
[bookmark: appendices][bookmark: X99d88d4ba53374637aced6e296f0464a9603acc]Supplementary file 2. Wikidata Entry Creation Tutorial
 Tutorial for manual creation also check https://lotus.nprod.net/post/tuto-wd-entry-creation for the latest version of this tutorial.
[bookmark: Xd6d21a06f330ad793e1703b0c2ca4526793e858]Manual addition of a referenced structure-organism pair to Wikidata
[bookmark: Xe4a902b8718a312b057e34ab48feaa08d11a27b]Select a referenced structure-organism pair
Throughout this demonstration, we are going to use the following example: > trigocherrin A is found in Trigonostemon cherrieri, as stated in Trigocherrin A, the first natural chlorinated daphnane diterpene orthoester from Trigonostemon cherrieri.
[bookmark: X4717b9f7ea21ac59c850ca5593ad24e7fb022b5]Fetch the information for the referenced structure-organism pair
[bookmark: structure]Structure
Search PubChem for your compound, here trigocherrin A. This leads to https://pubchem.ncbi.nlm.nih.gov/compound/101556657.
[image: images/tutorial/2021-02-25-14-15-54.png]
From there, you can fetch the compound’s name, InChIKey and InChI as well as its Canonical and Isomeric SMILES. Here we keep, respectively:
- trigocherrin A
- QOVGHDRCAGYGEB-FFZYJECLSA-N
- InChI=1S/C38H36Cl2O12/c1-18(2)35(44)27-19(3)37-25-16-24(31(39)40)28(48-32(43)22-12-8-6-9-13-22)36(25,45)33(47-21(5)42)34(17-46-20(4)41)29(49-34)26(37)30(35)51-38(50-27,52-37)23-14-10-7-11-15-23/h6-16,19,26-30,33,44-45H,1,17H2,2-5H3/t19-,26+,27?,28+,29+,30-,33-,34+,35+,36-,37+,38?/m1/s1
- CC1C2C(C3C4C1(C5=CC(=C(Cl)Cl)C(C5(C(C6(C4O6)COC(=O)C)OC(=O)C)O)OC(=O)C7=CC=CC=C7)OC(O2)(O3)C8=CC=CC=C8)(C(=C)C)O
- C[C@@H]1C2[C@]([C@H]3[C@H]4[C@]1(C5=CC(=C(Cl)Cl)[C@@H]([C@]5([C@@H]([C@@]6([C@H]4O6)COC(=O)C)OC(=O)C)O)OC(=O)C7=CC=CC=C7)OC(O3)(O2)C8=CC=CC=C8)(C(=C)C)O
[bookmark: organism]Organism
You can check if your organism name is correctly spelled using the Global Names resolver service: http://gni.globalnames.org/name_strings?search_term=trigonostemon+cherrieri&commit=Search.
[image: images/tutorial/2021-02-27-18-40-20.png]
Alternatively, you can use gnfinder in your command line interface to check for the spelling of your organism string.
echo "Trigonostemion cherrieri" | gnfinder find -c -l eng
{
  "metadata": {
    "date": "2021-02-27T18:44:41.640982+01:00",
    "gnfinderVersion": "v0.11.1",
    "withBayes": true,
    "tokensAround": 0,
    "language": "eng",
    "detectLanguage": false,
    "totalWords": 2,
    "totalCandidates": 1,
    "totalNames": 1
  },
  "names": [
    {
      "cardinality": 2,
      "verbatim": "Trigonostemion cherrieri",
      "name": "Trigonostemion cherrieri",
      "odds": 77581.46698350731,
      "start": 0,
      "end": 24,
      "annotationNomenType": "NO_ANNOT",
      "annotation": "",
      "verification": {
        "bestResult": {
          "dataSourceId": 1,
          "dataSourceTitle": "Catalogue of Life",
          "taxonId": "1575885",
          "matchedName": "Trigonostemon cherrieri Veillon",
          "matchedCardinality": 2,
          "matchedCanonicalSimple": "Trigonostemon cherrieri",
          "matchedCanonicalFull": "Trigonostemon cherrieri",
          "classificationPath": "Plantae|Tracheophyta|Magnoliopsida|Malpighiales|Euphorbiaceae|Trigonostemon|Trigonostemon cherrieri",
          "classificationRank": "kingdom|phylum|class|order|family|genus|species",
          "classificationIds": "3939764|3942634|3942724|3942777|3942795|4210752|1575885",
          "editDistance": 1,
          "stemEditDistance": 1,
          "matchType": "FuzzyCanonicalMatch"
        },
        "dataSourcesNum": 13,
        "dataSourceQuality": "HasCuratedSources",
        "retries": 1
      }
    }
  ]
}
For misspellings like Trigonstemion cherrieri, gnfinder can help resolve them, in this case to Trigonostemon cherrieri.
[bookmark: reference]Reference
Make sure that you have the correct Digital Object Identifier (DOI) for it. For “Trigocherrin A, the first natural chlorinated daphnane diterpene orthoester from Trigonostemon cherrieri”, this is 10.1021/ol2030907. Note that DOIs are uppercase-normalized in Wikidata.
[bookmark: Xee830cb89a9e71bdcf279f58430bb8e3af08b32]Check for the presence of your compound in Wikidata 
Using the compound’s InChIKey (i.e. QOVGHDRCAGYGEB-FFZYJECLSA-N for trigocherrin A), run a SPARQL query to check if your compound is present in Wikidata or not:
SELECT ?item ?itemLabel WHERE {
  VALUES ?classes {
    wd:Q11173 # chemical compound
    wd:Q59199015 # group of stereoisomers
    wd:Q79529 # chemical substance
    wd:Q17339814 # group of chemical substances
    wd:Q47154513 # structural class of chemical compounds
  }
  ?item wdt:P31 ?classes. # instance of
  ?item wdt:P235 'QOVGHDRCAGYGEB-FFZYJECLSA-N'
  SERVICE wikibase:label { bd:serviceParam wikibase:language "[AUTO_LANGUAGE],en". }
}
Try this query. You can adapt it by replacing the InChIKey with the one for your compound.
Alternatively you can use the following Scholia link (replace by your compounds InChIKey) https://scholia.toolforge.org/inchikey/QOVGHDRCAGYGEB-FFZYJECLSA-N
If your compound is already present on Wikidata, you can directly skip to the Add the biological source information section below.
[bookmark: add-your-data-manually-to-wikidata]Add your data manually to Wikidata 
First, if you do not have a Wikidata account already, it is advisable that you create one via https://www.wikidata.org/wiki/Special:CreateAccount. While an account is not strictly required for manual edits, having one will be useful if you want to contribute more than once, and it helps in getting your contributions recognized. Note that Wikidata accounts are integrated with accounts across the Wikimedia ecosystem, so if you already have an account on, say, any Wikipedia or on Wikispecies, then you can use the same credentials on Wikidata.
If you are unfamiliar with how Wikidata works, you can start by reading the Wikidata introduction page https://www.wikidata.org/wiki/Wikidata:Introduction and have a look at the Wikidata Tours page https://www.wikidata.org/wiki/Wikidata:Tours.
Now that you are all set up, you can go to Wikidata’s page for creating new items, https://www.wikidata.org/wiki/Special:NewItem:
[image: images/tutorial/2021-02-25-14-18-03.png]
An empty page with a new Wikidata identifier is created
[image: images/tutorial/2021-02-25-14-18-50.png]
[bookmark: add-the-chemical-compound-information]Add the chemical compound information 
Create a new statement for is an instance of
[image: images/tutorial/2021-02-25-14-20-08.png]
and select chemical compound (i.e. Q11173):
[image: images/tutorial/2021-02-25-14-20-58.png]
Click publish to save your changes and make them public.
Since you created a new item about an instance of a chemical compound, the user interface will automatically propose to you a set of additional statements commonly found on items about chemical compounds.
[image: images/tutorial/2021-02-25-14-22-44.png]
You can then go on and fill these in.
Here, we start with the InChIKey. Note the little flag which will automatically tell you if you have some problems with the recently created statements.
[image: images/tutorial/2021-02-25-14-24-34.png]
Here, Wikidata tells us that if we add an InChiKey, we will need to also add an InChI. Logical, but good to have a reminder!
Let’s go ahead and add the InChI string.
Likewise, the addition of an isomeric SMILES string will require us to add a Canonical SMILES.
Note that you might have to copy and paste the SMILES string from PubChem to a plain text editor and then back to Wikidata because of some formatting issues when copy pasting directly from PubChem.
C[C@@H]1C2[C@]([C@H]3[C@H]4[C@]1(C5=CC(=C(Cl)Cl)[C@@H]([C@]5([C@@H]([C@@]6([C@H]4O6)COC(=O)C)OC(=O)C)O)OC(=O)C7=CC=CC=C7)OC(O3)(O2)C8=CC=CC=C8)(C(=C)C)O

CC1C2C(C3C4C1(C5=CC(=C(Cl)Cl)C(C5(C(C6(C4O6)COC(=O)C)OC(=O)C)O)OC(=O)C7=CC=CC=C7)OC(O2)(O3)C8=CC=CC=C8)(C(=C)C)O
[bookmark: add-the-biological-source-information]Add the biological source information 
Now let’s add the found in taxon property (P703).
Just click on Add a new statement and type in the first letters of the property you want to add:
[image: images/tutorial/2021-02-25-14-31-56.png]
Again, type in the first letters of the taxon, and if the organism is present, it will autocomplete. Here is how this looks like for Trigonostemon cherrieri:
[image: images/tutorial/2021-02-25-14-33-14.png]
Click publish to save your changes and make them public.
If your target taxon is not yet present on Wikidata and you are sure you have a valid taxon name that is spelled correctly, then you can go to https://www.wikidata.org/wiki/Special:NewItem, as described in the Add your data manually to Wikidata section. For items about taxa, the instance of statement should have a value taxon (i.e. Q16521). As for chemical compounds, the user interface will then suggest to you further statements to add. For taxa, these include taxon name, parent taxon and taxon rank.
[bookmark: X43be4ea844b803e823e79274673053b00929e06]Add the reference documenting the structure-organism pair 
Finally, since we report referenced structure-organisms pairs, we need to add the reference for this newly created compound found in taxon relationship. This happens on the item about the compound, just below the found in taxon statement. Click on the 0 references link and then on add reference:
[image: images/tutorial/2021-02-25-14-35-33.png]
Here, we use the stated in property (P248):
[image: images/tutorial/2021-02-25-14-36-33.png]
Now, type in the first letters or word of the scientific publication documenting the natural product occurrence, autocompletion happens again. Note that multiple publications might have the same title, and that there could be minor differences in punctuation or special characters between the information you and Wikidata have about the same reference. If you are not sure whether your target reference is already in Wikidata, you can use its DOI to check, as outlined in the Check whether your target reference is already on Wikidata section.
[image: images/tutorial/2021-02-25-14-38-54.png]
Click publish to save your changes and make them public.
[image: images/tutorial/2021-02-25-14-39-48.png]
[bookmark: Xdd602b93387eadd50ab748b50324c2921f6f981]Check whether your target reference is already on Wikidata 
If you are not sure whether your target reference is already in Wikidata, you can use its DOI to check. For our DOI 10.1021/ol2030907, the URL https://scholia.toolforge.org/doi/10.1021/ol2030907 will lead you to a Scholia page about this publication: https://scholia.toolforge.org/work/Q83059010. Scholia visualizes information from Wikidata, so if it has an entry for your target reference, then so does Wikidata, and both of them will use the same identifier (in this case Q83059010). If you prefer to resolve your DOI to Wikidata directly, you can do so by using the uppercase-normalized DOI in the following URL pattern: https://hub.toolforge.org/P356:10.1021/OL2030907, which will lead you to the respective Wikidata page, in this case Q83059010.
If you think that no Wikidata entry exists for your target reference, you can use the DOI in the URL pattern https://sourcemd.toolforge.org/index_old.php?id=10.1021/ol2030907&doit=Check+source, which will trigger a check with both Crossref and Wikidata, and if no Wikidata entry can be found, the metadata from Crossref will be fetched and presented to you for creating the respective Wikidata item semi-automatically. Using such semi-automated workflows does require and account that is a minimum number of days old and has made a minimum number of edits on Wikidata.
If you are interested in the annotation of articles with topics via Wikidata and Scholia, here is a tutorial: https://laurendupuis.github.io/Scholia_tutorial.
[bookmark: voilà]Voilà !
You have added your first referenced structure-organism relationship to Wikidata and made a valuable contribution to the community. You can add further statements, e.g. molecular formula, or SPLASH code for linking to spectral data.
The Wikidata entry https://www.wikidata.org/wiki/Q105674316 has been started using these instructions.
You can run a SPARQL query and check that everything went smoothly by modifying the InChiKey line in the following SPARQL query:
SELECT ?item ?itemLabel ?taxonLabel ?artLabel WHERE {
  VALUES ?classes {
    wd:Q11173 # chemical compound
    wd:Q59199015 # group of stereoisomers
    wd:Q79529 # chemical substance
    wd:Q17339814 # group of chemical substances
    wd:Q47154513 # structural class of chemical compounds
  }
  ?item wdt:P31 ?classes. # instance of
  ?item wdt:P235 'QOVGHDRCAGYGEB-FFZYJECLSA-N' # InChiKey
  {
    ?item p:P1582 ?stmt. # natural product of taxon
    ?stmt ps:P1582 ?taxon. # natural product of taxon
    OPTIONAL {
      ?stmt prov:wasDerivedFrom ?ref.
      ?ref pr:P248 ?art. # stated in
    }
  }
  UNION
  {
    ?item p:P703 ?stmt. # found in taxon
    ?stmt ps:P703 ?taxon. # found in taxon
    OPTIONAL {
      ?stmt prov:wasDerivedFrom ?ref.
      ?ref pr:P248 ?art. # stated in
    }
  }
  SERVICE wikibase:label { bd:serviceParam wikibase:language "[AUTO_LANGUAGE],en". }
}

image1.png
& > C & pubchem.ncbi.nlm.nih.gov/#query=trigocherrin%20A W ® ¢ L0 N e

COVID-19 is an emerging, rapidly evolving situation. X
Public health information (CDC) Research information (NIH) SARS-CoV-2 data (NCBI) Prevention and treatment information (HHS).

NIH National Library of Medicine

National Center for Biotechnology Information

Pu b © hem About  Blog  Submit  Contact

SEARCH FOR

trigocherrin A x Q

Treating this as a text search.

COMPOUND BEST MATCH

Trigocherrin A

Compound CID: 101556657
MF: C3gH36Cl,01, MW: 755.6g/mol
InChiKey: QOVGHDRCAGYGEB-FFZYJECLSA-N

IUPAC Name: [(1R,5S,6R,7S,8S,10S,11S,12R,17R,19S)-7-acetyloxy-8-(acetyloxymethyl) -4- (dichloromethylidene) -6,19-dihydroxy-17-methyl-14-phenyl-19-prop-1-en-2-yI-9,13,15,18-
tetraoxahexacyclo[12.3.1.112,16.01,11.02,6.08,10]nonadec-2-en-5-ylI] benzoate

Create Date: 2015-12-18

Summary Similar Structures Search Related Records




image2.png
Index Repositories Name Parser

o
gn’l Global Names Index een

Scientific Names Exchange (about)

Index of Scientific Names

Index of scientific names provided by all Name Repositories (17,275,622 name strings total)

Search [IEETS

ABCDEFGHIJKLMNOPQRSTUVWXYZ

Results 1 - 4 of total 4 for ‘trigonostemon cherrieri'

Trigonostemon cherrieri Trigonostemon cherrieri
Trigonostemon cherrieri J.M. Veillon

Trigonostemon cherrieri J.M.Veillon
Trigonostemon cherrieri Veillon

Parsed information (show)

Lexical groups

Trigonostemon cherrieri J.M. Veillon
Trigonostemon cherrieri J.M.Veillon
Trigonostemon cherrieri
Trigonostemon cherrieri Veillon

Logo | Data Source Records #
GBIF 1 record

uBio NameBank |1 record

Catalogue Of Life | 1 record

(version N/A) developed by and





image3.png
(aa

& @ (i https://www.wikidata.org/wiki/Special:Newltem &5 \ﬁr) ® ¢ O » e :

2a English & GmdStt ; Eé Talk Preferences Beta Watchlist Contributions Log out

‘ II | I Special page Search Wikidata Q v

bl dlelanr E- ] Join the consultation about the Universal Code of Conduct and take the online survey! -] (dismiss]
(read the Survey Privacy Statement)
Main page
Communiy porta Create a new Item
Project chat
Create a new Item Please make sure that the item you want to create complies with our notability policy and that it doesn't already exist.
Recent changes If you want to create an item about a living person, be mindful of their privacy.
ga"d": i We appreciate it if you create a label and a description for all of your new items.
N::Zy ervice The first letter of your label should only be capitalized if it is a proper noun (Q147276), and your description should not be phrased as a sentence.
Help By clicking "Create", you agree to the terms of use, and you irrevocably agree to release your contribution under the Creative Commons CCO License.
Donate

Lexicographical data Create a new ltem

Create a new Lexeme Language:
Recent changes

en v
Random Lexeme

Tools Label:
Special pages trigocherrin A
Printable version

Description:

enter a description in English

Aliases, pipe-separated:

enter some aliases in English





image4.png
<« C @ wikidata.org/wiki/Q105674316 * o e D »O:

A English & GmdStt ‘ Eé Talk Preferences Beta Watchlist Contributions Log out

‘II ‘I ltem Discussion Read View history ¥ | Search Wikidata Q N

Lol Join the consultation about the Universal Code of Conduct and take the online survey! (dismiss]

(read the Survey Privacy Statement)

Main page

Community portal tI'igOCheI'I'in A (Q105674316)

Project chat

Create a new ltem #' edit Wikipedia (0 entries) g edit
Recent changes

Random Item » In more languages

Query Service
Nearby Wikibooks (0 entries) & edit

Help Statements

Donate
+ add statement

o s . .
Lexicographical data Wikinews (0 entries) " edit

Create a new Lexeme
Recent changes
Random Lexeme Wikiquote (0 entries) ¢ edit

Tools

What links here
Related changes
Special pages
Permanent link
aIoinication Wikiversity (0entries) o*edit
Cite this page

Concept URI

Wikisource (0 entries) " edit

Wikivoyage (0 entries) " edit

Wiktionary (o entries) 2" edit

Multilingual sites (0 entries) " edit




image5.png
2a English & GmdStt ; Eé Talk Preferences Beta Watchlist Contributions Log out

‘II ‘I ltem Discussion Read View history 7 | Search Wikidata Q N

WIKIDATA E=""] Join the consultation about the Universal Code of Conduct and take the online survey! £~ (dismiss]

(read the Survey Privacy Statement)

Main page . .

Community portal tngOCherrln A (Q105674316)

Project chat

Create a new Item No description defined 2" edit Wikipedia (0 entries) ¢* edit
Recent changes

Random Item » In more languages

Query Service
Nearby Wikibooks (0 entries) " edit

Help Statements

Donate

oD

Property

+ publish X cancel @ Wikinews (o entries) " edit

Lexicographical data

instance of
Create a new Lexeme that class of which this subj cular example and member
Recent changes

Random Lexeme subclass of

next higher class or type; all instances of these items are instances of those items; this item is a class (subset) of that item. Not to be confused with P31 (instance of)
= dauuireierciice

ikiquote (0entries) g edit

Tools

What links here
Related changes
Special pages
Permanent link
(R Wikiversity (o entries) 4 edit
Cite this page

Concept URI

+ add statement Wikisource (o entries) & edit

Wikivoyage (O entries) " edit

Wiktionary (o entries) ® edit

Multilingual sites (0 entries) *edit




image6.png
Wikibooks (0 entries) * edit

Statements
instance of 5 chemical + publish X cancel @ Wikinews (o entries)

& edit

chemical compound
pure chemical substance consisting of two or more different chemical elements

chemistry (chemical)
branch of physical science concerned with the composition, structure and properties of matter

mixture (chemical mixture)
substance formed when two or more constituents are physically combined together




image7.png
WIKIDATA

Main page
Community portal
Project chat
Create a new ltem
Recent changes
Random Iltem
Query Service
Nearby

Help

Donate

Lexicographical data

Create a new Lexeme
Recent changes
Random Lexeme

Tools

What links here
Related changes
Special pages
Permanent link
Page information
Cite this page
Concept URI

A English & GrndStt ‘ Eé Talk Preferences Beta Watchlist Contributions Log out

ltem = Discussion Read View history ¢

Join the consultation about the Universal Code of Conduct and take the online survey!

(read the Survey Privacy Statement)

trigocherrin A (Q105674316)

# edit Wikipedia (0 entries) & edit
» In more languages

Wikibooks (0 entries) & edit

Statements
instance of @ chemical compound & edit Wikinews (o entries) " edit
~ 0 references
+ add reference Wikiquote (Oentries) o edit
+ add value
Wikisource (0 entries) " edit
o
Property S + publish X cancel @
InChiKey

A hashed version of the full standard InChl - designed to create an identifier that encodes structural information and can also be practically used in web searching. Wikiversity (0 entries) " edit

InChl
International Chemical Identifier

CAS Registry Number

Wikivoyage (O entries) " edit
identifier for a chemical substance or compound per Chemical Abstract Service's Registry database

chemical formula
description of chemical compound giving element symbols and counts

Wiktionary (o entries » edit
DSSTox substance ID Iy ( 4

DSSTox substance identifier (DTXSID) used in the Environmental Protection Agency CompTox Dashboard

DSSTOX compound identifier
identifier of compound in DSSTOX

canonical SMILES
Simplified Molecular Input Line Entry Specification (canonical format)

Multilingual sites (0 entries) * edit

This page was last edited on 25 February 2021, at 13:18.

Search Wikidata

Q

[dismiss]




image8.png
s .
InChiKey ¢ QOVGHDRCAGYGEB-FFZYJECLSA-N | P> # edit
~ 0 referen| Suggestions X
ference
item requires statement constraint Help Discuss
An entity with InChlKey should also have a statement alue
InChl.

+ add statement




image9.png
found

found in taxon
the taxon in which the item can be found

inception (foundation)
date or point in time when the subject came into existence as defined

oD

Foundational Model of Anatomy ID
identifier for human anatomical terminology

founded by
founder or co-founder of this organization, religion or place

+ add value

 publish X cancel @
+ add qualifier

+ add reference

+ add statement




image10.png
Trigonostemon cherr

Trigonostemon cherrieri
species of plant

~ 0 references

 publish X cancel @
+ add qualifier

+ add reference

+ add statement





image11.png
found in taxon @ Trigonostemon cherrieri 2" edit

~ 0 references
+ add reference

+ add value





image12.png
~ 1 reference
W remove

(Property ) i remove

stated in

to be used in the references field to refer to the information document or database in which a claim is made; for qualifiers use P805

retrieved
date or point in time that information was retrieved from a database or website (for use in online sources)

Entrez Gene ID
identifier for a gene per the NCBI Entrez database

UniProt protein ID
identifier for a protein per the UniProt database.




image13.png
found in taxon

qeD
Com

Trigonostemon cherrieri + publish i remove X cancel @

+ add qualifier

~ 1 reference

W remove

stated in E (Trigocherr| | & remove

Trigocherrierin A, a potent inhibitor of chikungunya virus replication.
scientific article published on 24 March 2014

Trigocherrin A, the first natural chlorinated daphnane diterpene orthoester from Trigonostemon cherrieri

scientific article published on 19 December 2011

trigocherrin A

+ add statement




image14.png
found in taxon

Trigonostemon cherrieri

1 reference

stated in

chlorinated daphnane diterpene

orthoester from Trigonostemon

 publish § remove X cancel @
+ add qualifier

i remove

i remove

+ add

+ add reference

+ add value




