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ROC Curve, Positive category: Subspecies 1
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I Clustering

Identify groups where samples within the same group are more similar to each other than to those in other groups. This process does not require predefined categories as it discovers patterns on its own.

Hierarchical Clustering K-Means Clustering
Classifiers
Train a prediction model for future blind identification. Requires predefined categories to learn from known examples.
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Support Vector Machine Random Forest K Nearest Neighbors LightGBM
(SVM) (KNN)
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ROC Curve. Positive category: Subspecies 1
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k-fold Cross Validation

Pick Positive Category
Subspecies 1

10-fold cross validation @
Actual / Predicted
Subspecies 1

Subspecies 2

Confusion Matrix

Accuracy: 100 %
Balanced Accuracy: 100 %
F1score: 100% @

Random Forest Distance Plot - Full Spectra Training Dataset

Subspecies 1
119 (TP)
0 (FP]

100 %

Sensitivity: 100 %
Specificity: 100 %
Error rate: 0%

@ «-fold Cross Validation

Test with 10% (10-fold CV) v | @ shapleyvalues

Test with 25% (4-fold CV)
Test with 20% (5-fold CV)

Test with 10% (10-fold CV)

Test with 1 item (leave-one-out CV)

Snapshot

Subspecies 2 % Correct
0 (FN) 100 %
119 (TN) 100 %
100 % 100 %

Positive Predictive Value or Precision: 100 %

Negative Predictive Value: 100 %

Random Forest Heatmap Plot - Full Spectra Training Dataset
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Retrieve Analysis
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mApply Prediction Model parameters

Variance stabilization

Smoothing

sul 13 Subspecies 1 100%
Normalize blind samples [: ] C_LOVEE
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TEL 052-624-4388 (9:00~17 : 00)
FAX 052-624-4389

E-mail: support@filgen.jp



	スライド 1
	スライド 2
	スライド 3
	スライド 4
	スライド 5
	スライド 6
	スライド 7
	スライド 8
	スライド 9
	スライド 10
	スライド 11

