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Crystallographic information files (CIFs) are now widely used for recording crystal-structure data in the authorized manner.
Two macros, cif2pdf and E2J, have recently been added to integrated assistance environments for the RIETAN-FP-VENUS
system. Cif2pdf is used to convert CIFs, which are obtained by Ist2cif and refln macros from output files of RIETAN-FP, into

reports with the portable document format (PDF). The resulting PDF files may include (a) graphs such as Rietveld-refinement

patterns, and Williamson—Hall and Halder—Wagner plots output by gnuplot and (b) images such as structural models and three-

dimensional electron- and nuclear-density distributions drawn by VESTA. E2J practically translates LaTeX text files, *.tex,

output by cif2pdf into Japanese by means of a stream editor, sed. A set of files input by cif2pdf and procedures to execute cif2pdf

and E2J are described in detail. These two documentation utilities must enhance the value of the assistance environments greatly.
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Table 2: Fractional coordinates, isotropic atomic displacement parameters, and occupan-
cies in fluorapatite, Cas(POy4)sF. mW denotes an integrated combination of the multi-
plicity and Wyckoff letter.

Site  mW T y z U/A2 g
01  6h  0.3242(3)  04854(3) 1/4 0.0004(9) 1
02 6h 05918(1)  0.4698(1) 1/4 0.0091(9) 1
03 120 0.3392(3)  0.2573(3)  0.0698(3)  0.0106(6) 1
P 6h  0.3973(2)  0.3679(2) 1/4 0.0070(3) 1
Cal  4f  1/3 2/3 0.0013(2)  0.0082(3) 1
Ca2 Gh 0.2418(1) —0.0080(2) 1/4 0.0067(2) 1
F 2 0 0 1/4 0.018(1) 1
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Figure 1: Observed (red), calculated (dark-blue), and difference (blue) patterns resulting

from the Rictveld analysis of fluorapatite. Green vertical bars denote positions of Bragg
reflections.

Fig. 1 Part of the PDF file obtained by cif2pdf from
results of the Rietveld refinement for fluorapatite.

7. %8

4413 RIETAN - VENUS ¥ X 7 A I iR RE 2 $1 &

BN LA BB ILC R 5 2L B L L TE, i

ARG TR L 72 LaTeX SCEALFRREISINZ

- cif2ins & combins |2 £ % hoge.ins O F i ik 7 —
¥ DBAESH) — bV NERT

- hoge.ins DL FH) % —HAE L /z—#HD ) — F b
NEAT & BRFELT L. HONIEEERET 7 7 7
1)V hogelog \—45 1§ 270D = VA7) T
I sda.command

- WinPLOTR [17] & %\ & FOX [18] TH¥ 6 72 B
B oNy 2 75 2 F - 7 7 4 )V hoge.bgr @ hoge.
bkg (EMITHEDONY 7 7T v FEigklL7z7 714
V) O HBZER

- Gnuplot [16] (2815 % pdfcairo ¥ — I FIVOFIH %
W L7z D 7%\ PDF 7 7 A VO E# )

A un OWRAMAFYEE gnuplot TIEE$ 5 720D~
7 1 xdc

ZaBIEA L7z

%37 1% RIETAN- FP - VENUS ¥ 2 7 4 L4 70 &
T LK B EEERTOEBRF EHEE 2 L E &M
WLTBY, ZHEEIEECEDLI)ICBRYTEL N
AAVHF 2= b= TN HEL, —HETOHEE
T A 72 OB X ) FEE O DNE B IR R
MEV, SHROBEMEY 7 MY 2 7 OWBR EHE - H R
BaE U AEmE BT _RGED L TwE v,

5 AR

[1] S. R. Hall, F. H. Allen, I. D. Brown, Acta Crystallogr.,
Sect. A 47 (1991) 655-685.

[2] S.P. Westrip, J. Appl. Crystallogr. 43 (2010) 920-925.

[3] F. Izumi, K. Momma, Solid State Phenom. 130 (2007)
15-20.

[4] BATHGEZ , R, “LaTeX2e FCHIEWAR”, SETH
7 WL, HofrRr Rtk (2017).

[5] K. Momma, F. Izumi, J. Appl. Crystallogr. 44 (2011)
1272-1276.

[6] F. Izumi, R. A. Dilanian, “Recent Research Developments
in Physics,” Vol. 3, Part II, ed. by S. G. Pandalai,
Transworld Research Network, Trivandrum (2002) pp.
699-726.

[7] F. Izumi, Solid State Ionics 172 (2004) 1-6.

[8] http://www.iucr.org/resources/cif/software/ciftex

[9] G. K. Williamson, W. H. Hall, Acta Metall. 1 (1953) 22—
31.

[10] N. C. Halder, C. N. J. Wagner, Acta Crystallogr. 20 (1966)
312-313.

[11] http://www.tug.org/mactex/

[12] http://u0u0.net/CKrE

[13] https://www.tug.org/texlive/acquire-netinstall.html

[14] http://www.artman21.com/jp/jedit_x/

[15] http://hide.maruo.co.jp/software/hidemaru.html

[16] P. K. Janert, “Gnuplot in Action,” 2nd ed., Manning Publ.,
Shelter Island (2016).

[17] T. Roisnel, J. Rodriguez-Carvajal, Mater. Sci. Forum
378-381 (2001) 118-123.

[18] V. Favre-Nicolin, R. Cerny, J. Appl. Crystallogr. 35
(2002) 734-743.



