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Given their relevance, computational and molecular
modeling methods are extremely helpful in the quest for
Deadline for manuscript further understanding the phenomenon or to guide new
submissions: experimental work. Indeed, theoretical studies are in the
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This Special Issue aims to highlight the role of
computational methodologies in the study of halogen
bonds, ranging from the most common quantum
mechanics calculations to force field-based methods.
Therefore, original manuscripts reporting the application
of computational tools in the study of halogen-bonded
systems are encouraged. In addition, perspectives and
reviews are also welcome.
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