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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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structure a manuscript for submission and publication.

Current template

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

Older template versions
To download older template versions, use the right mouse button or use "Save As..."
* Microsoft Word template for PC users (Word 97-2003)

* Microsoft Word template for Macintosh users
* README file for Word 97-2003 users

Additional information

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

Search term doi
All journals v' volume

Copyright @ International Union of Crystallography

Author page

Home Contactus Site index About us Partners and site credits

| Bone

Authors who use Microsoft Word may prepare their papers for submission with the IUCr's Microsoft Word template, which enables authors to

This template is packaged with a number of tools, incuding tools that allow tables of experimental data to be prepared easily.

The templates are undergoing development, so if you have any comments please send them to the IUCr (med®@iucr.org).
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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 styles 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
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Abstract
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1. First level heading (style: IUCr heading 1)

This is a main section (style: IUCr body text)
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1.1. Second level heading (style: IUCr heading 2)

This is a subsection (style: IUCr body text)
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Abstract

Click here to enter text.

1. First level heading (style: IUCr heading 1)
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This is amain section (style: IUCr body text) Ty

P odm e i e fam b

The main heading and paragraph styles can be applied usingl

Correspondence author for publication

Primary contact author for this submis:

Search WDC by IUCr ID
2662

@

4

picked up
from services
such as

Jillian Kaye Bradshaw
International Union of Crystaliography , 5

Apbedy Square, Chester, CH1 2HU, United O R C I D

%ﬁ%:‘iu?:gérgd ils in th i h Or

Use these details in the active author o

] from previous

journal
authors

gallery. The heading styles automatically apply section numl

=
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 (style: IUCr body text)

Acknowledgements  The acknowledgements should bein a single paragraph (style: IUCr
acknowledgements: this style applies the heading).

Crystallography

Journals
Online

Page:1of 2 | Words: 274 | @ English (UK) | |
L




@,, ) - U.‘:‘J« A 7 B & E @ s Documentl - Microsoft Word -8X

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr l

D\ <keywords> - <table headnote> | <App i ing 1>
00 ¢ » txt | h1 h2 h3 | ack ref fig | th O
s <synopsis> <table text> <Appendix heading 2> Z
| Author Check Table <body | <heading <heading <heading | <acknowl- <reference> <figure | <table o o . || Help || SGML || Toggle
details styles tools | <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <table <App heading 3> ‘ || highlights
‘ Tools [ Current style: IUCr sans text grey || _info || sgml ‘ Misc

IUCr

Select journal Select paper type

@ Mark up text
with styles, e.qg.
first-, second-
or third-level
headings

@ Styles also
available from
I[UCr ribbon

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)

Crystallography

Journals
Online

Acknowledgements  The acknowledgements should bein a single paragraph (style: IUCr

acknowledgements: this style applies the heading).

Page:10f2 | Words: 272 | <& English (uk) | &3 |




@.‘ LR @.é“- AY B & = @ |5 Documentl - Microsoft Word Table Tools = = x‘
ua

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ UCr [ Design Layout

o0 & | <keywords> B P R <A Bl
o0 g & txt | h1 h2 h3 | ack ref fig
-~ || <synopsis> <table text> <Appendix heading 2> S | ‘
| Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table o R " . | Help || SGML Toggle |
details styles tools | <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <table <App heading 3> [| | highlights ‘
| Tools Current style: IUCr table text /| _mfo || sgmi || Misc
@ Tables should

This is Word's reference management system. but if you usually use a different citation manager,
please apply the IUCr references style to each reference.

be prepared
using
WORD's table
editor with
styles applied
to caption,
headnotes
and footnotes

@ Experimental
tables can be
prepared
using Table
tools

Table 1 Thisis a table heading (style: IUCr table caption: this style applies table numbering)

This is a table headnote (stvle: IUCr table headnots)

IUCr tabletext IUCrtabletext IUCrtable text IUCrtable text

IUCrtabletext IUCrtabletext IUCrtable text IUCrtable text

This is a table footnote (style: IUCr table footnote)

Figure 1 Each figure caption should be a single paragraph (stvle: IUCr figure caption; this stvle
applies the figure numbering).

Appendix A. First level appendix heading (style: IUCr appendix heading 1)

TUCr body text

A1. Second level appendix heading (style: IUCr appendix heading 2)
IUCr body text

A1.1. Third level appendix heading (style: IUCr appendix heading 3)
IUCr body text

Crystallography

Journals
Online

~N

Page:20f2 | Words: 274 | <&  English (UK) | | HEH@OEH




(@) 2 v@=-ATLLEE -

Documentl - Microsoft Word X
: Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr I
o0 <keywords> R et CAnpends ingl> | 4B
o0 g &» txt | h1 h2 h3 ack ref fig | th (i)
) <synopsis> <table text> <Appendix heading 2> || =
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table ) ) Help | SGML Toggle
details styles tools <abstract> | text style> | 1style> 2style> 3style> | edgements> caption> | heading> <table footnote> | <Appendix heading 3> [ || highlights
Tools Al Current style: IUCr table caption Info | Jgﬂ‘ Misc
i)
es

please apply the IUCY referd)

Table 1 Thisis atable heading (style: IUCr table caption; this stvle applies table iz

This is a table headnote (stvle: IUCr table headnote)

style to each reference.

E

IUCr tabletext IUCrtabletext

TUCr table text

IUCr tabletext IUCrtabletext

IUCr table text

IUCr tabl

IUCrtabl: =

Use a CIF or mmCIF to create tables

Load
CIF

|

o

This is a table footnote (style: IUCr table footnote)

Figure 1 Each figure caption should be a single paragraph (style: IUCr figure capti

applies the figure numbering).

Appendix A. First level appendix heading (style: IUCr appendix heading 1)

IUCrbody text

Load a structure from the PDB
archives to create tables

A1. Second level appendix heading (style: IUCr appendix heading 2)

IUCrbody text

A1.1. Third level appendix heading (style: IUCr appendix heading 3)

IUCrbody text

Fetch | PDB code:
PDB
CIF
on; this style
2

v Page: 2 of 2 | Words: 274 | @ English (UK) | |

IEEEE

Use Table
tools to
prepare
experimental
tables from CIF
for small
molecule
structures

For
macromolecular
structures use
PDB code to
import mmCIF
to create table
of experimental
details

Crystallography
Journals

Online



s Documentl - Microsoft Word
Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat 1 uCr l

oo - <keywords> - <table headnot; < dix heading 1> X

o0 g &» txt | h1 h2 h3 | ack ref fig | th ‘

B <synopsis> <table text> <Appendix heading 2> < | ‘

Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table ) . || Help || SGML | Toggle

details styles tools | <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendixheading3> | ‘ ‘ highlights

| Tools J [ Current style: IUCr table caption ‘ Info Sgml Misc |
References

This is Word's reference management system. but if vou usually use a different citation manager,
please apply the IUCr references style to each reference.

Add to
document

Options...

Save
CIF

Geometry
tables

Table1 Thisis

Experimental details

For all structures: monoclinic, P2y/c. Bxperiments were carried out at 180 K with Mo £Q radiation. Refinement was with 0

IUCr body text

IUCrbody text

This is a table head
IUCrtable text A
restraints.
IUCrtable text
This is a table footy
Crystal data.
Chemical formula
MS
Figure 1 Each f abc (A
applies the figure
pp! gur Be
V(&
z 5 2
Appendix A. Firs
mm™Y

Crystal sizz (mm)

14425_180k_22apr201 tintd

Cy3HyN205

24626

7.059 (3),24.497 (10), 13,914 (6)

103.559 (6)
2339.0 (16)
H

0.10

0.55x026x0.12

Rigaku Crystal@ear-SM Bxpert 2.0
4

A1. Second leve Data collaction

IUCr body text Ritirscoane F
diffractometer

A1.1. Third level Absorption correction. IMulti-scan.
Higashi, 1995

arie 1 ann

13489

Cy5Hy P3N0,
312.29

8.9941 (5), 11.2954 (), 14.3536
[©]

102.537 (3)
1423.44 (14)
4

012

0.42x022x0.14

13473

Cy7HoF3MNz0
324.34

12.1853 (5), 12.2242 (4), 10,6361
[©)]

93.4529 (1)
1581.43 (9)
4

041

032x0.16x0.12

KappaCCD KappaCCD
diffractometer diffractomater
IMulti-scan IMulti-scan
i from lated 1t Tom lated

measurements, S ORTAV (Blessing
1997)

aner aane

rmeasurerments, S ORTAV (Blessing
1997)

nnim A apn

v Page:20f2 | Words: 274 | <§ English (UK} |

|EEE

@ Each
datablock
from CIF
appears
as column
in table

Crystallography

Journals
Online



Documentl - Microsoft Word

9-uE=S-AY0Rd& )

Home Insert

Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ ucr {

e \ | <keywords>
Q.M.P ﬁ .» <synopsis>

Author Check Table <body
details styles tools | <abstract> |textstyle> | 1style> 2style> 3style> | edgements>

Tools Current style: IUCr table caption

<table h

d >

Appendix heading 1>

txt hi h2 h3 ack ref fig th

<heading <heading <heading | <acknowl- <reference> <figure <table
caption> | heading> <table footnote>

<table text>

<Appendix heading 2>
<Appendix heading 3>

;o;

Help SGML Toggle

highlights

Info Sgml Misc

References

please apply the IUCr references style to each reference.

This is Word's reference management system._ but if you usually use a different citation manager.

Rebuild table ‘

Table1 Thisis Column heads: | Datablock_name =

Thisis atablehgad | Data blocks:
IUCr table text Qav 1d425_180k_22apr2011intd
D ~ ~ 14489
IUCrtable text @D ~ v 14473

The following items are not usually published,
but may be included if of special interest

D Fooo

(%] Specimen_density
Cell_measurement_reflections

(%] Cell_measurement_theta_range

Q Crystal_shape
Specimen_colour
Radiation_source
Monochromator

(x] Detector_resolution
Scan_method

Q Reflection_theta_range
hkl_range
Structure_factor_coefficient
Weighting_scheme

refine s shift/su max

This is a table footx

Figure 1 Each f
applies the figure

Appendix A. Firg

IUCr body text

A1. Second leve

IUCr body text

‘Options..." include changing the order of structures
in this table and including extra items.

d out at 1830 K with Mo XQ radiation. Refinement was with 0

A1.1. Third level Multi-scan

Higashi, 1995

Absorption correction

IUCr body text

o o nrie 4 ann

14489

Cy5Hy P3N0,
31229

8.9941 (5), 11.2954 (6), 14.3536
[©]

102.537 (3)
1423.44 (14)
4

012

042x022x0.14

13473

Cy7HoF3MN0
32434

12.1853 (5), 12.2242 (4), 10.6361
)

93.4529 (11)
1581.43 (3)
4

0.11

032x0.16x0.12

KappaCCD KappaCCD
diffractomater diffractornaters
Iulti-scan Iulti-scan
1ti feom: lated 1t from Jated

measurements, S ORTAV (Blessing
1997)

nnen anan

Y
measurements, S ORTAV (Blassing
1997)

Page:20of 2 | Words: 274 | Q} English (UK} | &3 |

|»

Extra non-
standard items
present in CIF
can be added to
table

Datablocks can
be selected for
inclusion or
exclusion

Several types of
column headings
can be selected

Small molecule,
powder and
incommensurate
ClIFs handled

Crystallography
‘ Journals

Online



TAVDORH& )

Documentl - Microsoft Word

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat J uCr [
oo \ | <keywords> - <table head dix heading 1> -
oo g » txt | h1 h2 h3 | ack ref fig | th
: <synopsis> <table text> <Appendix heading 2> ‘
Author Check Table <body | <heading <heading <heading | <acknowl- <reference> <figure <table . R I SGML Toggle
details styles tools || <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | headi <table f PP 3> 1 ‘ ‘ highlights
Tools Current style: [UCr table caption /| _Info || Sgml | Misc
i}
References
This is Word's reference management system._ but if you usually use a different citation manager,
please apply the IUCr references style to each reference. ] O n Ce a I I
.
items have
_— - o= been
~
Add to ; Save  Geometry This table will be added to your document I~ I t d th
document OptonhlNeTe tables Y Se eC e y e

Table1 Thisis

Thisis a table head

TUCr tabletext

IUCrtable text

This is a table footz

Figure 1 Each f
applies the figurg

Appendix A. Firs
IUCr body text

A1. Second leve

IUCrbody text

A1.1. Third level

IUCr body text

at the position of the document cursor.

Experimental details

For all structures: monoclinic, £2y/c. Experiments were carried out at 180 K with Mo X0 radiation. Refinement was with 0

experimental
table can be
added to the

restraints.
18425_180k_22aps201 lintd 13489 14473
Crystal data
Chamical formula Cy3H N05 Cy¢H, F3N0, C47H P3N0
¥, 24626 312.29 324.34
a,b,c (A 7059 (3),24.497 (10),13.914 (6)  B.9941 (3),11.2954 (6), 14.3536 12.1853 (5), 12.2242 (4), 10,6361
@ @
B™ 102.559 (6) 102.537 (3) 93.4529 (11)
v (A3) 2339.0 (16) 1423.44 (14) 1581.43 (9)
z 8 4 4
W ™Yy 0.10 0.12 0.11

Crystal size (rm) 0.55x026x0.12

Data collection

Diffractornater Rigaku Crystal(ear-SM Bxpert 2.0
;‘i.ffmmmnnx

Absorption correction Multi-scan
Higashi, 1995

aric 1 ann

042x022x0.14

KappaCCD
diffractomater

Idulti-scan
6

lated

032x0.16x0.12

KappaCCD
diffractomater

IMulti-scan
o

lated

rom
measurements, S ORTAV (Blessing
1997)

nnén anan

oM sy
maasuremants, S ORTAV (Blassing
1997)

NNz aann

| ‘

. Page: 2 0of 2 | Words: 274 | Q§ English (UK) |

[EIE

=0 (=) v

document

Crystallography

ournals

=l
: Online

O



T D E:‘u' A 7 u & B @ | 5 Documentl - Microsoft Word -8Xx

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat } uCr { @
oo <keywords> - <table headnote: - dix heading 1> =
oo g » o txt | h1 h2 h3 | ack ref fig | th .x
<synopsis> <table text> <Appendix heading 2> N [
Author Check Table <body | <heading <heading <heading | <acknowl- <reference> <figure <table i . Help SGML Toggle
details styles tools || <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendixheading 3> | “ highlights
Tools Il Current style: IUCr table caption || info | | sgmi Misc

References

This is Word's reference management system. but if vou usually use a different citation manager,
please apply the IUCr references style to each reference.

o B =%
Hide =
2;7:?:: Select... non-selected ﬁ:agﬁs
geometry ke

Table 1 Thisis

. Selection of geometric parameters prior to creation of tables
This is a table head

Select/deselect a single parameter by clicking it; select/deselect a group of parameters by dragging the mouse over
IUCr table text them.

Move a single parameter by dragging its icon &

Move a group of parameters that have the same selection state by holding down the SHIFT key before dragging the
_ icon of the first parameter in the group.

Thisis atablefoott  pMoye a structure block by dragging its icon <>

IUCrtabletext

| Bonds || angles |

Figure 1 Each f £13425_180k_22apr201 intd © | ,18489 © | ,28473 (4]
applies the figure o select... ~  Select...
201—C8" 1.379(2) 201—C7  1378(2)
201—C2° 1.386(2) 201—C1 1.3821(19)
Appendix A. Firs £01—C8  1.380(2) ON1—C7  1.315(2)
£201—C2  1.3802) ONI—C6  1.344(2)
IUCrbody text £02—C3° 12162) OC7—C8  1.390(2)
. £03—C2  1209(@2) £02—C1 1215(3)
£C3C4" 1.343(3) £C4—C5  1.366(2)
PTG £C3C2" 1435(3) £C4—C8  1416(2)
IUCr body text 4CI—H3I 097(2) £C4—H4 09500
i £C9C8 1.389(3) SF1—CI5  1.327(2)
A1.1. Third level £C9C5" 1.394(3) £C6—N2  1357(2)
£C9C4" 1450(3) £C6—CS  1433(2)
IUCTr body text SNISC8 1323(2) OF3—C15 13312)
SNI1SCT 1.349(2) £C8—C3 1435(2)
£C3—C4  1.348(3) £C2—C3  1.355(2) LI
2

. Page:20f2 | Words: 274 | & English (UK} | [

@ (Can also
create
geometry
tables from
CIF

Crystallography

Journals
Online



9~ 0 EE- AT D QA& ) Documentl - Microsoft Word

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr [
ae \ | <keywords> B B e Appendix heading 1>
Qo g » txt | h1 h2 h3 ack ref fig | th

<synopsis> <table text> <Appendix heading 2> >

Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table L . e r— Help SGML Toggle
details styles tools | <abstract> | textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablef PP > [ highlights

Tools Current style: IUCr table caption || Info || Sgml || Misc

i)
References

This is Word's reference management system. but if vou usually use a different citation manager,
please apply the IUCr references style to each reference.

Table 1 Thisis

. Selection of geometric parameters prior to creation of tables
This is a table head
Select/deselect a single parameter by clicking it; select/deselect a group of parameters by dragging the mouse over
them.

Move a single parameter by dragging its icon &

Move a group of parameters that have the same selection state by holding down the SHIFT key before dragging the
icon of the first parameter in the group.

Move a structure block by dragging its icon <>

IUCrtable text

IUCrtable text

This is a table footy

| Bonds H angles |

o
Hide
(i;ebf;: Select... non-selected Cll;aggte
geometry ¥

Figure 1 Each f £ 13425_1 80k _22apr201 1intd © | susas © | cus473
applies the figure A Select... 4 Select...
£C8—01—C2" 121.04(14) LC7T—01—C1  122.18(13)
£C8—01—C2  12143(14) OCT—N1—C6  117.72(14)
el ~
Appendix A. Fird OC4—C3—C2° 122.71(17) SN1—C7—01  112.50(14)
{C4—C3—H3" 123.1(12) ON1—C7—C8  126.52(15)
IUCr body text £C2CIHT 1142(11) £01—C7—C8  120.95(14)
: £CRCCS 115.18(17) AC5—C4—C8  121.77(15)

{C5—C4—H4 119.1
{C8§—C4—H4 119.1

£C8—C9—C4" 119.15(17)

A1. Second leve
£C5—C9C4" 135.66(17)

IUCr body text SCENICT 116.81(16) ONI—C6—N2  116.34(15)
i £C4—C3—C2  12267(17) SON1—C6—C5  122.03(15)

’ £C4—C3—H2  122.1(13) ON2—C6—C5  12163(15)
£58-3.dilest vl £C3—C3—H2 115.1(13) £CT—C8—C4  114.64(15)
[UCr body text £C3—C4—C9  11865(17) £CT—C8—C3  11761(15)
£C3—C4—C1 12159(17) £C4—C8—C3  127.74(15)
£C9—C4—C1119.75(16) £C3—C2—C1 12091016\

_ Pagei20f2 | Words: 274 | <& English (UK) | |

v

=
!E

@ (Can also

create
geometry
tables from
CIF

@ (Can select

which bonds
and angles to
include in
table

Crystallography

ournals
Online



.20 [@J"‘é:' A 7 L’ u; g @ Y Documentl - Microsoft Word e
Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr l
o \ | <keywords> R <table headnot: < dixheading1> W
o0 g » txt | h1 h2 h3 | ack ref fig | th (i )
<synopsis> <table text> <Appendix heading 2> —
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table ) : Help SGML Toggle
details styles tools || <abstract> | textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> | highlights
Tools Current style: IUCr table caption Info Sgml Misc
i)
References

. Page:20f2 | Words: 274 | N

This is Word's reference management system. but if vou usually use a different citation manager,
please apply the IUCr references style to each reference.

Table1 Thisig
Selection of geometric parameters prior to creation of tables

Thisis a table head
Select/deselect a single parameter by clicking it; select/deselect a group of parameters by dragging the mouse over
IUCr table text them.
TOC tabi Move a single parameter by dragging its icon
riabletext Move a group of parameters that have the same selection state by holding down the SHIFT key before dragging the
icon of the first parameter in the group.

Thisis a table foots  Moye a structure block by dragging its icon <>

| Bonds || &ngles |

=)
Create pide Change | i

abl Select...  non-selected e If there is more than one structure, the layout can be .

AnleS geometry ayout  switched between a 'side-by-side’ view and a 'top-to-bottom’ view.

Figure 1 Each {

13425_180k_223ps201 Lintd © | sus483 © | su8473
applies the figure ~  select... ~  Select...

£201—C8" 1.379(2) £01—C7 1378(2)

£201—C2" 1.386(2) £201—C1 1.3821(19)

£201—C8  1.380(2)
£01—C2  1.330(2)

SNI—CT  1315(2)

Appendix A. Firs
ON1—C6  1.344(2)

IUCrbody text £02—C2" 1216(2) £C7—C8  1.390(2)
. £203—C2  1209(2) 203—C1 1215(2)

A1. Second level QOISR 1430 0C4—C3 1.366(2)
£C3C2" 1435(3) £C4—C8  1416(2)

IUCrbody text CC3—H3" 097(2) £C4—H4 09500
. £C9CE" 1.389(3) SF1—C15 1.327(2)

. £C9CS5" 1.394(3) 4C6—N2  1357(2)

A1.1. Third level aco_ce 1430 R e
IUCr body text ONI—C8" 1.323(2) OF3—C15 1331(2)

SNI—CT7" 1.349(2)
£C3—C4 134803

£C8—C3  1435(2)
£C2—C3 135502\

English (UK) | |

Can also
create
geometry
tables from
CIF

Can select
which bonds
and angles to
include in
table

Layout can be
changed to
accommodate
comparison
tables

Crystallography
Journals

Online



be5173.doc.copy.docx - Microsoft Word

("ng_o-o»g-umumﬂ

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins EndNote X2 Acrobat IUCr template I uCr l

ae \ | <keywords> = <table headnote> | <Appendix heading1> 4N
o0 g &» txt | h1 h2 h3 | ack ref fig | th (i)
<synopsis> <table text> <Appendix heading 2> —
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table i ) Help SGML Toggle
details styles tools || <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> | highlights
Tools J Current style: Heading 3 Info Sgml Misc

Table 2 Data collection and refinement statistics

Data collection

Resolution range (A) 49.43-2.9 (3.06-2.9F
Unit cell

A) 132.5,196.7,170.8

) 90.0,92.8,90.0
Space group P2,
Redundancy 4242
Reflections 805846 *
Unique reflections 193013 Use a CIF or mmCIF to create tables
Completeness (%) 100 (99.9) ‘ = ‘
“Rissrgs (%0) 12.0 (36.6) CIF
Igl 10.7 (2.5)

Load a structure from the PDB

Refinement archives to create tables
Range (A) 20.0-2.9 F:g:g PDB code: 2xgl
Reflections used 191418 cIF
‘RRs.s 19.0/22.3
No. of atoms in the asvmmetric unit

Protein 63129

Ligand 645

Solvent 63
Rms deviations

Bond lengths (A) 0.014

Bond angles (%) 147
Average B 45.04

MolProbitv validation

Clashscore (all atom contacts)

4.2 (100 percentile)

Poorrotamers (%) 391
Ramachandran (%)
Favoured 96.28
Allowed 3.59
Disallowed 0.13
CFPdeviations = 0.25 A 18

MolProbitv score 1.90 (99t percentile)
| Pagei16.0f17 | Words:4993 | < English (UK) =g B 30%.0)

* For macro-
molecular
papers the
PDB
reference
code can be
used to
upload an
mmCIF

Crystallography

: Journals
: Online



(r 1) ) - U@%* AVORAH& )+ be5173 opy.docx - Microsoft Word -8 v}

™

®

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins EndNote X2 Acrobat IUCr template ‘ uCr ‘

@]ﬁ t§ .9 <keywords> txt hi h2 h3 HEle raf flg th <table headnote> | <Appendix heading 1> o

<synopsis> <table text> <Appendix heading 2> >
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table L . e r— Help SGML Toggle
details styles tools | <abstract> | textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablef PP 3> highlights
Tools Current style: Heading 3 Info Sgml Misc

" Table 2 Data collection and refinement statistics

Data collection
Resolution range (A) 49.43-2.9 (3.06-2.9F
Unit cell

Tables
A) 132.5, 196.7, 170.8 ge n erated
© 90.0, 92.8.90.0 . .
Space group o B8 % Contal n I ng

Redundancy Add all tables | 4l

Reflections 1o document. @ S a m p I e

Uniguerelectons | g g e information
Completeness (%) oldacument
“Risrgs (%0) sample information /
zgl
IMacromolzculs details
Databass coda(s) PDE code: 2XQ1; UNP code: CATAPIC AN
Refinement
(1 lecul P is l catalase (BC number: 1.11.1.6), protoporphyrin IX containing Fe, water
Range (A)
IMacromolzcular assembly
Reflections used
Mass (Da)
iR _‘RQ .
Source organism PICHIA ANGUSTA
No. of atoms in the asvmm -
=4 Crystallization and crystal data
Protein Coystallization mathod
vw\gowwle and Tamperature (K)
Solvent Apparatss
Rms deviations Atmosphare
Bond lengths (A) Pressuse (kPa)
Bond angles (%) Crystal growth time
Average B Seeding
MolProbity validation Additional details .02 M magnesivm formate, 20% (W/V) PRG 3350
Clashscore (all atom c Crystallization solutions
Poorrotamers (%)
) Crystal dam ~|
Ramachandran (%)
Favoured 96.28
Alloved 359 Crystallography
Disallowed 0.13
CPdeviations > 0.25 A 18 ; 0 u rna S .
MolProbitv score 1.90 (99 percentile) ¥ O n I I n e

Page: 16 of 17 | Words: 4,993 | <8  English (UK} e |
L



(@ 2-o@=Aav02a8) - 3 ]
~ Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins EndNote X2 Acrobat IUCr template ‘ uCr ‘ @
ae . <keywords> | B = <table headnote> | <Appendix heading 1> \

(N, t?(;; (> txt hi h2 h3 ack ref fig th
<synopsis> <table text> <Appendix heading 2>
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table | . . Help SGML Toggle
details styles tools | <abstract> | textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> highlights
Tools Current style: Heading 3 Info Sgml Misc

Table 2 Data collection and refinement statistics

&)

Data collection

Resolution range (A) 49.43-2.9(3.06-2.9¢

Unit cell Tables
(A) 132.5,.196.7.170.8 generated
() 90.0. 92.8. 90.0 . .

Space group o B8 % Contal nlng

Redundancy S add ol tables Al

Reflections ey hace p— o document. @ S a m p | e

Unique reflections a— . i nfo rm ati on

o
Completeness (%) Matthaws coefficient, Vgg 249

Risess (%0) (#paty
@ Data

Tgl Solvant contant (%) 50.14

collection and
Refinement Copuliysm,spchgop | 22, Stru Ctu re

Range (A) a,b,c (A 132.52, 196 68, 170.85

Reflections used 0By 90,92.85,90 SO I u tl O n
Rgm No. of molecules in unit cell, Statistics
z

No. of atoms in the asymm

Protein S
Add following table
Liga.nd to document
Solvent Data collection and structure solution statistics
Rms deviations o
foad WValues for the outer shell are given in parentheses.
Bond lengths (A)
Bond angles (:) Diffraction source Synchrotron; BSRF beamling ID14-1
AverageB e
MolProbitv validation o it
Clashscore (all — Diffraction protocol Single wavelangth
P Monochsomator Diamond (111), Ge(220)
= Collimation . ﬂ
Ramachandran (%)
Favoured 96.28
Alloved 350 Crystallography
Disallowed 0.13
CPdeviations > 0.25 A 18 0 u rna S .
MolProbitv score 1.90 (99 percentile) O n I I n e

Page: 16 of 17 | Words: 4993 | ® English (U.K) e
L




(@) 2-v@=aT0RE8):

ocx - Microsoft Word

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins EndNote X2 Acrobat IUCr template ‘ uCr @
o0 <keywords> ) = <table headnote> | <Appendix heading1> \
o0 g &» txt | h1 h2 h3 ack ref fig | th \ 0
<synopsis> <table text> | <Appendix heading 2>
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table . . Help SGML Toggle
details styles tools || <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> highlights
Tools Current style: Heading 3 Info Sgml Misc
‘ Table 2 Data collection and refinement statistics
a
Data collection
Resolution range (A) 49.43-2.9 (3.06-2.95
Unit cell
A) 132.5,196.7,170.8
© 90.0, 92.8. 90.0
Space group o @B %
Redundancy Add all tables |, 4l
Refisctions structure refinement and model validation Atoldocumentl
Unique reflections WValues for the outer shell are given in parentheses. \

Completeness (%)

Rucas %)
g

Refinement
Range (A)
Reflections used
RRpe
No. of atoms in the asymn;
Protein
Ligand
Solvent
Rums deviations
Bond lengths (A)
Bond angles (%)
Average B
MolProbity validation

Clashscore (all atom ¢

Poorrotamers (%)

Ramachandran (%)

Rafinamant softwars
Rafinemant on
T cutoff

Rasolution range (A)

REFMAG S.5.0109

20.00-2.90 (2.974-2.900)

Favoured
Allowed
Disallowed

CFdeviations>0.25 A

MolProbitv score

No. of reflections used in (13850)
refinernant
No. of reflections above 0 191418
cutoff in final cycle
Final overall R factor 0.191
Atorndc displacemant model
Owerall average 5 factor 42.5
(6]
No. of protein atoms 63129
No. of ligand atoms 645
No. of solvent atoms 65
Total No. of atoms 63839
No. of refingd pammatess
Non-crystallographic
SYTUMetLY mestraints
Bulk solvent model MASK
Final Ry g, 0.19059 (0.298)
Are o eflecsicn foe Qe cean
96.28
3.59
0.13
18

1.90 (99 percentile)

Page: 16 of 17 | Words: 4,993 | ® English (U.K) =
L

Tables
generated
containing

Sample
information

Data
collection and
structure
solution
statistics

Structure
refinement
and model
validation

Crystallography

Journals
Online



02\ - Ubgv AVORAH& )+ Documentl - Microsoft Word Table Tools ==
G —
Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr I Design Layout

Fat | <keywords> . <table headnot A e
q.pnfp g > txt | h1 h2 h3 ack ref fig | th
> [ <Synopsis> <table text> <Appendix heading 2> |
Author Check Table <bo <heading <heading <headi - <reference> <figure <table L R " ) || Help SGML Toggle
details styles tools ‘ <abstract> | text style> | 1style> 2style> 3style> | edgements> caption> | heading> <tablef: PP 3> } [ highlights
Tools | Current style: IUCr table text Info || Sgml Misc |
References

This is Word's reference management system. but if you usually use a different citation manager,
please apply the IUCr references style to each reference.

@  Figure
captions
should be
listed

@ Insert
appendices if
appropriate

@ Headings,
tables, figure

Table 1 Thisis a table heading (style: IUCr table caption: this style applies table numbering)

This is a table headnote (style: IUCr table headnote)
IUCr table text IUCr table text TUCr tabletext TUCr tabletext

IUCr tabletext IUCrtabletext IUCr table text IUCr table text

This is a table footnote (style: IUCr table footnote)

Figure 1 Each figure caption should be a single paragraph (stvle: IUCr figure caption; this style

applies the figure numbering).

Appendix A. First level appendix heading (style: IUCr appendix heading 1)

IUCrbody text

A1. Second level appendix heading (style: IUCr appendix heading 2)

IUCr body text

A1.1. Third level appendix heading (style: IUCr appendix heading 3)

IUCr body text

Page:20f 2 | Words: 274 | @ English (UK} | |

captions etc.
are
automatically
numbered in
journal style

Crystallography
Journals

Online



9~ B =AYV OR_RH& ) - Document! - Microsoft Word -B8X
Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat | UCr l
o &0 | <keywords> = <table headnote> | < dix heading 1> -
00 ¢ & txt | h1 h2 h3 | ack ref fig | th ‘
| B <synopsis> <table text> <Appendix heading 2> | |
| Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table L rrr— Help SGML Toggle
| details styles tools <abstract> | text style> | 1style> 2style> 3style> | edgements> caption> | heading> <tablef: > | <App 3> | “ highlights
| Tools | Current style: IUCr references Misc

Info || Sgml |

: @- |2 Update Citations and Bibliography

R _Builtdn
Bibliography
T a different citation manager,
p Bibliography ‘ Refe re n CeS

Chen, J. (2003). Ciltations and References. New York: Cantoso Press.
Haas, J. (2005). Creating a Formal Publication Boston: Proseware, Inc
Kramer, J. D. (2006). How io Write Bibliographies. Chicago: Adventure Works Press.

added using

—— Microsoft
Works Cited Citation
Chen, J. (2003). Citations and References. New York: Contoso Press.

T Haas, J. 2005). Creating a Formal Publication Boston: Proseware, Inc able numbering)

manager or
EndNote
are
recognised

Kramer, J. D. (2006). How to Write Bibliographies. Chicago. Adventure Works Press.

1UCr sections

i IUCr table text
i| 1UCr references

TUCr tabletext
References

T Chen, 3. (2003). Citations and References. New Yark: Contoso Press.
Haas, J. (2005). Creating a Formal Publication. Boston: Proseware, Inc
Kramer, J. D. (2006). How to Write Bibliographies. Chicago: Adventure Works Press.

Convert bibliography to static text

F Filter Languages [UCr figure caption; this styvle

applies the figure numbering).

v

Appendix A. First level appendix heading (style: IUCr appendix heading 1)
IUCr body text

A1. Second level appendix heading (style: IUCr appendix heading 2)
IUCrbody text

A1.1. Third level appendix heading (style: IUCr appendix heading 3)

TUCr body text

Crystallography

Journals
Online

L)

Page:20f 2 | Words: 272 | @ English (UK) | |




=

9 - @ =AYV OR_RH& ) - Document! - Microsoft Word

Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr ( @
an \ | <keywords> . B IEIh eneiat <Appendixheading 1> S
Qo Rol} txt hi h2 h3 ack ref fig | th
<synopsis> <table text> <Appendix heading 2> -
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table : . Help SGML Toggle
details styles tools || <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> highlights
Tools Current style: IUCr references /| Info Sgml Misc |

lgj' |2 Update Citations and Bibliography

R BuiltIn
Bibliography

—

a different citation manager,

@ References
added using
Microsoft
citation
manager or
EndNote

p Bibliography

Chen, J. (2003). Citations and References. New York: Cantoso Press.

Hans, J. (2005), Creating a Formal Publication. Boston: Proseware, Inc.

Kramer, 1. D. (2006). How to Write Bibliographies. Chicago. Adventurc Works Press.

Works Cited

Works Cited

Chen, J. (2003). Citations and References. New York: Contoso Press.
Haas, J. (2005). Creating a Formal Publication. Boston: Proseware, Inc. able numbering)
Kramer, 1 . (2006). How fo Write Bibliographies. Chicago: Adventure Works Press

—

1UCr sections IUCr tabletext

UCr references

. IUCr table text a re

) (IUCK) Structural Science Online author services - Mozilla Firefox

wiew History Bookmarks Iools Help -
T recognise
Structural Journals Online
Science :;d' it Works Press.
0 e of use
Online subscribe site index
— @ ndNote
authoriservices , [UCr figure caption; this style O u t ut St I e
Crystallography Journals Online offers a number of services to prospective and current authors of artides in Acta Grystallographica

Section 8: Structural Science, with the aim of ensuring as smooth and rapid a process of publication as possible

files are
available

The author services pages give links to instructions on how to prepare your paper for submission and tools 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 prepars your paper

o Notes for Authors [ him [ pdf |

CIF information

. | table 7] - - - - -
A ! {1uCr) Structural Science Online author services - Mozilla Firefox

Edit ew History Bookmarks Tools Help
Prepare an enhanced figure
: ? @ papers under reviewf... €3 | #F (lUCr) Structural Scien... €3 1@ paper details [R) @ Result Summary for Su... E : 4‘ hd

Submit your paper

yle: IUCr appendix heading 1)

# onlne smissannsrcions Structural Journals Online supplementary files
* Artwork guide
« Edtaril poord Science S L
* Transfer of Copyright Agreement h help terms of use
After submission Online subscribe site index
* Status of your submitted paper
* Download electronic proofs of your paper
« Download electronic reprint of your paper
« Order reprints of your paper
Open access
Author rights EndNote output style
" Acta is intended to offer a central place for publication and discussion of all research in this vast and ever-expanding field. It bor{ 1 i i it i3 ti
e e EndNote output style files are available for Acta Crystallographica, Journal of Applied Crystaliography and Journal of Synchrotron Radiation.
methods and resuits of investigating the arrangement of atoms in matter, particularly vihen that arrangement has re, . "
Paul P. Ewald, deta crystaloorapted| 10 download use the right mouse button or use "Save As. .. y
The International Union of Crystallagraphy is a non-profit scientific union serving the world-wide interests of cryn.‘sHuqraphen ‘.‘m ¢ Acta Crystallographica style
employing crystallos .
. ; 2 "I S » Journal of Applied Crystallography style
Crystallography Journals Online partners abie
rystaliography ’ » Journal of Synchrotron Radiation style

1

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




9-oE=E-AYDR_RE&) -

Documentl - Microsoft Word

b
) e
Home Insert Page Layout References Mailings Review View MathType Developer Add-Ins IUCr template EndNote X2 Acrobat ‘ uCr 1
oe <keywords> = <table headnot <Appendix heading1> 4}
Qo g &» txt | h1 h2 h3 | ack ref fig | th ‘
<synopsis> <table text> <Appendix heading 2> o
Author Check Table <body <heading <heading <heading | <acknowl- <reference> <figure <table : ) Help SGML Toggle
details styles tools | <abstract> |textstyle> | 1style> 2style> 3style> | edgements> caption> | heading> <tablefootnote> | <Appendix heading 3> [ highlights
Tools Current style: IUCr table caption Info ‘: Sgml || Misc |
= \
References

This is Word's reference management system. but if you usually use a different citation manager,
please apply the IUCr references style to each reference.

Table 1 Thisis atable heading (stvle: IUCr table caption: this style applies table numbering)
This is a table headnote (stvle: IUCr table headnote)

IUCrtabletext IUCrtabletext IUCr tabletext IUCrtabletext

IUCr tabletext IUCrtabletext IUCrtabletext IUCrtabletext

This is a table footnote (style: IUCr table footnote)

Figure 1 Each figure caption should be a single paragraph (stvle: IUCr figure caption; this style
applies the figure numbering).

Appendix A. First level appendix heading (style: IUCr appendix heading 1)

IUCr body text

A1. Second level appendix heading (style: IUCr appendix heading 2)

IUCr body text

A1.1. Third level appendix heading (style: IUCr appendix heading 3)

IUCr body text

L

IUCr template for wWord 2007 and
Word 2010

The IUCr DocX template utilizes the
content management features and
document styles of Word to format your
manuscript and to store essential details
for submission of your manuscript.

The template is also packaged with tools
to access external resources, either online
(e.g. the World Directory of
Crystallographers) or locally (e.g. a
personal database of author details
collected during use of the template).

Getting started...
Author details...
Styles...
References...
Tables...

Figures...

| Page:20f2 | Words: 274 | & Englishuk) | I |

[EEE

Help
accessible at
any time

Template is
designed to
be easy to
use and to
save time

Mac version
available in
autumn

Simple
OpenOffice
template also
available

Crystallography

Journals

Online



LS
Home

Insert

o) 2 @A IAEdE)

Page Layout References

bk5103_source.doc.copy.docx - Microsoft Word

Mailings Review View MathType Developer Add-Ins EndNote X2

Acrobat

IUCr template

| er |

il — b <

00 g

Author Check
details styles

Tools

Table
tools

<keywords>
<Synopsis>

txt |
<body

h1i

B e

<table headnot. A di

ding 1>

h2 h3 ack

andl hazdi

ref fig th Eoeas

e

<abstract> | text style> | 1 style

I- <reference> <figure <table

<Appendix heading 2>

Help

> 2style> 3style> | edgements> <table <App

Current style: Normal

Info

O

SGML

Sgml

Toggle
highlights

Misc

Page:1 of 14 | Words: 3,876 | &5

Btructural characterization of LaTi,Al,Q4, and critical review of
La;TisAl;505; crystal structure

Marta Kasunié,® Anton Meden,? Sreco D. $kapin,® Danilo Suvorov® and
Amalija Golobi¢®

#Faculty of Chemistry and Chemical Technology, University of Ljubljana, Askerceva
5, 1000 Ljubljana, Slovenia, and JoZef Stefan Institute, Jamova 39, 1000 Ljubljana,
Slovenia. E-mail: amalija.golobic@fkkt.uni-ij si

Synopsis A erystal structure of LaTizAlsO1s determined by X-ray powder diffraction

Abstract The non-perovskite compound LaTi;AlsO;s was synthesized and
structurally characterized by means of conventional X-ray powder diffraction. The
plausibility of the obtained crystal structure, which is isostructural with SiTi: AlsO;s,
was confirmed by bond valence sums calculations. Dielectric properties of the studied
compound at 1 MHz were measured as well. Critical review of the crvstal structure of
La:TisAl}50:-, which is referred as the most complex structure solved gb initio from
XRPD till now, is also given.

Keywords: XRPD; structure determination; La;0;-TiOz-Al;0: ternary system;
LaTizAlsO4s; La;TisAlysOa7.

iMintroduction

In order to stabilize La;:TiO: and consequently to prepare new compounds, possibly
with promising microwave and dielectric properties that would be applicable as
components in various electronic circuits, the ternarv system La;03:-TiO3-Al:0: has
been extensivelv studied @m et al., 1993; Suvorov er al., 1998). Until this work,
crystal structures of several temary oxides were determined: (1) A-site deficient
perovskites Lag gs3Aly 0sTig 9203 (Yoshioka, 1994; Ali et al., 2001), Lag -Aly 1 Tig 503
and Lag >17Aly15Tig 550z (Yoshioka, 1994), (2) a perovskite compound with vacancies
distributed among all sites, Lag 9Alg 455 Tig 465029 (Slater & Irvine, 1999) and (3)
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