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This special issue on "Feature Papers in Computational Chemistry" aims to showcase
cutting-edge research and advancements in the field of computational chemistry. It
includes contributions that explore a diverse range of topics, including but not limited to
quantum chemistry, molecular modeling, and the integration of artificial intelligence within
computational frameworks.

The issue highlights innovative methodologies and applications in areas such as the
electronic structure of molecules and materials, catalysis, photochemistry, chemical
dynamics, and computational drug design. Serving as a platform for leading researchers in
computational chemistry, this collection aims to foster collaboration and dialogue,
encouraging the exchange of ideas and enhancing the visibility and impact of their work.
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