
Two-Day National Seminar 

"Artificial Intelligence in Chemistry:  
Current Trends & Future Directions" 

22nd and 23rd November, 2023 

The Department of Chemistry, KBN College, in Collaboration with Andhra 

Pradesh State Council of Higher Education(APSCHE) and Krishna University 

hosted a Two-Day National Seminar on "Artificial Intelligence in Chemistry: 

Current Trends & Future Directions" on 22nd and 23rd November 2023. The 

event aimed to explore the intersection of artificial intelligence and chemistry, 

bringing together experts, researchers, and professionals from diverse fields. Around 

200 participants including faculty and students are participated in the seminar. 

The seminar commenced with an inaugural address by Prof. K. Rama Mohana Rao, 

Vice-Chairman, AP State Council of Higher Education,  highlighting the significance 

of integrating artificial intelligence into chemistry research. The Guest of honour Dr. 

D. Rama Sekhara Reddy, Head, Department of Chemistry, Krishna University, 

Machilipatnam, highlights the  current state of AI applications in chemistry and 

envisioning future possibilities. 

The culminating moment of the Two-Day National Seminar on "Artificial Intelligence 

in Chemistry: Current Trends & Future Directions" was marked by the release of an 

ISBN book (978-81-958704-5-5) containing insightful chapters contributed by the 

esteemed presenters. The book release ceremony was conducted with enthusiasm, and 

it was graced by distinguished guests on the dais. 

 

 

Welcome Dance by  

P. Mallika, I B.Sc Chemistry 

 



Lighting the Lamp by the Guests 

ISBN Book Released by the Guests on the Dais 

 

 

Press Report by the Chief 

Guest 

 



Felicitation to the Chief Guest 

 

 

Felicitation to the Guest of honour 

 

 



 

 

 

 



 

 

 

 

 

Invitation: Inaugural 

 

 

 

 

 

 

 

 

 

 

Invitation: Valedictory 

 

 

 

 



Day 1: Keynote Address by Prof. Ranjit Thapa (Dean of Research, SRM 

University, AP) 

Keynote speaker Prof. Ranjit Thapa presented on "Electronic Descriptor, Predictive 

Model using QM/ML Approach, Experimental Validation." The topics covered 

included Materials Simulation, Atomic Simulation, Quantum Mechanics, Schrödinger 

Equation, Electronic Descriptor, Predictive Model, Analysis of Coordination, Urea 

Synthesis, Doping of Carbon Surface with Nitrogen in Graphene, and Descriptor Pi 

Electron Orbital Theory. The discussion delved into Fermi level, Pi electron 

occupancy, and the correlation between descriptors and changes in free energy. 

 

 

 

 

 

 

 

 

 

 



Technical Session-1 : Dr. Surender Singh Jadav, Scientist, CSIR-IICT, 

Hyderabad 

Dr. Surender Singh Jadav discussed "Medicinal Chemistry and Drug Discovery," 

covering design of new therapeutic agents, stereochemistry, reactivity, new chemical 

entities (NCE), drug design processes, and traditional and modern drug discovery 

methods. The modern drug discovery section included RDD (Receptor-Based Drug 

Discovery), SBDD (Structure-Based Drug Discovery), LBDD (Ligand-Based Drug 

Discovery), and FBDD (Fragment-Based Drug Discovery). Protease, druggability, 

Lipinski's rule, de novo design, retro synthesis, and kinase inhibitors were also 

discussed. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Technical Session-2: Dr. Anik Sen Assistant Professor, Department of 

Chemistry, GITAM INSTITUTE OF SCIENCE, GITAM (Deemed to be 

UNIVERSITY), VISAKHAPATNAM. 
 

Dr. Anik Sen presented "A Brief Understanding of In Silico Approach on the 

Design of Numerous Small Molecules with Applications in Solar Cells, Drug 

Design for Anticancer and Anti-COVID." Topics covered included morphology of 

NaCl, Pi facial selectivity, dye-sensitized solar cells, computational materials, 

renewable sources of energy, anchoring groups, computer-aided drug design, and 

terms in in-silico design (Receptor, Ligand, Doping, Binding mode, Pharmacophore). 

The discussion extended to anti-cancer and anti-viral drug design. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Day-2 

Technical Session-3: Dr. K. Suresh Babu, Scientist, CSIR, IICT, Hyderabad) 

Dr. K. Suresh Babu explored "Recent Approaches in Natural Products Research 

for Drug Discovery," covering traditional medicine, traditional and natural drugs, 

types of natural sources (Lichens, Fungi), applications of natural products (Herbal, 

Pesticide, Cosmetics, Pharmaceutical), random approaches, LCMS-guided 

approaches, and standardization of herbal medicine. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 Technical Session-4: Dr. Bibhab Bandhu Majumdar, Assistant Professor, Vellore 

Institute of Technology - Andhra Pradesh 

Dr. Bibhab Bandhu Majumdar's presentation focused on "Applications of 

Computers and AI in Chemistry, and Overview and Future Scope." Topics 

included applications of computers in chemistry research, quantum mechanics, 

Schrödinger wave equation, traditional and computational modeling, density 

functional theory, molecular mechanics, Born-Oppenheimer approximation, machine 

learning, and deep learning. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Technical Session 5: Dr. V.S. Baswanth Oruganti, Assistant Professor, SRM, 

Amaravathi, AP 

Dr. Baswanth delved into "Going Beyond ML and AI – Quantum Computers." The 

discussion included classical mechanics, quantum computers, Moore's Law, principles 

of quantum computers (Superposition axiom, Decoherence axiom, Approaching 

reality axiom, Quantum superposition), quantum computers in chemistry (Single 

configuration, Multi configuration, Full configuration), RSA, optimization, and the 

power of quantum computers. 

 

 

 

 

 

 

 

 

 



Valedictory: 

The valedictory session began with a welcome address by the Principal Dr. V. 

Narayana Rao expressing gratitude to all participants, speakers, sponsors, and 

organizers who contributed to the success of the seminar. This was followed by a 

recapitulation of key insights and takeaways from the two days of extensive 

discussions by the convener of the seminar Dr. t. Bhagya Kumar, Assistant Professor, 

Department of Chemistry.. 

Prof. M.V. Basaveswara Rao, Dean of Sciences, Krishna University, the esteemed 

chief guest, delivered a motivating address emphasizing the significance of 

interdisciplinary collaboration and the transformative potential of artificial intelligence 

in advancing the field of chemistry. 

Certificates of participation were awarded to seminar attendees and presenters as a 

token of appreciation for their active involvement in the event. The chief guest and 

other dignitaries on the dais took part in the certificate distribution ceremony. 

The seminar was concluded by the vaprovided a comprehensive overview of the latest 

trends and future directions in the integration of artificial intelligence and chemistry. 

The diverse topics covered by the esteemed speakers opened avenues for collaboration 

and further exploration in this dynamic and interdisciplinary field. 

Valedictory Session  Chief Guest: Prof. M.V. Basaveswara Rao, Dean of 

Sciences, Krishna University 



Guest of Honour: Dr. Mahesh Ravva, Assistant Dean of Research, SRM 
University, AP 

 



Certificate Distribution to Participants 

 

 

 

 

 

 

 

 

 

 

 

 



 

    

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

  

 

 



 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 


