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This guide is the same for MALDI and VAa | idqtion .
FTIR spectra

First steps

4. Apply (or not) Prediction Model parameters to reduce
noise on samples and press Next.
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, Validation Analysis Metrics & Tools

7. Select the samples from each category to be validated on the
model and press Next.
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How to validate models?

] _! This guide is the same for MALDI and FTIR
— || spectra

First steps

Experiment
d .
U & # #
» Clover MS Data Analysis Software & User Demo [userdemo@cloverbiosoft.com] ( Premium  II Clover Biosoft @ Logout E—— > e
A Home StUd}f View Name: Experiment 1 Options $
Description: - Biomarker Analysis
[ ] 1 : 5 ] i epe .
as My profile Name: Study 1 | MALDI-TOF | Created by: User Demo [userdemo@cloverbiosoft.com] at: 27-07-2023 11:59:11 GMT+2 . Reproducibility Analysis
e :0: _ ® Outliers Detection
Data management Description: .. Team (3 users) :, 3185 files [)
& Unload fi Created by: User Demo at: 27-07-2023 11:58 GMT+2 Add users a* Preprocessed spectra €
ploac ties Delete Study M
¥ Preprocessing parameters v
B Spectra files & Experiments [ 3257 files uwu Categories %" Prediction Models = Mabritec Central Identification
i |& Spectra Visualizer v
© New study Subspecies 1 Paula Delgado Manzano | 27-07-2023
1 Studies 15:99:39 Metadata
Samples:c6+ NN -
% Projects 1
Subspecies 2 Paula Delgado Manzano | 27-07-2023 ® Outliers v
Analysis ' 15:39:39
L Bio Analysis Samples: 2521 BB Peak matrices: © New Peak Matrix
Strain 1 Search... Q  Order by
IIIu“ Classification _ Paula Delgado Manzano | 27-07-2023 ot .1
15:39:40 ate v
] ificati : e
entticat o Samples: 1439 Peak Matrix biomarkers userdemo@cloverbiosoft.com 25-08-2023 18:36:52 O o
¥ Validation Strain 2 Paula Delgado Manzano | 27-07-2023 | | oM
. 2040 ~| Alignment ! Find Peaks | Merge Samples: 367
15:39:
H SNPs Samples: 1082 Peak Matrix 2 userdemo@cloverbiosoft.com 16-08-2023 10:55:44 O 0
© FAQ : GMT+2
Total number of categories: 4 © Create Category ] Alignment /] Normalization | Find Peaks ~| Merge Samples: 367
Repository
Peak Matrix View
Study Study 1 Experiment Experiment 1 > Peak Matrix Peak Matrix 2
Name: Peak Matrix 2 ol Classification algorithms
Description: -
' iar : :
Created by: User Demo [userdemo@cloverbiosoft.com] at: 16-08-2023 10:55:44 GMT+2 Hierarchical Clustering
FH Peak Matrix Table SVM Classifier
sz Peak Matrix Heatmap Random Forest Analysis
l&« Peak Matrix Plot KNN Classifier

[3) Save as Prediction Model
LightGBM Classifier

, Perform the Classification e creasis
Create Categories Create Peak Matrix Algorithm and save the com
PrediCtion MOdeI CLOVER S | Clover Bioanalytical Software

BioSoft>*
Copyright® 2015

Al-powered software for research on fast, Edif. Centro de Empresas PTS.

accurate and cost-efficient Microorganisms Av. del Conocimiento, 41

Resistance Analysis and Strain Typing using .
both MALDI-MS and FTIR data 18016 Granada, Spain

SIGN INj

Phone: +34 958 991 543
email: info@cloverbiosoft.com

support@cloverbiosoft com

Clover MS Data Analysis Software, Quick Start Guide


mailto:support@cloverbiosoft.co

CLOVER

® 4
CLOVER MS Data Analysis Software B I o S o f'l' ,’

How to validate models?
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4. Apply (or not) Prediction Model parameters to reduce noise on
samples and press Next.
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/. Select the samples from each category to be validated on the model and press
Next.
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Validation Analysis Metrics & Tools

Hyperplanes and Predicted Data (SVM Analysis) ROC Curves PRC Curves

ROC Curve. Positive category: Subspecies 2

Precision-Recall Curve
SVM Prediction
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Validation Result Table Distance Plot (Random Forest)

Confusion Matrix
Name Control Category Predicted Category (#1) Probability (#1 RF Prediction
Score: 79.17 % @ specie_a_subspecie_1_specie_a_subspecie_1_sample_0_F1 Subspecies 1 Subspecies 1 99.95 % ® Subspecies 1
Actual / Predicted Subspecies 1 Strain 1 Strain 2 % Correct 0.8 : gtrai” ;
train
specie_a_subspecie_2_specie_a_subspecie_1_sample_0_F1 Subspecies 2 Subspecies 1 99.95 % i
Subspecies 1 7 1 1 77.78 % O P P g P P P 06 @ specie_a_subs
® specie_a_subsi
® specie_a_subs
_ Q specie_a_subspecie_1_specie_a_subspecie_1_sample_(10)_0_E12 Subspecies 1 Subspecies 1 99.39 % ° P I . ub !
Strain 1 0 5 0 100 % 0.4 Specie_a_subsy
® specie_a_subs
. . , . : . ® specie_a_subs
1 E12 2 1 99.39 % —
Strain 2 3 0 . 20 % 0 specie_a_subspecie_2_specie_a_subspecie_1_sample_(10)_0_ Subspecies Subspecies 39 % o 02 ® specie a subs
® specie_a_subsj
Q specie_a_subspecie_1_specie_a_subspecie_1_sample_(11)_0_B1 Subspecies 1 Subspecies 1 98.85 % 0 ® specie_a_subs
79.17 % ® specie_a_subs)
® specie_a_subs
Confusion Matrix o specie_a_subspecie_2_specie_a_subspecie_1_sample_(11)_0_B1 Subspecies 2 Subspecies 1 08.85 % -0.2 ® specie_a_subsj
® specie_a_subs
® specie_a_subsj
Q specie_a_subspecie_1_specie_a_subspecie_1_sample_(12)_0_A10 Subspecies 1 Subspecies 1 96.92 % -0.4 ® specie_a_subs
Balanced @ csnecie a subhsi
Accuracy: -1
82 50 % o specie_a_subspecie_1_specie_a_subspecie_1_sample_(13)_0_H8 Subspecies 1 Subspecies 1 95.07 % t0
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@ The Predicted Category is calculated by the algorithm @ Red dots correspond to the com
meanwhile Control Category is the one uploaded validation data uploaded.
before to perform validation. If both are the same . it Contro de Ermpresas PTS
category it is presented with a green tick. ARt | Av.del Conocimiento a1

both MALDI-MS and FTIR data 18016 Granada, Spain
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