
Accepted Manuscript

Structural and vibrational characteristics of a non-linear optical material 3-(4-
nitrophenyl)-1-(pyridine-3-yl) prop-2-en-1-one probed by quantum chemical
computation and spectroscopic techniques

Ram Kumar, T. Karthick, Poonam Tandon, Parag Agarwal, Anthoni Praveen
Menezes, A. Jayarama

PII: S0022-2860(18)30349-1

DOI: 10.1016/j.molstruc.2018.03.060

Reference: MOLSTR 24999

To appear in: Journal of Molecular Structure

Received Date: 30 November 2017

Revised Date: 13 March 2018

Accepted Date: 15 March 2018

Please cite this article as: R. Kumar, T. Karthick, P. Tandon, P. Agarwal, A.P. Menezes, A. Jayarama,
Structural and vibrational characteristics of a non-linear optical material 3-(4-nitrophenyl)-1-(pyridine-3-
yl) prop-2-en-1-one probed by quantum chemical computation and spectroscopic techniques, Journal of
Molecular Structure (2018), doi: 10.1016/j.molstruc.2018.03.060.

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to
our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form. Please
note that during the production process errors may be discovered which could affect the content, and all
legal disclaimers that apply to the journal pertain.

https://doi.org/10.1016/j.molstruc.2018.03.060


M
ANUSCRIP

T

 

ACCEPTE
D

ACCEPTED MANUSCRIPT

Graphical Abstract 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Linkage enhances the mobility 
of charges between the rings 
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