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Abstract

After a time of exploration of technical needs, idea, plans, the Journal of Cheminformatics
launched its Citation Typing Ontology (CiTO) Pilot this summer (doi:10.1186/5s13321-020-00448-1).

| am very excited about this, because the CiTO tells us why we are citing literature. We are a very
long way away from publishing industry adoption, but we have to start somewhere.

Copyright

Copyright © Egon Willighagen 2020. Distributed under the terms of the Creative Commons
Attribution 4.0 International License, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original author and source are credited.


https://orcid.org/0000-0001-7542-0286
https://orcid.org/0000-0001-7542-0286
https://creativecommons.org/licenses/by/4.0/legalcode
https://creativecommons.org/licenses/by/4.0/legalcode

chem-bla-ics

After a time of exploration of technical needs, idea, plans, the Journal of Cheminformatics

launched its Citation Typing Ontology (CiTO) Pilot this summer (doi:10.1186/513321-020-00448-1).
I am very excited about this, because the CiTO tells us why we are citing literature. We are a very

long way away from publishing industry adoption, but we have to start somewhere. Laeeq
Ahmed et al. published a few weeks ago the first research article with CiTO annotation of
references (“Predicting target profiles with confidence as a service using docking scores”)!
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Predicting target profiles with confidence as a service
using docking scores

Laeeq Ahmed &, Hiba Alogheli, Staffan Arvidsson McShane, Jonathan Alvarsson, Arvid Berg, Anders
Larsson, Wesley Schaal, Erwin Laure & Ola Spjuth
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Abstract

Background

Identifying and assessing ligand-target binding is a core component in early drug discovery as

one or more unwanted interactions may be associated with safety issues.

Contributions

We present an open-source, extendable web service for predicting target profiles with

confidence using machine learning for a panel of 7 targets, where models are trained on

molecular docking scores from a large virtual library. The method uses conformal prediction

to produce valid measures of prediction efficiency for a particular confidence level. The

cservice alen nffers the nnssihilitv ta dack chemieal strnetnres tn the nanel of taroets with

Of course, | also have to show a screenshot of what the annotation actually looks like, so here

goes:
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Thanks for the authors for adding these annotations!
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