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Research Briefing | Published: 10 August 2022
Quantum chemical calculations predict
multicomponentreactions
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Springer Nature wants researchers to share content easily and legally. Our Springer Nature SharedIt content-sharing initiative means i The problem

that links to view-only, full-text subscription research articles can be posted anywhere - including on social media platforms, author The problem

websites and in institutional repositories - so researchers can share research with colleagues and general audiences. For centuries, chemical reactions have conventionally been developed by costly, laborious
and time-consuming trial-and-error strategies that often depend on the expertise and
intuition of the scientists involved. To accelerate this process, various strategies using

Re U e St S h a ri n I_i n k S N Sh d It i and/or i i iques have emerged in the past two decades.
q g are e However, even state-of-the-art methods still require a huge amount of data (including

experimental results) and their applications remain largely limited to the optimization of

reaction conditions’.
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In the field of organic chemistry, quantum chemical calculations have often been used to

elucidate molecular properties and reaction mechanisms?, In parallel with the advances in
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Embargoes and restrictions on self-archiving of the AM

For information about self-archiving of papers published via the subscription route (green open access), including
embargo periods, please consult our table below:

Portfolio Embargo length (articles) Deposition of AM permitted in
institutional or funder repository
after embargo, and author's own
personally maintained website*?

Nature Portfolio journals 6 months Yes

Hybrid/transformative academic 6 months Yes
journals on nature.com platform

Springer hybrid/transformative and 12 months Yes
subscription journals
Palgrave Macmillan 12 months Yes

hybrid/transformative and
subscription journals

* Authors publishing in the Springer and Palgrave Macmillan portfolios may share the AM to their personally
maintained website immediately on acceptance, with no embargo. Springer Nature authors publishing across all

of our imprints are also able to immediately share their research articles peer-to-peer via our SharedIt initiative
SharedIt allows authors and subscribers to provide read-only access for nan-subscribers through shareable links.
For further infarmation, please visit our webpage here.
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