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A Computational Roadmap for Energy
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Generation

Sudip Chakraborty
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In this colloquium talk, I would like to present my
research activity interconnected with a common string
“Energy”’. The fundamental mechanism of hydrogen and
oxygen evolution in photocatalytic materials, from a
theoretical perspective [1] would be explained. The
Rational Design based on High-throughput Screening of
Hybrid Perovskite Solar Cells [2, 3] would be highlighted
next. I would conclude by describing our developed
interface [4] between Hybrid Eigen-vector Following
formalism and DFT for Transition Pathway prediction with
the possible future implications [5, 6].
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