Predict bitterness

What: Estimate the bitterness of candidate molecules.

Why: To understand the physicochemical product
properties. To mask or induce bitterness.

Key technologies: Machine learning, Boolean
classification.

Possible applications: Automated ‘taste consultant’
that will reduce time to market. Use the same
technique to predict different product properties (i.e.
creaminess, crispness.

How: Use a training set for the Boolean classifier to
learn. Choose from a wealth of molecule
representation formats and feed the candidate
molecule to the classifier. Get the prediction.

Note:

- The bitterness prediction tool can be utilised in
Taverna as a web service.
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baf WSI BGF format mmd Macromodel format

Box Dock 3 5 Box format mmod IacroModel format

Bs EBall and Stick format mol MDL MOL format

C3d1 Chem3D Cartesian 1 format mal2 Sybyl Mol2 format

C3d2 Chem3D Cartesian 2 format mapert MOPAC Cartesian format
Caccrt Cacao Cartesian format mapout MOPAC Qutput format

car AccelrysMS| Biosym/Insight I| CAR format | mpac MPQC output format

ccc CCC format nwo NWChermn output format
crk2d Chemical Resource Kit diagram format (2D) | pcm PCModel Format

crk3d Chermical Resource Kit 3D format Pdb Protein Data Bank format

ct ChemDraw Connection Table format Pgs Parallel Quantum Solutions format
dmol DMol3 coordinates format Prep Amber Prep format

ent Protein Data Bank format Qcout Q-Chemn output format

feat Feature format Res ShelX format

fract Free Form Fractional format Rxn MDL RXN format

fs FastSearching sd MDL MOL format

qo3 Gaussian98/03 Output sdf WDL MOL format

Q98 Gaussian98/03 Output smi SMILES format

gam GAMESS Output Tmol TurboMole Coordinate format
gamout GAMESS Output Unixyz UniChem XYZ format

apr Ghermical format wmol ViewMol format

hin HyperChem HIN format XYZ RYZ cartesian coordinates format
ins ShelX format Yob YASARA org YOB format

jout

Alchemy format mdl MDL MOL format

Jaguar output format

Molecule file

l

Mol2 file

Fingerprint file

Modeldata files

Qutput file

Convert molecule to
mol2 file (Babel)

Create fingerprint

(molprint.pl)

Compare molecule

/N /N

with model (compare.pl)




