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Hello World! 

Compound – 

Target App 

Sorafenib 

 

 

SMILIES: 

CNC(=O)c1cc(ccn1)Oc2ccc(cc2)NC(=O)Nc3ccc(c(c3)C(F)(F)F)Cl 



ENTRY POINTS 



Where do I start? 

The API is URL centric 

- http://rdf.chemspider.com/187440 

- http://www.conceptwiki.org/concept/38932552-111f-4a4e-a46a-

4ed1d7bdf9d5 

 



Where do I start? 

The API is URL centric 

- http://rdf.chemspider.com/187440 

- http://www.conceptwiki.org/concept/38932552-111f-4a4e-

a46a-4ed1d7bdf9d5 

 

Why? 

- Ensures precise identification 

- Allows for dereferencablity 

- Note: supports many URLs from different domains 

 

But what if I don’t have URL? 



Entry Point APIs 



Entry Point APIs 

Sorafenib 



Entry Point APIs 

https://beta.openphacts.org/search/freetext?app_id=0e939a76&

app_key=1004d9ef5f4ee1ab0bbfc02b623cb955&q=sorafenib 



Entry Point APIs 



"_about": "http://www.conceptwiki.org/concept/38932552-111f-4a4e-a46a-4ed1d7bdf9d5", 

Entry Point APIs 



CNC(=O)c1cc(ccn1)Oc2ccc(cc2

)NC(=O)Nc3ccc(c(c3)C(F)(F)F)C

l 

Entry Point APIs 



Entry Point APIs 

"_about": "http://rdf.chemspider.com/187440" 



COMPOUND APIS 



Compound APIs 



Compound APIs: 

Compound Information 

We can use either: 

http://www.conceptwiki.org/concept/38932552-111f-4a4e-a46a-4ed1d7bdf9d5 

http://rdf.chemspider.com/187440 

 



Compound APIs 

Chembl 

Chemspider 



Compound APIs 

Drugbank provenance - inDataset property 



Compound APIs 

Compound Pharmacology Paginated 



Compound APIs 

Compound Pharmacology Paginated 



Compound APIs 

Compound Pharmacology Paginated 

"items": [ 

   { 

    "_about": "http://data.kasabi.com/dataset/chembl-rdf/activity/a1650069", 

    "pmid": "15711537", 

    "forMolecule": {…}, 

    "onAssay": { 

       …      

     "target": { 

      "_about": "http://data.kasabi.com/dataset/chembl-rdf/chemblid/CHEMBL4226", 

      "title": "Dual specificity protein kinase CLK3", 

      "organism": "Homo sapiens" 

     }, 

    … 

   }, 

… 

] 



Compound APIs 

Compound Pharmacology Paginated 



TARGET APIS 



Target APIs 

 



Target APIs 

Target Information 

 

http://data.kasabi.com/dataset/chembl-

rdf/chemblid/CHEMBL4226 



Target APIs 

Target Information 

 



PUTTING IT TOGETHER 



Compound -> Target  

in 3 URLs 

 
1. Keyword to a compound URL 

 
https://beta.openphacts.org/search/freetext?app_id=0e939a76&app_key=1004d9ef5f4ee1ab0bbfc0

2b623cb955&q=sorafenib 

 

1. Pharmacology for a compound 

 
https://beta.openphacts.org/compound/pharmacology/pages?uri=http%3A%2F%2Fwww.concept

wiki.org%2Fconcept%2F38932552-111f-4a4e-a46a-

4ed1d7bdf9d5&app_id=0e939a76&app_key=1004d9ef5f4ee1ab0bbfc02b623cb955&_pageSize=1

0 

 

1. More information about a target  

 
https://beta.openphacts.org/target?uri=http%3A%2F%2Fdata.kasabi.com%2Fdataset%2Fchembl

-

rdf%2Fchemblid%2FCHEMBL4226&app_id=0e939a76&app_key=1004d9ef5f4ee1ab0bbfc02b623

cb955 

 

 

 



Sorafenib 

` 

 

SMILIES: 

CNC(=O)c1cc(ccn1)Oc2ccc(cc2)NC(=O)Nc3ccc(c(c3)C(F)(F)F)Cl 

Hello World! 

Compound – Target App 

Dual specificity protein kinase CLK3,  
 
sequence":"MPVLSARRRELADHAGSGRRSGPSPTARSGPHLSALRAQPARAAHLSGRGTYVRRDTAGGGPGQARPLGPPGTSLL

GRGARRSGEGWCPGAFESGARAARPPSRVEPRLATAASREGAGLPRAEVAAGSGRGARSGEWGLAAAGAWETMHHCKRYRSP

EPDPYLSYRWKRRRSYSREHEGRLRYPSRREPPPRRSRSRSHDRLPYQRRYRERRDSDTYRCEERSPSFGEDYYGPSRSRHRR

RSRERGPYRTRKHAHHCHKRRTRSCSSASSRSQQSSKRSSRSVEDDKEGHLVCRIGDWLQERYEIVGNLGEGTFGKVVECLDHA

RGKSQVALKIIRNVGKYREAARLEINVLKKIKEKDKENKFLCVLMSDWFNFHGHMCIAFELLGKNTFEFLKENNFQPYPLPHVRHMAY

QLCHALRFLHENQLTHTDLKPENILFVNSEFETLYNEHKSCEEKSVKNTSIRVADFGSATFDHEHHTTIVATRHYRPPEVILELGWAQP

CDVWSIGCILFEYYRGFTLFQTHENREHLVMMEKILGPIPSHMIHRTRKQKYFYKGGLVWDENSSDGRYVKENCKPLKSYMLQDSLE

HVQLFDLMRRMLEFDPAQRITLAEALLHPFFAGLTPEERSFHTSRNPSR" 



GOING FURTHER 



More APIs 

Classification APIs 

Filtering 



Client Libraries 

Support for multiple languages 

Still in development but useful to get started with 

Easy to create libraries  

 

Ruby 

- https://github.com/openphacts/ops_gems 

 

Javascript 

- https://github.com/openphacts/ops.js 

 

Java 

- https://github.com/openphacts/JavaLDAClient 

 

Pipeline Pilot  (coming soon) 



Conclusion 

http://dev.openphacts.org 

Create! 


