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Noncovalent interactions are the bridge between ideal gas abstraction and the real world.
For a long time, they were covered by two terms: van der Waals interactions and hydrogen
bonding. Both experimental and quantum chemical studies have contributed to our
understanding of the nature of these interactions. In the last decade, great progress has been
made in identifying, quantifying, and visualizing noncovalent interactions. New types of
interactions have been classified—their energetic and spatial properties have been
tabulated. In the past, most studies were limited to analyzing the single strongest interaction
in the molecular system under consideration, which is responsible for the most important
structural properties of the system. Despite this limitation, such an approach o en results in
satisfactory approximations of experimental data. However, this requires knowledge of the
structure of the molecular system and the absence of other competing interactions. The
current challenge is to go beyond this limitation. This Special Issue collects ideas on how to
study the interplay of noncovalent interactions in complex molecular systems including the
effects of cooperation and anti-cooperation, solvation, reaction field, steric hindrance,
intermolecular dynamics, and other weak but numerous impacts on molecular
conformation, chemical reactivity, and condensed matter structure.

6.74.6

Order Your Print Copy
You can order print copies at

www.mdpi.com/books/reprint/3554

https://www.scopus.com/sourceid/26370
https://www.ncbi.nlm.nih.gov/pubmed/?term=1420-3049
https://mjl.clarivate.com/search-results?issn=1420-3049&hide_exact_match_fl=true
https://www.mdpi.com/books/reprint/3554
https://www.mdpi.com/books/reprint/3554


MDPI Books offers quality open access book publishing to promote the exchange of ideas and
knowledge in a globalized world. MDPI Books encompasses all the benefits of open access – high
availability and visibility, as well as wide and rapid dissemination. With MDPI Books, you can
complement the digital version of your work with a high quality printed counterpart.

Open Access
Your scholarly work is accessible worldwide without any restrictions. All
authors retain the copyright for their work distributed under the terms of the
Creative Commons Attribution License.

Author Focus
Authors and editors profit from MDPI’s over two decades of experience in open
access publishing, our customized personal support throughout the entire
publication process, and competitive processing charges as well as unique
contributor discounts on book purchases.

High Quality & Rapid Publication
MDPI ensures a thorough review for all published items and provides a fast
publication procedure. State-of-the-art research and time-sensitive topics are
released with a minimum amount of delay.

High Visibility
Due to our global network and well-known channel partners, we ensure
maximum visibility and broad dissemination. Title information of books is sent
to international indexing databases and archives, such as the Directory of Open
Access Books (DOAB), and the Verzeichnis Lieferbarer Bücher (VLB).

Print on Demand and Multiple Formats
MDPI Books are available for purchase and to read online at any time. Our
print-on-demand service offers a sustainable, cost-effective and fast way to
publish MDPI Books printed versions.
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