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Journal publishing activities

8 Journals in crystallography and related areas
— Approximately 170 Editors and Co-editors

— Provide peer review service to more than 7000 articles
(2010)

— Publish 5000+ articles

— Acta Crystallographica, 60 issues

— Journal of Applied Crystallography, 6 issues
— Journal of Synchrotron Radiation, 6 issues
— 13000 pages
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What we intend to cover

* Authoring and submission
* Handling of submissions and article review

* Technical editing and production

REJECTION

* Typesetting and proofreading

Co-editor informed by email about

Article submitted
Review documents generated

Author uploads

new or revised paper revised files

Co-editor views submission

Co-editor invites referee

Referee declines

Referee accepts invite invite

Review submitted

Co-editor DECISION

Review comments

sent to author

* Journal printing

* Putting the journals online

!  Distribution of online content and metadata

REVISION Review comments
ACCEPTANCE sent to author
EDITORIAL WITHDRAWAL
OFFICE

PLEASE ASK QUESTIONS THROUGHOUT
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Crystallography Journals Online offers a number of services to prospective and current authors of articles in Acta Crystallographica
Section B! Structural Science, with the aim of ensuring as smooth and rapid a process of publication as possible.

author services

The author services pages give links to instructions on how to prepare your paper for submission and toaols to help you do this, details of
what to do about supplementary data and utilities to track the status of your paper once it has been accepted and is in production. In
addition, you will be able to download proofs or electronic reprints from these pages.

How to prepare your paper

Notes for Authors Chtml [ pdf |

CIF information

Prepare experimental tables
Microsoft Word template
LaTeX template

EndMote output style

Prepare an enhanced figure
Submit your paper
* Online submission instructions
* Artwork guide
» Editorial board
e Transfer of Copyright Agreement

After submission

Status of your submitted paper
Download electronic proofs of your paper

[+]
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Download electronic reprint of your paper

L]
L]
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* Order reprints of your paper

Links include
* WORD template
> LaTeX template
* CIF information

* How to prepare
experimental tables
from CIF

* publBio

Crystallography

Journals
Online



Why templates and author tools

* Provide a structured way of capturing articles

* Save authors' time if integrated with submission
procedures

* Avoid rekeyboarding, particularly of data

* Improve efficiency and accuracy of journal
production procedures by providing information in
a format that can be easily processed

» Allow new features to be introduced to the journals,
e.g. enhanced figures
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B B i | WORD 2007 and

no Q '? : : : s L £ < <table headnote>  <Appendix heading 1= o
qIMIl] ) <table text> <Appendix heading 2= 1
Author Check  Table <bady <heading <heading <heading <acknowl- <reference= <figure <table . ! Help
details styles tools | textstyle>  1style> 2 style> 3 style> edgements> caption>  heading> <table footnote> <Appendix heading 3=
Tools Styles Info

L] L]
» Util tent
Authors who use Microsoft Word may prepare their papers for submission with the IUCr's Microsoft Word template, which enables authors to l I Zes CO n e n
structure a manuscript for submission and publication.
management
This template is packaged with a number of tools, incuding tools that allow tables of experimental data to be prepared easily. featu reS Of WO R D

+ Microsoft Word template for PC users (Word 2007 and 2010)

Older template versions @ O I de r te m p l ateS

To download older template versions, use the right mouse button or use "Save As..."

L]
* Microsoft Word template for PC users (Word 97-2003)
* Microsoft Word template for Macintosh users a SO ava l a e

* README file for Word 97-2003 users

Additional information
The templates are undergoing development, so if you have any comments please send them to the IUCr (med®@iucr.org).

Please note that the templates do not work with Microsoft Office 2008 for Mac.

Search term doi Gol
Author All journals '| volume page Advanced search

Copyright @ International Union of Crystallography
Home Contact us Site index About us Partners and site credits Help Terms of use

The IUCr is a scientific union serving the interests of crystallographers and other scientists employing crystallographic methods,
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Select journal Select paper type

Click here to enter title

Click here to enter author details

Correspondence email:

Keywords: semicolon-separated list
Synopsis
One or two sentences appropriate for the joumal's contents listing

Abstract

Click here to enter text.

1. First level heading (style: IUCr heading 1)

This is a main section (style: IUCr body text)

The main heading and paragraph stvles can be applied using the IUCr tab, or using Word's stvle
gallery. The heading styles automatically apply section numbering.

1.1. Second level heading (style: IUCr heading 2)

This is a subsection (style: IUCr body text)

1.1.1. Third level heading (style: IUCr heading 3)

This is a sub-subsection (stvle: IUCr body text)

Acknowledgements  The acknowledgements should bein a single paragraph (style: IUCr
acknowledgements: this style applies the heading).
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Correspondence email:
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Synopsis
One or two sentences appropriate for the joumal's contents listing
Abstract

Click here to enter text.

1. First level heading (style: IUCr heading 1)

This is a main section (style: IUCr body text)

The main heading and paragraph styles can be applied using the IUCr tab, or using Word's style
gallery. The heading styles automatically apply section numbering.

1.1. Second level heading (style: IUCr heading 2)

This is a subsection (style: IUCr body text)

1.1.1. Third level heading (style: IUCr heading 3)
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short communications!
lead articles

feature articles

letters to the editor
scientific comment
addenda and errata
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Synopsis
One or two sentences appropriate for the joumal's contents listing

Abstract
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DUF55 was expressed and purified as aescriped previously (Song et al., 2005). Briefly, the DUF55 DNA sequence (residues
55-221) was cloned into plasmid pET22b, \Ws a C-erminally His-tagged protein. DUFSS5 was purified using metal-
chelating chromatography, SP cation-exchange chromatography (Amersham) and gel filtration on Amersham Hil.oad Superdex 75.
Finally, the protein was concentrated in a buffer consisting of 20mM HEPES pH 7.2, 150mM NaCl, 5% glycerol and 2mM DTT.
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DUFS55 at a concentration of IOmgml'l was crystallized using the hanging-drop vapour-diffusion method at 291 or 277K. After
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277K (0.30 x 0.07 x 0.02mm). The crystals were soaked in a cryoprotectant solution (0.1 M sodium acetate pH 4.0-4.8, 42% PEG
2000 MME, 75mM ammonium sulfate, 7SmM NaCl, 15% glycerol, 3% 1,6-diaminohexane) and flash-frozen in liquid nitrogen.

2.2 . Data collection

The diffraction of the DUFS5 crystals was too weak for the collection of usable data sets using a rotating-anode X-ray generator. Two
data sets (named data set 1 and data set 2) were collected to 2.3A resolution on beamline 3W1A at the Beijing Synchrotron Radiation
Facility and processed using MOSFLM (Leslie, 2006) and SCALA (Collaborative Computational Project, Number 4, 1994).

2.3 . Data analysis and molecular replacement

Initially, the data sets were processed in space group P6222!F6, 22 according to the selfrotation function plots (Fig. 1) and the

detected systematic absences. However, crystal twinning was indicated by an impossibly low value of the Matthews coefficient in this

symmetry [1.1615;3 Da’! for one molecule per asymmetric unit). The presence of twinning was confirmed by examination of the
cumulative intensity distribution (Fig. 2) and Padilla-Yeates local intensity statistics (Fig. 3). Plausible lower symmetry space groups
included P3,, P3,, P3 12/P3,12, P3,21/P3,21 and P6,/FP6,. Molecular-replacement searches were therefore carried out under all
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2.1 Protein expression and purification

DUF55 was expressed and purified as described previously (Song eral.,
2005). Briefly, the DUF55 DNA sequence (residues 55-221) was cloned
into plasmid pET22b, which produces a C-terminally

DUF55 was purified using metal<helating chromatog

exchange chromatography (Amersham) and
HiLoad Superdex 75. Finally, the protein was concen
consisting of 20mM HEPES pH 7.2, 150mM NaCl, 5
DTT.

This could take a minute or so, depending
on the length of text, number of citations,

2.2 . Protein crystallization

DUFS55 at a concentration of IOr'ﬂgr'nl’J was crystalliz =te

hanging-drop vapour-diffusion method at 291 or 277F

numerous conditions, the following crystallization condition was identified:
a hanging drop containing 1ul protein solution, 1pl reservoir solution (0.1 M
sodium acetate pH 4.0-4.8, 28% PEG 2000 MME, 200mM ammonium
sulfate) and 0.2pl 30% 1.6-diaminohexane as an additive
(1.6-diaminohexane is a basic reagent, so that the actual pH is about 10.9).
After a week, fan-like crystals appeared. The dimensions of the crystals
obtained at 291K (0.45 x 0.15 x 0.08mm) were notably larger than those
obtained at 277K (0.30 x 0.07 x 0.02mm). The crystals were soaked in a
cryoprotectant solution (0.1M sodium acetate pH 4.0-4.8, 42% PEG 2000
MME, 75mM ammonium sulfate, 7SmM NaCl, 15% glycerol, 3%
1,6-diaminohexane) and flash-frozen in liquid nitrogen.

2.3 . Data collection

The diffraction of the DUFSS5 crystals was too weak for the collection of
usable data sets using a rotating-anode X-ray generator. Two data sets
(named data set 1 and data set 2) were collected to 2.3A resolution on

beamline 3W 1 A at the Beijing Synchrotron Radiation Facility and processed

using MOSFLM (Leslie, 2006) and SCALA (Collaborative Computational
Project, Number 4, 1994).

2.4 . Data analysis and molecular replacement

Initially, the data sets were processed in space group P62221’F6422
according to the self-rotation function plots (Fig. 1) and the detected
vstematic ahsences. However. crvstal twinnine was indicated bv an
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according to the self-rotation function plots (Fig. 1) and the detected
systematic absences. However, crystal twinning was indicated by an
impossibly low value of the Matthews coefficient in this symmetry [1.16_553
Da”! for one molecule per asymmetric unit). The presence of twinning was
confirmed by examination of the cumulative intensity distribution (Fig. 2)
and Padilla-Y eates local intensity statistics (Fig. 3). Plausible lower
symmetry space groups included PEI, F32, F3112IP3212, P31211P3221 and
P62IP64. Molecular-replacement searches were therefore carried out under

all possible symmetries using the program Phaser (McCoy et al., 200?"-”')
and data set 1. The search model was PDB entry 2arl , which had 43%
sequence identity (Arakaki er al., 2006"-”'). Although potential molecular-
replacement solutions were found in P3112, F3121 and P64, they were

judged to be unreliable because of low log-likelihood gain (LLG) values
(13, 49 and 5, respectively). A more reliable solution was found in Fil, with

an LLG value of 182. We tested out all four solutions in CNS (Briinger et
al., 1998'-"') and after one cycle of hemihedral/tetartohedral twinning

refinement only the solution in P31 led to improved R, and Rt.[“ values

work

simultaneously (Table 1); the others led to a poorer Rt’rrc although anrk

clearly decreased. The true space group was therefore assigned as FBI,
implying that the DUF55 crystals were tetartohedrally twinned. Similar
results were obtained using data set 2 {data not shown).

2.5 . Estimation of tetartohedral twin fractions

Owerall intensity statistics were evaluated in order to test for high or perfect
twinning (Y eates, 1997"‘") and the results confirmed severe twinning (Table
2). In order to identify the twin operator and estimate the twin fraction, the
data (reduced in PBlJ were evaluated using the H-test (Yeates, 1988"’")

under the three possible twin operators in P31. The results (Table 2)

suggested that data set 1 was partially twinned by tetartohedry and that data
set 2 might be nearly perfectly twinned by tetartohedry. We therefore
attempted to refine the structure against data set 2 using CNS and available
scripts (Barends ef al., 2005"""). However, it was not possible to obtain a
satisfactory refinement. One possible explanation was that data set 2 was
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tetartohedrally twinned and that the correct twin fractions therefore needed to be incorporated into the refinement. To this end, a new
method for estimating tetartohedral twin fracti nlausible solutions
for the four twin-fraction values were obtained urther analysis. The

potential solutions for the twin fractions for de TeX/LaTeX:

A\ {\alpha_{1}I_{1} + ‘alpha_{2}I_{2}
In the case of tetartohedral twinning, the obsel \:?;E: {g}g ?5}_'_ \glphaJr{ﬁIp{zj - Ji{l}{cr 5 UkJ as follows:

\alpha_{1}1_{2} + ‘alpha_{2}1_{1}+
\alpha_{3}I_{4}+ “alpha_{43I_{3} = J_{2h¢er
\alpha_{1}I_{3} + ‘alpha_{2}I_{4}+
i i i o) \alpha_{3}I_{1}+ walpha_{4}I_{2} = J_{3h¢cr _ 3
The assignment of subscripts to twin operatior \alpha {117 {4} + \alpha {2} {3h+ @ h-D), ."3 refers to I(-k,

-h, -l and 14 refers to I(-h, -k,I), according to t

then the intensities can be detwinned (f.e. one| Preview equation || Insert equation tain the true

intensities, arbitrarily setting [, =1,). If the ¢ should obey

exponential statistics (Wilson, 1949'-‘9). On the other hand, if an incorrect solution for the twin fractions has been chosen then the
detwinned intensities may not follow the correct distribution. In this way, it is possible to distinguish between correct and incorrect
solutions for the twin fractions (Yeates & Yu, 2008"7"). This approach was used to analyze the potential twin-fraction solutions for
data sets 1 and 2 (Fig. 4). In the case of data set 1, the detwinned data calculated under solution 1 followed a somewhat more ideal
distribution than those calculated under solution 2. In the case of data set 2, solution 2 was much better.

It is important to note here that for each solution for the twin-fraction values there are four different permutations of the four twin
fractions which are equally correct (Yeates & Yu, 2008”}; different permutations simply correspond to exchanging the assignments
offl, Iz, .’3 and 14 in (2). The permutation of the twin fractions that is chosen is therefore arbitrary, unless it is necessary to obtain

agreement with a previously defined set of intensities. This was the case here, as a molecular-replacement model (and its calculated
intensities) had already been obtained (i.e. prior to detwinning). In this work, therefore, detwinning under all four allowed
permutations of the twin-fraction solution was performed and the correct solution was decided by the behaviour of atomic refinement
and by the inspection of electron-density maps. For completeness, the four permutations of the alternate (less plausible) solution for
the twin fractions were also tested. The same procedure was applied to data set 2. Thus, eight separate preliminary refinements were
conducted using each of the two data sets (the results for data set | are shown in Table 3). Solution 1 for data set 1 was (0.424, 0.300,
0.134, 0.142), with the alternate orderings (0.300, 0.424, 0.142, 0.134), (0.134, 0.142, 0.424, 0.300) and (0.142, 0.134, 0.300, 0.424)
being equally possible. It was verified that solution 1 of data set 1 (0.424, 0.300, 0.134, 0.142) and solution 2 of data set 2 (0.291,
0.276, 0.151, 0.282) were correct. This was consistent with the previous examination of detwinned intensity statistics (Fig. 4).

2.6 . Refinement under partial tetartohedral twinning
Because all four twin-related reflections must be observed for detwinning to be carried out (2), data completeness is important for
detwinning. We therefore refined the structure using data set 1. An atomic model was rebuilt using Coot (Emsley & Cowtan, 2004’-")

and simulated annealing and B-factor refinement were then performed employing noncrystallographic symmetry restraints using CNS.
After about ten cycles of refinement, most of the amino-acid residues could be traced, including four residues which were introduced
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satisfactory refinement. One possible explanation was that data set 2 was also partially (but not perfectly) tetartohedrally twinned and [«]
that the correct twin fractions therefore needed to be incorporated into the refinement. To this end, a new method for estimating
tetartohedral twin fractions (Yeates & Yu, 2008) was applied. Two unique and equally plausible solutions for the four twin-fraction
values were obtained from this method , the correct so! . e B . The potential solutions for the
twin fractions for data sets | and 2 are shown in Table

In the case of tetartohedral twinning, the observed inte c intensities UA_J as follows:

Spell check complete

‘object_0_tex
Any spelling uncertainties are highlighted
(double-click a highlighted uncertainty for

more information).

The assignment of subscripts to twin operations is arb efers to J(k,h,-1), ."3 refers to I(-k,

-h, -I) and 14 refers to I{-h, -k,I), according to the three N have been estimated,

(1595 3
then the intensities can be detwinned (.e. one can soly sities, to obtain the true

intensities, arbitrarily setting flmc = IIJ. If the data have been detwinned successfully, then the resulting intensities should obey

exponential statistics (Wilson, 1949). On the other hand, if an incorrect solution for the twin fractions has been chosen then the
detwinned intensities may not follow the correct distribution. In this way, it is possible to distinguish between correct and incorrect
solutions for the twin fractions (Yeates & Yu, 2008). This approach was used to analyze the potential twin-fraction solutions for data
sets 1 and 2 (Fig. 4). In the case of data set 1, the detwinned data calculated under solution | followed a somewhat more ideal
distribution than those calculated under solution 2. In the case of data set 2, solution 2 was much better.

It is important to note here that for each solution for the twin-fraction values there are four different permutations of the four twin
fractions which are equally correct (Yeates & Yu, 2008); different permutations simply correspond to exchanging the assignments of
11. 12. !3 and 14 in (2). The permutation of the twin fractions that is chosen is therefore arbitrary, unless it is necessary to obtain

agreement with a previously defined set of intensities. This was the case here, as a molecular-replacement model (and its calculated
intensities) had already been obtained (i.e. prior to detwinning). In this work, therefore, detwinning under all four allowed
permutations of the twin-fraction solution was performed and the correct solution was decided by the behaviour of atomic refinement
and by the inspection of electron-density maps. For completeness, the four permutations of the alternate (less plausible) solution for
the twin fractions were also tested. The same procedure was applied to data set 2. Thus, eight separate preliminary refinements were
conducted using each of the two data sets (the results for data set | are shown in Table 3). Solution 1 for data set 1 was (0.424, 0.300,
0.134, 0.142), with the alternate orderings (0.300, 0.424, 0.142, 0.134), (0.134, 0.142, 0.424, 0.300) and (0.142, 0.134, 0.300, 0.424)
being equally possible. It was verified that solution 1 of data set | {0.424, 0.300, 0.134, 0.142) and solution 2 of data set 2 (0.291,
0.276, 0.151, 0.282) were correct. This was consistent with the previous examination of detwinned intensity statistics (Fig. 4).

2.6 . Refinement under partial tetartohedral twinning

Because all four twin-related reflections must be observed for detwinning to be carried out (2), data completeness is important for
detwinning. We therefore refined the structure using data set 1. An atomic model was rebuilt using Coot (Emsley & Cowtan, 2004)
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Macromolecule details, crystallization, data collection, phasing and refinement

Please navigate using the tabs below and fill out as many fields as possible (items labelled in grey are not essential, but you are
encouraged to provide them where possible).

Macromolecule || Crystallization | Crystal data || Data collection | Data-cellection statistics || Phasing || Refinement
Component molecules (entities) || Macromolecular assembly

Li ] Details {such as chemical composition, name and source) of the component molecules {entities) that are present in the crystallographic
structure

Click here to add data for another component molecule {entity) of this macromolecule

Entity 1

Click here to remove this entity

Entity description

Description Human thymocyte nuclear protein 1

Mutation(s)
Modification(s)

EC number
Entity source

Source type j
Entity production

Select appropriate production protocol(s) [ ] j
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Macromolecule || Crystallization | Crystal data || Data collection | Data-cellection statistics || Phasing || Refinement
i ]
Click here to add data for another crystal of this macromolecule

Crystal 1

Click here to remove this set of crystal data

Crystal growth

Method vapor diffusion|

Apparatus !Hang\ng—drup vapour diffusion
| 8itting-drop vapour diffusion

'(I'E)mperature !Free interface diffusion/counterdiffusion
| Microbatch

Atmosphere | . i
|Microdialysis

Seeding

protocol

Growth time

Additional
details

maore...

Crystallization solutions
Click here to access a database of crystallization screens (which may help when listing the solution components)

Macromolecule solution

Wolume Volume units  pH
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Macromolecule details, crystallization, data collection, phasing and refinement

Please navigate using the tabs below and fill out as many fields as possible (items labelled in grey are not essential, but you are
encouraged to provide them where possible).

Macromolecule || Crystallization | Crystal data || Data collection | Data-cellection statistics || Phasing || Refinement
i ]

Click here to add data for another crystal of this macromolecule
Crystallization screens

Crystal 1 (data kindly provided by Rigalu)

Click here to remove this set of crystal data Vendor i Hampton Research

Crystal growth Screen  Crystal Screen Cryo j -

Method vapor diffusion v Well number 4 j

Apparatus tris hydrochloride (0.075 M, pH 8.5)

Temperature 2g1 ammonium sulfate (1.5 M)

K

() glycerol (25 viv)

Atmosphere

Seci Click any of the above components to add them to
esang your table [the 'target input box will be

protocol

highlighted when you hover over the above items
- dick in any of the component fields (Mame,
Growth time Concentration...) to change the 'target']
Additional
details

more

Crystallization solutions
Click here to access a database of crystallization screens (wh

Macromolecule solution

Wolume Volume units  pH

£
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crystallization conditions can be added from a database
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Crystallization solutions

Click here to access a database of crystallization screens (which may help when listing the solution components)

Macromolecule solution

Wolume “olume units  pH

Components of the macromolecule solution

Concentration OR concentration range
Macromolecule in the macromolecule solution Concentration units pH

Other components
Ammo J
|ammonium acetate
ammonium bromide
ammonium chloride
Pl Ammoniumchiorid

v ammonium citrate - ammonium
| hydroxide

ammaonium citrate - citric acid
ammonium dihydrogen phosphate
ammaonium phosphate (monobasic)

(|

ammonium phosphate monobasic kration OR concentration range
ammonium phosphate, monobasic recipitant solution Concentration units
.
|ammonium fluoride ﬂ

| ammaonium formate
ammonium iodide

| ammaonium nitrate

| ammonium selenate b

Wi ammonium sulfate
Ammoniumsulfate

| ammoniium sulphate

{ ammonium sulphate
ammonium sulfite

# e precipitant solution, click here to import the precipitant data
| ammonium sulphite je.o B 2 o D

ammonium citrate (dibasic) tration OR concentration range
ammonium citrate dibasic aservoir solution Concentration units
|ammaonium citrate, dibasic | ﬂ

|ammonium monchydrogen citrate
ammaonium monohydrogen phosphate
ammaonium phosphate (dibasic)

Cryol smmanium phosphate dibasic

ammaonium phosohate, dibasic [+
zotero

crystallization conditions can be added manually



Fle Edit wiew History Bookmarks Tools Help

@ @ - O @ ‘?\ [@ http /fpublbio.iucr.org/publbiofeditcif.phprcifid=dz5146

=] @~

[ [@] publgio data collection (%] IL% (ucr) Data for structural an.., €3 |

Figures

Add another figure: before the active tab; after the active tab
Move active figure tab: to the left; to the right

Fig. 1 || Fig- 2 || Fig. 3 || Fig. 4 || Fig. 5 || Fig- 6

Click here to remove this figure

Click here to add an image for this figure

70 Acentric, theoretical

—— Acentric, DUF55

60 -

50 -

40 -

NZ)

30 =

20

T
0.0 0.2 0.4 0.6 0.8 1.0

[)‘JuumalsMwwjdflssues}zOOS)‘OS)‘OO)‘szl4E}d25146ﬁg2.g|f I Browse...
iUpload! | Delete |Close  Imal

Caption
B 7 |x x| XBx@B@EE e|0| | &%
etal | Tbg | X | Tgx

Cumulative intensity distributions for acentric reflections (cumulative Wilson distributions). For the DUF55 data (data set 1) the
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Other tools (ask for a demonstration)

publICIF

@ Standalone tool for editing CIFs and previewing them in journal style
@ Used mainly for submissions to Sections C and E

» publCIF engine underlies WORD template and publBio

? Popuollar, well established and widely distributed; used by most C and E Co-
editors

Enhanced figure toolkit
2 Available as a standalone tool or within the submission system

@ Creates standard figures for inclusion in the “archived” journal and
corresponding 3D interactive figures

» Easy to use, but not yet adopted by the majority of authors

@ Interactive figures can be created from small molecule and macromolecular
ClFs

Chemistry toolkit

Work is in progress on a chemistry toolkit, to allow chemical connectivity
information and diagrams to be created from CIFs on a routine basis

Other toolkits Crystallography

What else should we be working on? Journals
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Fle Edit Wiew History Bookmarks Tools Help

L% (1ucr) Artwork guide l gk

artwork guide

The aim of this guide is to help you prepare your electronic artwork for submission to IUCr journals. By following the
recommendations in this guide, you will be helping us to achieve the highest possible standards of reproduction.

. General points to consider

. Preferred file formats

. Figure sizing

. Compaosite images

. Fonts, labelling

Number formats

. Colour

. Cropping

. Motes on particular types of figures
. General guide to digital images
. Checklist

. Useful resources

. FAQs

o e
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1. General points to consider

All figures should be submitted electronically via the submission system. Figures should be numbered sequentially in the
order in which they are referred to in the text. Captions to figures should be provided separately in the manuscript file.
Please submit one file per figure.

Please aim to keep lettering on figures to a minimum, and ensure you use SI units (e.g. K) throughout.

Only those figures that are necessary to illustrate the techniques or results described will be published; any others will
be deposited.

For any figures that have been published previously, please ensure you obtain permission from the copyright holder
prior to submitting your article to us. Please also forward a copy of the permission letter to the IUCr.

Back to contents
2. Preferred file formats

The IUCr recommends that only the following file formats are used for electronic artwork submission:

* EPS (Encapsulated PostScript, .eps), PS (PostScript, .ps)
» TIFF (Tagged Image File Format, .tif)
® HPGL (Hewlett Packard Graphics Language, .hpag)

We recommend that you do not use the following file formats, because they may result in lower standards of
reproduction:

* 1PEG (Joint Photographic Expert Group Image File, .jpg)
e GIF (Graphic Image File, .gif)

* PDF (Portable Document File, .pdf)

* MS Office (Word, Excel, PowerPoint) (.doc, .ritf, .xls, ppt)

EPS, PS (resolution independent unless there is an embedded bitmap fhalftone)

Line weights should be between 0.35 and 1.5pt at final size. Please ensure that fonts are embedded. For embedded
images, please follow the guidelines for TIFF below.

TIFF

Colour images should have a resolution of at least 400 d.p.i. (dots per inch) at final size.

Monochrome images (black line art on a white background) and greyscale images should have a minimum resolution of

[«

> Online artwork
uide available
rom author
services page
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Figures — general

» All figures submitted electronically, ideally at start of
submission

> All figures have caption; schemes do not

» Figures numbered in order they are cited in the text

* Grids and shadings to be avoided (and coloured
backgrounds)

» Specialised symbols (e.g. open circles, closed triangles)
should either be avoided in the caption or given as words

* Consider how final figure will appear in print — should fit
one page

* Any special instructions for figure handling should be sent

to the Editorial Office on acceptance c
rystallography

Journals
Online




Image formats

» Recommended formats in Notes for Authors
* Encapsulated Postscript or PostScript (.eps, .ps) (resolution independent unless

there is an embedded bitmap, in which case minimum 600 d.p.i.)
@ Tiff (.tif, minimum resolution 600 d.p.i. final size)
» HPGL (.hpg) (resolution independent)

@ | ess recommended

@ MS Office (WORD, Powerpoint, Excel) (.doc, .rtf, .ppt, .xls) (potential loss of
image quality; loss of fonts, movement of labelling)

* PDF (.pdf) (potential loss of image quality)

JPEG (.jpg) (uses lossy compression methods — loss of features, ghost effects)
» GIF (low resolution and limited to 256 colours)

@ PNG (limited colour range in certain circumstances)

L

* However, PDF and PNG may be necessary for certain LaTeX distributions

Crystallography

Journals
Online
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Resolution and image formats

Thisone Thisisan Thisisan Thisis an
is saved example of example of example of
as an EPS a 600-dpi a 72-dpi a 72-dpi

file image image image
vector format 600 dpi 72 dpi 72 dpi
EPS file TIFF file TIFF file  JPEG file

(medium quality)

Crystallography

Journals
Online

Black and white line images should be a minimum of 600
d.p.i. at final size



Resolution and image formats

400 dpi 72dpi 72 dpi

TIFF file TIFF file  JPEG file
(medium quality)
Greyscale and colour images should be a minimum of Crystallography
400 d.p.i. at final size Journals

Online



What is considered to be a figure, table or scheme?

Table 2 Calculated apatite lattice parameters.

Sample a(R) (&)

GT7441 9.376(3) 5.828(4)
GI744/2 9.382(7) 6.829(0)
SAR1 9.369(4) 6.886(%)
HATOR 9.385(0) 6.884(3)
988 9.446(7) 6.834(9)
LI%5 9.443(9) 6.834(2)
LIS54 9.430(2) 6.883(3)
ELISH 9.449(5) 6.833(6)
ELISHZ 9.448(3) 6.884(5)
HATO? 9.404(0) 6.877(9)
C57 9.438(8) 6.879(3)
KHI 9 449(8) 6.872(3)

FIGURE OR TABLE?
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What is considered to be a figure, table or scheme?

Table 2 Calculated apatite lattice parameters.

Sample PTEY 23 FIGURE OR TABLE
GI744/01 ERCHT Y 6. 8884
GI744/2 23820 6. B3R
SAaR] 2.36%(4) 6. 886(%) Table 2
Caleulated apatite lattice parameters.
HATOS 8.385(0) 6. 8ed(3) Sample aA) c(A)
EE 244670 6. 884 GI744/1 9376 (3) 6.888 (4)
GI744/2 9382 (7) G889 (1)
1195 9 44309 6.854(2) SARI 9369 (4) H.H86 (D)
- - HAILOR 9385 (1) G884 (3)
9HE 9446 (T G884 (D)
LISSA 9.430(2) 6.883(3) LI95 9.443 (9) 6.884 (2)
LI95A 9430 (2) HEES (3)
ELISH 9.449(5) 6.853(6) ELISH 9.449 (5) 6883 (6)
ELISH2 9448 (3) 6G.884 (5)
HAIO3 9.404 (1) H.8TT ()
ELLSHz 9.448(3) 6.884(2) 57 9438 (%) GATD(3)
KHI 9.449 (8) 6.872 (3)
HATOS 24040 )
257 Q4388 £ BT
Crystallography
EH1 244978 £ BT
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What is considered to be a figure, table or scheme?

Table 2. Calculated apatite lattice parameters.

Sample alA)

GI74441 9 376(3)

GI744(2 9.382(7)

SAR1 9 369(4)

HATOS 9.385(0)

988 9 446(7)

LI95 9 443(9)

LI95A 9. 430(2)

ELISH 9 449(5)

ELISHZ 9 448(3)

HATO3 9.404(0) 6.877(3)
C57 9.438(8) 6.879(3)
EH1 9.449(8) 6.872(3)

FIGURE OR TABLE?
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Table 2. Calculated apatite lattice parameters.

alA)

9.376(3)

9.382(7)

9 365(4)

9.385(0)

244607

244309

6.877(%)

6.879(3)

6.872(3)

= What is considered to be a figure, table or scheme?

FIGURE OR TABLE

a(X)

9.376(3)

6. 8779
87903

€872(3)
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2, C14H404, CsHLCl, C2H2ClLN,

3, C24H2404, CeH4Cly, C12H2CIN,

Figure 2

Step la from Fig. 1 in the case of multiple residues: search for the first functional
group, —Cl, in the connectivity of every residue. Matches for DAQMUD are shown
as examples. For each matching residue, the matching residue number, here 2 and 3,
and a representative chemical formula of the entire entry with the functional group
removed are stored.
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Intensity (arbitrary units)
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Intensity (arbitrary units)

Composite figures

Fibre Axis
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@ Parts of figures (a), (b) etc.;
labelling should be in 8pt
Times and Times ltalic at
final size

@ Ask authors to revise figures
if labelling too small
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Arrangement of composite figures

@ Vertical or horizontal arrangements
are OK

@ The overall width and height of the
journal page should be considered

(@)

@ Composite figures (together with their
caption) should fit on one page - if
more space is needed, ask authors to
split figure into two

(b)

# Large amounts of white space should (c)
be avoided

() (b) ()
Crystallography

Journals
Online




g

Stereoviews

* Left and right views should
be within a single figure

> Atom labelling should be on
both left and right views in
stereo perspective

) Crfétélo raphy
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Cropping images

* Images should be cropped before submission

* Information such as “Figure 1' that will not be part of the final
figure should be omitted

* Images should not be boxed

* Labels for parts of a figure should ideally be centred below
the figure

Crystallography
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Labelling of structural diagrams

/

\_ /
. o/ AN 1 &

' . %
F

TN
) —  —

/ \

» Atoms should be shown as ellipsoids not spheres
* Atom numbers should usually not be in parentheses

» Atom labels should not intersect with bonds or ellipsoids
Crystallography
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Sizing of artwork

* Most artwork will be sized to fit a single column which is
21.5 picas (8.85 cm) wide

* In exceptional circumstances diagrams will be sized to fit
1.5 columns (12 c¢cm) or double column width (18 cm)

* Submitted artwork should generally be the same size or
larger than the published size

Crystallography
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Colour and greyscale

Colour Greyscale

% In the printed journal colour figures may be printed
as greyscale, but appear in colour online

» Colours should be distinct when converted Crystallography

Journals
Online




Colour and greyscale

Colours should not disappear when converted — authors to revise figures where
pale colours are used

Crystallography
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RGB and CMYK colour

RGB __ CMYK

f' '\.

RGB CMYK
Red, Green, Blue Cyan, Magenta, Yellow (and
Black)

@ Colour figures are converted to CMYK for printing

@ If accurate colour reproduction is required, figures
should be submitted as CMYK

Crystallography
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Microstrain

Use of colour

6000
d —u— White beam, a
4000 f. —eo— Mono (110)
2000 A /J f':;.
- ¥ -C.”'f
% [/
7 .
0 "
Z
' , "
; 4 L
2000 -y 47,
I d
-4000
-6000 . . ———
-4 -2 0 2 4

Sample position (mm)

@ Colour is expensive to print

# Colour to be used only when absolutely necessary

@ Figure captions to be colour independent
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submissions home page

Welcome to the online submission service for Acta Crystallographica Section B: Structural
Science.

The service is easy and straightforward to use, and requires you to supply

® the text of your article as a single file

® your full contact details

® details of your article

® details of the authors of your article (surnames, forenames and e-mail addresses
of all authors)

® high-resolution graphics files for each figure and chemical scheme, and
supplementary data (including a CIF and structure factor or Rietveld data files for
structural papers), together with any other supplementary files you wish to
submit

If you have not used this service before, please first read the detailed online submission
instructions. Context-sensitive help is available by holding your mouse over underlined
text in the submission forms or by clicking on the help icons

submit your article

The International Union of Crystallography is a non-profit scientific union serving the world-wide interests of crystallographers and other scientists
employing crystallographic methods.

Crystallography Journals Online partners and site credits.
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Getting started
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of all authors)
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submit

If you have not used this service before, please first read the detailed online submission
instructions. Context-sensitive help is available by holding your mouse over underlined
text in the submission forms or by clicking on the help icons

submit your article

The International Union of Crystallography is a non-profit scientific union serving the world-wide interests of crystallographers and other scientists
employing crystallographic methods.

Crystallography Journals Online partners and site credits.

Copyright @ International Union of Crystallography
IUCr Webmaster

-

" |

Full submission
INstructions are
available

Submission tips
are also
available

AS Is context-
sensitive help

Crystallography

Journals
Online



What needs to be ready before submission?

* Article text prepared as a single file

* Figures and schemes as separate graphics files

» A CIF for articles reporting a crystal structure

@ Structure factor/powder data file for each datablock in the CIF
* Any other supplementary data as separate file

@ Full contact details (e-mail address, mailing address, telephone and fax
numbers)

@ Details of all the authors, including e-mail addresses

@ Other details (article title, article category)

» Comments and suggestions for reviewers

» Validation report/mmCIF for macromolecular submissions
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Types of files for submission

* WORD or OpenOffice file preferably created using IUCr template
@ LaTeX (using IUCr template)

@ Figures as PostScript, encapsulated PostScript or TIFF files, but other
formats are supported

» Valid CIF/validation report/mmCIF (for structural papers)
@ Structure factor/powder data files in CIF format

* Any other supplementary files
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Upload your arti il Notes for authors 2010 -
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Pages 104108
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‘Copyright @ International Union
.RJC: Webmastar Submission a 1. Scientific scope
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Section B of Acta Crystallographica publishes papers in which structurs is the primary focus of the
work reported. The central themes of Section B are the acquisition of structural knowlsdge from novel
experimental observations or from existing data, the correlation of structural knowledge with physico-
chemical and other properties, and the application of this knowledge to solve problems in the
tructural domain. Section B has broad chemical coverage, encompassing metals and alloys, inorganics
minerals, metal-organics and purely organic compounds. Biological, particularly macromolecular,
ral science is covered by Sections D and F. A more complete definition of scientific scope is

an Editorial [Acta Cryst. (1994), B50, 1-3].

For submission and refereeing we require the word processing and other source files for your article to be submitted
. The files should be prepared according to the Notes for Authors. You may submit either (2) WORD or OpenoOffice files,
one or (b) LaTeX files.

— - — — WORD or

At Stage 1, we require a WORD or Openffice file of the text, tables and figure captions of your article to be uploaded.
Note that figures should not be included in this file

At Stage 3, we request you to provide the following source files:
© A high-resolution graphics file in TIFF, PostScript or encapsulated PostScript format for each figure and scheme
® Files of any supplementary material that should accompany your publication

For each source file you will be asked to 2. Categories of contributions

o Select the role of the file, its number and part number as applicable ; ; g8 :
. LcTatedt:e ffﬂ‘e on your local system Contributions should conform to the general editorial style of the journal.
* Upload the file

You may overwrite an incorrectly uploaded file by uploading a replacement file with the same role, number and part
number, 2.1. Research Papers

Once you have uploaded all your files, you should CONTINUE to the next stage. All files, induding graphics files, will be .
automatically converted into a PDF review document by the submission system. If for any reason the submission Full-length Research Papers should not normally exceed 15 journal pages (about 15 000 words).

system is unable to convert your source files o PDF, you may be asked to upload a PDF at the end of Stage 3.
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What does the overall submission and review procedure involve?

The overall procedure involves six stages:

e Stage 1
You will be asked to provide your e-mail details and the article title, and to select your article
also be asked to upload a single file of the text of your article. Details of the file required are
Stage 2
You will be asked to give further details of your article (see above ).
Stage 3
You will be asked to upload graphics files and supplementary data for your article (see below
should only dick on the CONTINUE button when you have uploaded all relevant files and hay
review document,
Stage 4
You will be invited to select a Co-editor, from a list of those available, to coordinate the reviey
Comments concerning your article and details of possible referees should be typed into the s
s Stage 5
A PDF review document is generated from the file(s) you submit and you will be provided with
accessing and viewing this document.
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Once your review document is created, the system will assign a Co-editor to your article. You
contact details of this Co-editor and a Co-editor reference code. The reference code has twe
digits (e.g. au0165) and should be quoted in all subsequent communications with the Co-edit
Office. You should keep a record of the web address for viewing your article and the Co-e
article.

article details

Your file has been received.

The Co-editor will arrange for the review of your article and will inform you by e-mail of the ou
review. You may be asked to submit revised versions of your article (see below). Please note
Stage e L . (Y - - should only be submitted at the request of the Co-editor handling your article.

) : Stage 6
Article details Your submission is now complete and you will be returned to the home page for your article. ]

submit a covering letter at this stage, it may be uploaded using the contact co-editor tab.

1. Contact author details
E-mail address* cpbrock@uly.edu

Repeat cpbrock@uly.edu
e-mail address*

Title professor |
First name(s)* carolyn P.

| ~ & Confirmation of

Name qualifier | —]

(e.g. Ir, 111} . .
D:Dg;rtlr'ﬂent Department of Chemistry | recel pt Of fl Ie

Organization University of Kentucky
Street/PO Box*

Back to contents

City* Lexington

State/province Ky
Jcounty

Post/zip code 40506-0055
Country* United States =}
Telephone® +1 859 2571959
Fax* +1 859 3231069

2. Details of the article

Article title* Molecular origins of commercial laser dye functionality in azacoumarins and quinolones

Authors (one per line, in article order; please indicate the contact author) E‘
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*** RECEIPT OF SUBMISSION TO ACTA CRYSTALLOGRAPHICA SECTION B ***

| #F paper details

9 June 2011
Dear Author
Thank you for submitting your article entitled:

Maolecular origins of commercial laser dye functionality in azacoumarins and quinolones: LD 425, LD 489 and LD 473

for publication in Acta Crystallographica Section B. It has been assigned
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You will be asked to provide your e-mail details and the article title, and to select your article
also be asked to upload a single file of the text of your article. Details of the file required are
Stage 2

You will be asked to give further details of your article (see above ).

Stage 3

You will be asked to upload graphics files and supplementary data for your article (see below
should only dick on the CONTINUE button when you have uploaded all relevant files and hay
review document,

Stage 4

You will be invited to select a Co-editor, from a list of those available, to coordinate the reviey
Comments concerning your article and details of possible referees should be typed into the s
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A PDF review document is generated from the file(s) you submit and you will be provided with
accessing and viewing this document.

Once your review document is created, the system will assign a Co-editor to your article. You
contact details of this Co-editor and a Co-editor reference code. The reference code has twe
digits (e.g. au0165) and should be quoted in all subsequent communications with the Co-edit
Office. You should keep a record of the web address for viewing your article and the Co-e
article.

The Co-editor will arrange for the review of your article and will inform you by e-mail of the ou
review. You may be asked to submit revised versions of your article (see below). Please note
should only be submitted at the request of the Co-editor handling your article.
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Your submission is now complete and you will be returned to the home page for your article. |
submit a covering letter at this stage, it may be uploaded using the contact co-editor tab.

Back to contents
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the following web address: ‘
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http://submission.iucr.org/submit/b/review_address/X1Q8fOiFme3Ps44 /ft065344 J

need it throughout the review process.
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a CIF if this is a structural paper. The files should incude

(a) a single file in Word, RTF or LaTeX format of the text, tables and
figure captions of your article,

(b) a high-resolution graphics file in TIFF, PostScript or encapsulated
PostScript format for each figure and scheme, and
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Potential problems

> Title and main article text file are checked against
previous submissions in our database

» For journals other than Sections C and E, an exact
duplication of the title or main article text file with one
previously submitted will cause the system to ask the
author to contact support rather than continuing with the
submission

» Software is used to check all uploaded file types - this can
occasionally not identify a file type correctly (e.g. where
the file starts with comments) resulting in problems
uploading files
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2. Details of the article

Molecular origins of commercial laser dye functionality in azacoumarins and quinolones

Authors (one per line, in article order; please indicate the contact author)

Surname® E-mail address ©
Carolyn P. Brock cpbrock@uky.edu
Xiaogang Liu ¥316@cam.ac.uk
Jacqueline Cole jmecel@cam.ac.uk
Paul G. Waddell pgw27@cam.ac.uk
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referenced in source LaTeX file
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* Feedback very important
* Integration with contributor ID systems such as ORCID
* Plagiarism checking of all articles (using CrossCheck)

> Integration of electronic copyright/licencing transfer into
submission procedure

* Improve documentation for authors and make the process
clearer

» Transfer of information collected by tools and templates to
submission system
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