus (+) and in the handling of experimental observations.
have companion c'iata name.s for the standard uncertai.nty in the reported value, A new category group, the PHASING group, has been introduced
formed by appending the string _esd to the data name listed. . .. . .

to provide a structured description of phasing strategies, as macro-

Crystallization strategies and protocols are very varied and molecular crystallography differs strongly from small-molecule

may not lend themselves to a formal tabulation. Common  crystallography in how phases are determined. The data model
or well defined techniques may be indicated using the data  for phasing in the current version of the mmCIF dictionary cannot
item exptl crystal grow.method, and a literature reference, describe all approaches to phasing yet. Additions and revisions to
where appropriate, may be given using _exptl crystal the data items in the PHASING group of categories are anticipated
grow.method ref. Frequently, however, a detailed description of  in future versions of the dictionary.
methodology is required; this can be given in _exptl crystal
grow.details. Example 3.6.5.4 shows how information about  3.6.6.1. Phasing

strategies that were attempted and proved unsuccessful can The categories describing phasing are as follows:
be recorded. In circumstances such as this, the data item PHASING group
_exptl_crystal grow.pH would record the final pH. Overall description of phasing (§3.6.6.1.1)

Where the crystallization protocol is well defined, it is use- PHASING
ful to list the individual components of the solution in the Phasing via molecular averaging (§3.6.6.1.2)
category EXPTL_CRYSTAL_GROW_COMP. Example 3.6.5.4 labels PHASING AVERAGING
the solutions used as 1 and 2, in accordance with the con- Phasing via isomorphous replacement (§3.6.6.1.3)
vention that solution 1 contains the molecule to be crystallized PHASING ISOMORPHOUS
and solution 2 (and if necessary additional solutions) contains Phasing via multiple-wavelength anomalous dispersion
the precipitant. However, it is permissible and may be prefer- (83.6.6.1.4)
able to use more explicit labels such as ‘well solution’ in the PHASING MAD
_exptl _crystal grow comp.sol id field. PHASHQG:NLAD_CLUST

Copyright © 2006 International Union of Crystallography 152 references


http://it.iucr.org/Ga/ch3o6v0001/references/
http://it.iucr.org/Ga/ch3o6v0001/sec3o6o5o3o2/


<<
  /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


