
The International Journal of Quantitative Structure-Property Relationships is indexed or listed in the following: Cabell’s 
Directories; Google Scholar; Ulrich’s Periodicals Directory

Inaugural Issue, Part 2

Editorial Preface
IV	 Kunal Roy, Department of Pharmaceutical Technology, Jadavpur University, Kolkata, India

Research Articles

1	 Molecular Spaces Quantum Quantitative Structure-Properties Relations (QQSPR): A Quantum 
Mechanical Comprehensive Theoretical Framework
Ramon Carbó-Dorca, Institut de Química Computacional i Catàlisi, Universitat de Girona,Girona, Spain 

Silvia González, Departamento de Química, Universidad Técnica Particular de Loja,Loja, Ecuador 

23	 Can Toxicity for Different Species be Correlated? The Concept and Emerging Applications of 
Interspecies Quantitative Structure-Toxicity Relationship (i-QSTR) Modeling
Supratik Kar, Jackson State University, Jackson, MS, USA 

Rudra Narayan Das, Jadavpur University, Kolkata, India 

Kunal Roy, Jadavpur University, Kolkata, India 

Jerzy Leszczynski, Jackson State University, MS, USA  

52	 Evolution of Optimal Descriptors: Solved, Unsolved, and Unsoluble Tasks
Alla P. Toropova, Laboratory of Environmental Chemistry and Toxicology, IRCCS-Istituto di Ricerche 
Farmacologiche Mario Negri, Milano, Italy 

Andrey A. Toropov, Laboratory of Environmental Chemistry and Toxicology, IRCCS-Istituto di Ricerche 
Farmacologiche Mario Negri, Milano, Italy 

72	 QSPR-Modeling for the Second Virial Cross-Coefficients of Binary Organic Mixtures
Elena Mokshyna, O.V. Bogatsky Physico-Chemical Intstitute NAS of Ukraine, Odessa, Ukraine 

Pavel Polishchuk, O.V. Bogatsky Physico-Chemical Intstitute NAS of Ukraine, Odessa, Ukraine 

Vadim Nedostup, O.V. Bogatsky Physico-Chemical Intstitute NAS of Ukraine, Odessa, Ukraine 

Victor Kuz’min, O.V. Bogatsky Physico-Chemical Intstitute NAS of Ukraine, Odessa, Ukraine 

85	 A QSAR Study of Human Thymidine Phosphorylase Inhibitors with SMILES-Based Descriptors
Adriana Santos Costa, Theoretical, Medicinal and Environmental Chemistry Laboratory (LQMAT), Department of 
Pharmacy, Western Paraná State University (UNIOESTE), Cascavel, Brazil 

Eduardo Borges de Melo, Theoretical, Medicinal and Environmental Chemistry Laboratory (LQMAT), Department 
of Pharmacy, Western Paraná State University (UNIOESTE), Cascavel, Brazil 

Copyright
The International Journal of Quantitative Structure-Property Relationships (IJQSPR) (ISSN 2379-7487; eISSN 2379-7479), Copyright © 
2016 IGI Global. All rights, including translation into other languages reserved by the publisher. No part of this journal may be reproduced or used in 
any form or by any means without written permission from the publisher, except for noncommercial, educational use including classroom teaching 
purposes. Product or company names used in this journal are for identification purposes only. Inclusion of the names of the products or companies does 
not indicate a claim of ownership by IGI Global of the trademark or registered trademark. The views expressed in this journal are those of the authors 
but not necessarily of IGI Global.

Volume 1 • Issue 2 • July-December-2016 • ISSN: 2379-7487 • eISSN: 2379-7479
An official publication of the Information Resources Management Association

International Journal of Quantitative Structure-Property 
Relationships 

Table of Contents


