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Related Works

Bquant
❑ Database-based identification

and quantification of
metabolites within local
regions of 1H NMR spectra.

❑ It involves representing
spectra as mixtures of
reference profiles from a
database and inferring the
identities and abundances of
metabolites through Bayesian
model selection.

DeepMID
Deep-learning-based Mixture
Identification Method)
❑ uses a pseudo-Siamese

convolutional neural network
(pSCNN) and a spatial pyramid
pooling (SPP) layer to use to
identify plant flavours
(mixtures).

❑ ACC = 99.58%, TPR = 99.48%,
FPR = 0.32%; and two
experimentally obtained data
sets: one shows ACC = 97.60%,
TPR = 92.81%, FPR = 0.78%

SMART-Miner

❑ Tool for metabolite
identification from 1H-13C
HSQC spectra.

❑ Based on CNN
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Future Targets

1. Generate the synthetic Dataset

2. Run a linear regression model for
quantification and a random forest
model for profiling.

3. Use two models - First profiling the
components of the mixtures (CNN) and
second quantifying the classified
components (RNN).

4. Combine the two models (CRNN) and
compare the individual accuracy.
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