Protein: P45452 - metric: balanced accuracy

Total (train): 1536 ROC curve Pareto Chart with Highlighted Best Attempt
S, 014 : b
- o e Trials .
1.0 f ~ e o 5,, © ParetoFrontTrials 5 &
ol S ® Best Trial (# 644) 2%
800 - L i e
/' ® 010 &
/’ = «1%°
f, s @E-;.“
700 - ~ ? elere
08 e < 006 g:,ﬂg.‘fﬁ:!;f
4 & P ﬁ.'ﬁgtkt:éh@f
d = ahSesiete®®
- p < o SRNCSR SRS
O 0,200 eTi65 205520 2 O
S 002 - o U8 008 SV St 050
= 0 0 9% 0D To DL e eS
” i o QO NG
© 0.6 o 0 000 @TReGTG © 503
e ’
500 7 E ,’ ‘ 0.50 0.55 0.60 0.65 0.70 0.75 0.80 0.85 0.90
= E /’ Score balanced_accuracy (Test)
g E7) e
O o] ,/’
400 - E //
0.4 -
o XGBoost Parameters| Value
300 ~
- alpha 0.4176
F
4"{,
,
,
200 4 09 colsample bytree 0.514
4
’,
,
,
gamma 0.0419
100 -
—— AUC_train = 1.000 lambda 3.3773
0.0 R4 — :l::;;st =0.969
0- learning_rate 0.0537
Inactive Active 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 7.0
_ _ Calibration curve
Confusion Matrix 200 min child Weight 1.0
1.0
175 .
n_estimators 789.0
0 20 150
- e reg_alpha 0.0049
O
L
E 100 08 reg_lambda 0.883
~ 75 .
1- scale_pos_weight 9.5136
~ 50
. subsample 0.9241
® 0.6
0 1 2
Predicted label @
O
S
-
pe
Confusion Matrix (nomr.) E
L 04
0.8
— 06
@
O
L 0.2
>
= - 0.4
ey == train: 0.012
| 0.0 R — test: 0.0633
' --=- perfectly calibrated
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
60 _ e type - Metric Train Test
Inactive zone ! Active zone g ?G‘L‘f {2:1?2)
| accuracy 0.987 0.9221
£ i balanced accuracy 0.9854 0.9184
O I
& ; recall_(sens) 1.0 0.9531
20 - specificity 0.9708 0.8837
precision 0.977 0.9103
i f1_score 0.987 0.9218

Probability




Total (train): 1536
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Protein: P45452 - metric: precision

Total (train): 1536 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P45452 - metric: SoftVotingXGBoostEnsemble

Total (train): 1536
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