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Abstract 

Interaction of quinacradone (QA) on silver and gold clusters has been investigated using 

computational methods. This interaction induces variations in the structural parameters of 

QA, which are confirmed by the electrostatic potential plot and the vibrational analysis.  The 

red shift in the simulated UV-Vis spectra confirms the process of adsorption on metal 

clusters, which is mainly due to the electrostatic interaction between the metals and QA. 

Reduction in the hole reorganization energy along with the increment in hyperpolarizability 

points to a possible use of QA adsorbed on silver cluster as an effective material in organic 

light emitting diodes(OLED) and nonlinear optical (NLO) devices. 
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1. Introduction 

In recent years, aromatic hydrocarbons which possess π electrons are widely known 

for their efficient charge transport properties. Organic semiconducting devices are 

extensively studied because of their higher flexibility and lower cost as compared to their 

inorganic counterparts. Quinacridone (QA), is one of the well-known red-violet aromatic 

compounds and has attracted considerable interest in the design of high performance organic 

electronic devices [1]. QA also has an outstanding electro and photo chemical stability which 

are of scientific interest [2].  

The scientific community has long been interest in organic compounds adsorbed onto 

metal surfaces as adsorption studies of these compounds play vital roles in establishing the 

mailto:beulah_rajkumar@yahoo.co.in


Download English Version:

https://daneshyari.com/en/article/8013594

Download Persian Version:

https://daneshyari.com/article/8013594

Daneshyari.com

https://daneshyari.com/en/article/8013594
https://daneshyari.com/article/8013594
https://daneshyari.com

