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 26/21-26/22ساعت  22/7/34 صبح سً شىبًقسمت اَل: 

 دىنده ارائو عنوان

Application of Nitrogen Doped Graphite Intercalated Compounds NdC6 and PrC6 in Batteries Razieh Habibpour Gharacheh 

Investigation  of  Ramachandran map on the HCO- -D-Val[x]- -NH2 tripeptide 

motif : DFT study 

Bahareh Khoshbayan 

Electronic Transmission of Connected Benzene Razie Mohebbi 

The investigation of stability of KLF4 protein extracted from stem cells using the amount of  

Standard free energy changes 

N. Alavi 

Study of the adsorption of bromophenol red by  sawdust Akram Alikarimi 

Measurement, Correlation, and Prediction of Equilibrium Data for the            (Water + Formic 

Acid + 1-Octanol) Ternary System at T = 328.15 K 

Seyedeh Laleh Seyed Saadat 

High efficient electrooxidation of formic acid on platinum nanoparticles self-assembled onto 

chitosan membrane in acidic media 

Mehri-Saddat Ekrami-Kakhki, 

A comparative study of Intramolecular hydrogen bonding in diacyl-cyclopentadiene derivatives Fatemeh Shafaee 

The influence of cation-π and anion-π interactions on the nature of borazine bonds: AIM and NRT 

analyses 

Sotoodeh Bagheri 

Response of the single-walled zigzag carbon nanotube to axial tension Marziyeh Mohammadi 

DFT Study on the Hydrogen Bond Interactions in Some Alcoholic Binary Mixture Samira Parsa 

Kinetic and Thermodynamic Study of Removal of Cu 2 + from aqueous solutions by activated 

carbon 

ElahehSafaei 

The interaction of single walled carbon nanotubes (SWCNT) and human serum albumin (HSA) to 
study the toxic effects of nanoparticles, a molecular docking study 

Ghazal Borhan 

Investigation on the structure dipeptides including histidine Z. Momeni 

Superconductivity of Nitrogen Doped Graphite Intercalated with La and Ce Razieh Habibpour Gharacheh 

Investigation of Protein folding and thermodynamic properties 

of  HCO-Gly-L-Val-NH2  dipeptide 

Seyede Shabnam  Daryabari 

study 
Hamid Reza Masoodi 

(E)-1,2-difluoroethylene and tetrafluoroethylene 

Hamid Reza Masoodi 

A Survey upon Ni-Pd/C Electrocatalyst Applied  for  Methanol Oxidation Operation  in  Basic  

Solutions 

Roozbeh Yaghoubi 

DFT Study on Isomeric Stability and Molecular Structure of C58N2 Azafullerene Zahra Hamzavi 

Poly(lactic-co-glycolic acid) nanoparticles as drug delivery molecules, A theoretical study Laleh. Khorshidi 

Theoretical Study on Azafullerene C50N10 with Chained Nitrogen Atoms Zahra Hamzavi 



The theoretical study of intramolecular hydrogen bonding in different conformers of acyloin pyrole 

heterocyclic 

Mohadese Shamsaddinipour 

Investigation of Green tea as inhibitor for Al 1000 corrosion in acidic medium Razieh Razavi 

DFT Study Reaction of OH, SH and NH Structure with Anticancer Drug Cisplatin Razieh Razavi 

A thermodynamic study on ion-molecule reactions using ion mobility spectrometry Pegah Esmaeili 

 

 

 

  



 56/27-51/21ساعت  22/7/34 عصر سً شىبًقسمت دَم: 

 دىنده ارائو عنوان

Measurement of thermophysical properties of alkanolamine mixtures and 

calculation of excess mole volume in gas sweetening process 

Zeinab Nassaj Gerowgi 

Evaluating ground state energy of  molecule at different internuclear distances 
using artificial neural network 

Effat Dehghanian 

Study of Unusual Solubility and Selectivity Behaviors of Toluene and n-Heptane in 

Ionic Liquids [EMlM][BF4] and [BMIM][BF4] 

Ali Khanlarkhani 

Thermal conductivity of Al2O3 nanofluids using artificial neural network Somayeh MohammadiyanNezhad 

Intramolecular hydrogen bonding in 2-dihydroxy-methylene-propandial; 

A theoretical study 

Saeed Rahmani 

Full kinetics and a mechanistic investigation of 2-amino-4H-chromenes formation 

using sucrose by a novel one-pot three-component reaction 

Mohammad Ali Poorshamsoddin Motlagh 

The ring opening progress with nucleophilic addition to Copper(II)-verdoheme 

complex by NH2¯, OH¯, and  CN 

Marzieh Ajamgard 

Quantum Mechanical Study on Structure and Charge of 

Pyrazinium-Based Ionic Liquids 

Zahra Shamsi 

A Study on the Removal of 2,2ʹ-Bipyridine by Sawdust of Rash Gholamreza Ebrahimzadeh Rajaeib 

Theoretical study of substituent effects on the antioxidant activity of nitrones Nahid Golafshan 

Study of Quantitative Structure Activity Relationship of Some Thiazoline 
Derivatives by Density Functional Theory Method 

Nahid Jalali 

Theoretical investigation of halogen bonding from AIM point of view Mohadeseh Delarami Arabb 

The nature of halogen bonds: A QTAIM study Hafez Razmazma 

Hydrogen Bond Cooperativity in Some Alcoholic clusters; A DFT Study Samira Parsa 

Use of Laser Spectroscopy for Detection of Aflatoxin in Pistachios Nuts Soodeh Jamali 

PVT properties of poly (ethylene-co-vinyl acetate) using artificial neural network 
based on back propagation method 

Ebtesam  Alkasir 

Effect of the multiplicity in nucleophilic attack by hydroxide to Verdoheme-Cu(II) 

using B3LYP method in the ring opening progress 

Marzieh Ajamgard 

Investigation of Graphene Oxide Nanosheets Dispersion in Water Using Molecular 
Dynamics Simulation 

Golsom Akhlamadi 

A theoretical study of the effect of C by N replacement on the intramolecular 

hydrogen bonding in malonaldehyde 

Maliheh Shahraki 

Ab Initio Study on Electronic Properties of Ionic Liquids based on 1-alkyl, 2-metyl 

Pyrazolium with Different Anions 

Zahra Nowroozi 

A comprehensive theoretical study of tautomeric and conformeric preferences, 
intramolecular hydrogen bonding and π-electron delocalization in β-

selenoaminoacrolein with its thio and oxo analogous 

Malihe Shahraki 

Determination of Interaction Potential and Transport Properties  For Some Ozone 

Friendly Refrigerant Mixtures 

Elham Sookhaki 



Prediction of the density of poly (ethylene-co-methacrylic acid) PE-co-MAA using 

artificial neural network 

Ebtesam. Alkasir 

Substituent effects on the cis-trans photoisomerization of azobenzene: a TD-DFT 
study 

Hossein Harati 

Catalytic Oxidation of Cinnamaldehyde in aqueous Media Neda Hashemi-Mehr 

 

  



 26/21-26/22ساعت  23/7/34 صبحقسمت سُم: چٍارشىبً 

 

 دىنده ارائو عنوان

The Calculation of Surface Tension for Pure n-Alkanes(n=1 to 10) by Feyzi - Riazi Equation of 

State. 

Zakieh Yazdanshenas 

Two Distinct Bending Modes in a Graphite Sheet Marziyeh Mohammadi. 

Nucleophilicity and proton affinity of heteroatoms in 6-methyl pteridine-2,4-diamine Zeinab Mirshekar 

An Investigation of Molecular Dynamics Simulation and Molecular Docking: Interaction of 

Opioids and Human Serum Albumin in focus 

Saba Soroush 

Analysis of Mortiemr’s General Chemistery Book Based on Constructionist Theories YaghoubHatami 

Aggregation Properties and Thermodynamics of Micellization of Sodium Dodecyl Sulfate and 

Sodium Dodecyl Sulfonate Solutions in Water + 1-Propanol Solvent Mixed Media 

Somayyeh Shirzad 

Adsorption Investigation of Complex generated in Situ from Mixture of Copper (II) Ions and 

Bipyridine Using a Cost-Effective Biomass 

Gholamreza Ebrahimzadeh Rajaei 

Ability of equation of state to estimate of PVT properties of  ethylene-propylene copolymer (PEP) Zeinab Amoozandeh 

Application of artificial neural network (ANN) to correlate the thermal conductivity of 

(ethanol+water+ionic liquid) ternary system at various temperatures 

aboozar kalantari 

Calculation of self-diffusion coefficient of simple fluids from a new equation of state Fatemeh Yasarec 

Theoretical Study of The π-π Stacking Interactions of Benzene with Internal Face of The Single-

Walled Carbon Nanotubes 

Mansoureh Rakhshanipour 

DFT Study on the Hydrogen Bond Interactions in Some Alcoholic Binary Mixture Samira Parsa 

Modeling thermal conductivity of (water + ionic liquid) binary system using artificial neural 
networks (ANN) 

aboozar kalantari 

Theoretical Investigation of The Anion-π Interactions on Single-Walled Carbon Nanotubes Mansoureh Rakhshanipour 

Manuscript Title: An estimation of strength and nature of intramolecular hydrogen bonds in 1,4- 
dihydropyrazine-2,5-dicarboxylic acid: ab initio, NBO and Aim studies 

Mohsen askarzadeh aliabadi 

Metal Chelating Properties of 2-[(Benzo[d]thi/ox/imidazol-2-ylamino)methyl]phenol; a 

theoretical study 

Nasrin Yaghoobi 

Theoretical study of π -electron delocalization in two ring resonance assisted hydrogen bonded 

systems 

Saeed Rahmani 

Investigation the effect of diameter and orientation of nanotube on CO adsorption energy Elahe Mirzaie Khalil Abadi 

Study of Catalyst Grain Size Effect on Global Reaction Rate of Methanol Dehydration to 

Dimethyl Ether 

Leila Khoshrooyan 

Systematic investigation of halogen bond in YC5H4N∙∙∙X∙∙∙NC5H5 complexes Hafez Razmazma 

Catalytic Performance of a Novel Platinum(IV) Nanocatalyst for Hydrogenation of Seed Oil Roozbeh Yaghoubi 



Theoretical study of halogen substitutions on π -electron delocalization in thiomalonaladehyde Ebrahim Nakhaei 

Antioxidant activity of gallic acid in the presence of graphene and carbon nanotube: A DFT study Arash Dowlatabadi 

Structural Studies on Some New Substituted Pyridines by Density Function Theory Method Azin Shamsolmaali 

Neural network ensemble for prediction of ionization yield of   in intense laser field Effat Dehghaninan 

Interfacial Tension of n-Butyl Acetate + Water System under Influence of 
imidazolium[C6mim][Cl]Ionic Liquid at Different Temperatures 

Mona Kharazi 

Theoretical Study on Capacitive Properties of Four-Ring symmetric Two-Layer Ggraphene 

Nanosheets 

Neda Sadeghpur 

 

 


