Accepted Manuscript

i AL
Journal of

MOLECULAR
STRUCTURE

Experimental and density functional theory (DFT): A dual approach to probe the key
properties of creatininium |-tartrate monohydrate single crystal for nonlinear optical
applications

R. Thirumurugan, B. Babu, K. Anitha, J. Chandrasekaran

Pl S0022-2860(17)31040-2
DOI: 10.1016/j.molstruc.2017.07.095
Reference: MOLSTR 24122

To appear in:  Journal of Molecular Structure

Received Date: 24 April 2017
Revised Date: 20 July 2017
Accepted Date: 21 July 2017

Please cite this article as: R. Thirumurugan, B. Babu, K. Anitha, J. Chandrasekaran, Experimental and
density functional theory (DFT): A dual approach to probe the key properties of creatininium I-tartrate
monohydrate single crystal for nonlinear optical applications, Journal of Molecular Structure (2017), doi:
10.1016/j.molstruc.2017.07.095.

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.


http://dx.doi.org/10.1016/j.molstruc.2017.07.095

Graphical Abstract

AN
v,

Fundamental wave

gis

Creatininium L-tartrate
monohydrate (CTM) crystal

A=532 nm

A NN,

vV V V

Second harmonic
wave

LUMO (-]

R

WMo
(Excited State)
Ewmo = -2.02 eV

AE(Ewwmo-Enomo)=3.02 eV

HOMO

‘-O..J
® e —
?3;3.

HOMO
(Ground State)
Enome= -5.04 eV




Download English Version:

https://daneshyari.com/en/article/5159974

Download Persian Version:

https://daneshyari.com/article/5159974

Daneshyari.com


https://daneshyari.com/en/article/5159974
https://daneshyari.com/article/5159974
https://daneshyari.com

