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FOREWORD

We are delighted to welcome all participants to the DST-
SERB/ANRF Sponsored International Conference on Resilient
Innovations for Subsistence Environment (ICRISE-25), being held
on 21st-22nd November 2025. In an era marked by climate
unpredictability, resource constraints, and environmental
challenges, building resilience has become a vital foundation for
sustainable development.

ICRISE-25 provides a global platform for scientists, academicians,
researchers, industry professionals, and policymakers to exchange
ideas and explore innovative solutions that empower subsistence-
level communities while safeguarding ecological balance. This
conference emphasizes transformative, interdisciplinary
approaches in areas such as green technologies, climate-smart
agriculture, renewable energy, environmental biotechnology, Al-
enabled sustainability tools, and socio-economic strategies for
community resilience.

We express our sincere gratitude to DST-SERB/ANRF for their
generous support and to all contributors and participants whose

involvement enriches the scientific value of this conference.
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Design and Computational Docking Exploration of Innovative Thiadiazole
Analogues Targeting Cancer Activity
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ABSTRACT

Melanoma, arising from uncontrolled melanocyte proliferation, is treatable in its early stages
but poses significant challenges in advanced cases. This study aimed to design and evaluate
novel thiadiazole derivatives as potential anti-cancer agents targeting the BRAF protein using
3D-QSAR modeling and molecular docking. A dataset of 51 reported BRAF inhibitors was
analyzed using the Schrodinger suite, and the Gaussian-based QSAR model showed strong
predictive reliability (r* = 0.93, r’cv = 0.47, SE = 0.2, F ratio = 80.3), with field contributions
of steric (0.29), hydrophobic (0.24), hydrogen bond donor (0.18), electrostatic (0.188), and
hydrogen bond acceptor (0.08). Guided by these findings, 25 novel thiadiazole derivatives were
designed and subjected to docking studies in PyRx. Among them, compound IA25
demonstrated the best binding affinity (—9.7 kcal/mol), comparable to the standard Dabrafenib,
forming two hydrogen bonds with Asn221 and Phe209 residues. Other derivatives showed
scores ranging from —8.0 to —9.6 kcal/mol, with 10 shortlisted for further study. These results
highlight the critical role of hydrogen bond donor and acceptor substituents on the thiadiazole

ring in BRAF inhibition and suggest IA25 as a promising anti-cancer lead.

Keywords: Thiadiazole, BRAF enzyme, Quantitative structure—activity relationship, Docking

studies.

24



