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ot (S 1-0l with 1,3 byan aliytation aflorded bicyclic enamine 32,
which was 35

adaition of a bicyclic silyt enol ether to
35 and subsequent stereochemistry inversion by means of an oxidationireduction strategy provided lactone 41. After reduction of lactone
3 a

41 with LAH, Swern oxidation was ove
protecting group.

idol reaction and cleavage of the ketal

reductive coupling to delver
pentacycic intermediate 49, which was oxidized with 2-iodoxybenzoic acid and then treated with tifluoroacetic acid to fumish (-G8 13

The overal yield was 6.1% over 10 linear steps. By following the known procecure, our Synihetic (-+-GB 13 was converted into himgaline. In
addition, by starting from lactone 41, the first total synthesis of (+)-GB 16, 3 newly isolated member of the Gabulimima alkaloid family, was
achieved. This synthesis features an intramolecular condensation between an amine and 3 1,3-diketone molety
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Wiley by numbers

1,500 peer-reviewed journals published
4,000 academic libraries worldwide license our journals

40,000 institutions around the world purchase Wiley
products every year

13.5 million unique visitors visit our journals on Wiley
Online Library each month
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* 29 Open Access journals
* 1,350 Hybrid journals — OnlineOpen
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1192 Wiley journals (approximately 77%) indexed in JCR.
Equivalent to 11% of all journals in JCR.

Titles indexed in 218/232 subject categories.
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Wiley in 2012 JCR

Wiley journals make up the largest share of journals in
50 categories.

Of publishers with more than 100 journals indexed in
the 2012 JCR, Wiley saw the largest proportion of titles
(close to 60%) increasing in Impact Factor (IF).
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Abstract [ Jump to... =l

Modeling of protein binding site flexibility in molecular docking is still a challenging problem due to the large conformational space that
needs sampling. Here, we propose a flexible receptor docking scheme: A dihedral restrained replica exchange molecular dynamics
(REMD), where we incorporate the normal modes obtained by the Elastic Metwaork Model (EMM) as dihedral restraints to speed up the
search towards correct binding site conformations. To our knowledge, this is the first approach that uses ENM maodes to bias REMD
simulations towards binding induced fluctuations in docking studies. In our docking scheme, we first obtain the deformed structures of the
unbound protein as initial conformations by moving along the binding fluctuation mode, and perforrn REMD using the EMM modes as
dihedral restraints. Then, we generate an ensemble of multiple receptor conformations (MRCs) by clustering the lowest replica frajectory.
Lsing ROSETTALIGAMD, we dock ligands to the clustered conformations to predict the binding pose and affinity. We apply this method to
postsynaptic density-95/D1a/20-1 (PDZ) domains; whose dynamics govern their hinding specificity. CQur approach produces the lowest
energy bound complexes with an average ligand root mean square deviation of 0.36 A, We further test our method on (i) homologs and (i)
mutant structures of PDZ where mutations alter the binding selectivity. In both cases, our approach succeeds to predict the correct pose
and the affinity of binding peptides. Overall, with this approach, we generate an ensemble of MRCs that leads to predict the hinding poses
and specificities of a protein complex accurately.
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A flexible docking scheme to explore the
binding selectivity of PDZ domains
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Abstract: Modeling of protein binding site flexibility in molecular docking is still a challenging
problem due to the large conformational space that needs sampling. Here, we propose a flexible
receptor docking scheme: A dihedral restrained replica exchange molecular dynamics (REMD),
where we incorporate the normal modes obtained by the Elastic Network Model (ENM) as dihedral
restraints to speed up the search towards correct binding site conformations. To our knowledge,
this is the first approach that uses ENM modes to bias REMD simulations towards binding induced
fluctuations in docking studies. In our docking scheme, we first obtain the deformed structures of
the unbound protein as initial conformations by moving along the binding fluctuation mode, and
perform REMD using the ENM modes as dihedral restraints. Then, we generate an ensemble of
multiple receptor conformations (MRCs) by clustering the lowest replica trajectory. Using
Rosertalicanp, we dock ligands to the clustered conformations to predict the binding pose and
affinity. We apply this method to postsynaptic density-95/Dlg/Z20-1 (PDZ) domains; whose
dynamics govern their binding specificity. Our approach produces the lowest energy bound
complexes with an average ligand root mean square deviation of 0.36 A. We further test our
method on (i) homologs and (ii) mutant structures of PDZ where mutations alter the binding
selectivity. In both cases, our approach succeeds to predict the correct pose and the affinity of
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We know that users prefer PDF

Adobe

 75% of journal usage is through PDF downloads.
e Familiar format that replicates the print experience.

e PDF doesn’t work so well in the environment of
tablets and mobile devices.
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HTML offers better functionality

HTML

* Provides more linking and interactivity.
* Also not optimised for tablets or mobile devices.
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Quora user Justin Kiggins recently submitted his version of what the HTML journal
article would have to do in order to be as good as the PDF. His answer was voted
the "most popular” by 80 other Quora users.
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Abstract Jump to...

Neurofibromatosis type 1 (NF1) is an autosomal dominant genetic disorder with osseous abnormalities occurring in up to one-third of
patients. Several studies have documented osteopenia in both children and adults with NF1; however, the significance of lower bone
mineral density (BMD) in ip to fracture i is not well in NF1, p ly in children. We undertook a
retrospective study to determine prevalence and location of fractures in children and adolescents with NF1, ages 5-20 years, using a
standardized questionnaire. We surveyed 256 individuals with NF1 from two multidisciplinary NF centers and 178 controls without NF1 of
similar ages and sex. Participants with known long bone ia (LBD) were I Data colls included and
location of fractures, dietary calcium intake, and physical activity levels. There was no difference in prevalence of ever having a fracture
between the NF1 group without LBD (22%) and the control group (25%); median number of fractures also did not differ. There were
significant differences in fracture location with a higher freq y of fractt of the lower in NF1 individuals without LBD

gy and of
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2010 revision

Special Issue: Ectodermal
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to controls. Both NF1 cohorts had lower rates of physical activity than controls (P < 0.0001). Our data demonstrate that the
likelihood of having had a fracture is not higher in young NF1 individuals without LBD in comparison to healthy controls. The lower
physical activity level may have a “protective effect” for those with NF1, thus keeping their fracture incidence lower than expected for their
relative degree of © 2013 Wiley Periodi Inc.

INTRODUCTION Jump to...

Neurofibromatosis type 1 (NF1) is a common autosomal dominant genetic disorder that affects 1: 3,000 individuals worldwide. This disorder is
fully penetrant, but expressivity is variable. At least one-third of individuals with NF1 have an osseous abnormality of some type [Crawford
and Schorry, 1999], which can include congenital tibial dysplasia, pseudarthrosis, scoliosis, pectus deformities, bone cysts, and decreased
bone mineral density (BMD).
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Abstract

Neurofibromatosis type 1 (NF1) is an autosomal dominant genetic disorder with
osseous abnormalities occurring in up to one-third of patients. Several studies have
documented osteopenia in both children and adults with NF1; however, the
significance of lower bone mineral density (BMD) in relationship to fracture
incidence is not well elucidated in NF1, particularly in children. We undertook a
retrospective study to determine prevalence and location of fractures in children
and adolescents with NF1, ages 5-20 years, using a standardized questionnaire. We
surveyed 256 individuals with NF1 from two multidisciplinary NF centers and 178
controls without NF1 of similar ages and sex. Participants with known long bone
dysplasia (LBD) were analyzed separately. Data collected included numbers and
location of fractures, dietary calcium intake, and physical activity levels. There was
no difference in prevalence of ever having a fracture between the NF1 group
without LBD (22%) and the control group (25%); median number of fractures also
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Published Papers in Wiley Journals

Wiley Journals feature the work of academics from (selection):

« Academia Romana

« Universitatea Babes-Bolyal

* Universitatea Bucuresti

 Politehnica Bucuresti

* Institutul National Victor Babes

« Universitatea de Medicina si Farmacie luliu Hatieganu
* [nstitutul National de Matematica si Fizica

* Universitatea Alexandru loan Cuza

* Universitatea Carol Davila

« Universitatea de Vest Timisoara
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Published Papers in
Wiley Journals

Table to show the number of unique papers published by Romanian authors and
academics in Wiley Journals

2009 202
2010 233
2011 232
2012 223 (Jan to October)
Total 890

*includes articles, reviews and proceeding papers
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Feedback from Romanian Market

1. What type of content are academics using in Romania?

Full text journals 80%

Databases 75%

E-books, Encyclopaedias and E-dictionaries 40%
Patent databases 25%

Other 6%

Based on feedback from academics as featured in the ANELIS survey, http://www.anelis.ro/images/stories/seis.pdf (p. 25)
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Feedback from Romanian Market

2. Informational requirements™ from Romanian academics:

-Need for broad area of interest
-The need for a vast spectre of information from numerous sources
-High interest in scientific fields related to their subject area

-The absence of linguistic barriers

* Source: Acces national electronic la literatura stiintifica de cercetare, ANELIS, http://www.anelis.ro/images/stories/seis.pdf (p. 25)
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Demand for Wiley content in Romania

* 89% of institutions surveyed! wanted access to Wiley Online Library

 The number of articles accessed tripled from 2009 to 2011

Total usage (downloads)

2009 55,180 *
2010 162,293 *
2011 171,864 *
2012 57,820 **

* Source: ANELIS, http://www.anelis.ro/index.php?option=com _content&view=article&id=81&Itemid=2
** Source: Wiley Online Library usage statistics for ANELIS institutions
1Source: ANELIS survey of 47 Romanian institutions, Acces national electronic la literatura stiintifica de cercetare, ANELIS,

http.//www.anelis.ro/images/stories/seis.pdf (p. 10)
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Improve the chances of having your
paper accepted; we give you direct
access to native English speakers,
experts inyour area of research, who will
provide extensive edits for language and
style...

Read more

Wiley English Language Editing Services is a service from Wiley-Blackwell, the internationa
professional field and partnerships with many of the world's leading societies. Wiley-Blackw
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Already have your manuscript in Save yourself valuable time formatting to Improve the visual presentation of your
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Wiley Translation service will provide will check your manuscript to the Preparation service allows you to
you an English language translation and a specified journal style... generate publication-ready figures from
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English Language Editing

Improve the chances of having your paper accepted

* Two levels of editing available
» Technical Specialists in your subject area
* Experts based at the highest profile US universities
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Translation Services

Provides you with an English language translation
and a manuscript publication-ready

* Portuguese, Spanish, Chinese
* Experienced translators are all academics with advanced degrees
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Manuscript Formatting

Saves your valuable time by formatting to a specific
journal style

» Skilled experts to format manuscripts

* Adjust the citations, references, and layout of the document to the
correct conventions
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Figure Preparation

Improve the visual presentation of your research

* Publication ready figure files
* Correct size, resolution and layout to suit a specific journal
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WILEY

AUTHOR & CONTRIBUTOR BLOG

Lots of useful information and advice for marketing you,
and your published content

HOME ABOUT US AUTHOR AND CONTRIBUTOR IMSCOUNT DOWNLOAD OUR APP

MARKETING AND PUBLICITY GUIDE SUBSCRIBE TO THE BLOG TO OUR AUTHORS
LATEST ENTRIES

B ChemistryViews: Tips
| for Writing Better
Science Papers

Posted on Seprember 20, 2013 b
LLUCKING - Leave a comment

HOW TO GUIDES JOIN US ON LINKEDIN

RECENT POSTS

ChemistryViews: Tips for Writing' Betrer
science Papers

Bookbaby.com features blog and how-vos
for authors

Take Note and Promote: Interview with Dr.
Kimichika Fukushima

Follow up from Prof. Helena Dodziuk on
‘Excessive Science’

NASA's instagram: Can this idea work for me?
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Author Services

Author Services Menu

= Home

Journal Authors Home
Register

My Publications

Find a Joumnal

Editorial Policies

Author Resources

Author Rights and Benefits
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Book Authors

Book Authors Home
Life of a book
Preparing proposals
Preparing the text
Preparing illustrations
Accompanying material
Author Checklist
Permissions cdearance
Sales and marketing

Author Services offers many benefits to journal authors, including:

Single sign-on with Wilay Online Library. Create one account and use it
on both sites.

Find the journal that's right for your article.

Track your accepted article through production {most journals).

Free access to your published article and ability to mominate colleagues
to receive free access [most jourmals).

Following are a few tips for using Author Services:

To submit an article to a ScholarOne Manuscripts site, you will need to
create a separate account on that site.

When an article is accepted, the cormesponding author receives an e-
mail with a unique code and link. Logging in to Author Services with the
same e-mail address where the alert is received automatically connects
the author to the article. Altermatively, authors may register with any e-
mail address: use the "add article” feature and enter the unique code
contained in the initial e-mail to connect to the article. There may be a
short delay from when the article is accepted by the journal and when it
has been received at Wiley-Blackwell.

Corresponding authors can sign in and provide co-authors” e-mail
addresses; this enables co-authors to track their articles and receive
free access to the final, published version.

To learn more about the features of this website and the useful information

| wiley Online Library | Home

E-mail Address

[ Signin |

Please sign in using your Wilay
Online Library (formerly Wiley
InterScience)} password.

Forgotten password?
Register
Help

If you are interested in submitting a
manuscript, view the author
guidelines for each journal by
selecting the journal title below {the
guidelines will appear in a new

What would you like to do? browser window):

Eead about ethics in publishing, our agreements with the NIH and other
funding bodies, open access repositories, and other editorial policies.

Learn about my rights as an author, the advantages of publishing with

Please select
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= Links
= Book Author Contacts
- Royalties or it contains, look below: what would you like to do?
Editorial Policies
-
Author Rights and Benefits
-
Wiley-Blackwell, tracking my a
online publication of my article:
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authorservices.wiley.com
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