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• Scope of the Thematic Issue: 
Let G be a molecular networks possessing n nodes (atoms) and m edges (bonds). Researcher are using 
the notation !! = !(!) to represent the total π-electron energy of G. The !! is the sum of the absolute 
values of the eigenvalues of G. Energy !!, of total π-electron within conjugated networks is calculated 
by using Hückel molecular orbital (HMO) model, is one of the oldest approaches to studied quantum-
chemical characteristics for large size polycyclic conjugated hydrocarbons. Long time ago, it was 
documented that various π-electron in the conjugated system descriptors of the HMO model, including 
!!, can be calculated from eigenvalues of the fundamental molecular network.  
 
Because of its close relationship with the HMO, the !! has found surprising applications in other fields 
of science. Several attempts have been made to use !! in QSPR/QSAR studies. Entropy has been linked 
to network energies in particular. In a number of research papers, network-energy-like quantities were 
used to model the properties of proteins, especially those of biological importance. There have been 
several promising attempts to use !! in the quest for hereditary causes of Alzheimer's disease and in 
epidemic modelling. It is also possible to see !! being used in pattern recognition and image processing, 
as well as in medical investigations of brain activity. The abstract, strictly academic, and apparently 
arbitrary mathematical considerations by which the network energies were conceived can be justified by 
these various biochemical, technological, and medicinal applications. This sort of thing happens a lot in 
science.  
 
Moreover, there is a relation between topological indices and !!. The aggregate !! of the particles 
within particular rough articulations was calculated using the first and second Zagreb indices, which 
were found to be useful. In reality, a topological index correlates certain physicochemical property of 
chemical compounds with molecular structure, such as boiling point, stability, strain energy, and so on. 
It is created by converting a chemical network into a numeric quantity associated with a molecular 
network, which describes the structure's topology and is an invariant understructure that preserves 
mappings. 
 
This special issue aims to offer an opportunity to researchers to discuss and share their own ideas in 
investigating !!  and topological indices of molecular networks. We would like that; this special issue 
enables to solve some practical chemical engineering problems.  
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The sub-topics to be covered within the issue should be provided: 

� Spectral graph theory 
� Extremal graph theory  
� Graph theory in networking 
� Molecular graph theory 
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