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Now, the time-dependent (TD) version of our orbital, « “., has a rotating phase

factor. If multiplication by a phase factor rotates an angular momentum
eigenfunction, then a continually changing phase factor will cause such a

wavefunction to spin round and round (a feature of orbital angular momentum
functions noted in Ref.10). This is shown in Animation 1A. Now, this necessarily
causes both the real and imaginary components-which look like p-orbitals - to
spin around as well. This is shown in Animation 1B, which depicts e« "

imaginary component, =« “v. |, looks the same asf= ¢ "v.| but rotated » :
anticlockwise, so is not plotted. tis in arbitrary units with £ dropped for
simplicity).

Animation 1A Open in figure viewer

Time-dependent p,-orbital (e”.), phase-colored.
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Preprint [pré-print

noun

1. An early research output.

preprint 2. Aversion of a scholarly paper that precedes
formal peer review and publication in a peer-
reviewed journal. The preprint, often a non-typeset
version available free, persists after a paper is
published in a journal.



Quick studies
Research papers concerning covid-19, total, ‘000 Before 2020, preprints were few
To May 5th and limited to the physical sciences
=== Peer-reviewed  Preprint
4
In 2020, for each peer reviewed
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Abstract

Quantum chemistry must evolve if it wants to fully leverage the benefits of the internet age,
where the world wide web offers a vast tapestry of tools that enable users to communicate and
interact with complex data at the speed and convenience of a button press. The Open Chemistry
project has developed an open source framework that offers an end-to-end solution for
producing, sharing, and visualizing quantum chemical data interactively on the web using an
array of modern tools and approaches. These tools build on some of the best open source

community projects such as Jupyter for interactive online notebooks, coupled with 3D ...
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‘f The HTML version of this article is enhanced with interactive figures, integrated source data, and
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Abstract

Quantum chemistry must evolve if it wants to fully leverage the benefits of the internet age,
where the worldwide web offers a vast tapestry of tools that enable users to communicate
and interact with complex data at the speed and convenience of a button press. The Open
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Abstract

The manuscript describes the features of a platform developed by the OpenChemistry
consortium that bridges many prominent technologies in data sharing, analysis, and
visualization. The platform unifies a web-based GUI with few computational backends and can

be used to visualize and analyze pre-existing data or newly produced computational results.

The development of this platform is timely and the description in the manuscript is clear and
compelling. | recommend the paper be published with minor revisions, suggested in the

following.
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