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1 Results

This section, results and statistics from the GB model k-fold cross-validation
analysis is show. The following tables show the results fot the GB model with
all the metabolic reactions in the iEC3006 GEM (3006 reactions) (see Table[L),
a lighter GB model trained based on the 50 Top Metabolic Reactions (TMR)
(see Table [2)) based on SHAP analysis [1] and a GB model trained based on the
7 Metabolic ”Switch” Reactions (MSR) (See Table [3).
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Table 1: Results and statistics from the GB model trained with the full 3006
reactions from the iEC3006 GEM.

Precision Recall F1-Score Support

ENDOTYPE A 1.00 1.00 1.00 1809
ENDOTYPE B 1.00 1.00 1.00 1853
ENDOTYPE C 1.00 1.00 1.00 4359
ENDOTYPE D 1.00 1.00 1.00 6229
Accuracy 1.00 14250
Macro avg 1.00 1.00 1.00 14250
Weighted avg 1.00 1.00 1.00 14250

Table 2: Results and statistics from the GB model trained with the 50 TMR.

Precision Recall F1-Score Support

ENDOTYPE A 1.00 1.00 1.00 1820
ENDOTYPE B 1.00 1.00 1.00 1756
ENDOTYPE C 1.00 1.00 1.00 4265
ENDOTYPE D 1.00 1.00 1.00 6409
Accuracy 1.00 14250
Macro avg 1.00 1.00 1.00 14250
Weighted avg 1.00 1.00 1.00 14250

Table 3: Results and statistics from the GB model trained with the 7 MSR.

Precision Recall F1-Score Support

ENDOTYPE A 0.82 0.89 0.85 1794
ENDOTYPE B 0.94 0.92 0.93 1824
ENDOTYPE C 0.89 0.88 0.89 4295
ENDOTYPE D 0.95 0.94 0.95 6337
Accuracy 0.91 14250
Macro avg 0.90 0.91 0.90 14250

Weighted avg 0.92 0.91 0.91 14250
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