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myChEMBL	  
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•  Ubuntu	  13.04	  VM	  with:	  
•  Fresh	  build	  of	  RDKit	  from	  GitHub	  
•  ChEMBL	  17	  db	  in	  postgresql	  	  
•  RDKit	  cartridge	  
•  Custom	  ChEMBL	  web	  app	  and	  web	  services	  
•  ipython	  (qtconsole	  &	  notebook),	  numpy,	  scipy,	  pandas,	  etc.	  	  
•  Connectable	  via	  hXp,	  ssh,	  postgres	  client,	  KNIME,	  etc.	  
•  Available	  for	  free	  at:	  

•  \p://\p.ebi.ac.uk/pub/databases/chembl/VM/myChEMBL/current	  
•  Portable	  hard	  disk	  

Manuscript	  submiXed	  



myChEMBL	  installation	  
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•  Copy/download	  folder	  to	  your	  disk	  
•  VirtualBox	  à	  import	  appliance…	  
•  Choose	  .ovf	  file	  
•  Next	  à	  Import	  
•  Wait	  for	  5-‐10	  minutes	  
•  Username:	  chembl!
•  Password:	  chemblvm!
•  sudo pip install scikit-learn!
•  ipython notebook --ip=‘*’!



myChEMBL:	  Interface	  
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myChEMBL:	  Interface	  
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myChEMBL:	  Web	  Services	  
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Using	  KNIME	  to	  connect	  to	  the	  VM	  
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SELECT mr.*, md.chembl_id, 
cp.full_mwt, cp.alogp 
from mols_rdkit mr,  
molecule_dictionary md, 
compound_properties cp 

where 
mr.m @> '$${SMolecule}$$'::qmol 
and 
mr.molregno = md.molregno 
and 
md.molregno = cp.molregno; 



Clippy	  
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Rationale	  1	  
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Rationale	  2	  
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The	  answer:	  Clippy	  
•  A	  simple	  wxPython	  GUI	  app	  
•  Cross-‐pladorm	  

•  Win,	  MacOS	  and	  Ubuntu	  

•  Reads	  data	  from	  clipboard	  
•  ChEMBL	  IDs,	  SMILES,	  InChIs,	  images	  

•  Visualises	  structure	  
•  Exports	  structure	  in	  different	  formats	  

•  SMILES,	  InChI,	  InChIKey,	  image	  

•  Uses	  Beaker	  web	  services	  
•  Can	  be	  packaged	  and	  deployed	  anywhere	  
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MarvinView	  vs.	  Clippy	  
•  Requires	  more	  clicks	  
•  Closed	  source	  
•  Not	  customisable	  
•  Java	  
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Live	  Demo	  
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Technologies	  
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clippy	   beaker	  

smiles2ctab,	  ctab2smiles	  

ctab2inchi,	  inchi2inchikey	  

image2ctab,	  ctab2image	  

wxPython	  

ChEMBL	  WS	  

OSRA	  



Packaging	  
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pyinstaller -wFs --clean clippy_all.py!



Live	  Demo	  
•  Cross-‐pladorm	  

•  Same	  code	  runs	  on	  MacOS,	  
Windows	  and	  Ubuntu	  

•  Beaker	  WS	  &	  packaging	  
remove	  all	  dependencies	  
•  RDKit,	  Python,	  etc.	  

•  Can	  be	  deployed	  to	  any	  
desktop	  
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Summary	  
•  myChEMBL	  VM	  
•  Clippy	  app	  
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