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Validation

1. Choose the Prediction Model
desired to validate on study
view section.

2. Click on Validate.

3. Upload or select
the files needed to
validate and press
Submit. 

1

2

3

These files will be presented to the algorithm as 
Blind Data to be aligned with the prediction base. 
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2First steps

Create 
Categories

Create Peak
Matrix

Perform the
Classification

Algorithm and save
the Prediction Model
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This guide is the same for MALDI and 
FTIR spectra
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7. Select the samples from each category to be validated on the
model and press Next.

8. Then, you obtain
the Prediction Result.
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4. Apply (or not) Prediction Model parameters to reduce 
noise on samples and press Next.

5. Group the replicated
spectra (if any) by
name or per group
selecting the number
of replicates.

6. Add as many steps
as necessary and 
press Next again.
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ROC CurvesHyperplanes and Predicted Data (SVM Analysis)

Validation Analysis Metrics & Tools

Confusion Matrix

PRC Curves

Distance Plot (Random Forest)Validation Result Table

i The Predicted Category is calculated by the algorithm
meanwhile Control Category is the one uploaded before to
perform validation. If both are the same category it is
presented with a green tick.

Red dots correspond to the
validation data uploaded.
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First steps

Create Categories Create Peak Matrix
Perform the Classification

Algorithm and save the
Prediction Model

This guide is the same for MALDI and FTIR 
spectra
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4. Apply (or not) Prediction Model parameters to reduce noise on
samples and press Next.

5. Group the replicated
spectra (if any) by name or
per group selecting the
number of replicates.

6. Add as many steps as 
necessary and press
Next again.
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7. Select the samples from each category to be validated on the model and press
Next.

8. Then, you obtain
the Prediction Result.
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ROC Curves

Validation Analysis Metrics & Tools

Confusion Matrix

Hyperplanes and Predicted Data (SVM Analysis) PRC Curves

Distance Plot (Random Forest)Validation Result Table

The Predicted Category is calculated by the algorithm
meanwhile Control Category is the one uploaded
before to perform validation. If both are the same
category it is presented with a green tick.

Red dots correspond to the
validation data uploaded.
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