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The «must have» of a crystal structure

How to prepare a structure report

Software and tools — simplify your life!




https://journals.iucr.org/e/services/cif/regditems.html

https://journals.iucr.org/e/services/cif/regdata.ntml

http://journals.iucr.org/services/cif/checking/platon_tests.htmi

File check.def - https:/lwww.platonsoft.nl/platon/pl000601.nhtml




RESOLUTION

The theta,,,, of measured reflections should be such that

sin theta, /A exceeds 0.6 Al (i.e. theta, , > 25° for
Mo Kg; theta,,,,, > 67° for Cu Ka).
It is expected that all possible unique reflections out to at

least the specified minimum limits are measured.

@ Alert level A

ITHETMO01 ALERT 3 A| The value of sine(theta max)/wavelength is less than 0.550
Calculated sin(theta max) /wavelength = 0.5401

Wavelength=1.54178 0. = 56.37




http://journals.iucr.org/services/cif/checking/THETM_01.html

CALCULATE
S = SIN [_diffrn_reflns_theta_max] / _diffrn_radiation_wavelength
TEST

IFS < 0.55 issue ALERT A

“"Alert A The value of sine(theta max)/wavelength is less than 0.550"

< 0.575 issue ALERT B

“"Alert B The value of =sine(theta max)/wavelength is less than 0.575"

< 0.59 issue ALERT C

“"ZAlert C The value of sine(theta max)/wavelength is less than 0.590"




COMPLETENESS

_diffrn_measured_fraction_theta max
This is the fraction of unique (symmetry-independent) reflections
measured out to _diffrn_reflns_theta_max. Ideally, this should be as close

to 1.0 as possible.

_diffrn_measured fraction_theta_ full
Fraction of unique (symmetry-independent) reflections
measured out to This has to be

closeto 1.0

is the diffractometer angle at which the measured reflection

count is close to complete.




COMPLETENESS checkCIF/PLATON report

Structure factors have been supplied for datablock(s) I

% tma07Lif - enClFer “ THIS REPORT IS FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE
v : FOR PUBLICATION, IT SHOULD NOT REPLACE THE EXPERTISE OF AN EXPERIENCED

File Edit S5earch Tools Help CRYSTALLOGRAPHIC REFEREE.

DEES ok sRRBRDS

Mo syntax emrors found.  [CIF dictionary]  |[[nterpreting fls repor]

3 — 3 Datablock: I
[Boss: 1 TR EEFRANHO O E A
] 1 i n UL _medair < Bond precision: C-C = 0.0103 & Wavelength=0.70000
diffrn reflns number 34742
Tdiffrn reflns av netI/netl 0.0974 Cell: a=12.472(2) b=1£.173(2) 2=25.790(1)
- — - — i ) alpha=50.927 (1) beta=33.632(3) gamma=95.386 (2}
_diffrn reflns av R eqmivalents 0.0579 Temperature: 100 K
_diffrn reflns limit h min -13
_diffrn reflns limit h max 12 Calculated Reported
diffrn reflns limit k min -19 Volume 53e8.5(12) 596E.3(12)
Aiffrn reflns limit k max 19 Space group T -1 2 -1
Tdiffrn reflns limit 1 min -35 Hall group el Pt
— — _ T . (C128 H152 016 N8}, (C6
_diffrn reflns limit 1 max 36 Moiety formula C128 H148 NE 016, C& H12 12)
diffrn reflns theta min 1.794 Sum formula C134 H1G0 HE 0Olk C134 H1G4 N8 016
_diffrn reflns theta max 25.923 1;; ; ilig[fl ili;”
_diffrn reflns theta full 24.835 L0 . S
_diffrn measured fraction theta max 0.854 Mu (mm-1) 0.074 0.076
_diffrn measured fraction theta fmll| 0.883 FO0O 2296.0 2304.0
_diffrn reflns lLaue measured fraction max 0.854 Fooo’ 2296.85
diffrn reflns Lane measured fraction full  0.883 bk, lmax 15,20,37 13,1536
- — - = — — ] Nref 24375 20813
_diffrn reflns point group measured fraction max 0.854 Tmin, Tmax 0.991,0.954 0.8£2,1.000
_diffrn reflns point group measured fraction full 0.883 Tmin* 0.991
reflns number total 20813
]re_flns number gt 137492 Correction method= # Reported T Limits: Tmin=0.842 Tmax=1.000
_reflns threshold expression 1T » N\g[I}" AbsCozr = MULTI-SCAN
_reflns Friedel coverage 0.000 Data completeness= 0.954 Theta (max) = 25.923
_reflns Friedel fraction maw
reflns Friedel fraction foll . Rireflections)= 0.1423( 12492) wR2 (reflections)= 0.5205( 20813}

g =1.008 Npar= 1432

Data completeness= 1.48/0.86




COMPLETENESS /

@ 2Alert level 2 ¢
IPLAT029 ALERT 3 A| diffrn measured fraction theta full value Low . 0.883 Why?
PLAT(084 ALERT 3 Al High wR2 Value (i.e. = 0.25) ................... 0.52 Report
PLAT201 ALERT 2 Al Isotropic non-H Atoms in Main Residue(s) ....... 23 Report
Cl12B C13B C23A C244 C2GA C264A etc.
PLAT360 ALERT 2 Al Short C(egp3)-C(ep3) Bond C122 - C13A . 1.22 Ang.
PLAT360 ALERT 2 A| Short C(sp3)-C(sp3) Bond C12B - C13B . 1.17 Ang.
[PLAT360 ALERT 2 A| Short C(sp3)-C(sp3) Bond C29D - C30D . 1.21 Ang.
‘PIATril[} ALERT 2 _?15| Short Intra H...H Contact H270 . .H268 . 1.75 Ang.
X,V,2 = 1 555 Check

Alert A: < 0.0939
0.94 < Alert B < 0.959

0.96 <Alert C <0.979

No Alert: > 0.98




EQUIVALENT REFLECTIONS

_diffrn_reflns_av_R_equivalents

ﬁ rint.cif - enCIFer . = _ - -

Sufficient symmetry-equivalent [rie edt serch Tools Help
DEES cak § B IRR B D

g[Ellm:ks:E -]% S @ %%@@
provide a good estimate of the [T o= == vmrmoes

reflections must be measured to

_diffrn measurement method 'profile data from
1 1 ithih diffrn detector area resol mean 22.2222
intensity reproducibility. iomcetector arearesol mean 2

diffrn standards interval count ?
diffrn standards interval time ?

_diffrn standards decay % ?
_diffrn refins nomber 1552895
_diffrn refins av B egnivalents 0.3100 b
The value of R. should _diffrn reflns av sigmal/netl 0.0555
Int _diffrn reflns limit h min —-32
] _diffrn refilns limit h max 32
norma”y be COﬂSlderably _diffrn reflns limit k min ~32
_diffrn refln= limit k max 32
. diffrn refin=s limit 1 min =21
less than 0.10-0.12 and in _diffrn reflns limit 1 max 21
_diffrn refins theta min 1.99
. diffrn refln= theta max 68.25
the order of magnitude of “reflns number total 3828
_reflns nomber gt 31138
reflns threshold expression 2N (1)

the reported R-values




EQUIVALENT REFLECTIONS

ﬁ Alert level A

IRINTAO1 ALERT 3 A| The value of Rint is greater than 0.25
Rint given 0.310

http://journals.iucr.org/services/cif/checking/RINTA_01.html

PROC-NAME: RINTAO1 Type_3

PURPOSE: To check that _diffrn_reflns_av_R_equivalents is within expected limits.

PROCEDURE:
TEST

IF _diffrn_reflns_av_R_equivalents > 0.20 issue ALERT A

"Blert A The walue of Rint is greater than 0.20"

> 0.15 issue ALERT B

"Rlert B The walue of Rint is greater than 0.15"

> 0.10 issue ALERT C

"Blert C The walue of Rint is greater than 0.10"

< 0.0 issue ALERT A

"hlert & The walue of Rint is less than 0.0




FINAL REFINEMENT

_refine_lIs_shift/su_max

This is the largest ratio of the parameter shift to standard uncertainty
after the final round of refinement and is typically within £0.01 if
sufficient least-squares refinement cycles have been employed. A
value above £0.05 is considered unusual and values beyond +0.1 are
a sign of incomplete refinement, unaccounted-for disorder or high

correlation between parameters that should be constrained.

journals.iucr.org/services/cif/checking/SHFSU 01.html

PROC-NAME: SHFSUO1 Type_2
PURPOSE: To check that _refine_|s_shift/su_max is within expected limits.

PROCEDURE:
TEST
IF |_refine_|s_shift/su_max| > 0.20 issue ALERT A

"Alert A The absclute value of parameter shift to su ratic > 0.20"

> 0.10 issue ALERT B

"hlert B The abaclute value of parameter shift to su ratic > 0.107

> 0.05 issue ALERT C

"Blert © The akaclute wvalue of parameter shift to su ratic > 0.05™




FINAL REFINEMENT

Running &4 threads on &4 processors

Read instructions and data

Data: 28927 unique, A8 suppressed R{int) = B.8%19 R{sigma) = B.086086
Systematic absence violations: A Bad equivalents: 3

wR?2 = B.1388 before cycle 1 for 20927 data and 1895 / 1895 parameters
GooF = § = 1.814; Restrained GooF = 1.815% for 1% restraints
Hean shift/fesd = B.824 Haximum = -8.184 for U111 Lad at 14:41:34
Max. shift = 8.809 A for HBY Max. dU = 8.881 for 05D b

wR2 = B.1388 before cycle 2 for 208927 data and 1895 / 1895 parameters
GooF = § = 1.814; Restrained GooF = 1.815% for 1% restraints
Mean shift/fesd = A.0889 Haximum = -8.864 for U1 Lad at 14:41:36
Max. shift = 8.88% A for HBSB Max. dU = 8.888 for H7/U

wR2 = B.1389 before cycle 3 for 20927 data and 1895 / 1895 parameters
GooF = § = 1.815; Restrained GooF = 1.815% for 1% restraints
Mean shift/fesd = A.881 Haximum = B.842 for y H16W at 14:41:38
Max. shift = 8.882 A for H17W Max. dU = B8.888 for 05D b

wR2 = B.1389 before cycle 4 for 28927 data and 1895 4 1895 parameters
GooF = § = 1.815; Restrained GooF = 1.815% for 1% restraints
Mean shift/fesd = A.881 Haximum = A.836 for y H16W at 14:41:48
Max. shift = 8.882 A for H17W Max. dU = 8.888 for H7/U

wR2 = B.1389 before cycle L for 20927 data and 8/ 1895 parameters
GooF = § = 1.815; Restrained GooF = 1.815% for 1% restraints
R1 = B.8498 for 16278 Fo > 4sig{Fo) and 8.8719 for all 20927 data

wR2 = B8.1389, GooF = § = 1.81%, Restrained GooF = 1.41% for all data
*% larning: 6 atoms may be split and B atoms HPD ==

R1 = B.8699 for 20927 unique reflections after merging for Fourier

Highest peak 2.86 at A.8388 B8.6636 B8.1621 [ 8.54 A from 05D ]
Deepest hole -1.48 at 8.8262 08.6149 B8.1533 [ 8.58 A from 0O5H ]

++++++++++++++++++ 4+ 4+ FHFEE AR AR AR AR R A AR AR AR AR AR AR AR AR AR AR AR AR AR

+ shelx finished at 14:41:81 Total elapsed time: 0.39 secs +

++++++++++++++++++ 4+ 4+ FHFEE AR AR AR AR R A AR AR AR AR AR AR AR AR AR AR AR AR AR




FINAL REFINEMENT
_refine_diff_density_min
_refine_diff_density_max
These values are expected to be small, especially for light-atom
structures. If their magnitudes are such that a validation alert is
generated, the label and the distance of the closest atom site

should be reported in _publ_section_exptl refinement.

_refine diff density max 2.083
_refine diff density min -1.420
_refine diff density rms 0.088
R1 = 08.0699 for 20927 unique reflections after merging for Fourier

Highest peak 2.806 at ©O.8380 0.6636 0.1621 [ 0.54 A from 05D ]
Deepest hole -1.48 at 0.8262 0.6149 0.1533 [ 0.50 A from 05H ]

Lt P L L AL LR S L L E RS PRI LSS LSRR SRS S L AL LA S S RS L E L L R R E LR ROE R L E L X b X L L kL L L Lk kL L

+ shelx finished at 14:41:81 Total elapsed time: 9.39 secs +

++++++++++++ 4+ 4+ H AR AR AR AR AR AR AR AR AR

http://journals.iucr.org/services/cif/checking/PLAT097.html
http://journals.iucr.org/services/cif/checking/PLAT098.nhtml




FINAL REFINEMENT

_atom_site _aniso U
Checks will be made for non-positive definite anisotropic atomic

displacement parameters (ADPS).

PLAT 211 Test for NPD ADP's in main residue(s) ALERT A

PLAT 212 Test for NPD ADP's in small moieties (solvent/anions) ALERT B




FINAL REFINEMENT

WRZ - In general it has a value twice of that of R1.
Significantly larger values wusually indicate a poor

refinement model. Also check for unaccounted twinning.

http://journals.iucr.org/services/cif/checking/PLAT084.html

@ Alert level A

[PLAT029 ALERT 3 A| diffrn measured fraction theta full value Low . 0.883 Why?
PLAT084 ALERT 3 Al High wR2 Value (1.e. > 0.25) ................ ... 0.52 Report
PLAT201 ALERT 2 A Isotropic non-H Atoms in Main Residue(s) ....... 23 Report
C12B C13B C23A C24A C25A C26A etc.
PLAT360 ALERT 2 A Short C(sp3)-C(sp3) Bond Cl2A4 - Cl3a . 1.22 Ang.
PLAT360 ALERT 2 A Short C(sp3)-C(sp3) Bond C12B - C13B . 1.17 Ang.
[PLAT360 ALERT 2 A Short C(sp3)-C(sp3) Bond C29D - C30D . 1.21 Ang.
|PIAT41(} ALERT 2 }31| Short Intra H...H Contact H270 . .H2685 . 1.75 Ang.
X, V,2 = 1 555 Check

0.25 0.35 0.45




ABSOLUTE STRUCTURE

_refine_|s_abs_structure_details

This item should describe the method applied, with a literature
citation if necessary, and the number of Friedel pairs used in the
determination of the absolute structure parameter. Absolute structure

IS relevant in any non-centrosymmetric space group.

- Flack & Bernardinelli [Acta Cryst. (1999), A55, 908-915 ; J. Appl.
Cryst. (2000), 33, 1143-1148]

- Flack, Sadki, Thompson & Watkin [Acta Cryst. (2011), A67, 21-34]

- Jones [Acta Cryst. (1986), A42, 57]

- Hooft et al. [J. Appl. Cryst. (2008), 41, 96-103; J. Appl. Cryst. (2010),
43, 665-668]

- Parsons & Flack [Acta Cryst. (2004), A60, s61].



http://scripts.iucr.org/cgi-bin/paper?sh0129
http://scripts.iucr.org/cgi-bin/paper?sh0129
http://scripts.iucr.org/cgi-bin/paper?sh0129
http://scripts.iucr.org/cgi-bin/paper?ks0021
http://scripts.iucr.org/cgi-bin/paper?ks0021
http://scripts.iucr.org/cgi-bin/paper?ks0021
http://scripts.iucr.org/cgi-bin/paper?sh5118
http://scripts.iucr.org/cgi-bin/paper?sh5118
http://scripts.iucr.org/cgi-bin/paper?sh5118
http://scripts.iucr.org/cgi-bin/paper?a25322
http://scripts.iucr.org/cgi-bin/paper?ks5161
http://scripts.iucr.org/cgi-bin/paper?ks5161
http://scripts.iucr.org/cgi-bin/paper?ks5161
http://scripts.iucr.org/cgi-bin/paper?kk5058
http://scripts.iucr.org/cgi-bin/paper?kk5058
http://scripts.iucr.org/cgi-bin/paper?kk5058

ABSOLUTE STRUCTURE

journals.iucr.org/services/cif/checking/STRVA_01.html

IF FLACK > 0.7 issue ALERT C
"Alert C Chirality of atom sites is inverted?"

IF FLACK > 0.3 AND FLACK < 0.7 issue ALERT C
"Alert C Flack test results are ambiguous.”

IF FLACK < -0.2 issue ALERT C
"Alert C Flack parameter is too small.

IF SFLACK > 0.5 issue ALERT C
"Alert C Flack test results are meaningless."




ABSOLUTE STRUCTURE

journals.iucr.org/services/cif/checking/STRVA_01.html

Absolute structure parameter -0.4 (4)

“As a result of the unrealistic value obtained for the Flack
absolute structure parameter [-0.4 (4) for 1097 quotients;
Parsons et al., 2013], the absolute configuration of the
pyranose ring system (2R,3S,4R,5R) was assigned on the
basis of the known configuration for the starting

compound d-glucose”

Acta Cryst. (2019). E75, 1096-1101



http://journals.iucr.org/e
http://journals.iucr.org/e/contents/backissues.html
http://journals.iucr.org/e/contents/backissues.html

SQUEEZE

http://www.cryst.chem.uu.nl/spek/platon/pl000303.html|

- the chemical formula should contain those parts that were
removed with SQUEEZE (state explicitly if the solvent is

unknown and the formula etc. does not include it)

- detalls of the SQUEEZE procedure to be reported in the

'Refinement section’




SQUEEZE

As a result of severe disorder, the CH,Cl, solvent could not
be sensibly modelled in terms of atomic sites, and was treated
using the PLATON SQUEEZE procedure (Spek, 2015); the
solvent contribution to the diffraction pattern was removed
and modified F.” written to a new HKL file. The number of
electrons corresponding to the solvent molecules were
included in the formula, formula weight, calculated density,
and F(000)|

Acta Cryst. (2017). E73, 1801-1805



http://journals.iucr.org/e
http://journals.iucr.org/e/contents/backissues.html
http://journals.iucr.org/e/contents/backissues.html

SQUEEZE

ﬁ sus400.cif - enClIFer

File Edit 5earch Tools Help
DeEs 9B &
[Bode: 2 TRAESEA_AH4O 0 G

=
r

_chemical name common ?

_chemical formmla moiety 'Che H44 P4 012, N O +, B F4 -, (C H2 C12)"'
_chemical formmla sum 'CLT7 H4e B C12 F4 W C13 P4!

_chemical formmla iupac 'Coe H44 P4 012, W O +, B F4 -, C H2 C12!
_chemical formmla weight 1234.54

_exptl special details

The calculated molar mass, density and absorption coefficient include
two disordered dichloromethane molecnles

per cell which do not appear in

the final file=s becanse of the refinements

carried out with data subjected to SQUEEZE.

[
r




su2A00.cif - enCIF

File Edit Search Tools Help

DNEeES vcok it B IBRBET
[Blods: 2 B EERANEO O E
# Solvent Accessible Volume = 312
# Blectrons Found in S.A.WV. = 83
# Hote: Atoms= in Void as Cxxw and Qxxx all others
Ci01 0.883 0.922 D.112 1! 6.51 eh-3
Ci02 0.822 D.054 D.214 1! 6.20 eh-3
Ci03 0.535 0.051 0.0c4 ! .60 eh-3
Ci04 0.752 0.9B81 0.308 ! 3.27 eh-3
Ci05 0.916 0.031 D0.111 ! 3.25 eh-3
Ci06 0.5950 0.4135% D.177 1! 3.22 eh-3
C107 0.555 0.925 0.034 ! 0.97 eh-3
Q108 0.190 D.657 D.378 1! 0.8BD0 eh-3
Ci0% 0.045 D0.241 D.051 1! 0.77 eh-3
Qii0 0.221 0.717 0.373 1 0.73 eh-3
0111 0.333 0.6659 D.483 ! 0.69 eh-3
0112 0.329 0.476 D0.343 1! 0.68 eh-3
0113 0.389 D.687 D.405 1! 0.68 eh-3
0114 0.161 D.673 0.417 1! 0.68 eh-3
Q115 0.315 0.651 0.450 ! 0.67 eh-3
Q116 0.328 0.737 D.402 1! 0.66 eh-3
0117 0.500 0.951 D.108 ! 0.62 eh-3
Qil8 0.344 0.715 D0.451 1 0.59 eh-3
Q119 0.215 0.647 D.424 1 0.59 eh-3
0120 0.186 D.673 D.125 1! 0.58 eh-3
0121 0.232 D.689 D.406 ! 0.58 eh-3
Q122 0.863 0.453-0.004 ! 0.55 eh-3
Q123 0.905 0.175 0.403 ! 0.55 eh-3
0124 0.917 0.809 0.407 ! 0.54 eh-3
0125 0.389 0.15%3 0.127 1 0.53 eh-3
Q126 0.858 0.624 D.125 ! 0.52 eh-3
Q127 0.467 D.988 D.345 ! 0.52 eh-3
Q128 0.204 D.369 D.404 1 0.51 eAh-3
0125 0.476 0.811 D0.129 1 0.50 eh-3
0.060 D0.828 0.228 ! 0.50 eh-3

Q130



SHELXL

Authors should use the latest version of SHELXL. They should
register at the SHELX Website http://shelx.uni-

ac.gwdqg.de/SHEL X/reqister.php and download the latest version of

the various programs.

The CIF output by the latest version of SHELXL includes the *.res
file and the hkl file used for refinement so it makes it easy to check
exactly how the structure was refined.

If SQUEEZE has been used, the FAB file will also be included.



http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
http://shelx.uni-ac.gwdg.de/SHELX/register.php
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Published results




To a solution of the guest (8.30 mg, 0.010 mmol) in water (30 ml),
CB8 (25.56 mg, 0.020 mmol) and ZnCl, (13.6 mg, 0.10 mmol) were
added.
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File Edit Search Tools Help File Edit

NeES vobhk f\REREWE+ - DS o b §

Search Tools Help

B ERRYWEIE + =

(oo 2 JEEREANHOOE £ & | b B EEANEHOOE i
_diffrn ambient temperature 150(2)

_diffrn ambient temperature 150(2) _diffrn radiation wavelength 1.54178

|_diffrn radiation wavelength 0.71073 _diffrn radiation_ type Cuk\ao

_diffrn radiation type MoK\ _diffrn source 2

_diffrn radiation source 'fine-focus sealed tube' _diffrn measurement device type 'Bruker D8 Venture PhotonII'

_diffrn radiation monochromator graphite _diffrn measurement method 'phi & omega scan'

_diffrn measurement device type 'Bruker CCD Area Detector' _diffrn detector area resol mean °?

_diffrn measurement method '\$ and \@ scan' _diffrn reflns number 1641

_diffrn detector area resol mean ? _diffrn reflns av unetI/netl 0.0335

_diffrn standards number 0 _diffrn reflns av R equivalents ?

_diffrn standards interval count 0 _diffrn reflns limit h min -18

_diffrn standards interval time O _diffrn reflns limit h max i7

_diffrn standards decay % ? _diffrn refins limit k min 0

_diffrn reflns number 53099 _diffrn refins limit k max &

_diffrn refins av R equivalents 0.0734 _diffrn refins limit 1 min 0

_diffrn refins av_sigmal/netl 0.0845 _diffrn reflns limit 1 max i3

_diffrn refins limit h min -20 _diffrn reflns theta min 6.193

_diffrn refins limit h max 20 _diffrn reflns theta max 74.777

_diffrn refins limit k min -21 _diffrn refins theta full 67.673 -

_diffrn refins limit k max 21 _diffrn measured fraction theta max 0.996

_diffrn refins limit 1 min =21 _diffrn measured fraction theta full 0.999

_diffrn refins limit 1 max 21 _diffrn reflns Laue measured fraction max 0.996 -

_diffrn refins theta min 255% _diffrn reflns Laue measured fraction full 0.999

_diffrn refins theta max 25.02 & _diffrn reflns point group measured fraction max 0.996

_reflns number total 17384 _diffrn reflns point group measured fraction full 0.999

_reflns number gt 10556 _reflns number total 1641 -

reflns threshold expression >2sigma (I) _reflns number gt 1557
~ - - _reflins threshold expression 'I > 2\c(I)"
computing data collection ? _refins Friedel coverage 0.000
:computi ngIceleref inement 2? _reflns Friedel fraction max .

< I

_reflns Friedel fraction full

£ ur




_AFi_Ie Edlt Search Tools Ijgl_p_

NEES voRIRBRR D+ -
é[BIocks: 2 v]@ '

: HWHOO G & &

not relevant to the choice of reflections for reflnement R—factors based
on F*"2” are statistically about twice as large as those based on F, and R-
factors based on ALL data will be even larger.

-
r

_refine 1s structure factor coef Fsaqd
_refine 1s matrix type full
_refine 1s weighting scheme calc
_refine 1s weighting details
'calc w=1/[\c 2" (Fo"2")+(0.2000P) "2°+0.0000P] where P=(Fo 2"+2Fc"2")/3"
_atom sites solution primary direct
_atom sites solution secondary difmap
atom sites . solut1 on hydrogens geom

_refine 1s hydrogen treatment mixed
_ref i ne_l s_extinction method none
_refine 1s extinction coef 2
_refine 1s number reflins 17384
_refine 1s number parameters 1173

_refine 1s number restraints
_refine 1s R factor all
_refine 1s R factor gt
_refine 1s wR factor ref
_refine 1s wR factor gt
_refine 1s goodness of fit ref
_refine 1s restrained § all
_refine 1s shift/su max
_refine 1s shift/su mean

OO R EPFODOOOW®
(199
19
159
=]

loop
_atom site label

as+rm odda Frna ovrmlhal

I«




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

@ alert level A
[PLAT084 ALERT 3 BA] High wR2 Value (i.e. > 0.25) ....c.ciciicnncanannn

0.49 Report

PLAT214 ALERT 2 2| Atom Oleéew (Anion/Solvent) ADP max/min Ratio 9.1 prolat
PLAT234 ATERT 4 2| Large Hirshfeld Difference C55 ——€5H6 0.35 Ang.
[PLAT242 ALERT 2 B3] Low 'MainMol’ Ueq as Compared to Neighbors of Ce0 Check
[PLAT260 ALERT 2 2| Large Average Ueq of Residue Including ol6wW 1.222 Check
[PLAT430 ALERT 2 B3| Short Inter D...A Contact O5W ..014W 2.44 Ang.
X, V,2 = 1 555 Check
[PLAT430 ALERT 2 3| Short Inter D...A Contact O6W ..014W 2.37 Ang.
X, V2 = 1 555 Check
[PLAT602 ALERT 2 3] VERY LARGE Solvent Accessible VOID(S) in Structure | Info
PLAT 214 PLAT 213
ratio > 6.0 ALERT A ratio > 5.0 ALERT A
ratio > 5.0 ALERT B ratio > 4.0 ALERT B

ratio > 4.0 ALERT C ratio > 3.0

ALERT C




@ Alert level B

[PEATO02 ATERT 2 B| High RY VaEUE iimes s s dedi dedsdse sl deogidiisiss 0.17 Report
[PLAT0S7 ZLERT 2 B| Large Reported Max. (Positive) Residual Density 4.45 ea-3
PLAT212 ATERT 2 B| 2DP of Atom Cl1 is N.P.D. or (nearly) 2D . Please Check
PLAT214 ALERT 2 B| Atom O8W (Anion/Sclvent) ADP max/min Ratio 5.1 prolat
[PLAT221 ALERT 2 B| Selv./Rnion Resd 3 C Ueqg (max) /Ueq(min) Range 10.0 Ratio
[PLAT241 ALERT 2 B| High "MainMecl’ Ueqg as Compared to Neighbors of Cé64 Check
PLAT260 ALERT 2 B| Large Average Ueq of Residue Including o7u 0.417 Check
PLAT260 ATERT 2 B| Large Average Ueq of Residue Including [8]:17] 0.650 Check
PLAT260 ATERT 2 B| Large Average Ueqg of Residue Including o]=17] 0.376 Check
PLAT260 RLERT 2 B| Large Average Ueqg of Residue Including Q10w 0.494 Check
Large Average Ueqg of Residue Including 013W 0.482 Check
Large Average Ueq of Residue Including Qlaw 0.514 Check
Isclated Oxygen Atom (H-atoms Missing ?) ....... 02W Check
Isclated Oxygen Atom (H-atoms Missing 2?) ....... 03W Check
PLAT306 ALERT 2 B| Isolated Oxygen Ztom (H—-atoms Missing ?) ..ceeee-. 04W Check
Isolated Oxygen Atom (H-atoms MisSsing 2) ....... OSW Check
PLAT306 RALERT 2 B| Isclated Oxygen Atom (H-atoms Missing ?) ..cecee. 0OgW Check
PLAT306 ATERT 2 B| Isclated Oxygen Atom (H-atoms Missing ?) ..eece.. O7W Check
PLAT306 ALERT 2 B| Isolated Oxygen Atom (H-atoms Missing ?) ....... OBW Check
PLAT306 ATERT 2 B| Isclated Oxygen Atom (H-atoms Missing ?) .cecean 09%W Check
PLAT306 RALERT 2 B| Isclated Oxygen Atom (H-atoms Missing ?) ..ceeeas. 010W Check
PLAT306 ALERT 2 B| Isclated Oxygen Atom (H-atoms Missing ?) ..cece.. 013W Check
[PLAT306 ZLERT 2 B| Isclated Oxygen Ztom (H-atoms Missing 2?2) ....... 014W Check
[PLAT306 RLERT 2 B| Isclated Oxygen Ztom (H-atoms Missing ?) ...ea.. 0léW Check
|[PLAT341 ZLERT 2 B| Low Bond Precision on C-C BONAS .ueeeeereccanans 0.05122 Ang.
[PLAT430 ALERT 2 B| Short Inter D...A Contact O3W ..OTW - 2.84 Ang.
2-x,-y,1-z = 2_756 Check
[PLAT430 ALERT 2 B| Short Inter D...A Contact O4W . .015W - 2.60 Ang.
X, ¥, 14z = 1 556 Check
[PL2T430 ZLERT 2 B| Short Inter D...2 Contact 05 . .010W - 2.78 Ang.
X,¥,2 = 1 555 Check
[PL2T430 ALERT 2 B| Short Inter D...2 Contact O&W 2 X0 . - 2.75 Ang.
X,¥,2 = 1 555 Check
[PLAT430 ALERT 2 B| Short Inter D...Z Contact OSW . .08W . 2.78 2Ang.
2-x,-y,2-z = 2_757 Check
[PL2T430 Z1ERT 2 B| Short Inter D...A Contact OS8W ..010 . 2.80 Ang.
- T X,¥,Z2 = 1 555 Check
|PLAT430 ALERT 2 B| Short Inter D...A Contact O10W ..014W . 2.72 Ang.
X, ¥,2 = 1 555 Check
[PLETZ230 ALERT 2 B| Short Inter D...A Contact O13W ..016 = 2.61 Ang.

X, ¥pZ = 1 555 Check
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Research Communications

- Abstract

-Chemical context
-Structural commentary
-Supramolecular features
-Database survey
-Synthesis /crystallization

-Refinement

OUTLINE

-An ellipsoid plot and/or a
polyhedral plot for each inorganic
structure.

-A packing diagram

-A chemical scheme

-Tables

©



Structural commentary — ortep plot

A view of the molecular structure of complex I, with the atom labelling.
Displacement ellipsoids are drawn at the 50% probability level. The

unlabelled atoms are related to labelled atoms by inversion symmetry
[symmetry code: () x+ 1,y, z + 1]



Structural commentary — chemical scheme

CHj; H
0/4 ~ (o)
' '0; CHg \N
O L] , :<o ‘ W
\\c FS =N o)
// \0 /Cu
£ —==0 \\N/
CHy =0 CH3 /0'-I ,
7 CH, K/N

Acta Cryst. (2019). E75, 755-761

©


http://journals.iucr.org/e
http://journals.iucr.org/e/contents/backissues.html
http://journals.iucr.org/e/contents/backissues.html

Structural commentary - Tables

Table 1 i
Selected geometric parameters (A, °).

Fel —N1' 2.0982 (14) Fel—N11! 2.2576 (13)

Fel —N1 2.0982 (14) Fel—N31 2.2597 (13)

Fel —N11 22576 (13) Fel —N31' 2.2597 (13)

N1'—Fel —N1 180.0 N11 —Fel —N31 88.15 (5) H
N1'—Fel —N11 88.79 (5) Ni1'—Fel—N31 91.85 (5)

N1—Fel—N11 01.21 (5) N1'—Fel —N31' 89.79 (5) o
N1'—Fel —N11' 91.21 (5) N1—Fel—N31' 90.21 (5)

N1—Fel—N11" 88.79 (5) N11—Fel —N31' 91.85 (5)

N11—Fel—NI11"  180.0 N11'—Fel—N31' 88.15 (5) w
N1'—Fel —N31 90.21 (5) N31 —Fel —N31' 180.00 (7)

N1—Fel—N31 89.79 (5)

Symmetry code: (i) —x, —y +1, —z + 1.

Table 1 T

Selected geometric parameters (A, ©).

Fel—N1 20982 (14) Fel—N31 22597 (13) (o)
Fel—N11 22576 (13)

N1'—Fel—N11 88.79 (5) N1—Fel—N31 89.79 (5)

N1—Fel —N11 91.21 (5) N11—Fel—N31 88.15 (5)

N1'—Fel—N31 90.21 (5) N11'—Fel—N31 91.85 (5)

Symmetry code: (i) —x, —y +1, —z + L.



Structural commentary - Varia

- No bond length or angle Table for structures of organic

compounds; bond lenghts (and angles) for inorganic and metal-

organic structures.

©

- Remember to use the BOND $H instructions during refinement W
to include the C-H bond lengths and angles in the CIF

Instruction CONF includes torsion angles.

- Standard uncertainties (s.u.) must be given for all the values

©

reported in the discussion. They should be on the scale of the least

significant digits of the result (maximum allowed value:19).



Synthesis/ crystallization

Crystallization conditions / solvent/ solvent ratios

Refinement — H atoms
_refine_Is_hydrogen_treatment

H atom treatment must be detailed in the experimental section

Example: The C-bound H atoms were placed in calculated positions
and refined using a riding model: C—H = 0.95-0.98 A ° with Uiso(H)
= 1.5Ueq(C-methyl) and 1.2Ueq(C) for other H atoms. The hydroxyl

H atom was located in a difference-Fourier map and freely refined

Riding H atoms do not have s.u.

T
O



Supramolecular features — Tables

Table 2

Hydrogen-bond geometry (ﬁx,

a)'

Cgl, Cg2 and Cg3 are the centroids of the aromatic rings C9B-C14B, (9D-
C14D and C1A-C6A, respectively.

D—H---A D—H H---A D---A D—H---A
C1B'—HI1B" . -FI 0.95 2.41 3344 (3) 169
C14B"—HI14B". - -F2 0.95 2.57 3357 (3) 140
C7C"—H7C3" . .F2 0.98 2.62 3484 (2) 147
C8C'—H8Cl" - -F2 0.98 2.49 3379 (3) 150 Angles > 120°
C1D'—HI1D' - -F2 0.95 2.60 3439 (2) 147
Cl1A™—H11A4"...F3 0.95 2.45 3254 (2) 142 HTAB
C7D—H7D1.- -Cgl® 0.98 2.80 3.524 (4) 131
C7B—H7BI1.-.(Cg2" 0.98 2.88 3530 (4) 124

C8D—H8D2. - -Cg3"™" 0.98 2.87 3594 (3) 131

Symmetry codes: (1) x,y—1,z; (1) —x+1,—y+1,—z; (in) x,y,z—1;

(Vix—1Lyz:(vijx+1,y,z;(vil) —x,—y+2, —z+ 1.

No s.u. values for parameters which are fixed
by symmetry, geometry or other constraints

Acta Cryst. (2017). E73, 1801-1805

©

©


http://journals.iucr.org/e
http://journals.iucr.org/e/contents/backissues.html
http://journals.iucr.org/e/contents/backissues.html

Supramolecular features - packing diagrams

Chains of cations and anions of (1) along the a axis. Hydrogen
bonds areshown as cyan dotted lines [symmetry code: (i) x-1,y, z].

Acta Cryst. (2019). E75, 946-950
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https://journals.iucr.org/e/issues/2019/07/00/xi2014/index.html

Database survey

Indicate the version of the CSD which has been used

e.g. Version 5.40, update of November 2018

Search Mame: |sea rchl o

Available Databases: ¥ Show Updates separately Gl‘Oom, C. R., Bl‘unO, l. J.,
W CSD version 5.40 updates (Feb 2019) nghtf00t1 M. P. & Ward1 S. C.
¥ CSD version 540 (Naovember 2018) (2016) Acta Cryst. B72, 171-179.

¥ (5D version 5.40 updates (May 2019)

T

Cite refcodes

You can search complete database(s) or a subset
(e.g., hits found in a previous search)

Lelect Subsetl Clear Subset

Single query being used. Search will find structures:

where this query 15 true:




ENCIFER
graphical interface for editing CIF files (free download from the CCDC)

https://www.ccdc.cam.ac.uk/Community/csd-community/encifer/

Allen, F. H., Johnson, O., Shields, G. P., Smith, B. R. & Towler, M. (2004)
J. Appl. Cryst. 37, 335-338.

O ro O =



e

Easy access
to multiple
structures

Cif.aif - enCIFer
o —
File Edit Search Tools Help

NeES vk § BIERRBD

é[EIncks: 5 '] %

= a | Cm
FEa«afEe0e0® & a a
_Space group corystal system triclinic
_space _group IT number 2
_Space _group name H-M alt 'p -1t
_Space group name Hall -p i

_=helx space group comment

The symmetry emplovyed for this shelxl refinement is unicgoely defined
by the following loop, which shounld always be used as a source of
symnmetry information in preference to the above space-group names.
They are only intended as comnments.

.r

Toop_ — Different colour codes

_Space group symop operation xy=
", ¥ ="
'-x, -¥, —Z'"

_oell length a 9.3341(8)
_oell length b 9.4091 (8)
_oell length o 15.2174(13)
_oell angle alpha 83.558(3)
_oell angle beta T5.224(3)
_oell angle gamma 79.946(3)
_cell volume 1269.55(139)

<|:|_

% Editor | 0% Visualiser

Loaded dictionary: C:/Program Files (x868)/CCDC,/CSD_2019/
enCIFerfdict/cf_ms.dic

Loaded dictionary: C:/Program Files (x88)/CCDC/CSD_2019/
enCIFer/fdictfdf_pd.dic

Loaded dictionary: C:/Program Files (x868)/CCDC,/CSD_2019/
enCIFerfdict/df_rho.dic

Loaded dictionary: C:/Program Files (x58)/CCDC/CSD_2019/
enCIFer/fdictfdf_third_party.dic

Loaded dictionary: C:/Program Files (x868)/CCDC,/CSD_2019/
enCIFerfdict/df_twinning.dic

Loaded dictionary: C:/Program Files (x58)/CCDC/CSD_2019/

,ﬂ, Errors - none
b A\ Warnings Total of 11
ﬁ, Rermarks - none

Dialog box

o ro 0 -



publCIF
free software to edit and preview a CIF for publication

http://journals.iucr.org/services/cif/publcif/

Westrip, S. P. (2010) J. Appl. Cryst. 43, 920-925

O ro 0 =



", publCIF ) E:}

CIF  Edit Preprint Tools Help

iﬂ E 1 + List of datablocks = @] C\l} ﬁ % ﬁ% ﬁ %Generat& preprint v Add refinement details
PEBR oo 2 B[ 5 L HIDE z z &

On opening a CIF it will be displayed in this window. Syntax highlighting will be
10 applied if the following button is checked:

1

2

&

: CIF Window —r

: Preprint Window
.

9

The main text sections of the Preprint (title, abstract, references...) can be edited directly in the Preprint window — the CIF

11
being updated as you type.
1z toggles CIF syntax highlighting ('long press' this button to customize the e you typ
13 nighlighting colours). ‘ .y o . . . .
14 gaiigating ) A single mouse click in the Preprint window will highlight the corresponding data item in the CIF window.
15 After opening the CIF, publlIF will generate a Preprint and display it in the adjacent
16  Preprint window. shows the Preprint only (the recommended way to write your article).
17
18 When editing the raw CIF, corresponding items in the Preprint will be updated as you . . . L . . .
- type. This feature can be switched on and off: This mode is optimized for performance and maintaining the integrity of the underlying CIF.
20 .. . . . . . . . . .
- This is especially important as this version of pubICIF allows articles to be written with multiple text sections and
23 shows the Preprint only (the recomnended way to write your article). subsections (including section numbering). In addition, the order of tables can now be changed.
23
24 disables 'update as vou type' (sets the Preprint window to 'read-only'). Double-clicking in the Preprint window will activate a data input wizard where applicable.
25
;j % regenerates an updatable Preprint from the CIF. These wizards will remember any input for use with other CIFs i the future.
28
29 Disabling the Preprint window is useful when making major changes to the CIF, e.g.
10 changing a loop structure, adding a data block...
31 A number of data validation tools are provided when working with CIF data items,
52 accessible from the toolbars and the right-mouse menu. Extensive CIF checking is
33 employed throughout.
34
3 In addition, pubICIF will store certain data for use with other CIFs in the future (e.g.
36 author details), and provides lists of atandard data (2.g. references), hopefully
37 facilitating preparation of the CIF for publication.
38
3g 4 3 4 3

View log

ASCII CIF EDITOR WORD-TYPE EDITOR

As you type in the CIF window, the Preprint window will be updated
and vice versa.



= — T
11, publCIF - C+/Users/Chiara/Desktop/Lavori in corso/Lavaro trimeri con DITFB - IUCH/strutture/TT/ttditfb.cif (modified)

| CF Edit Preprint Tools Help
:Eg H ‘ 1 shelx - @] C\l} g % @@ ﬁ| %Adﬂ E preprint v| Add refinement details
SBROo[S[B I [ zZE
54 Refinement
55 :
56 : Acta E research communication
57 Crystal data, data collection and structure refinement details are summarized
58 in Tzble 1.
:3 ; Title (type here to add)
61 # publeif publ body element loop end
62 -
&3 _audit_creation method ' SHELXL-2014/7"
684 _shelx SHELXL version number 12014/7
65 _chemical name systematic 2 9
&6 _chemical name CONmMOR H )
67 _chemical melting point ?
68 _chenmical formula moiety
&9 '(C27 H19 01 N3), 2(Ce 12 F4)'
70 _chemical formula sum
il 'C39 H1S F& 14 N3 O' -
72 | chemical formnla weight 1205.17 1 Keywords
73
T4 loop
15 atom type symbol
Ta :atum:type:description crYStal structure
77 _aton type scat dispersion real
T8 _atom type scat dispersion imag =
79 _BTOm_type_scat_source I Synopsis
a0 'cro'C' 0.0033  0.0014 ‘
81 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4"'
a2 'H' 'H' 0.0000  0.0000
83 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
84 'FY 'R 0.0171 0.0103
a5 'International Tables Vol C Tables 4,2.6.8 and 6.1.1.4' =
26 TYOIT -0,4742 1,8119 {1 Abstract
a7 'International Tables Vol C Tzbles 4.2.6.8 and 6.1.1.4"'
as W' 'N'  0.0061 0.0033
29 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4' (typeheretoadd)
90 ‘o' 0 0.0106  0.0060
g1 T it _a LA tra o ta__ A n o n 3, 4 a an
o 4 4 3
Col:0 View log

When a CIF is open, it is shown in the ascii editor. In the right part it is

possible to type the paper itself.

O ro 0 =



i corsafLavoro trmericon DITFB ~ IUCr)strutture T/ et i (modifed)

Preprint  Toals

@3 H 1 El shelx - @] E:} g ﬁ @@ m %ACEEDI’ED[M ¥ | Add refinement detzils

Help

SBRwogBIx > FO@IOEZZ S

B 7

54 Refinement i i

55 :

56 .

57 Crystal data, datz collection aznd structure refinement details are summarized

58 in Table 1. :

59 . Chemical context

&80

61 # publcif publ body element loop end

62 -0 7

63 _audit creation method 'SHELXL-2014/7'

64 | shelx SHELXL version number 12014/7" Structural commentary

&5 _chemical name systematic 2

13 _chemical name common ?

a7 _chemical melting point ?

88 _chemical formula moiety

€9 '(ce7 H19 01 F3), 2(C6 12 F4)! Supramolecular features

70 _chemical formmla sum

71 'C39 HI1S F8 14 N3 O o

72 chemical formula weight 1205.17

73 - -

74 loop

75 atem type symbol Database survey

76 _atom type description

77 _atom type scat dispersion real

78 _atom type scat dispersion imag

79 arom type Scat source

a0 Tor e 0.0033 0.0016 Synthesis and crystallization

a1 'International Tables Vol C Tazbles 4.2.6.8 and 6.1.1.4' L

82 'Hr 'H! 0.0000  0.0000

33 'International Tables Vol C Tzbles 4.2.6.8 and 6.1.1.4'

a4 'F* 'R 0.0171 0.0103

85 'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4 Refinement

86 'IYI -0.4742 1.8119 s

a7 'International Tables Vol C Tzbles 4.2.6.8 and 6.1.1.4' . . Y

o a0 00061 0.0033 Crystal data, data collection and structure refinement details are summarized in Table 1.

a9 'International Tables Vol C Tazbles 4.2.6.8 and 6.1.1.4!'

90 oropt 0.0106  0.0060 A 1

91 i3 Mt Tria A oMot A oA f oA 2 r o4 e A

P q 3 q 3
View lag

Standard sections of an Acta E paper



,@, publCIF - Ci/Users/Chiara/Desktop/Laveri in corsa/Lavora trimeri con DITFB - 10Crstrutture/TT/tidith.cif (modified)

CIF Edit  Preprint Tools Help

B?;Hl shelx

v @] C‘l} g ﬁ @@ Iﬂ %Adﬁ E preprint ': Add refinement details

iPBRRvoaix Bl s §H[EIDNEZz

54
55
58
a7
a8
59
&0
61
&2
a3
&4
&5
13
&7
&8
&3
70
71
72
73

Refinement
Crystal data, data collection and structure refinement details are summarized
in Table 1.

$ publcif _publ body element loop end

_audit creation method 'SHELYL.-2014/7"
_shelx SHELXL version nuwber '2014/7"
_chemical name systematic ?
_chemical name common ?
_chenical melting point ?
_chenical formula moiety
'(C27 H19 01 W3), 2(C6 12 F4)"
_chemical formula sum
'C39 H19 F8 14 N3 O
_chenical formula weight 1205.17

loop

_atom_type_symbol

_atom_type_description

_atom type scat_dispersion real

_atom type scat dispersion imag

_atom_type_scat_source

'cro'c' 0.,0033  0.0016

'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4"
'H' 'H'  0.0000 0.0000

'International Tzbles Vol C Tables 4.2.6.8 and 6.1.1.4'
'F*O'FY 00,0171 0,0103

'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
'IY'IY -0.4742  1.8119

'International Tzbles Vol C Tables 4.2.6.8 and 6.1.1.4'
‘W' 'N' 0.0061 0,0033

'International Tables Vol C Tables 4.2.6.8 and 6.1.1.4'
oY '0' 0.0106 0.0060

I Tmmm el cmn? Talelem 727 P Malelee A A~ A mmd ~ 4 4 Al

Table 1 Experimental defails

Crystal data
Chemical formula
M;

Crystal system, space gromp
Temperature (K)
ab.c(h)

BC)

¥ (&%

Z

Radiation type
)

Crystal size (mm)

Data collection

Diffractometer

(CarHisONs) 2(CelaFs)
1205.17

Monochnic, P2:/c

200

15.191 (2). 13,537 (2). 19.814 3)
104.127(6)

39513 (10)

4

Mo Ka

EWE]

0.15=0.09 =008

Bruker APEX-T1 CCD area-detector

A wr I
LY EEa

LS

View log

The experimental details are automatically formatted in a Table

O ro O =



CIF  Edit Preprnint Tools Help
ﬁ. H 1 EI List of data blocks - @] '3\;1} E ﬁ ﬁ% @ %Generate preprint *  Add refinement details
S EBR o™ % B I a2 [F Z Z &

Several tools to help formatting the paper

s

CIF  Edit  Preprint [Tools| Help

Eﬂ. E 1 + % CheckCIF [?P@ @ %&Generate preprint *  Add refinement details :
Online checkCIF
i (B2 | N A =] =
& ok &  CIF dictionary L Z = o
1 mmm  Check citations
2
3 «tal  Standard references
4 - - L
5 - £ publCIF paper creation wizard ClF Wlndﬂw
6 &% Data input wizard
E ¥ Table wizard s
g
g Cn openii ) in this window. Syntax highlighting will be applied if
the foll g Edit authors
10 e fo
m Save authors in database...
11 —
12 Logy st Snellcheck CIF ['long press' this button to customize the highlighting
13 colours)| ¥ PO
)
14
Pref
15 after op FEIErEnces Enerate a Preprint and display it in the adjacent Preprint
16 wimidon .




New in this

version
Getting started
Introduction

CIF and Preprint |=

% Preprint button
Display modes
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pubICIF — free software to edit and preview a
CIF for publication
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® CIF and Preprint

® CIF checking
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New in this version
New publication

This release of publCIF introduces IUCrData — the new home for Data Reports previously
published in Acta Cryst. E.

Data Reports in IUCrData have a fixed format tailored to a concise description of the
structure, synthesis and crystallization, and any unusual aspect of the refinement process.

Getting started
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