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Comparison against a set of test criteria:

Are all the usually expected data and information present?
Are related parameters consistent?

|s the space group correct?

Has the refinement converged?

Are the assigned atom types correct?
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= Upload files
Current version ion aug s 12.04:00 2011
.Stru Ctu re fa Cto rS P el i -
checkCIF and duplication Supplementary materials
report
]
.at |east O ne I u re e
g The ing files are i for this issi
(] ] . .
Name Component Size Upload time
[ ] S‘ e l I I e I l O I l I O r a l I I ‘ S t050615.cif Article 19103 Mon Aug 8 12:01:31 2011
t050615Isup2.hkl Structure factors 75978 Mon Aug 8 12:09:29 2011 Delete
| t050615figl.ps Figure 42143 Mon Aug 8 12:08:00 2011 Delete
S
o~
1
N
|
i~
Authors are also encou raged to .
- t050615scheme 1.tif Scheme 3942 Mon Aug 8 12:09:16 2011 Delete

upload a chemical connectivity file e l_

o}
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fle Edt View History Bookmarks Tools Help
G 80 - (9 €3 A/ [[sl]nttpysubmissiontest ucr.org:8600/submitjejserve/Ugbgos = | [# - |

[E]Most Visited»  [*Divingv [“Misc» [SSubv [TCIFv [Dup~v FESubmitman *Google [Mattie v
[ &1 httpssisubmissio...whb6323 cif.ckf | = -
Cr) checkCIF/PLATON results for paper t050615 - Mozilla Firefox } -10] x| -
Fle Edit Wiew History Bookmarks Tools Help PLATON- (Version 180711) FCF-File validation for:I
43 @ -~ (9 €3 2/ [l htpiysubmissiontest.icr.org:8500/submit/efserve/iugbge: = | @) For Documentation: http://www.platonsoft.nl/FCF-VALIDATION. pdf
[ Most visited v [T)Diving~ [TMisc~ [sub~ [TCIF~ [Dup~ 3Fsubmitman *§Google [T Mattie ~ Section 1
[ /61 luEr) checkCIF/PLATON results ...| 4k - General Data
9Alert level G — = Crystal Data From: platon.cif
FORMUO1_ALERT_1_G There is a discrepancy between the atom counts in the Fo/Fc  Data From: platon,hkl FCF-TYPE=SHELXL
_chemical_formula_sum and _chemical_formula_moiety. This is space Group . P2L/c
usually due to the moiety formula being in the wrong format Sivelongih il dinar
Atom count from _chemical_formula_sum: €4 Ha 11 ayeleng gl W
. o ¥ Unit Cell (CIF) :  9.0804 4.5960 11.2384 90.608 99.868 90.000
Atom count from _chemical_formula_moiety:C8 H8 12 S RGP . oiciia. ams
FORMUO1_ALERT Z_G There is a discrepancy between the atom counts in the ars
_chemical_formula_sum and the formula from the _atam_site* data. Extinction Par. :  0.0000
‘Atom count from _chemical_formula_sum:C4 H4 Ii
Atom count from the _atom_site data: C8 H8 [2 Section 2
CELLZ01_ALERT_1_G Difference between formula and atom_site contents detected.
CELLZ01_ALERT_1_G ALERT: Large difference may be due to a Reflections with abs((I(obs) - I(calc)) / SigW(I) .GT. 3.0
Symmetry error - see SYMMG tests
From the CIF: _cell_formula_units_z 2 Nr H K L Theta I{obs)  Ifcalc) Sigma(I) Ratio SigW(I) RatioW
From the CIF: _chemical_formula_sum C4 H4 I
TEST: Compare cell contents of formula and atom_site data 1 1 0 2 465 3654668 42066.27 1136. 1224.79 -4.51
. 2 -1 1 4 859 287408 2614.85 42, 59.72  4.34
stuy, Z*fotmula of xites i 3 -4 6 4 30.00 179.28 337.90 44 45.72 -3.47
c H.EG 16.00, =800 4 -8 1 5 10.85  4404.46 3999.16 103 118.74  3.41
: Jae Geapone 5-12 2 6 30.45 24510  392.06 40 .71 -3.52
: ; a0 : 6 5 4 6 2549 147.68 221.48 21, 22,97 -3.21
PLATO0S_ALERT_S_G No _jucr_refine_instructions_details in CIF ... ? )
PLAT164_ALERT_4_G Nr. of Refined C-H H-Atoms in Heawy-Atom Struct. ) (IUCr) checkCIF/PLATON results for paper t050615 - Mozilla Firefox 7 -6 4 9 27.44 1935.38 2459.95 145 150.07 -3.58
PLAT764_ALERT 4_G Overcomplete CIF Bond List Detected (Rep/Expd) . 1.20 Ratio fle Edit View History Bookmarks Tools Help 8 4 411 30.9% 698.40  1143.22 160, 102,15 -4.35
= = = = = = = s 7 © 12 30.79 417.82 639.51 69, 71.18 -3.11
4 @ +» (9 &2 A Y [[el]huipsssubmissiontest iucrorg8600/submitzess 10 110 1 12 30.65 116 8708 a2 2334 =35
4 ALERT level A = Most likely a serious problem - resalve or explain 11 -3 1 15 28.82 439.04 647.17 46 49.33 -3.00
4 = A potentially serious problem, consider carefully - aw
4 ALERT level C = Check. Ensure it is not caused by an omission or oversight Most Visited v [SDiving~ [SMisc~ [SSub~ [SCF~ [SDup~ & Submitn Average 3.20
7 ALERT level G = General infor ion/check it is not i d [ — ( e I l %
) _ L@ A R RN A For T(calc) < 2 Signa(I): <I{obs)> = 10.77 and <I{calc)s = 14.07
13 ALERT type 1 CIF construction/syntax error, inconsistent or missing data it
1 ALERT type 2 Indicator that the structure model may be wrong or deficient database duplication summary Section 3
1 ALERT type 3 Indicator that the structure quality may be low . e
3 ALERT type 4 Imp, ] el ® Chemical name = \a,\a'-diiodo-p-xylene
1 ALERT type 5 Informative message, check ® R factor = 0.014 Missing Reflections (Asym. Refl. Unit) below sin(th)/lambda = 0.5
® Space group = P2{1)/c
® Formula = C4 H4 1 Nr H K L sin(th)/lambda Theta Ifcalc) Ifcalc)/I(max)
# start Validation Reply Form ® a=9.0804 b=4.5% c=11.2384
_vif_PLAT923_1 ® alpha=90 beta=99.808 gamma=80 S 2|
i . :
PROBLEM: S values in the CIF and FCF Differ by ....... -0.060 SImESinE00Y Ao Cly ST EE Sz IG zIs
RESPONSE: ... [Cell: 9.0804,4.596,11.2384(90,99.8080,90) R=0.0137 7=89.0000]
# end Validation Reply Form Author Response:Example Acta E paper showing common pitfalls.
Done

reference checking results

The following references were not checked in detail as they were not recognized as journal
references

Asandei, A, D., Chen, Y., Simpson, C., Gilbert, M. & Moran, L. W. (2008). Polymer Preprints (ACS, Div.
Polym. Chem.), 49, 483--480,

Bruker (2006). APEX2 V2.0-2, SAINT V7.23A and SADABS 2004/1. Bruker AXS Inc., Madison, Wisconsin,
USA. [software reference?]

Hunter, K. A. & Simpson, 1. (1999), TITAN2000. University of Otaga, New Zealand.
Rigaku (2005). CrystalClear. Rigaku Corporation, Tokyo, Japan. [software reference’]
Sheldrick, G. M. (1997). University of Gottingen, Germany .

The following references may be incorrectly formatted

Basaran, R., Dou, S.-Q. & Weiss, A. (1992). Ser. Bunsenges. Phys. Chem. 96, 1688--1690
[Unrecognized journal title.]

Samakande, A., Sanderson, R, D. & Hartmann, P. C. (2007). Synth. Comm. 37, 3861--3872.
[Unrecognized journal title.]

Westrip, S. P. (2009). publCIF. In preparation.
Eorrecsomoed o e rystallography

Results of online verification of references to 1UCr journals
Conflicting results for John McAdam, C., Lyall, R. H., Stephen, C. M. & Jim, S, (2009). Acta Cryst. E65,

01573--01574 (searched using volume and page):

McAdam € 1 Hanton | B Morati S C mnsan 1 (2009) Acta Crict E6S 01573::01574 O I.
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Open access

¥) (1ucr) open-access (=[]

Fle Edit View History Bookmarks Tools Help

EE a)

Most Visited v [Diving~ [T)Misc~ [)sub~ [TCIF~ [TDup~ #ESubmitman *Google [—Mattie v

<:Zl é - O @ ”1‘ / \if_D_ http:f/submissiontest iucr.org:8600/submitfeftransfer_copy =

|o| IuCr) open-access licence |+

open-access licence

Authors are asked to E———

Transfer copyright

a re e to t I l e te rI I l S Of t I l e To finish your submission, please read the terms of the open-access licence below , select the appropriate statement and then
click on continue.

Continue

[]
O p e I l a CCe S S | I Ce I I Ce at ... accept the terms of the open-access licence and Author's warranty terms below

(1 accept the Author's warranty terms below but am unable to accept the terms of the open-access licence

]
th I S S ta g e If you are unable to accept the open-access licence, please specify the reasons below

open-access licence agreement

Brief summary of the agreement

The fee is not paid until

« to copy, distribute, display and perform the work
« to make derivative works.

the article is accepted

« Attribution. You must give the original author credit.
 For any reuse or distribution, it must be made clear to others what the licence terms of this work are.
« Any of these conditions can be waived if you get permission from the copyright holder.

] ¢ The author's moral rights are in no way affected by the above.

For other journals, the
authors are asked to transfer
copyright

The full open-access agreement is identical to the Creative Commons Attribution Licence. Click here to download the full version of H
el =
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Co-editor selection

¥) (1ucr) choose C o =] S|

Fle Edit View History Bookmarks Tools Help

@ B o O @ a4 | [8] https//submissiontest iucr.org:8600/submit/efchoose_coedi v][-‘lv Q]

[ Most visited v [T)Diving~ [TMisc~ [Ssub~ [TICIF~» [Dup~ #ESubmitman *§Google [T Mattie ~

[ Jo| (uer) choose co-editor | & =

choose co-editor for submission t050615

Stage Sy e e )
Select Co-editor

Co-editor
Your article will be handled by the following Co-editor: Professor J. Simpson
Department of Chemistry University of Otago PO Box 56 Dunedin New Zealand
If you wish to make any comments regarding the special handling of your article (.g. suggestions for referees), please do so here.
Date of submission : <]
Please consider this CIF submission for publication in Acta Cryst C

The manuscript has passed the CheckCIF tests and generates an acceptable
PrintCIF output.

[

Yours sincerely

Choose Co-editor

Copyright © International Union of Crystallagraphy
TUCr Webmaster

Done 7

(1ucr) choose C
Fle Edit View History Bookmarks Tools Help

—ipix]

@ & - (O €3 2 J [[8]hupysubmissiontest.iucrorg:8600/submitse/choose_coedi | [#f+
ost Visited = [TDiving~ [T/Misc> [Sub~ [TCF~ [TDup~ ¥ESubmitman *JGoogle [TMattie v
[ ol tiucr) cheese Co-editor | & &

choose co-editor for submission t050615

Stage —1—2—3—4—5—6—7—8—’3

Select Co-editor

Select a Co-editor ©
The review of each article is handled by a Co-editor. Please select a Co-editor from the list of Co-editors.
{DrL. ERIKSSON ir|

If you wish to make any comments regarding the special handling of your article (e.g. suggestions for referees), please do so here.
Date of submission :

Please consider this CIF submission kg

I [=TEY

Eile

The manuscript has passed the check &5 @b - ) €3 A 4 [[o)

ity || http:ffsubmissiontest.iucr.org:8600/submit/e/choose_coedi = | |

Edit Wiew History Bookmarks Iools Help

[ — FiMost Visited » [“)Diving > [/Misc» [Subv [FICF~ [“Dup~v 3ESubmitman *JGoogle [~)Mattie v

[ o] (ucr) cheese Co-editor ]l + .

Choose Co-editor

choose co-editor for submission t050615

Copyright @ International Unian of Crystallogr
TUCE Webmaster

Stage —1—2—3—4—5—6—7—8—@

Select Co-editor

Select a Co-editor ©

The review of each article is handled by a Co-editor. Please select a Co-editor from the list of Co-editors

Dr L. ERIKSSON |

Done Professar M. AKKURT [«]

10r R. F. BAGGIO
Professor S. BERNES
Dr A.D. BOND
Dr M. BOLTE
Professor 1. BRITO
Professar K. CHINNAKALL
Professor /. CHERNYSHEV
Dr ].-C. DARAN

regarding the spedial handling of your article (e.g. suggestions for referees), please do so here.

sion for publication in Acta Cryst C

heckCIF tests and generates an acceptable

e e

Dr L. FARRUGIA
Professor M. GDANIEC
— Dr W.T. A HARRISON

Dr C. ESTERHUYSEN L

o Professor T. HOKELEK
Dr w. IMHOF
Dr H. ISHIDA
Dr AJ. LOUGH

Dr 5. W. NG P
Dr S. PARKIN -

C. llography

Duplicate submissions are assigned
to the same Co-editor who handled . o
the original submission. Otherwise

the author can choose any available

Co-editor.
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How Co-editor availability is determined

1. For duplicate structures assign to original Co-editor if
active (even if quota = 0), provided category is correct.

2. Select available Co-editors (active, correct journal, article
category, language). Determine the quota, number
assigned this week and this month and the number of
papers in review for each available Co-editor.

3. Select all Co-editors under quota. If none, drop the
language test.

4. If still none, factor in the number of articles in review.
Total review quota = quota * a journal multiplier

Discount Co-editors with more in review than number
determined.

5. If still none, repeat with doubling of monthly quota.

6. If all else fails, assign to Section Editor Crystallography

Journals
Online



Review

Over to you!

A complete set of source data
and some derived files are
available to aid the review
process including

*validation reports
°a “difference” file for revised
submissions

) (1ucr) article files - Mozilla Firefox (=] 3]

Fle Edit View History Bookmarks Tools Help

E [ O @ A 4 | [6] | httpiy/submissiontest iucr.org:8600/submit/e/review_addre v] [-‘lv @)

[ Most visited v [T)Diving v [TMisc~ [SSsub~ [TCF~ [TDup~ SESubmitman *§Google [T Mattie -

6] ucr) submission system s... €3 | (8] tucr) article files (%] 1 = <l
&

files available for submission hb6323

VRF required for current version: Please see checkCIF report

Stage -1.2-3.4-5-¢

IMPORTANT: Please check the Supplementary Materials pages in the review document. These pages canno!

after acceptance

1,3-bis(iodomethyl)benzene a re-determination.

Jim Simpson®

review documents | | upload revision | | upload enhanced figure | | emails and decisions

= Upload revision
Current version ron aw s 12:20:50 2011
Review document it (PDF) CIF / 3d view
checkCIF and duplication Supplementary materials
report
Zipped review files
Abstract More=~
Th fil for thi
Name Component Size Upload time
hb6323.cif Article 19103 Mon Aug 8 12:01:31 2011
hb63231sup2.hkl Structure factors 75978 Mon Aug 8 12:09:29 2011 Delete [«
hh6323finl n Finure 47143 Mon Aua 8 12:08-00 2011 =
Done

-7-5-9

Review files

t be corrected

Modify these details

*NEW! check for similar reduced cells in CIF

archive
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Reduced cell check

¥) (1lucr) Check for structures with matc - [o]x] £) (1UCr) Check for structures with matching reduced c; I (=]
fle Edit Wew History Bookmarks Iools Help fle Edit View History Bockmarks Tools Help
G Ep o O @ a7 | [8]] https/submissiontest iucr.org:8600/submit/efserve/4svody v] l‘]v 3| A - O @ A 4 | le] | http:y/submissiontest.iucr.org:8600/submit/e/serve/3COKxr v] [-'l - @,
Most Visited » [Divingv [TIMisc» [DSubw [CIF+ [DDup+ #ESubmitman *§Google [—Mattie v [ Most visited »  [T)Diving~> [TMisc> [FSub~ [ICIF~ [TDup~ FESubmitman *§Google [ Mattie =
| [6] lucn) submission system s... €3 I |e] (ucr) Check for structures ... & { - L (lucr) submission system s... €3 | [8] (lucr) check for structures ... &3 1 “F -
= =
check for structures with matchmg reduced cells for the = A _— ith tchi d d cells for th B
m CNECK Tor structures wi matching reauced celis for [
submission hb6325 10l . 9
submission sj2551
The fallowing table shows structures with similar reduced cells to those in the submitted CIF. Please note that this comparison is only
against structures in the IUCr CIF archive, The following table shows structures with similar reduced cells to those in the submitted CIF. Please note that this comparisan is only
Criteria used for search; cell parameters within 2% of largest cell length and all angles within 29 gt ctiaees .o R LI ectise:
Criteria used for search: cell parameters within 2% of largest cell length and all angles within 22
Datablock: I
Co-editor code Authors Reference Sum Space|Cell parameters Title Datablock: I
[formula [group [Co-editor code Authors Reference [Sum Space |Cell parameters [Title
hb6325 Lin, [THIS ARTICLE |C6H8 (Pbc |6.836,9.387,16.552 |Poly[disodium bis(\m- [formula |group
Dong-Dong; Na2 a [90.00,90.00,90.00] -r!alunaln)zincatE(Il) sj2551 Gao, THIS (C10 H8 [P 21 [8.012,9.533,15.023 |catena-Poly[[aqua(pyrazine-
Zhang, Li; 010 Zn dihydrate] 'Yu-Xiang*; |[ARTICLE [CoN4 |21 21 ([90.00,90.00,90.00] |2-carboxylato)cobalt(I1)]-\m-
Xu, 05 pyrazine-2-carboxylato]
Duan-Jun*
Possible Matches
is2003 Wang, [acta cryst. £62 [[c6 H8 [P b c |[6.823,9.533,16.493  [Poly[diaguadi- t':fj'ia"
[vong-Tao*; [(2006), Mn Na2 |a [90.00,90.00,90.00] L-malonato- _ -
Tang, mS82--m584 010 manganese(Il) Possible Matches
Gui-Mei; Qin, biz194 Gao, [acta cryst.[cioH8 [P 21 [8.012,9.533,15.023 |[catena-Poly[[aqualpyrazine-
Xu-Yang STRUCTURE FACTOR FILES  |[Yu-Xiang*; [E63 Con4 |21 21 ||[90.00,90.00,90.00] ||2-carboxylato)cobalt(I1)]-u-
[ARE IDENTICAL Wanag, (2007), (05 pyrazine-2-carboxylato]
Li-Bin; Niu, ||m1882
| | [Van-Ling;
Hao,
Lu-Jiang
2 2 E =
Bames, 1. C.; |[Acta Cryst, 053 |C6H8 [P bc |[6814.0497,16374 |Disodiom gau, BN = caeticinsE z.i 7.893,9.762,14.892 |[catena Polv[[aq:agowazme
- u-Xiang*; |E63 N4 OS5 121 |[90.00,90.00,90.00] 2-carboxylato-«2N?,0)zinc(11)]-u-
weakley, T.3. [(1997), 0-- Cul a [90.00,90.00,90.00] Bis(malonato)cuprate(II) W (2007) Z i
R Naz Dihydrate Vang, 2 B n pyrazine-2-carboxylato-
: b Li-Bin; Niu, |m2143 N0
[Yan-Ling;
Hao,
Lu-Jiang
] iz

useful both for findin

sef and for detecting suspect
similar structures....

structures
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Future developments

Structure factor checks to be included in initial
validation of submission

PLATON tests continually added in response
to new problems

Expertise requested for validation of powder
data based structures and incommensurate

structures

Possible interactive checking of values in the

text

Feedback and help on improving tests is

always welcome Crystallography
Journals

Online
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