Accepted Manuscript e B

MOLECULAR
STRUCTURE

Benchmark study of UV/Visible spectra of coumarin derivatives by computational
approach

Muhammad Irfan, Javed Igbal, Bertil Eliason, Khurshid Ayub, Usman Ali Rana, Salah
Ud-Din Khan

Pl S0022-2860(16)31182-6
DOI: 10.1016/j.molstruc.2016.11.026
Reference: MOLSTR 23127

To appear in:  Journal of Molecular Structure

Received Date: 1 July 2016
Revised Date: 4 November 2016
Accepted Date: 7 November 2016

Please cite this article as: M. Irfan, J. Igbal, B. Eliason, K. Ayub, U.A. Rana, S. Ud-Din Khan, Benchmark
study of UV/Visible spectra of coumarin derivatives by computational approach, Journal of Molecular
Structure (2016), doi: 10.1016/j.molstruc.2016.11.026.

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.2016.11.026

Benchmark study of UV/Visible spectra of coumarin derivatives by computational

approach.
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Abstract

A benchmark study of UV/Visible spectra of Coumarin derivatives was conducted by employing
the Density Functional Theory (DFT) and Time Dependent Density Functional Theory (TD-
DFT) approaches. This study provided an effective insight about the el ectronic characteristics of
the selected compounds and provided an effective tool for developing and designing the better

UV absorber compounds.
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