Protein: P11473 - metric: balanced accuracy

Total (train): 343 ROC curve Pareto Chart with Highlighted Best Attempt
200 -
& 007 e Trials o®
1.0 . © .
s E ® Pareto Front Trials
/’ © %% @ BestTrial (#1646)  ®
175 4’,’ EI 0.05 o’ .=
— et - ° -
o op C™ ° P
X T s % Se °..5
’ 7 oo o o ® et e
0.8 - 2 AN & ®o o, ¥ el
’ L 003 e, &,.8 ® o o Se o alt=®
1507 2 £ so0 "M% 0 G o D000 oSS ey
, g S 8 e syl WIS
‘ P & o IR A Y g AT
’ = 890 ®(e5%0) Jo eS=e o
o 0O o 0O 000 :3: Jb':!i%{i%= e ° R o
e ’
E ,’, 05 06 0.7 0.8 09
= _g /’ Score balanced_accuracy (Test)
S5 | = y
8 100 g ,”1
g e
I al
0.4 ;
e o XGBoost Parameters| Value
= ”
ff,’
g alpha 1.5013
4"{,’
i ’,
>0 00 colsample_bytree 0.9146
. ’
/’/,
7 gamma 0.4117
s,
25 - el
e
ol —— AUC_train = 1.000 lambda 4 6871
00 L7 —  AUC_test = 0.990
' -== Random .
0- learning_rate 0.3161
Active Inactive 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 10.0
_ _ Calibration curve . . ]
Confusion Matrix min_child_weight 1.0
40
1.0 7
3 n_estimators 120.0
_ reg_alpha 0.2269
D
s
E 08 reg_lambda 0.8691
= 15 .
scale_pos_weight 1.6242
~= 10
s subsample 0.5342
§"
Predicted label @
o
S
-
9
Confusion Matrix (nomr.) E
L 04
0.8
)
0
L 0.2
(]
=
= - 0.4
L o0 == train: 0.0078
0.0 - test: 0.0522
' --=- perfectly calibrated
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0

Mean predicted probability

Ac_tive!lnac:tive probabi_lity

B0 —e e B S v s Metric Train Test

Inaéctive zone Active izune g ;G;E?ﬁ{?g;
70 __ et decﬂygmﬁ} ! AUC 10 09896

balanced accuracy 0.9967 0.9348
recall_(sens) 1.0 0.8958

(TR SRS U NN SRS SUNSNS NS S

- specificity 0.9934 0.9737
o precision 0.9948 0.9773
U %ﬁ NP . e il f1 score 0.9971 0.9305

0.0 0.2 0.4 0.6 0.8 1.0
Probability



Protein: P11473 - metric: 1

Total (train): 343 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P11473 - metric: precision

Total (train): 343 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P11473 - metric: SoftVotingXGBoostEnsemble

Total (train): 343
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