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Protein: PO3372 - metric: balanced_accuracy

ROC curve Pareto Chart with Highlighted Best Attempt
012
.:E e Trials e
. al
/F 5 ® Pareto Front Trials fﬁ%.
/’ Q - G
7 o 010 @ Best Trial (# 2620) Pr)
s ?:-;.
~ o 51‘.2*.
’ @ I Y
‘ © 0,08 (C L5
e < ® St
' © ."':L.}\!,
’ @ 83 SeY
!, O ‘g..f?“?ﬁ.
,/ 'E'J 0.06 ..J‘Fi"x.r{i@
¢ o) ofa e
g n Oy S
c AT XA
= o Mrae)elw
= 004 O T
= 00 . 0 re
® 0 g el ®ayizw
= o0 .. ® .i@"’-t!ff?’ﬁ —,:-"
® o c89%10 o0  SuietiSwe
2 002 D g% en = o 0% ONi00 g5 i ®
c = o S n 6% 0 ae2:¢Y0) W02 A 000
@ 2,000, On1(S, (970,001 0% 092 15 G (®"
@ AN SOOI G000 g o v:g'(0 D)5y vrara ey
s 0:0e 2120 g 07 e 0=9)55% 0 53 ©
’ = [ Pl o 0=SigritCag)
= = r;f{‘_.‘=-,\k!(.\']$%) ‘(ﬁiﬂ'(a
R 0 000 @@™®" ®@ ®
s
,/ 4 0.50 0.55 0.60 0.65 0.70 0.75 0.80 0.85 0.90
Pl Score balanced_accuracy (Test)
/”
r
e
’
i
i
7’
ry
!/
g XGBoost Parameters| Value
JJ’
ry
,/’
alpha 1.475
colsample bytree 0.8453
gamma 0.834
—— AUC_train = 0.998 lambda 2.0559
- AUC_test = 0.965
---- Random .
learning_rate 0.07/8
0.4 0.6 0.8 1.0
False positive rate
max_depth 3.0
Calibration curve . . ]
min_child_weight 1.0
Fa [
n_estimators 979.0
,/
,
,f
2 reg_alpha 0.081
e -
,
T
e
r
7’

0.4 0.6
Mean predicted probability

1 active (340)
[ inactive (198)

— -

0.8

subsample 0.5104
- {rain: 0.0234
- test: 0.0682
perfectly _calibrated
1.0
Metric Train Test
AUC 0.9975 0.9654
accuracy 0.9758 0.9071

reg_lambda

0.8909

scale_pos_weight

1.3844

balanced accuracy

0.9688

0.8885

recall_(sens)

0.9956

0.9588

specificity

0.9419

0.8182

precision

0.9671

0.9006

f1_score

0.9757

0.9058




Protein: P03372 - metric: 1

Probability

Total (train): 2150 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: PO3372 - metric: precision

Total (train): 2150 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 2150
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