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EDUCATION Doctor of Philosophy in Science (Ph.D.)  
Institution: School of Chemistry, The University of Manchester, 
UK  
Subject: Physical Chemistry (Computational Chemistry) 
Title: “Development and Applications in Computer-Aided Drug 

Discovery” 

2008-2012 

  

 Master of Science (M.Sc.) 
Institution: Faculty of Science, Minia University, Egypt 
Subject: Chemistry 
Title: “Novel potentiometric membrane sensors for selective 

determination of some cations” 

2005-2007 

 

 

 Bachelor of Science (B.Sc.) 
Institution: Faculty of Science, Minia University, Egypt 
Subject: Chemistry      Grade: 79.5% (top of the class) 

1998-2002 

   

   

EMPLOYMENT 1) Name and Address of Employer: Faculty of Science, Minia 
University, Egypt 
Position: Demonstrator at Chemistry Department 
Period: from 25/11/2002 to 30/01/2008 

 

  
 

2) Name and Address of Employer: Faculty of Science, Minia 
University, Egypt 
Position: Assistant Lecturer at Chemistry Department 
Period: from 31/01/2008 to 25/11/2012 

 

  
 

3) Name and Address of Employer: Faculty of Science, Minia 

University, Egypt 

Position: Lecturer at Chemistry Department 
Period: from 26/11/2012 to 27/05/2019 

 

  
 

4) Name and Address of Employer: School of Health 

Sciences, University of KwaZulu-Natal, South Africa 

Position: Honorary Research Fellow 
Period: from 1/07/2022 to 31/06/2027 

 

   
 

5) Name and Address of Employer: Faculty of Science, Minia 

University, Egypt 

Position: Ass. Professor at Chemistry Department 
Period: from 28/05/2019 to present 

 

   



   

RESEARCH 
INTERESTS 

• Computer-aided drug discovery 
• Molecular modeling 
• Quantum mechanics and Molecular Dynamics 

 

 
 

 

SCHOLARSHIPS 
 

• Scholarship: PhD Degree 
   University: The University of Manchester, United Kingdom 
   Duration: 4 years (9/2008-8/2012) 
   Funding Organization: Egyptian Ministry of Higher Education and Scientific 

Research 
• Scholarship: Visiting Scholar/Professor 
   University: Purdue University, USA 
   Duration: 6 months (2/2022-7/2022) 
   Funding Organization: Egyptian Ministry of Higher Education and Scientific 

Research 
 

 

ACADEMIC 
ACTIVITIES 
 

• Founded Computational Chemistry Lab at Chemistry Department, Faculty of 
Science, Minia University, Egypt 
• Supervisor for 11 M.Sc. and 2 Ph.D. students. 
• Reviewed more than 500 research articles for RSC, ACS, Springer, 
Taylor&Francis, Elsevier, and Willey. 
• Examined 8 M.Sc. and 5 Ph.D. theses 
• Evaluated a research project for the French National Research Agency 
• Evaluated a research project for the Science, Technology & Innovation Funding 
Authority (STDF) 

 

 

TEACHING 
EXPERIENCE 

• General Chemistry (I), 1st Level BSc., Faculty of Science, Minia University 
• General Chemistry (II), 1st Level BSc., Faculty of Science, Minia University 
• Quantum Chemistry (I), 2nd Level BSc., Faculty of Science, Minia University 
• Quantum Chemistry (II), 3rd Level BSc., Faculty of Science, Minia University  
• Applied Chemistry, 3rd Level BSc., Faculty of Fine Arts, Minia University 
• Physical Chemistry (I), 3rd Level BSc., Faculty of Science, Minia University 
• Advanced Quantum Chemistry, MSc., Faculty of Science, Minia University 
• Drug Design and Discovery, 4th Level, Biotechnology Program, Faculty of 
Science, Cairo University 
• Inorganic Chemistry, 1st Level BSc. Faculty of Dentistry, Minia University 
• Practical Inorganic Chemistry, 1st Level BSc., Faculty of Science, Minia University 
• Practical Inorganic Chemistry, 2nd Level BSc., Faculty of Science, Minia 
University 
• Practical Physical Chemistry, 3rd Level BSc., Faculty of Science, Minia University 

   

   

MEMBERSHIPS  Scientific Organization/Body 
• Founder and Chairman of Egyptian Society of Theoretical and Computational 
Chemistry (ESTCC)(from 12/2015 to present).  
• Member of the National Pure and Applied Chemistry Committee (ASRT-Egypt) 
(from 8/2022 to present).  
• Fellow of Academy of Scientific Research and Technology (ASRT-Egypt) (from 
10/2015 to present).  



• Member of American Chemistry Society (ACS; ID: 30172913) (from 1/2016 to 
12/2024).  
• Former Member of Egyptian Young Academy of Sciences (EYAS) (from 1/2018 
to 12/2020).  
• Member of Egyptian Chemical Society (ECS; Egypt) (from 10/2018 to present). 
• Member of Association of Theoretical and Computational Chemists (WATOC) 
(from 6/2016 to present). 
• Member of Royal Society of Chemistry (RSC, UK) (ID: 479217) (from 1/2012 to 
12/2018). 
• Member in Drug Research Council, ASRT, Egypt (from 10/2015 to 9/2018). 
• Member of Molecular Graphics and Modelling Society (MGMS, UK) (from 
2/2010 to 8/2012) 
• IUPAC-Affiliate Membership (from 1/2014 to 12/2015) 

 

 Editorial Board 
• Editor for “The Protein Journal”, Springer (from 8/2021 to present). 
• Editor for “PLOS One”, Public Library of Science (from 8/2021 to present). 
• Editorial Secretary of El-Minia Science Bulletin, Minia University, Egypt (from 
5/2018 to 2/2022). 
• Editor for “Oriental Journal of Physical Sciences” (from 11/2016 to present). 
• Editor for “SF Journal of Pharmaceutical and Analytical Chemistry” (from 
9/2017 to present). 
• Editor for “Journal of Organic and Biomolecular Simulations” (from 10/2013 to 
present). 

  

 

  c  

FUNDED 
PROJECTS 

• Project Title: Halogen bonding: a multipronged study towards better definition 
and application in drug discovery 

   Role: Principal Investigator 
   Budget: 1,497,322 EGP 
   Starting Date: 25/05/2014 
   Duration: 36 months 
   Funding Organization: Science and Technology Development Fund, Egypt 
  

• Project Title: Lead discovery and optimization of LTB4 inhibitors for the 
treatment of inflammatory diseases 

   Role: Principal Investigator 
   Starting Date: 16/10/2014 
   Budget: 852,628 EGP 
   Duration: 24 months 
   Funding Organization: Science and Technology Development Fund, Egypt 
  

• Project Title: Towards manufacturing of active and inactive pharmaceutical 
ingredients in Egypt 

   Role: Contributor 
   Budget: 100,000 EGP 
   Starting Date: 27/10/2015 
   Duration: 12 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Multidrug resistance protein-oriented anticancer drug discovery 
(MRP-ADD) 



   Role: Computational Chemistry Group Leader 
   Budget: 3,000,000 EGP 
   Starting Date: 31/12/2017 
   Duration: 24 months 
   Funding Organization: Science and Technology Development Fund, Egypt 
  

• Project Title: In-silico and in-vitro lead discovery and optimization of novel 
PI4KIIIβ inhibitors for the treatment of breast cancer 

   Role: Main Supervisor 
   Budget: 74,250 EGP 
   Starting Date: 15/3/2018 
   Duration: 6 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Discovering and developing corrosion inhibitors for active metals 
in space using computational chemistry techniques 

   Role: Main Supervisor 
   Budget: 74,500 EGP 
   Starting Date: 15/3/2020 
   Duration: 6 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Artificial Intelligence (AI) application in drug discovery of potent 
inhibitors towards COVID-19 disease 

   Role: Main Supervisor 
   Starting Date: 15/3/2021 
   Budget: 60,000 EGP 
   Duration: 6 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Discovery of ABCG2 inhibitors to overcome breast cancer drug 
resistance: corroborative in silico/in vitro strategies 

   Role: Consultant 
   Budget: 50,000 SAR 
   Starting Date: 7/12/2021 
   Duration: 12 months 
   Funding Organization: University of Hafr Al Batin, Saudi Arabia 
  

• Project Title: Discovery of prospective BCL-2 inhibitor to conquer cancer drug 
resistance hybrid in sillico and in vitro investigations 

   Role: Main Supervisor 
   Budget: 74,325 EGP 
   Starting Date: 15/3/2022 
   Duration: 6 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Microbial and natural metabolites as neurophilin-1 (NRP1) drug 
candidates against COVID-19 remediation: hybrid 
computational/cell bioassay study 

   Role: Main Supervisor 
   Budget: 74,050 EGP 
   Starting Date: 15/3/2022 



   Duration: 6 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Microbial and natural products as inhibitors of BCL-2 protein for 
cancer therapy: a computational/in vivo hybrid study 

   Role: Consultant 
   Budget: 95,000 SAR 
   Starting Date: 13/4/2022 
   Duration: 12 months 
   Funding Organization: University of Hafr Al Batin, Saudi Arabia 
  

• Project Title: Exploring Natural Compounds and Approved Drugs for Hunting 
Bcl-2 Inhibitors as Prospective Anticancer Drug candidates: In 
Silico and In Vitro Study 

   Role: Consultant 
   Budget: 50,000 SAR 
   Starting Date: 15/5/2022 
   Duration: 12 months 
   Funding Organization: University of Umm Al-Qura, Saudi Arabia 
  

• Project Title: Exploring and Developing Nanocarriers for Anti-COVID-19 Drug 
Delivery 

   Role: Consultant 
   Budget: 50,000 SAR 
   Starting Date: 15/5/2022 
   Duration: 12 months 
   Funding Organization: University of Umm Al-Qura, Saudi Arabia 
  

• Project Title: Exploring Natural Products for Hunting SIRT2 Inhibitors as 
Anticarcinoma Drug Candidates: Hybrid In-silico/In-vitro Study 

   Role: Consultant 
   Budget: 40,000 SAR 
   Starting Date: 15/12/2022 
   Duration: 12 months 
   Funding Organization: University of Umm Al-Qura, Saudi Arabia 
  

• Project Title: Enhancement and upgrading the technical capacity of the 
scientific and applied research unit at Faculty of Science – Minia University 

   Role: Principal Investigator 
   Budget: 3,000,000 EGP 
   Starting Date: 20/10/2022 
   Duration: 18 months 
   Funding Organization: Academy of Scientific Research and Technology, Egypt 
  

• Project Title: Developing Nanomaterials as Anti-Cancer Drug Carriers in Drug 
Delivery Process 

   Role: Consultant 
   Budget: 40,000 SAR 
   Starting Date: 15/12/2022 
   Duration: 12 months 
   Funding Organization: University of Umm Al-Qura, Saudi Arabia 

   

   



CONFERENCES 
& WORKSHOPS 
 

• 7th Modeling & Design of Molecular Modeling Interaction Conference, 

26th-30th June 2016, Wroclaw University of Technology, Poland. 

• Drug Design Euro 2016, 18th-22nd June 2016, University of Milano, Italy. 
• Innovative Approaches to Computational Drug Discovery, 2nd-6th 

October 2011, EPFL, Lausanne, Switzerland. 

• MGMS Young Modellers’ Forum 2011, School of Oriental & African Studies, 
London University, UK. 
• MGMS Young Modellers’ Forum 2010, School of Oriental & African Studies, 
London University, UK. 
• Understanding Molecular Simulations, 4th-15th January 2010, 

University of Amsterdam, Netherland. 

• International Computational Drug Discovery 2010, 21st June–2nd July 

2010, Radboud University Nijmegen, Netherlands. 

• Free-Energy calculations with LUMED, 28th Septemeber-1st October 

2010, CECAM, EPFL, Lausanne, Switzerland. 
 

 

SCIENTIFIC 
ACHIEVEMENTS 

• Total no. of publications: 184 
• h index: 27 
• Citations:  2584 
• Scopus ID: 37561365700 

  

 

SCIENTIFIC 
PRIZES 

• The world's Top 2% of Scientists List, Stanford University (2023) 
• Minia University’s International Publication prize (2023) 
• The world's Top 2% of Scientists List, Stanford University (2022) 
• Minia University’s International Publication prize (2022) 
• Honorary Research Fellow from The University of KwaZulu-Natal, South Africa, 
2022-2027. 
• The world's Top 2% of Scientists List, Stanford University (2021) 
• Minia University’s International Publication prize (2021) 
• Minia University’s International Publication prize (2020) 
• Minia University’s Encouragement prize (Basic Sciences, 2019) 
• Minia University’s International Publication prize (2019) 
• Minia University’s International Publication prize (2018) 
• Minia University’s Scientific Project prize (2018) 
• Minia University’s Scientific Project prize (2017) 
• Minia University’s International Publication prize (2014) 
• Minia University’s International Publication prize (2013) 

   

   

PUBLISHED 
BOOKS 

• Book Title: Towards manufacturing of active and inactive pharmaceutical 
ingredients in Egypt 

• Authors: Ehab S. I. Desoky et. al. (Mahmoud A. A. Ibrahim) 
• Publisher: Academy of Scientific Research and Technology, Egypt 
• Year: 2017 
• ISSN: 978-977-268-704-6 
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