Protein: P30556 - metric: balanced _accuracy

Total (train): 794 ROC curve Pareto Chart with Highlighted Best Attempt
- .:E e Trials :
¥ 0.06 .
. s 5 ® Pareto Front Trials ®
500 - rr_’_l s S @ Best Trial (# 1301) oi®
/’ o 005 oS
.f,, E - ...%“.?;:
’ - 0§5% e5q@
0.8 »” i E 0.03 ¢ .. %:'::!.E%Eé‘;
g < = oot
400 - ’ IS o o, o 'S
s’ i Ill—_ 0.02 it o A .=.f.: ale”e !’!.f{f".i‘;fﬁ% 2
B ot = S0 fo3 s 83,0 BESws)
s @ o® Sre 0%, e @ ga it S8 icee
. 2 % o ® 0" Y%® ap, 289’ (eSS0 @
7 S 001 . 049 gp 02200 82’00y 8T 0\'G
x 3 © 0 foue 5 0005 igee o
e = o ® % NG *® oy
o 06 ¢ 0O 0.00 Chdiadofcdy i we@
- ’
300 A o /’ 0.70 0.75 0.80 0.85 0.90 0.95
= _g - /’ Score balanced_accuracy (Test)
O 8_ ,/’
0.4 s
o XGBoost Parameters| Value
200 -
- - alpha 1.2623
Fa
/“f
,
09 colsample_bytree 0.5072
”,
100 A 4
gamma 0.6691
— AUC_train = 0.998 lambda | 3.6453
ry
0.0 R4 : :::;;st =0.971
0- learning_rate 0.0415
Active Inactive 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 3.0
_ _ Calibration curve . . ]
Confusion Matrix . min_child_weight 2.0
1.0 S
100 n_estimators 470.0
j
B 80 reg_alpha 0.3109
© /7
E e 08 reg_lambda 0.8643
- scale_pos_weight 1.1914
I,,,
—~ 20 #
i subsample 0.8017
» 0.6 27/
0 1 2 Ry
Predicted label B ~
O ’,
o 7
Y— '
5 ’
Confusion Matrix (nomr.) © i
w04 J’,
l’,
0.8
,!
f"
— 06 /’
g | ~
© 0.2 o P
= - 0.4
o, 7 —— train: 0.0173
00 —— test: 0.0442
' --=- 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 |
Inactive zone | Active zone g scti;_e H{ﬂﬁﬂg}j Metric Train Test
l =) decoy (199) AUC 0.998 0.9713
| accuracy 0.9761 0.9397
230~ balanced accuracy 0.9698 0.9232
3] |
& | recall_(sens) 0.9903 0.9769
; specificity 0.9493 0.8696
L B R > precision 0.9734 0.9338
l f1_score 0.976 0.939
0 =8 08 . i

Probability




Protein: P30556 - metric: f1

Total (train): 794 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P30556 - metric: precision

Total (train): 794 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P30556 - metric: SoftVotingXGBoostEnsemble

Total (train): 794
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