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Conference Program 

 

First Day: Wednesday    September 15, 2021 

Time Session 

 

10:00 S1: Opening Session  O-01 to O-06 

11:00 S2: Keynote Lectures-1 KNL01 to KNL05 

13:15 Open Discussion  

 

 

14:00 S3: Oral Session-1   O-07 to O-17 

16:00 Open Discussion  

 

 

16:30 S4: Oral Session -2  Science Cafe 

18:30 Open Discussion 

 

 

S5: Poster Session P-01 to  P-33 All Day in Science Café YouTube 

19:00 Poster Open Discussion 

 

 

 

Second Day: Thursday    September 16, 2021 

Time Session 

 

08:00 S6: Oral Session -3 O-18 to O-29 

10:00 Open Discussion  

 

 

10:30 S7: Keynote Lectures-2 KNL06 to KNL10 

13:00 Open Discussion  

 

 

14:00 S8: Oral Session-4   O-30 to O-40 

16:00 Open Discussion 

 

 

16:30 S9: Oral Session-5   O-41 to O-50 

17:00 Open Discussion 

 

 

17:30 Recommendations & Closing Ceremony  
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KNL-06 Predicting Conformational Changes in Riboswitch RNA upon Ligand Binding 
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KNL-07 Green Economy and Wastes: How is it Possible to Combine Them? 
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KNL-10 Structural Properties of Lipid Membranes: Experimental and Model Studies 

Kh.T. Kholmurodov 
  

 

List of Orals 

No Title 

 
O-01 Preface: Welcome Speech 

Prof. Medhat A. A. Ibrahim 

Conference Chairman 
O-02 Preface Welcome Speech: The Third International Conference on Molecular Modeling 

and Spectroscopy 

Prof. Ahmed A. Fakhry 

Conference Honorary Chairman 
O-03 Preface Welcome Speech: Welcome all of You in the Third  International Conference 

on Molecular Modeling and Spectroscopy. 

Prof. Yehia Bahei El-Din 

https://www.bue.edu.eg/bue_person/draft-created-on-september-5-2018-at-746-am/
https://www.bue.edu.eg/bue_person/draft-created-on-september-5-2018-at-746-am/
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Prof. Mohamed M. Hashem 
O-05 Preface Welcome Speech: Welcome all of You in the Third  International Conference 

on Molecular Modeling and Spectroscopy. 
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O-06 Preface Welcome Speech: Welcome all of You in the Third  International Conference 
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Magdy Sabek 
O-07 Two-Dimensional Quantum Dots: Properties and Applications  

Hazem Abdelsalam 
O-08 Application of Monte Carlo Method to Simulate Radiation Transfer Through 

Exoplanetary Atmospheres  

Michael F. Rothman 
O-09 Electronic Properties and Molecular Electrostatic Potential Mapping of GQDs 
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for NH3 and H2S Gases: Modeling Approach 
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Nanocomposites for High-Performance Optoelectronics 

Ahmed M. Ismail 
O-50 Investigating the Structural Morphology, Linear/Nonlinear Optical Characteristics of 

Nd2O3 Doped PVA Polymeric Composite Films: Kramers-Kroning Approach 

 Tkrayte H. AlAbdulaal 

 

 

 

 



List of Posters  

No Title 

 
P-01 Electronic and Magnetic Properties of Graphene Quantum Dots Doped with Alkali 

Metals 

Hazem Abdelsalam 
P-02 Two-Dimensional Si2BN Nanoflakes for Efficient Removal of Heavy Metals 

Hazem Abdelsalam 
P-03 Quantum Chemical Studies on Structural, Spectroscopic, Thermochemistry, Photo-

Physical and Bioactivity Properties of m-Cresol Purple Dye 

Mohamed A.M. El-Mansy 
P-04 Synthesis and Characterization of Chitosan Antimicrobial Containing Iron Oxide 

Nanoparticles 

Ahmed Farghaly 
P-05 Influence of Annealing Temperatures on Nonlinear Optical, Dielectrical, 

Semiconducting Results and Fermi Level Position for Cdp0.03Te0.97 Thin Film 

Ahmed Abdel Moez 
P-06 Density Functional Theory, FTIR, UV-Vis Spectroscopic Studies of Cellulose Acetate 

Dimer and Cellulose Acetate Dimer /1, 2 MoO3 

Dina Ezzat 
P-07 Resent Spectroscopy Trends to Explain the Solar Neutrino Problem 

Magda M. Farghaly 
P-08 Application of Chitosan/Fe3O4 Nanocomposite as Biosensor 

Taha M. Tiama 
P-09 Electronic Properties Study of Polyethylene Oxide/Metal Oxides Nanocomposite 

Reinforced with GQDs as Optoelectronic Application   

Maroof A. Hegazy    
P-10 Theoretical Study of Polyvinyl Alcohol/Metal Oxides/GQDs Hybrid Nanocomposite 

as Humidity Sensor 

 Medhat A. Ibrahim 
P-11 Theoretical Study of Isomerization and Polymerization in Polyethylene Terephthalate 

Lobna A. Heikal 
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