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This article reports about a database ("eModel-BDB") of 3D models of ligand-bound conformations of drugs
and proteins. They claimed that this database contains 200,008 high quality models. As far as I know, this
database is the first attempt for collecting the model of ligand-protein complexes, very comprehensively. I
appreciate that point. However, this article does not contain any Web address, it just describes " eModel-
BDB data will be made freely available through the GigaScience repository". It probably means that the
reviewers (including me) cannot access the data during reviewing process, and means that these 200,008
PDB files will be just stored in the GigaDB without any searching services and GUIs. Molecular databases
with more than 200,000 entries should have an interface to search data by names of proteins and
compounds and by protein sequences and chemical structures. From the users' perspective, these data
should be stored in the WEB database with a good searching service, not just in archives; it also should be
updated regularly. Of course, the decision completely depends on the editor, because I do not completely
understand the policy of the journal Giga Science and GigaDB. I also think that storing in the archive is
much better than evaporating, if the authors cannot develop the WEB for some reasons.Even if the editors
decide to accept the 200,008 PDB files in the GigaDB, I think this article should describe more about the
statistics and examples of their 200,008 structural models to enhance the value of their data and to learn
wisdoms from the trial to create huge amount of the models.MAJOR POINTS1) The authors claimed that
2,291 ligand-protein crystal structures with BindingDB affinities are available in PDB, and they made
200,008 drug complex models. Potential users of this database would want to know whether their target
proteins and compounds are included in the database or not. Of course, a good searching engine should be
available to satisfy users' request, if possible. Instead of that, the authors should prepare the list of protein
names (or UniProt ID) or family names (Pfam or SCOP) frequently appeared in their 200,008 models and the
2291 crystal structures. It will be helpful to understand which proteins and families are mostly compensated
by their database. If the authors find some biases of ligand types in their models, they also enhance this
article. 2) Generally speaking, qualities of comparative models strongly depend on similarities
between targets and templates. The authors should show five graphs (1D histogram or 2D histograms) for
distribution of the similarities among the 200,008 models. a ) sequence identity between the target protein
sequence and the template, b) tanimoto coefficient between the target chemical structure and the template,
c) TM-score between the target protein model and the template protein model from the ligand-protein
complex, d) PMD-distance between the target complex model and the template complex structure, e)2D-
histrogram or 2D plots for TM-score and TC-score between the target complex model and the template
complex structure.3) The 7,012 experimental structures solved after the modeling are valuable to know
which quality scores are correlated with the error. Addition to Figure 2, the authors should add the plot
between quality scores (sequence identity, TM-score, Tanimoto coeffieicent, PMD-score, sequence identity)
versus TM-score, the pocket distance, and the Ligand RMSD.4) The table containing pairs of the model
ID and PDB ID for the 7,012 experimental structures should be provided as Supplementary data. 5) Some
figures of 3D models will attract readers. Sets of {template structure, model structure, correct structure}
should be shown. I recommend to choose models with median qualities; TM-score is about 0.90, pocket
distance is about 5.5 &, and ligand RMSD is about 2.9 A. 6) There is no clear description about the
version of PDB and Binding DB used for the modeling. The authors wrote "the construction of the structure
models has been completed in January 2017", but they should more clearly state the version of the PDB for
users, such as 2017/01/04, 2017/01/11, 2017/01/18 or 2017/01/25. The authors should also mention
about the updating plan. If they have no plan for updating, they have to write that.
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