
Atomistic Molecular Dynamics Studies of Grain Boundary Structure and Deformation

Response in Metallic Nanostructures

Laura Anne Patrick Smith

Dissertation submitted to the Faculty of the

Virginia Polytechnic Institute and State University

in partial fulfillment of the requirements for the degree of

Doctor of Philosophy

in

Materials Science and Engineering

Diana Farkas, Chair

David Clark

William Reynolds

Celine Hin

March 24, 2014

Blacksburg, VA

Keywords: Metals, FCC, grain boundaries, molecular dynamics,

simulation, LAMMPS, mechanical response



2/17/2014 Author Rights |  Elsevier

http://www.elsevier.com/journal-authors/author-rights-and-responsibilities 1/2

Type here to search on Elsevier.com Advanced search Follow us:    Help & Contact

For Authors

Journal authors' home

Author Rights

Ethics

Funding body

agreements

Open access

Author services

Journal performance

Early career researchers

Authors' update

Book authors' home

Getting your paper

noticed

Authors can use either their accepted author manuscript  or final published article  for:

Use at a conference, meeting or for teaching purposes 

Internal training by their company

Sharing individual articles with colleagues for their research use* (also known as 'scholarly sharing')

Use in a subsequent compilation of the author's works

Author Rights

How authors can use their own journal articles

Authors can use the ir articles for a  wide range of s cholarly, non-com mercial  purposes as outlined below. Thes e rights apply for

al l Elsevier authors who publ ish the ir article  as  ei ther a subscription article  or an open acces s article.

We require that all  Elsevier authors  always include a fu ll acknowledgement and, if appropria te, a l ink to the final publis hed

version hosted on Science Direct.

For open access articles thes e rights are separate from how readers can reus e your article as defined by the author's choice of

Creative Com mons  us er license options.

Elsevier supports the need for authors to share, disseminate and maximize the impact of their research. We take our responsibility as stewards

of the online record seriously, and work to ensure our policies and procedures help to protect the integrity of scholarly works.

Author's rights to reuse and post their own articles published by Elsevier are defined by Elsevier's copyright policy. For our proprietary titles, the

type of copyright agreement used depends on the author's choice of publication:

For subscription articles: These rights are determined by a copyright transfer, where authors retain scholarly rights to post and use their

articles.

For open access articles: These rights are determined by an exclusive license agreement, which applies to all our open access content.

In both cases, the fundamental rights needed to publish and distribute an article remain the same and Elsevier authors will be able to use their

articles for a wide range of scholarly purposes. 

Details on how authors can reuse and post their own articles are provided below.

Help and support

For reuse and posting not detailed below, please see our posting policy, or for authors who would like to:

Include material from other sources in your work being published by Elsevier, please visit: Permission seeking guidelines for Elsevier

authors.

Obtain permission to re-use material from Elsevier books, journals, databases, or other products, please visit: Obtaining permission to

reuse Elsevier material

Or if you are an Elsevier author and are contacted by a requestor who wishes to re-use all or part of your article or chapter, please also refer

them to our Obtaining Permission to Re-Use Elsevier Material page.

See our FAQ on posting and copyright queries.

Contact us directly, please email our Permissions Help Desk.

DefinitionsAuthor PostingAuthor Use

Journals & books Online tools Authors, editors & reviewers About Elsevier Community Store

http://www.elsevier.com/
http://www.elsevier.com/advanced-search
http://www.facebook.com/ElsevierConnect
http://www.linkedin.com/company/elsevier
http://twitter.com/ElsevierConnect
https://plus.google.com/u/0/b/109387593599114360742/109387593599114360742/posts
javascript:void(0)
http://www.elsevier.com/journal-authors/home
http://www.elsevier.com/journal-authors/author-rights-and-responsibilities
http://www.elsevier.com/journal-authors/ethics
http://www.elsevier.com/journal-authors/funding-body-agreements
http://www.elsevier.com/journal-authors/open-access-options
http://www.elsevier.com/journal-authors/author-services
http://www.elsevier.com/journal-authors/journal-performance
http://www.elsevier.com/journal-authors/early-career-researchers
http://www.elsevier.com/journal-authors/authors-update
http://www.elsevier.com/journal-authors/book-authors-home
http://www.elsevier.com/journal-authors/getting-your-paper-noticed
http://www.elsevier.com/journal-authors/?a=117242
http://www.elsevier.com/journal-authors/?a=117242
http://www.elsevier.com/journal-authors/policies/open-access-policies/oa-license-policy
http://www.elsevier.com/journal-authors/author-rights-and-responsibilities/?a=105167
http://www.elsevier.com/journal-authors/permission-seeking-guidelines-for-elsevier-authors
http://www.elsevier.com/journal-authors/obtaining-permission-to-re-use-elsevier-material
http://www.elsevier.com/journal-authors/obtaining-permission-to-re-use-elsevier-material
http://help.elsevier.com/app/answers/detail/a_id/2301/p/8045/session/L2F2LzEvdGltZS8xMzc1ODY5MDY2L3NpZC9uUUJ6cDl4bA%3D%3D
http://help.elsevier.com/app/answers/detail/a_id/2300/p/8045/session/L2F2LzEvdGltZS8xMzc1ODY5MDY2L3NpZC9uUUJ6cDl4bA%3D%3D
mailto:permissionshelpdesk@elsevier.com
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)


2/17/2014 Author Rights |  Elsevier

http://www.elsevier.com/journal-authors/author-rights-and-responsibilities 2/2

Industries Advertising Careers Feedback Site Map Elsevier Websites A Reed Elsevier Company

Copyright © 2014 Elsevier B.V. All rights reserved. Privacy Policy Terms & Conditions

Cookies are set by this site. To decline them or learn more, visit our Cookies page.

Inclusion in a thesis or dissertation

Reuse of portions or extracts from the article in other works

Preparation of derivative works (other than for commercial purposes )

*Please note this excludes any systematic or organized distribution  of published articles.

http://www.elsevier.com/
http://www.elsevier.com/online-tools/corporate
http://www.elsevier.com/advertisers/home
http://www.elsevier.com/careers/careers-with-us
http://www.elsevier.com/about/feedback
http://www.elsevier.com/site-map
http://www.elsevier.com/elsevier-websites
http://www.reedelsevier.com/
http://www.elsevier.com/
http://www.elsevier.com/legal/privacy-policy
http://www.elsevier.com/legal/elsevier-website-terms-and-conditions
http://www.elsevier.com/legal/use-of-cookies-by-this-site
http://www.elsevier.com/journal-authors/?a=117242
http://www.elsevier.com/journal-authors/?a=117242


2/17/2014 Taylor & Francis Author Services - Reusing your own work

http://journalauthors.tandf.co.uk/permissions/reusingOwnWork.asp 2/22

  

You are in: Home > Permissions > Reusing your own work

Copyright and reusing your own work

Skip to navigation

1. Introduction

For over two hundred years, Taylor & Francis has achieved global, timely dissemination of new and innovative
peer-reviewed research knowledge through article publication in our journals.

We work to assure the integrity of the scholarly record and to protect copyright and associated author rights.

Taylor & Francis, and the scholarly and professional associations with whom we are partners, are committed to

the stewardship of the scholarly record, and to managing your intellectual property rights (IPR) as these are
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Francis journal, and has been subject to rigorous peer review, and authorial revision. Your article in its accepted
form will now be published in its final, definitive, and citable form, for the first time, as the Version of Scholarly
Record by Taylor & Francis, or by Taylor & Francis on behalf of a scholarly or professional association.

In addition to facilitating peer review, we add value to your accepted manuscript and create the Version of

Scholarly Record by editing the manuscript to a style consistent with community and journal conventions,
converting it to a suitable digital form, incorporating digital reference links and metadata tags for feeds to

abstracting and indexing services, registering the digital object identifier (DOI), and monitoring electronic usage
and citation.

2. Our commitment to you

We agree:

2.1. to defend your article against plagiarism and copyright infringement, and to that end, to take all reasonable

steps to act against unauthorized replication of your article in part or in whole;

2.2. to receive and to administer permissions and deal with licensing issues relating to your article;

2.3. to maintain the integrity of your article as the Version of Scholarly Record, “the sworn statement of science”,
a definitive, citable, permanent, and secure record of an article, accessible in perpetuity;

2.4. to ensure that the published version of your article carries an appropriate level of metadata tagging to

facilitate discovery and logging by search engines;

2.5. to ensure the safe archiving of your article and as required to ensure that a copy is deposited in any national
archive deriving from the Legal Deposit Libraries Act 2003;

2.6. to advise you on how to cite your article in both print and online formats;

2.7. to enable you to share your article with colleagues via our eprint service;

2.8. to deposit your article on your behalf into any repository with which we have an agreement, for example,

PubMed or the World Bank.

3. Copyright

We recommend that authors assign copyright in journal articles to Taylor & Francis or the journal proprietor

(such as a learned society on whose behalf we publish). Our belief is that the assignment of copyright in an article
by the author to us or to the proprietor of a journal on whose behalf we publish remains the best course of action

for proprietor and author alike, as assignment allows Taylor & Francis, without ambiguity, to assure the integrity

of the Version of Scholarly Record, founded on rigorous and independent peer review. Moreover, given a
journal is a single copyright entity composed of multiple contributions, assignment allows us to properly manage

both an author’s and proprietor’s intellectual property rights (IPR) associated with the article, and to act on an
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author’s and proprietor’s behalf when resolving allegations of plagiarism, abuse of moral rights, or infringements

of copyright. Assignment also eliminates confusion over copyright in multiple-author articles, and facilitates our

ability to negotiate subsidiary licenses with and administer permissions and reuse requests from third parties.
Most importantly, we believe assignment enhances the reputation and prestige of the journal, its proprietor, its

editors and editorial board, its peer review processes, and the added value we bring. You will be sent the

assignment automatically, via our Central Article Tracking System (CATS), in the form of your Author Publishing

Agreement.

For the avoidance of doubt, any patent rights, trademark rights, or rights to any process, product, or procedure

described in an article are not assigned or licensed by you to us by virtue of the Author Publishing Agreement.

3.1 Moral rights

Similarly, you expressly reserve and assert your right to be identified as the Author of the Article, such right

arising under section 77 of the Copyright, Designs and Patents Act 1988, and all your other moral rights arising
under the Act and, so far as is legally possible, any broadly equivalent rights you may have in any territory of the

world.

3.2 Retained rights

In assigning Taylor & Francis or the journal proprietor copyright, or granting an exclusive license to publish, you

retain:

the right to share on a non-commercial basis with colleagues in print or digital format your "Author's

Original Manuscript" (i.e., the unpublished version of the article created by you prior to peer review;

formerly a "preprint");

the right to post on a non-commercial basis your "Author's Original Manuscript" as a digital file on your

own website for personal or professional use, or on your institution's network or intranet or website, or in

a subject repository that does not offer content for commercial sale or for any systematic external
distribution by a third party with the acknowledgment below:

"This is an Author's Original Manuscript of an article submitted for consideration in the
[JOURNAL TITLE] [copyright Taylor & Francis]; [JOURNAL TITLE] is available online at

http://www.tandfonline.com/[Article DOI]."

the right to retain on a non-commercial basis your Author's Original Manuscript version of the article as
specified above following publication in the journal with the acknowledgment below:

"This is an Author's Original Manuscript of an article whose final and definitive form, the Version
of Record, has been published in the [JOURNAL TITLE] [date of publication] [copyright Taylor &

Francis], available online at: http://www.tandfonline.com/[Article DOI]."

the right to post on a non-commercial basis your "Author's Accepted Manuscript" (i.e., your manuscript in

the form accepted for publication, revised after peer review; formerly a "postprint"),  as a digital file on

your own website for personal or professional use, or on your institution's network or intranet or website,

http://www.tandfonline.com/
http://www.tandfonline.com/
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or in a subject repository that does not offer content for commercial sale or for any systematic external

distribution by a third party, provided that you do not use the PDF version of the article prepared by us

and that you include any amendments or deletions or warnings relating to the article issued or published by
us; in compliance with the embargo periods detailed below; and only with this acknowledgement:

"This is an Author's Accepted Manuscript of an article published in [include the complete citation
information for the final version of the article as published in the [JOURNAL TITLE] [date of

publication] [copyright Taylor & Francis], available online at:

http://www.tandfonline.com/[Article DOI]."

As noted above, as part of our Author Services program, Taylor & Francis will deposit the Author’s

Accepted Manuscript in any designated institutional repository with which Taylor & Francis has a Deposit

Agreement, including PubMedCentral (PMC).

Taylor & Francis mandates public access to the final version of your manuscript twelve (12) months after

the publication of the Version of Scholarly Record in science, engineering, behavioral science, and

medicine; and eighteen (18) months after first publication for arts, social science, and humanities journals,
in digital or print form.

the right to share with colleagues on a non-commercial basis copies of an article in its published form as

supplied by Taylor & Francis as a digital eprint or printed reprint;

the right to make printed copies of all or part of an article on a non-commercial basis for use by you for
lecture or classroom purposes provided that such copies are not offered for sale or distributed in any

systematic way, and provided that acknowledgment to prior publication in the journal is made explicit;

the right to facilitate the distribution of the article on a non-commercial basis if the article has been

produced within the scope of your employment, so that your employer may use all or part of the article

internally within the institution or company provided that acknowledgment to prior publication in the

journal is made explicit;

the right to include an article in a thesis or dissertation that is not to be published commercially, provided
that acknowledgment to prior publication in the journal is made explicit;

the right to present an article at a meeting or conference and to distribute printed copies of the article to
the delegates attending the meeting provided that this is not for commercial purposes and provided that

acknowledgment to prior publication in the journal is made explicit;

the right to use the article in its published form in whole or in part without revision or modification in

personal compilations [in print or digital form] or other publications of your own articles, provided that

http://www.tandfonline.com/
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acknowledgment to prior publication in the journal is made explicit;

the right to expand an article into book-length form for publication provided that acknowledgment to prior

publication in the journal is made explicit.

If you wish to use your article in a way which is not covered by the above license, please contact the Taylor &
Francis Permissions Team:

permissionrequest@tandf.co.uk 

Such uses might include the reuse of your article for commercial gain by a third party.

3.3 Green open access

You can make your work freely accessible by posting your Author Original Manuscript (AOM) (PDF) or

Author Accepted Manuscript (AAM) (PDF) into your institutional or subject repository - this is frequently

referred to as "green open access." You may post the AOM at any time, and you may post the AAM after an

embargo period, following publication of the Version of Record (PDF) of your paper. Please see our list of
journals with applicable embargo periods: PDF | Excel

3.4 Retrospective coverage

We are happy to extend all these provisions to the many thousands of authors who have signed copyright

assignments and licenses to publish in the past with Taylor & Francis or one of its constituent imprints, without

the need to seek amendment to the previous agreements.

 

4. Copyright transfer FAQs
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 I have not published my Article previously. 

I have not submitted my Article to another journal, and I confirm that it is not under consideration by any

other journal. 

mailto:permissionrequest@tandf.co.uk
http://www.niso.org/publications/rp/RP-8-2008.pdf
http://www.niso.org/publications/rp/RP-8-2008.pdf
http://www.niso.org/publications/rp/RP-8-2008.pdf
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