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Crystallographic Information Files

"The acronym CIF is used both for t@eystallographic Information File, the data
exchange standard file format of Hall, Allen & Bno\{d991), and for the

Crystallographic Information Framework, a broader system of exchange protocols based
on data dictionaries and relational rules expréssibdifferent machine-readable
manifestations, including, but not restricted toystallographic Information File and
XML." IUCR 2006

http://journals.iucr.or g/iucr-top/index.html

CIFTOOLS
CIFCHECK on-line CIF checking routine

http://journals.iucr.or g/ser vices/cif/checkcif.html

Datablock: triazacyclononane

Start a Web browser and pOint tO the Bond precision: C-C = 0.0020 4 TWavelength=0.71073
service above. Find your CIF with the =+ zse zose ooy

browse button and point to the Basic =~ w= = s e
Structure Check. The alert level A is MOt s i ossco 2
important. Here | have notreporteda  &...  &° s
measured density to it gives me the ratio =~ co
outside of range. This is ok. 25 25

Tmin' 0.98¢
rection method= ' MULTI-SCAN'

- . Cok:
My CIF checks out so | can use it in the e same - 2r0
O

next program 5 - 1020 A

The following ALERTS were generated. Each ALERT has the formac
test-name ALERT alert-type alert-level.
Click on the hyperlinks for more details of the test

@nlert level A

DENSYO1 ALERT 1 & The ratio of the calculated to measured crystal demsity
lies outside the range 0.80 <> 1.20
Calculated density = t.z210
Measured demsity = 0.000

enClFer - CIF checking, editing and visualisation softwamm the CCDC

http://www.ccdc.cam.ac.uk/free_services/encifer/

How to use enCl Fer to edit CIF filesfor publication.

X-ray Diffraction Practicals 2



Pomt to file/lopen and input your CIF file. (Thefile should have been ran through
CIFCHECK first. Point to tools/publication
wizard. Input contact information. Next input
— whereyou will publish thedata. | will send thisto
et ok 77045 ACTA CRYST

Cantact author @ ' IJuseth Reibenspies

Email address : I\—re\bensp\es@tamuedu

Contact address

i~ This structure.

% . iz being submitted to a journal far publication.

N ext mta the = iz being submitted to the CCDC as a Private Communication.
au t h ors d C £~ has alieady been publizhed

9798459125 Fannumber: S0

AES| |973-B45-6104

ephane number :

When you finish theyou will seethe CIF will theauthorsand journal. Thisisfineif
you do not send thefileto ACTA CRYST. If you will need some more information.

| have added thisto the CIF.

bate of submission 7-19-2005

Please consider this CIF submission for publication as a
Regular Structural Paper in Acta Crystallographica E.

Hommmmemmeeee TITLE AND AUTHOR LIST

+H*

_publ_section_title

The Crystal and Molecular Structure of 1,4,7-triazacyclononane hydrate

1

_publ_section_title_footnote

¥
—
m
x
3
+*

_publ_section_abstract

The crystal and molecular structure of 1,4,7-triazacyclononane hydrate
has been determined at 110K.

_publ_section_comment

1,4,7-triazacyclononane ([9]aneN~3~) forms a variety of complexes with
metallic and nonmetallic elements and has been extensively reviewed

(Chaudhuri & Wieghardt, 1987). ....

.. (more text not important to this demo)
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three symmetrical hydrogen atoms of the nitrogens may be directed inward
[N3..N3 2.86(2) 3_665] (h10 conformation) as predicted by the molecular
orbital calculations (Dahaoui-Gindrey, Lecomte & Guilard, 1998).
_publ_section_exptl_prep

1,4,7-triazacyclononane was purchased from Aldrich Chemical Company.

The compound was transferred to a clean vial and gently heated past its
melting point (317K) to 320K.

_publ_section_exptl_refinement

Systematic reflection conditions, for the data set, suggested the space
group P-3cl. ..

1

_publ_section_references
Barbour, L.J.,(2001) J. Supramol. Chem. 1, 189-191.

Chaudhuri, P., Wieghardt, K. (1987) Prog. Inorg. Chem. 35, 329-436

_publ_section_figure_captions

Figure 1. View of 1,4,7-triazacyclononane (50% probability
displacement ellipsoids)

_publ_section_acknowledgements

The X-ray diffractometers and crystallographic computing systems

_publ_section_table_legends

Table 1. Fractional atomic coordinates and equivalent
isotropic displacement parameters (\%A"2")

Table 2. Selected geometric parameters (\%A ,\% )

Hommmmmmmmmmanaan SECTION 2. COMPOUND(S) DETAILS #

Whiletyping | made a few mistakesthat enClFer hasfound. First at line 2551 |eft

_exptl_crystal_density_diffrn  1.210
_exptl_crystal
4ol

vl

out the crystal description and at line 268 | |eft

IDEE8ocmiRaDE - ik out the absor ption correction details. On line

| zrr—F 400

CoTergTS - = 19| entered conact instead of contact and at
colllenghc 65RO line 328 | input mixxed instead of mixed. |
celLangle beta 3000 correct these mistakesand point to

_cell_angle_gamma 120.00

ool formua_uri Z 4 check the CIF again. Thistimethereareno
“cell measurement refie used 7 errorsand nowarnings. Savethefileand
cell_measurement_theta_min ? .

:cell:measuremem:lhela:max ? Contl n u e.

_exptl_crystal_description =

_exptl_crystal_colour ¢olorless . . . . :I

il Thevisualize will display .ni.@.,g the

e aram meas |0 structurefor final approval.

density_method ‘not measured'
E_nnn 2019

warnings: 2; ematks: 0

. . | Losding visualse for block: data_tiszacyclononane



Now go to CHECK CIF again and check for mistakes. Now | ask for publication
check. The CIF passesthe morerigoroustest soitsready to go.

PRINTCIF : text layout program
http://journals.iucr.or g/serviced/cif/printcif.html

Goto theon-line program PRINTCIF and input your CIF file. | chooseto seea
PDF filein the Preprint

printCIF style, published in English
with the coordinatesin the
Welcome to printCIF text of thework. When you

SCTF i the CIF typeseting ser e b the TUCs. oo CA view theresultsin adobe
prin is the ese service operated by the r. Y ou may use this forr . .
Document Fermat (pdf) data stream or file, o as a Post3erpt fle. Tou may need and savethefileto your disk.

File Name: If all looks good then the CIF
|F:\W0rk\nunane papefnonane papetf  Browse.. | can be Sent%o the IUCR for

Send file for formatting

Beceive result as & pdffile © pzfile DUbllcatlon-

Select one of the options
& "Preprint” style
C "Galley proof” style

PREVIEW

0 May 2006

Alzo select the language of the paper, and the treatment of atomic coordinates.
Language of paper
@ English ¢ French © German

Location of coordinate tahble (affects preprint only)
' Coordinates printed in Supplementary Material

Al coordinates (mncluding H atoms) in main body
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Another handy program isthe CIF2CIF found in the XSEED package of programs.

Start CIF2CIF and point to Open CIF file. The program will read theinfor mation
fromthe CIF. If
information is
&mecfiie | Missing it will leave
Hsecrre | that lineblank. Itis
& Load Profile Up to yOU to
provided the correct
information where
necessary. Starting
with the Compound
—— Bt ] tabinput the
reaempiens|  Chemical Name.
Skip the M oiety
formula (unlessit is
known) and goto to

Compound WExpEnmenla\] Uit Eel\] Data Enllechnn] Computing | Stucture Refinement | Miscellaneous | RTF Hepnltl

Chemical Name |1, 4, 7-triazacyclononane hydrate

&P Save Profile

Common Mame |nnnane paper

% Clear Al Fields

Moiety Formula |

Chemical Formula |CE H1E M3 00.50

Load Defaults

Expart SHELX File

b IR

[ 1]
m
x

xy the
Compound | Experimental | Unit Cell| Data Collection | Computing | Stiucture Refinement | Miscellaneous  RTF Report ] Exper I mental
=0 CIF Fil
Crystal data for nonane paper: CaH1alT300 50, M7= 138.22, colorless plate, 0.20 = 010 = w tab Add any
010 m,ﬁh’igonal, space group P-3cl (Mo, 165), @ = &=T.282(2), ¢ = 16.523(7) & V= H save OF File Infor matlon you
758.905) A3, Z=4, D.=1.210 glem?, Foon = 308, CCD area detector, MoK o radiation, h =
0.71073 &, T= 110(2E, 2 Gume = 55.0°, 5737 reflections collected, 563 unique (Rint = B Lond P deem necessary
0.0338). The structure was selved and refined using the programs SHELXS-97 (Sheldriclk, and continueto
1990) and SHELXL-97 (Sheldnck, 1997) respectively. The program 3-Seed (Barbour, & Save Profile .
1999 was used as an mtetface to the SHELX programs, and to prepare the figures. Final the U nlt Cel I
Goof = 1023, RI =0.0446 wAR2 = 011335, Rindices based on 459 reflections with I = ) Tab R eat for
2sigmall) (refinement on F2), 57 parameters, 1 restraint. Lp and absorption corrections 5 Clear 1 Filds ' ep
applied, 2= 0.081 ! Load Defaults each tab.
SaveDefauIls Flna”y pOI nt to
the RTF report
Program Options and cr eate a
RTF report.
Expart SHELX File C -
EEEEE opy thisto
| Clipboard and
[¥ General Details @ Create RTF Report Copy to Clipboard i E wit H
| then to your file.
RTF report .

Crystal data for nonane papegHzeN30q56 M = 138.22, colorless plate, 0.2®.10x 0.10 mm, trigonal, space group
P-3c1 (No. 165)a= b= 7.282(2)c = 16.523(7) AV = 758.9(5) R, Z = 4,D. = 1.210 g/cy Fooo = 308, CCD area
detector, MoKt radiation A = 0.71073 A, T = 110(2)K, Bnax= 55.0°, 5737 reflections collected, 563 uniqug R
0.0338). The structure was solved and refinedgusia programs SHELXS-97 (Sheldrick, 1990) and SKIER7
(Sheldrick, 1997) respectively. The program X-S@garbour, 1999) was used as an interface to theLSH
programs, and to prepare the figures. FadF = 1.023,R1 = 0.0446 WwR2 = 0.1185R indices based on 489
reflectiorrlﬁ1 with | >2sigma(l) (refinement 61), 57 parameters, 1 restraint. Lp and absorptiwrections appliedy =
0.081 mm

Use this in the experimental or footnote sectioth la@ sure to add the correct references.
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