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This book presents cutting-edge concepts, paradigms, and research highlights in the

field of computational materials science and engineering, and provides a fresh, up-to-
date perspective on solving present and future materials challenges. The chapters are
written by not only pioneers in the fields of computational materials chemistry and
materials science, but also experts in multi-scale modeling and simulation as applied to
materials engineering. Pedagogical introductions to the different topics and continuity
between the chapters are provided to ensure the appeal to a broad audience and to
address the applicability of integrated computational materials science and engineering
for solving real-world problems.
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