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An introduction to Open Access publishing:
comparing traditional and OA publishing
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Reality and paradox of traditional,
subscription-based academic publishing

e Economic sustainability: pressure on library budgets to keep up with
increasing volume of research being published, and rising subscription charges

e Interests of scientific community, funders and society: concerns about
authors’ copyright, and access barriers to research reducing its visibility, and
restricting sharing of ideas which drives scientific advancement

* Potential to exploit new technologies: the online, digital environment
should be exploited for better dissemination of scientific research and data
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Genesis of the Open Access movement

1991: arXiv

: 1

1992: GenBank

-

1997: PubMed

-

1998: Scholarly Publishing and Academic Resources Coalition (SPARC)

-

1999: Open Archive Initiative; BioMed Central

-

2000: PubMed Central

-

2001: Public Library of Science (PLoS)

:

Budapest Open Access Initiative (2002)
Bethesda Statement on Open Access Publishing (2003)

Berlin Declaration on Open Access to Knowledge in Sciences & Humanities (2003)




What is Open Access publishing?

* Free access = no subscriptions; increases citation and download counts

* Free of copyright & licensing restrictions = increases dissemination; data
can be redistributed, reused, translated & deposited freely; IP remains with authors

 Digital, online = exploits web technology to increase data visibility & usability

e Full-text available immediately upon publication = ensures rapid
publication and access to research. Indexed by Google and others

Open Access is: not self-publishing; not a means to bypass
peer review; not a 2nd class, cut-price publishing route
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Achieving Open Access
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How Open Access to research is delivered

The Green route: Open
Access repositories/archives

* May contain un-refereed pre- e Fully OA journals

prints and/or refereed post-prints ° Subscription—l?ased journals that
offer an OA option to authors

* May belong to individuals,
institutions or be central/subject- DO Jecens
specific

wals. We
1552 Joumals an

= — PubMed
ﬁﬁj Central
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-
&.‘:hemﬂefer
\-/

* ~10% of journals are OA
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Open Access Journals: business models

Involve charging for the service of publishing

Fee-based Open Access Self-supported Open Access
journals journals
* Most common model involves * Sources of income include
payment of an article processing subsidies from host universities,
charge (APC) professional societies

() BioMed Cental Beitstein Journal O

- of Organic Chemistry
a
Phys/Viath Central \
J % JOURNAL OF ORTHOPAEDIC
SURGERY AND RESEARCH
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What do article processing charges pay for?

* World-wide barrier-free Open Access to the full text
e Electronic tools for peer review and publication
* Pre-and post-publication tracking tools for authors

* Preparation of manuscripts in various formats for online
publication

* Inclusion in PubMed as soon as possible after publication

 Full text inclusion in a number of permanent archives such as
PubMed Central

* Inclusion in CrossRef (enabling electronic citation in other journals
that are available electronically)

* Promoting journals through marketing activities
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Economics and Funding
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Macro-economics are simple

* Open access publishing involves no new costs

e From the perspective of the research community as a whole,
switching to an Open Access publishing model is atfordable and

desirable
— It costs no more than the current model
— It delivers more: universal access and reuse
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Micro-economics are more challenging

e Library budgets already stretched paying the costs of the current
publishing model through subscriptions

* Costs of traditional system are mostly invisible to authors,
whereas article processing charges are an obstacle for authors

* During a transitional period, moves towards open access may
involve additional costs

e Librarians are on a treadmill which is moving too fast to get off
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Funding: recent mandates change the landscape

e “Author pays” is misleading - authors are seldom exposed to cost
of publication

e Some funding agencies mandate open access, often within 6-12
months

¢ Some universities mandate retention of copyright and frequently
offer funds to cover OA fees

“Universities need to do more to develop institutional policies
and strategies that increase access to their peer-reviewed research
results to the widest range of users, to maximise the impact and

visibility of university research”: EUA, April 2008 /
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Some universities & institutions fund OA publishing costs

NS hcons © Universitat Karlsruhe (TH)
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The University of
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Funding agency mandates for Open Access

@)

edaes: RESEARCH
RN COUNCILS UK
2RSS o
NHS|
National Institute for
Health Research

“...NIH shall require that all investigators funded by the NIH submit ... to
PubMed Central an electronic version of their final, peer-reviewed
manuscripts upon acceptance... no later than 12 months after publication.”
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Removing access barriers benefits the research community

Funding agencies

!

Research Institutions

!

Authors

!

Open Access Publishers

|

Publication in OA Journal

----------------- > Deposition in OA repository/self-archiving

N—

...free access to publications resulting from research they fund.
Ability to analyse effectiveness of grants more easily.

...cost of publishing coupled to research output. Content archived in
institutional repository, allowing better dissemination of research

...increased visibility of work, as barriers to access are removed.
Increased citations and collaboration opportunities. Copyright retained.

...compete on quality, service, timeliness and cost. Increased
visibility helps attract submissions.

Researchers &
Academics

...1no barriers to accessing,
sharing & reusing content;
greater free flow of results &
cross fertilisation of ideas

7
—~—
Educators, Industry, Small Institutions /
General Public, etc. Developing Countries

...equal access to data;
improves quality of research

...immediate unhindered
access to research
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( BiﬂMEd Cent ra| An Overview

The Open Access Publisher

e Commercial open access publisher now part of Springer SBM
e Launched first open access journals in 2000

* Now publishing ~200 OA titles

e Over 30,000 peer-reviewed OA articles published

® Chemistry Central (2006) and PhysMath Central (2007) — new
publishing services

¢ All research articles published under Creative Commons license,
allowing freedom to reuse and redistribute
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BMUC series journals: edited in-house, e.g.

BMC . GI\:I\C Biology G";C Gr:ﬂ\c
Bioinformatics Biotechnology Structural Biology

Independent journals: administered by independent groups

JOurnal Of‘ JOURNAL OF
: : SYSTEMS
Cheminformatics 60 -IEM,I\gTq 2 giotechnology
www.jcheminf.com By e Qe for Bl‘OfUE‘!S .

Hybrid journals: e.g. charge for non-research content

Genome Biology GenomeMedicine

e
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BioMed Central Institutional Membership

Currently over 280 members in 35 countries worldwide

Supporter Membership

Post-pay Membership

Pre-pay Membership

e Authors budget for APCs in their grant/funding applications

e Authors from low-income nations have APCs waived

* Discounts & waivers on a case-by-case basis e.g. new journal launches

APC discounts to those who have acted as peer reviewers

Myth debunked: Charging APCs does not
atfect the independence of the editorial process
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Growing number of submissions to OA journals

2000 -

1800 4

1i:: Wl

1200 {

M
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Total monthly submissions to BioMed Central, PhysMath Central & Chemistry Centra
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Open Access publishing
in Chemistry and other
subject areas

J/
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Open Access in other disciplines

Life Sciences

_——_ PubMed
TTT1  central PubXk

%m;j% E(]‘;l::;l University

=

SPIRES

arXiv.org
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Established open access initiatives in chemistry
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PubChem - part of NIH's Molecular Libraries Roadmap Initiative. Provides
biological activity information on small molecules through 3 databases: Pc-
Substances (>40M records), Pc-Compounds (>19M unique structures), and Pc-
Bioassay (>1,000 bioassays).

(s PubChem Compound |ﬁ
TP

e Compound PubMed | Entrez | Structure | PubChem | Help

PubChern » Compound Surnmary — b e
ﬁﬂ% ﬁdd £ ructure uick Link Bar

20 30

JH
o

Ibuprofen - Compound Summary (CID 3672)
A nonsteroidal anti-inflammatory agent with analgesic properties used in the therapy of rheumatism and arthritis. €

= Table of Contents

Crug and Chemical Information$
& Medication Information
Fharmacological action
Fharmacological Classification
Chermical Classification

Safety and Toxicology
Literature Links

@ Literature Mining

BioActivity Resultsid

Synonyms

Properties

Descriptors f

Compound Information =» Pc3D Viewer Download
Substance Information

4 Category Compound ID 3672 [Ed]
Exparts Molecular Weight 20&,28082 [g/mol] @

EEEEEER "
EEEEE

"

Molecular Formula C1sHials
. . XLogP3 3.5 ]
Qb Drug and Chemical Information: (Total: 1) H-Bond Dormor 1 =
t H-Bond Acceptor 2
Ibuprofen
Medication Information @ = Links
2 IBUPROFEN ORAL SUSPENSION USP [Actavis Mid Atlantic, LLE] NLM Toxicology Link

The active ingredient in Ibuprofen Oral Suspension USF is ibuprofen, which is a member of the propionic
acid group of nonsteraidal anti-inflammatory drugs (MSAIDs). Tbuprofen is a racemic mixture of [+]5- and
[-]R-enantiomers. 1t is & more..

Chermical Structure Search
BioActivity Summary:
This Compound

Cescription Clinical Pharmacelogy Indication 8 Usage with Similar Compounds
Contraindications  Warnings Frecautions

Adverse Reactions OQverdosage Dosage & Administration

How Supplied
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ChemSpider - chemistry search engine; aggregating & indexing
chemical structures and associated information into a searchable
repository and making it available to everybody, at no charge.

§ n -
8
0
5 - -
Home search Services Resources About Login
Simple Search
T o 1 hit(s) found in _0.65 seconds
Search term: ibuprofen
LAS50 Search Found by synonym

Ad d LASSO
vance Please lagin to be able to add spectra, identifiers, links and publications.,
Chemical Elements

Add: Description Identifier CIF Spectrum Image Comments
Properties Search

. . INHERENT PROPERTIES, IDENTIFIERS AND REFERENCES
Predicted Properties

Quick Links: Permalink Similar Isomers MWikibox

Data Source Search
Chem3pider ID: 3544
Empirical Formula: €13H1a02
Molecular Weight: 208.2508
Nominal Mass: 206 Da
Average Mass: 206,20808 Da
Moneisotopic Mass: 206,13068 Da

Literature Search
NCBI Entrez Search
PubChem Search
Advanced Search

Searches History

Ads on ChemSpider
Systematic Name: 2-(4-iscbutylphenylipropanacic acid

ChemSpider = SMILES: O=C(0)C eleca(ccl JCC(CICIC
Consultancy = Inchl: INChI=1/C13H1802/c1 -9(2)8-11-4-6-12(7-5-11110(3)13(14115/h4-7.9-10H BHZ, 1 -3H3,(H,14,15)
InChIKey: HEERNYY S0 ATR A -UHFFFADYAR
eS|  std. Inchl: INChI=15/C1 3H1A02/c1-9(21A-11-4-6-12(7-5-11110¢3)1 3(14315/h4-7,9-1 0H BHZ, 1-3H3,(H,14,15)

"} " "i L "' std. InChIKey: HEFMMY S WA TR W - UHFFFACY G-

-‘-
= %] WIKIPEDIA ARTIGLE(S) LICENSE

Advil is a brand of ibuprofen, a non-steroidal anti-inflammatory drug (NSAIDY. Advil is manufactured by Madison M) based Wyeth and
has been on the market since 1984, Read more... or Edit at Wikipedia...

Ibuprofen (INMN) { or ; from the now outdated nomendclature izo-butyl-propanocic-phenolic acid) is & non-stercidal anti-inflammatory
@RESTV\HCK drug (M-SAID) originally marketed as Brufen, and since then under various other frademarks (see tradenames section), most notably
CHEMICAL, Nurofen, Advil and Motrin, Itis used for relief of symptoms of arthritis, primary dysmenorrhea, fever, and as an analgesic, especially

where there is an [nflammatory component, Ibuprofen is known to have an antiplatelet effect, though it is relatively mild and short-lived
when compared with that of aspirin or other better-known antiplatelet drugs. Thuprofen is a care medicineg in the Waorld Health
Organization's "Essential Orugs List", which is a list of minimum medical needs for a basic health care system. Read more... or Edit at

The medicnal chemisTy company
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eMolecules - openly accessible search engine for chemical structures, now
comprising more than 10 million unique chemical structures from 19 million
sources.

Home | Information | My account | My Llists | Login | Help

eMdmbs Find Suppliers and Information for over 8 Million Unique Chemicals! Give us your feedback
eMolecules Plus Structure Search Did you knowt...
Edit View Help vou can block substituents at a

o Download entire database = (=] particular position by drawing explicit

e Securs web site with prices L) hydrogen atoms.

e One-stop e-commerce y; = H S

“request a FrezTrar] : - P
/ E H N’
OH next hint...

eMolecules eCommerce

erolecules for Suppliers

s One-stop shop
o Drally availability updates
o Scrzening cormnpounds

o ChemDiv
o Enamine

We can boost your online chemical sales!
Add your catalog, advertise, create your
own e-commerce solution!

o
ol
A4

Learn more...

[4]

oololojoje > o|#

II |

< i [
Choose a Category:

Building Blocks Substructure Search Chemical Procurement Manager
Screening Compounds Learn more. ..
Exact Structure Search

[ all compounds
(whst are categories?) Choose Specific Supplier

D

Jobs at eMolecules

Search Named Chemicals

Search

Mame: Adwil, Ibuprofen CAS Mum: 15687-27-1 SMILES: S=C=NC

Search from a List

[ Upload a File. ] [ Entera List... ]
Find all compounds from your file of SDF, SMILES, CAS, or Names,

Home | Products | Advertising | Contact
Copyright @ 2009 eMolzculas, Inc,

e,
-
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NMRShiftDB - database of structures & NMR spectra. Allows prediction
(13C, 'H etc.) and searching of spectra, structures & other properties. Features
peer-reviewed submission of datasets by its users. Software is open source,

data is published under an open content license.

NMRShjftDB

Current usage of NMRShiftDB is:
Registered Users: 1965

Structures which can be searched: 31386
Spectra: Measured 35076, calculated 550

Username:
Password:

[Juse cookies for persistant login

Logon with SSL

Login Create New Account
Only necessary for

uting data)

Forgot password?

Problems using NMRShiftdb? See our tips on browsers to use |

Sponsoring
Media coverage
Static name list
Links

EAQ

Contact

Hall of Fame

20 R. Stenutz

NMRShiftDB Links

Developers' page

&

About NMRShiftDB

MMRShIftDB is a NMR database (web database) for organic structures and their nuclear magnetic resonance (nmr)
spectra, It allows for spectrum prediction (13, 1H and other nudei) as well as for searching spectra, structures
and other properties. Last not [east, it features peer-reviewed submission of datasets by its users, The
NMRShiIftDR software is apen source, the data is published under an open content license. Please consult the
documentation for more detailed information.

Latest Additions

News about NMRShiftDB

Bugfix release 2009-04-07 10:42z - NMRShiftDB
Bug fix release 1.3.4 is now available. It fikes some bugs and cleans up 1D handling. See here for details.
Read More »

Read Mare »

New NMRShiftDB paper

1 E. wilighagen 946 NMR prediction paper published zo0s-01-22 11:32 - NMRShiftDB
2 5, Dathe 505 A& paper on prediction of 1H-NMR spectra using the data from NMRShIftDR has been published in BMC
3 P. Brasutigam 439 Bioinformatics.It can be read electronically on here.
4 5. kuhn 339 Read Mare »
5 N.Prakash 350 Bioclipse-hased client available zo0s-06-12 15:45 - NMRShiftDB
6 B.Patel 305 Speclipse, the new standalone client for MMRShiftDB, based on Bioclipse and therefore Eclipse, is available for
7 M, Gericke 181 windows and Linux systems at here - it provides convenient access to NMRShiftDB functions including offline
8 M. Kuznik 120 editing of entries,
Read M »
3 K. Bohn 111 eacdtore
10 R. Ellinger 76 CUBIC NMRShiftDB server moved 200%-04-15 15:39 - NMRShiftDB
11 &, Dransfeld  S& The server running at CUBIC was moved to the NMR labs of the University of Mainz, thanks to the help of the NMR
12 K. Bartussack 26 department of Organic Chemistry running these facilities.
' hell It can now be reached at here
13 M. Mitche 20 Once we've completed the OS5 upgrade of our main servers at the Max-Planck-Institute for Chemical Ecology in
141 Bitzer 19 Jena, the Mainz server will be integrated into the load scheduling system and you may get automatically
1S L. Ernst 17 redirected to it again.
16 R, Mugler 18 Read More »
17 C. Steinbeck 15 Server Upgrade 2008-04-15 12:22 - NMRShiftDB
18 1. Beutler pli} The NMRShIftDB servers will get an 05 upgrade over the coming weeks, This might lead to delays in replication,
19 T. Niclas 8 but should not affect avaiability.

2008-04-05 21:28 - NMRShiftDB

More people have contributed.

NMRShiftDB Servers

& paper has been published evaluating the quality of the NMRShiftDB data and using it for comparing NMR
prediction tools. Find details at here

Read More »
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OA facilitates interactive online resources

Username

password

Search Scivee

pro B pload 0 @

Bioinformatic analyses of mammalian 5'-UTR sequence properties of mRMNAs predicts alternative translation initiation
sjtes

Authors: Jill LYWegrzyn, Thomas M Drudoe, Faramarz Yalafar, Vivian Hook
Citation: BMC Bioinformatics. 2008 May 5; 9:232
Peer-Reviewed Paper

N Listen to the podeast = View Original Article

0:01 / 9:05 [ m ] —
Figures

Supplementary Materials References Tags Related Content General Share Carmments Copyrights

Linked profiles: jwegrzyn

e Submitted by:  apryl

= Dol 10.4016/9592.01

= Rating: T AR BMC
Wil i ]

Bicinformatics

“Pubcasts”: Scivee allows OA full texts and videos to be tagged to, and
synchronised with each other



Open Access Journals by Subject Area

Only ~100
open access

chemistry

13% 5% journals

27%
M Agriculture and food sciences M Biology and life sciences
Chemistry Earth and environmental science
B Health sciences and medicine Physics and mathematics
B Technology and engineering Source: Directory of Open Access Journals

D
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ChemistryCentral

open access to chemistry

Launched in 2006
by the team behind
BioMed Central

L( ) ChemistryCentral

out Chemistry
Central

Institutional
members|

Submit a manuscript

Sign up for article
alerts

Starting a journal

News and updates

From the Blog

Sign up for
updates

Register here to
receive regular
updates about
Chemistry Central

g

See latest update

ChemistryCentral

open access to chem\stry

welcome to Ghemistry Gentral

Chemistry Central publishes peer-reviewed
open access research in chemistry. Chemistry
Central is part of the BioMed Central group.

Chemistry Central publishes a range of online
open access journals, and provides links to
other online open access journals of interest
published by BioMed Central.

The benefits of open access:

free and permanent online access

expert peer review, rapid publication

no space constraints

authors retain copyright to their work
authaors can post their articles on personal
ar institutional websites

data can be redistributed, reused and
translated frealy

W

-

Research highlights

Open /

— Binding kinetics of
opposing bacterial
7 N regulators
. .] | BMC Blochermistry 2009, 10:17
|- Two response regulators of
’ antibacterial peptide production
L in Lactobacillus plantarum are

highly homalogous,
co-expressed, and bind to the
same promoters but differ in
their binding affinity and
cooperativity, explaining their
opposite functions in gene
regulatian.

Quantum dots track killer
sushi peptide

BMC Eiology 2009, 7,22
Bacterial killing by an
antimicrobial peptide has been
monitored at the single-molecule
| i frue 51

Lx i

Qur journals

CC j:hemilstryl:enual
J ournal

Chermistry Central Journa! publishes articles in all areas of chemistry and related
subject areas. Qwer 200 senior scientists from more than 35 countries make up
the journal's international editorial board. All articles are indexed by PubMed,
Scopus, CAS, Wweb of Science and Google Scholar.

iew |atest articles  Submit a manuscript

Joumalaf
Cheminformatics

Jowrnal of Cheminformatics publishes articles in all aspects of cheminfarmatics
and molecular modelling incuding chemical information systems, software and
databases; chemical structures; computer and maolecular graphics, molecular
design, expert systems, QSaR, and datamining.

View latest articles  Subrmit a manuscript

SYSTEMS
CHEMISTRY

Journal of Systems Chemnistry covers complex molecular networks 8 emergent
phenomena; catalytic & autocatalytic systems; dynamic combinatorial chemistry;
information-processing by chemical reactions; bottom up approaches to
synthetic biology & chemical evolution, etc,

Wiew latest articles  Submit a manuscript

Other journals of interest

F BMC Structural Biology
» Carbon Balance and Management
¥ Geochemical Transactions

* Biotechnology for Biofusls
» BMC Biochernistry
¥ BMC Chemical Biology




o Covers all areas of chemistry

o
e,

Chemistry Centra
Journal

www.journal.chemistrycentral.com

through 55 subject-specific
sections

Editorial Board: over 200
scientists from more than 35
countries

Archived in PubMed Central

Indexed by PubMed, Scopus,
CAS, Web of Science, Google
Scholar

o

) ChemistryCentral
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o About the journal

* Open access to all
articles

= Vigw the Editoris| Board

+ Trackedfindexed by
PubMed, PubMad
Centrsl, Thamson
Reuters (1511, CAS,
Scopus and Google
Scholar

« Instructions for authors
submitting a manuscript

+ Contact us

+ View the most sccessed
articles

+ F5s feed of the latest
articles

+ Prornote the journal
Posters, leaflets,
T-shirts and mare.

= Vigw answers to some
Frequently Asked
Questions

- More information

| suppl

Chemistry Central
Journal

Welcome BioMed Central (Log on / register)

BioMed Central home | Journals A-2 | Feedback | Support | My details

ubrnit srticle | My ntral Journal | About Chern tral Journal

an online journal published by Chernistry Central

CALL FOR PAPERS

Chemnistry Central Journal
encompasses all aspects of
research in chemistry, broken
down into discinline-specific
sections.

Chemistry Central Journal is
ready to receive manuscripts.
Submit your manuscript online.

POSTER

To help promote Chervistry Central Journal you can now
download our poster and display it in your library, common
room, office or laboratory. \We will be creating more posters
for you to use, but if you would like to see a particular
graphic on one of our posters, please do get in touch,

Latest supplement

Yolume 3 Suppl 1

4th German Conference on Chemoinformatics: 22 CIC-workshop
Meeting abstracts

Goslar, Germany. 9-11 November 20038

Latest articles E)

Correction

Heavy metal ions in wines: meta-analysis of target hazard quotients reveal health risks
Declan P Naughton, Andrea Petréczi

Chermistry Central Journa! 2009, 316 (19 March 2009)

[Abstract] [Full Text] [PDF] [PubMed] [Related articles]

Research article

Electron ionization mass spectral fragmentation study of sulfation derivatives of
polychlorinated biphenyls

Xueshu Li, Larry W Robertson, Hans-Joachim Lehmler

Chemistry Central Journal 2009, 3:5 (9 March 2009)

[Abstract] [Full Text] [PDF] [PubMed] [Related articles]

Methodology

Automated extraction of chemical structure information from digital raster images
Jungkap Park, Gus R Rosania, Kerby A Shedden, Mandee Nguyen, Naesung Lyu, Kazuhiro Saitou
Chemistry Central Journa! 2009, 3:4 (5 February 2009)

[Abstract] [Full Text] [PDF] [PubMed] [Related articlas]

REGISTER NOW

CLICK HERE TO REGISTER

Search

® Chamistry Cantral

Journal
(O BioMed Central
() Pubmed
() PubMed Gentral

SUBMIT A
MANUSCRIPT

CLICK HERE TO SUBMIT

Sign up for
article alerts!

Ads by Google

u 1e Heterocycles
Druggable Scaffolds for
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structures or order anline
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Launched 2009

An open access journal
publishing peer-reviewed
research in all aspects of
cheminformatics and
molecular modelling

Editors-in-Chief: Christoph
Steinbeck (EBI); David J.
Wild (Indiana University)

‘( ) ChemistryCentral

Journal of

Cheminformatics

www_ jcheminf.com

Journal of

About the journal

* Open access ta all
articles

« View the Editorial Board

* Tracked/indexed by
Google Scholar

o Instructions for suthors
subrnitting & manuscript

« Contact us

« View the most sccassed
articles

 R$S feed of the latest

articles

* Promote the journal
Posters, laaflets,
T-shirts and more,

* View answers to some
Erequently Asked
Quastions

» More information

Welcome lan Kuras (Log off)

BioMed Central home | Journals A-2 | Feedback | Support | My details

An onling journal published by Chemistry Central

Journal of Cheminformatics is an open access journal publishing original peer-reviewed research in all aspects of
cherinfarmatics and molecular modelling.

Editors-in-Chief: Christoph Steinbeck, European Biginformatics Institute (EBI); David 1. wild, Indiana University

Latest articles £

Research article

Estimation of synthetic accessibility score of drug-like molecules based on molecular
complexity and fragment contributions

Peter Ertl, Ansgar Schuffenhauer

Journal of Cherminformatics 2009, 1:8 (10 Jung 2009)

[Abstract] [Provisional POF]

catalogue molecules
bioactive molecules
natural products

easy difficult

synthetic accessibility

Research article

Large scale study of multiple-molecule queries
Ramzi J Nasr, 5 Joshua Swamidass, Pierre F Baldi
Journal of Chermninformatics 2009, 1:7 (4 June 2009)
[abstract] [Provisional FOF]

Multiple-molecule Query

Database Retrieval Results

EDIT MY DETAILS

f3 CLICK HERE TO EDIT DETAILS

Jousnal of
[0}

Charinformatics
() BioMed Central
() PubMed
() PubMed Central

SUBMIT A
MANUSCRIPT

‘CLICK HERE TO SUBMIT




JOURNAL OF

SYSTEMS
CHEMISTIRY

WWW ISYSTCHEM.COM

JOURNAL OF

SYSTEMS
CHEMISTRY

SUBMIT
A MANUSCRIP

Editors-in-Chief
Glnter von Kiedrowski, Ruhr-Universitdt Bochum, Germany
Sijbren Otka, University of Groningen, Metherlands
Piet Herdewijn, Katholieke Universiteit Leuven, Belgium

Editorial Board

Donna Blackmond, UK John 5. McCaskill, Germany
Andrew Ellington, Usa Bert Meijer, Netherlands
Irving Epstein, UsA Peter Mielsen, Denmark

Ben Feringa, Metherlands Douglas Philp, UK

Reza Ghadiri, USA kKenso Soai, Japan

Lyle Isaacs, UsA Peter Stadler, Germany
Rustem Ismagiloy, USA Eors Szathmary, Hungary
Gerald Joyce, USA Jack Szostak, Usa

Stuart Kauffmann, Canada Svyetlana Tsogoeva, Germany
Meir Lahav, Israel George M, Whitesides, USA

Pier Luigi Luisi, Italy

Journal of Systems Chemistry is a new peer-reviewed open access journal from Chemistry Central covering all aspects of
systems chemistry including (but not limited to):
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Abstract

The ISpecview Open Source project began with the intention of praviding both a teaching and research tool
far the display of 1CAMP-DX spectra. The development of the Java source code commenced under license in
2001 and was released as Open Source in March 2006, The scope was then broadened to take advantage
of the XML initiative in Chemistry and routines to read and write AnIML and CMLspect documents were
added.

J5pecview has the ability to display the full range of JCAMP-DX formats and protocols and to display multiple
spectra simultaneously, A5 an aid for the interpretation of spectra it was found useful to offer routines such
that if any part of the spectral display is clicked, that region can be highlighted and the (%, ¥) coordinates
returned. This is conveniently handled using calls from JavaScript and the feedback results can be used to
initiate links to other applets like Jmol, to generate a peak table, or even to load audio clips providing helpful
hints.
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Whilst the current user base is still small, there are 3 number of sites that already feature the applet. A tutorial video showing how to
examine NMR spectra using 1Specyiew has appeared on YouTube and was formatted for replay on iPods and it has been incorporated
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