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From “Charge Transfer” to “c-Hole” ; the Formation and Development of
the Halogen Bond Concept
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Abstract In the 19th century, many halobonded substances were discovered, but people didn’ t realize the
existence of halogenated bonds. In 1950, American chemist Mulliken put forward the theory of charge transfer. The
theory of charge transfer makes people have a preliminary understanding of the nature of halogen bond and promotes
the formation of the concept of halogen bond. In 2007, Politzer et al. proposed o-hole theory, which makes people
understand the nature of halogen bond more deeply and promotes the development of halogen bond concept. Halogen
bond theory is not only applicable to halogen bond but also to other intermolecular interactions. With the extensive

study of intermolecular forces such as halogen bond, the concept of halogen bond will be clearer and its theory will
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have a broader prospect.
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