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5.4. CIFTBX: FORTRAN TOOLS FOR MANIPULATING CIFS

Error and warning messages are processed through these three
routines.

(d) Internal service routines:

subroutine dcheck
(name, type, flag, tflag)
logical flag, tflag
character namex* (*),

subroutine eotext

subroutine eoloop

subroutine excat
(sfname, bcname, lbcname)
character* (*) sfname, bcname
integer lbcname

subroutine getitm (name)
character name* (*)

subroutine getstr

subroutine getlin (flag)
character flag*4

subroutine putstr (string)
character string* (*)

type*4

These routines are used internally by the library. The subrou-
tine dcheck validates names against dictionaries. The subroutines
eotext and eoloop are used to ensure termination of loops and text
strings. The subroutines getitm, getstr and get1in extract items,
strings and lines from the input CIF. The subroutine putstxr writes
strings to the output CIF.

(e) Numeric routines:

subroutine ctonum
subroutine putnum (numb, sdev, prec)
double precision numb, sdev, prec

The routine ctonum converts a string to a number and its stan-
dard uncertainty. The subroutine putnum converts a number and
standard uncertainty to an output string.

(f) String manipulation:

subroutine detab

integer function lastnb (str)
character str* (*)

character* (MAXBUF) function locase (name)
character name* (*)

The subroutine detab converts tabs to blanks. The function
lastnb finds the column position of the last non-blank character
in a string. The function 1ocase converts a string to lower case.

(g) Hash-table processing:

subroutine hash find (name, name_list,
chain list, list length, num list,
hash_table, hash length, ifind)
character name* (*),
name_list (list_length)
integer hash length,
chain_list (list_length),
hash table (hash length), ifind
subroutine hash store (name, name list,
chain_list, list_length, num list,
hash table, hash length, ifind)
character namex* (*),
name_list (list length)
integer hash length,
chain list(list_ length),
hash table (hash length), ifind
integer function hash_value (name, hash_ length)
character name* (*)
integer hash_ length

These routines are used to manipulate the internal hash tables
used by the library.
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5.4.12.6. Use of the underscore character

All the externally accessible CIFtbx commands and variables
terminate with the underscore character. This works well on most
systems, but can cause occasional problems, because traditional
Fortran does not include the underscore in the character set and
some operating systems reserve the underscore as a system flag,
for example to distinguish C-language library routines from those
written in Fortran. If conversion is needed, and the local com-
piler allows long variable and subroutine names, then the simplest
approach would be to make a local variant of CIFtbx in which
every occurrence of underscore in a function, subroutine or vari-
able name is changed to a distinctive character pattern (e.g. ‘CIF’
or ‘qq’), but caution is needed, since there are many character
strings used in the library that include the underscore. For exam-
ple, in changing the variable 1oop_ to loopClIF, it would be a mis-
take to change the statement

if (strg_(1:5).eq.’loop_ ')
type_='loop’

to

if (strg_(1:5).eqg.’loopCIF’)
type_='loop’

5.4.12.7. Names longer than six characters

CIFtbx uses some function, subroutine and variable names
longer than six characters to improve readability, but, in most
cases, consistent truncation of all uses of a name to six characters
will not cause any problems.

5.4.12.8. File management

CIFtbx allows the user to read from one CIF while writing to
another. The input CIF is first copied to a direct-access file to
allow random access to desired portions of the input CIF. Since
CIF allows data items to be presented in any order, the alterna-
tives to the use of a direct-access file would have been to cre-
ate memory-resident data structures for the entire CIF or to track
position and make multiple search passes through the file as data
items are requested. When programming for personal and labora-
tory computers with limited memory and which may lack virtual
memory capabilities, assuming the availability of enough mem-
ory for large CIFs would greatly restrict the applications within
which CIFtbx could be used. However, the disk accesses involved
in using a direct-access file slow execution. When working on
larger computers, execution speed can be increased at the expense
of memory by increasing the number of memory-resident pages
(see the parameter NUMPAGE above). If the number of pages times
the number of characters per page (Numcpp) is large enough to hold
the entire CIF, the application will run much faster.

Direct reading of the input CIF, making multiple passes when
data items are requested in a different order to that in which they
are presented in the CIF, is only practical when the number of
out-of-order requests is small and the applications will not need
to be used as a filter, perhaps reading the output of another pro-
gram ‘on-the-fly’. Since we cannot predict the range of applica-
tions and CIFs for which CIFtbx will be used, and direct reading
could become impossibly slow, CIFtbx uses a direct-access file.

The processing of an output CIF is simpler than reading a CIF.
The application determines the order in which the writing is to be
done. No sorting is normally needed. Therefore CIFtbx writes an
output CIF directly.

references


http://it.iucr.org/Ga/ch5o4v0001/references/
http://it.iucr.org/Ga/ch5o4v0001/sec5o4o12o7/


<<
  /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


