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Invitation for S.Aravamudhan from Journal of Materials Science and
Engineering
materials
Mon 2/9/2015 12:57 PMsaravamudhan (saravamudhan@hotmail.com)

Call for Papers
Dear S.Aravamudhan,
We are Journal of Materials Science and Engineering A (ISSN: 2161-6213,
USA) and Journal of Materials Science and Engineering B (ISSN: 21616221, USA), which are new editions of Journal of Materials Science and
Engineering (ISSN 1934-8959, USA, 2007). We have learned your abstract
entitled “QM Chemical Shift Calculations to infer on the Longrange Aromatic Ring Current-induced Field Contributions” from 201517th CRSI National Symposium in Chemistry and 9th CRSI-RSC Symposium.
This study of yours is very interesting to us, if it has not been published or
other unpublished papers of yours are looking for a vehicle for bringing in
these or other advanced ideas, science and technology, please feel free to
contact us (Please reply to this mail instead of creating a new one, in case we
lost track of your mail).
Below is a brief introduction of our journals (The previous issues and
individual papers are available on our official website at:
http://www.davidpublishing.org/journals_info.asp?jId=1018):
Description
JMSE (ISSN: 1934-8959, USA), JMSE-A (ISSN: 2161-6213, USA) and
JMSE-B (ISSN: 2161-6221, USA) are collected and indexed by the Library of
U.S Congress (http://catalog.loc.gov). Our journals can be searched with the
serial number (e.g., ISSN: 1934-8959) in this on-line inquiry. And so as the
following renowned databases:
http://www.ugc-inno-nehu.com/JMSE-Inv-aravamudhan.doc

Received: The Paper (JMSE20150330-1) Acceptance No ce
From: materials (materials@davidpublishing.org)
This sender is in your safe list.
Sent: 22 April 2015 12:16PM
To: Professor S.Aravamudhan (saravamudhan@hotmail.com)
Attachments - 4
Dear S. Aravamudhan,
Thank you very much for your support and contribution to our journal!
Your paper has passed the examination of our journal’s Research Review Committee, and
the reviewing form is enclosed, please check it.
We are glad to inform you that your paper (JMSE20150330-1) is accepted by Journal of
Materials Science and Engineering (USA). ---------Email Text continued------not copied to
here----->>
link below to one of the 4 attachments to the mail....
JMSE-PaperJMSE20150330-1-ReviewReport.pdf
=================================================================
From: Journal of M S and E (materials@davidpublishing.org) This sender is in your safe list.
Sent: 06 May 2015 10:18AM
To: saravamudhan@hotmail.com
Dear S.Aravamudhan,
................................ your paper (JMSE20150330-1) will be arranged in Volume 5, No.3－4B,
2015. ...................................................................................................................
Sincerely,
Taylor C.
J. Materials Science and Engineering A & J. Materials Science and Engineering B
(formerly parts of Journal of Materials Science and Engineering ISSN 1934-8959, USA)
David Publishing Company
http://www.davidpublisher.com/
open access online Journal
http://www.davidpublisher.org/index.php/Home/Journal/jmse-A
with Link (below) for displaying the Full Text of the article (pdf)
"QM Chemical Shift Calculations to Infer on the Long-Range Aromatic Ring CurrentInduced Field Contributions" :: Journal of Materials Science and Engineering A 5 (5-6)
(2015) 181-196
http://www.davidpublisher.org/Public/uploads/Contribute/55caa44375828.pdf
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Preface
The Part-A of the contents of this book was originally drafted as an invite article
to be published in a Journal of Physics Education. Due to certain reasons this
article could not be published after submission even though the article was
found good when submitted. Recently when the Acquisition Editor enquired
with me about my contributions available in NEHU archives and expressed
willingness to receive them for publication in Scholars Press series, it was a
pleasant occasion to begin with this article on "NMR as a Tool for Structure
Determination". Since NMR is a well known technique for researchers in
chemistry and there are several books on NMR from various perspectives, the
initiative to write on this subject is to enable the several of the well documented
internet resources on this subject to be available as references in a guide book.
Thus the emphasis is self-learning and distance education as the preferable
method than being totally dependent on contact classes and formal teaching of
the subject. It is a generally formed impression that more and more informal
methods within the frame work of formalized institutions would enable the
required faster rates of knowledge acquisition ensuring quality education as the
outcome. Contents of this book are meant for beginners in NMR. And enough
detailed explanations have been included on those kind of thumb rules which
can, without requiring " learning the basics", enable the use of the technique
reasonably effectively. Such an apparent progress does not have a necessity for
enquiring about individual's improvement on the ability to get to the basics for
better insights to be original in their research methods. In this book basics and
elementary aspects have been dealt with at length, mainly to impress upon the
necessity to get better insight Into the intricacies more than what can be
discussed in the books. A multi-disciplenary elearning would be the outcome.
An individual would be better enabled to grasp the advances from the insights
gained at the early stages while reaching out for an advanced technique.
The references include standard reference books on NMR and also equally
important lecture notes of several instructors who have generously made it
available as free internet resources which the readers would find as valuable
convenient documentation on the subject matter. Visualization of motion of
objects and progress of events as animation features would require a computer
with internet connection as a companion all through in the learning process. At
the end of the list of references I have included a URL which is a MS WORD
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document of the list of references in this book and while using this guidebook if
this document is also in a computer, clicking on the hot links included in the
references would display the reference material from the internet. As much as
possible from the current provisions I have ensured that the materials can be
available durably. Suggestions for improvements would be of immense help
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Most of the preoccupation with NMR Spectroscopy is to use the NMR spectroscopy as a
routine analytical technique for structure determination. Such users can be reasonably quite
successful if one gets oneself familiar with the thumb rules for the several contexts of NMR
spectroscopic features and to some extent also be teaching this subject matter.
And, to actually operate the NMR Spectrometers and provide users with Spectra from the
system, it requires mainly good training even if the operating principles are well appreciated
By the operator most of the time good spectra can be recorded and provided to users.
At the NMR facility and where the NMR spectroscopy is taught (analysis and complete
assignments) the outlook of an Application Scientist is rarely formed. The application
scientists who are employed by the manufacturers in their R & D wing produce Technical
reports which are reports on the applications which are on the front line developmental of the
techniques.
A beginner to NMR technique would require good introduction to the basics and after this
introduction what is required is a leading trend to enable the learner to follow self learning to
acquire this aptitude to be an application scientist. Such a book would contain references to
standard text books and advanced treatise on NMR with appropriate annotations in the body
of the text of the book; and appropriate for the context of current educational technology
convenient indicators to internet resource materials and point out with examples as part of the
book, how to discern the appropriateness of the online materials, authenticity and
reprographic copy right issues while using and quoting from these resources. And this book
on “NMR as a Tool for Structure Determination” (Scholars press) is such a GUIDE book
more than it is a standard TEXT BOOK or a advanced TREATISE. This book should in fact
be guiding aspirants to be engaged in the scientific activities as contained in the following
internet publications more or less independently by self learning or by distance education
procedures.
http://www.ugc-inno-nehu.com/wel.wmv
https://www.youtube.com/watch?v=scKjeqFr0fk year2011 neicssr.WMV
http://www.ugc-inno-nehu.com/LEP.ppt
http://www.youtube.com/user/aram1121944/#p/a/u/0/TlwipuSTlEw
http://www.ugc-inno-nehu.com/ToxicHE.html#VIDEO
http://www.youtube.com/watch?v=scKjeqFr0fk
http://aravamudhan-s.ucoz.com/nmr_for_oil_and_coal.html
http://www.ugc-inno-nehu.com/TechnicalEducation_NorthEastIndia.html
http://aravamudhan-s.ucoz.com/saravamudhan44/hrd_resource_management.html
http://www.angelfire.com/art3/saravamudhan/sri_hledu/
http://aravamudhan-s.ucoz.com/saravamudhan44/tqm.html
http://ugc-inno-nehu.com/wcu-sc-2013.pdf
.
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As mentioned in the preface the part-A was drafted as an invited article. This version can still
be found at the URL: http://www.ugc-inno-nehu.com/nmr-article.html
The invitation letter for writing the part-A also can be viewed from the contents of the
TABLE in that Web Page. While writing out the expanded version of the Part-A to be
published as a book, the style of the book was mainly as per what this author explained as
advantages of e-learning in the key-note address delivered at a workshop organized by the
department of distance learning, NEHU and held at the Computer Centre of NEHU in the
year 2011. The presentation file used for that lecture is viewable in the top-page of web
domain
http://www.ugc-inno-nehu.com/ as embedded video feature- wel.WMV
https://www.youtube.com/watch?v=rKvfF_FbNSA
The subject matter of Nuclear Magnetic Resonance in this book is dealt with by referring to
the way the requirements at the S.A.I.F., NEHU were fulfilled at several NMR workshops
held in the Analytical Instrumentation Centre. Some of these aspects can be viewed at the
web page http://www.ugc-inno-nehu.com/saif_nehu.html
In the list references in this book at the end, the last reference NO:58, actually is the MS
WORD document consisting of the list of these references.
http://www.ugc-inno-nehu.com/NMR-article/sp-ref-list.doc
And, it is intended to add a corrigendum in this list that would indicate the corrections for the
oversight or other ambiguities which require resolution. That list now has also a URL
included that contains a list of corresponding NEHU d-space uploads of this author available
as NEHU repository/archive.
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Preface
These presentations included in this volume (from the year 2006)
on small molecules related to biology and biological macro
molecules at the annual meetings of the Indian Biophysical
Society-IBS, and the Chemical Research Society of India-CRSI,
are mostly on the calculations of induced secondary fields using
classical magnetic dipole model; and by quantum mechanical
abinitio methods for comparison. Essentially the NMR shielding
parameter for proton nuclei, the chemical shift has been
calculated by the classical and QM methods on a variety of
biologically relevant small molecules. While the QM molecular
orbital calculations have been more or less a routine matter using
DFT formalism, B3LYP methods with Gaussian basis sets, the
purpose of these presentations have been to emphasize on the
importance of classical point dipole equations, firstly because the
classical equations appeal to the beginner’s ability to grasp the
implications of induced field variations based on the nature of
electronic structure around protons in the molecules.
Such types of classical appeal have been in existence since a long
time ever since H.M. McConnell showed that these classical
dipole field equations can be derived as special case from the
Quantum Mechanical equations for magnetic field shielding
parameter. But, since chemical researchers have been using the
scalar, orientation independent proton chemical shifts, the
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advantage of the full tensor form was not much investigated. As
the solid state NMR techniques became popular, experimental
measurements of anisotropic chemical shift values were possible
in several contexts. As can be seen in Annexure, for the possible
clarifications as quoted below, the full tensor form of the
chemical shift was used for the important result.

If the full tensor form of the induced fields can be calculated,
besides the fact that the entire orientation dependence of the
shielding becomes amenable for interpretation relating to the
molecular structure, the scalar isotropic value can be easily
calculated by taking the trace of the tensor value which is relevant
for solution studies. The aromatic ring current effects on proton
NMR had gained importance by that time in biological systems;
these ring current effects are mainly important because of their
orientation dependences. And, it was also to be pointed out to
students that classical equation can be used much simply with
even a pocket calculators in several contexts and for chemists the
implications are evident on the anisotropic induced field
distribution. The effort in these presentations have been to appeal
to beginners and to enable there indulgence on these types of

iv
calculations in their leisure hours to appreciate the potential of
full tensor forms in the context of structure determination by
NMR

methods.

The

detailed

documentation

on

these

presentations has been posted in the internet in the author’s
personal web domain, the internet space is owned by this author
by regularly renewed subscriptions. And these Web Page URLs
can be obtained from the links in the main domain top page:
http://www.ugc-inno-nehu.com/
The usual domain webpage naming format has been typically as
below for the conference events in the year 2015.
http://www.ugc-inno-nehu.com/events-2015.html
most of the yearly documentation has been made with such
format and within that page all the events for the corresponding
year (2015 in the above case) are included. An under stroke in
place of hyphen had been in use for the Web Page name-format
earlier days. Where ever it is necessary, the internet resource has
been cited in the texts of the presentation.
Prof. S. Aravamudhan
North Eastern Hill University
Dated:
The Shillong Saturday,
17 December 2016
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