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Pareto Chart with Highlighted Best Attempt
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XGBoost Parameters

Value

alpha

1.0245

colsample bytree

0.646

gamma

0.0009

= AUC_train = 1.000
- AUC_test = 0.958

0.8

-—

— -

0.8

subsample 0.8821
= {rain: 0.0021
- test: 0.084
perfectly _calibrated
1.0
Metric Train Test
AUC 1.0 0.9583
accuracy 0.998 0.894

lambda

3.8996

Random

1.0

learning_rate

0.1684

max_depth

10.0

min_child_weight

2.0

n_estimators

833.0

reg_alpha

0.3097

reg_lambda

0.1378

scale_pos_weight

4.0942

balanced accuracy

0.997

0.8659

recall_(sens)

1.0

0.9528

specificity

0.994

0.7791

precision

0.9969

0.894

f1_score

0.998

0.8921




Total (train): 2943 ROC curve
2000 -
1.0 —
1750 -
0.8
1500 -
1250 - e
0.6 i
2 e
o /’
o)
= = | <
2 1000 - e 2
o S ,,/
ry
- 0.4 /“'
,I
750 1 ’
(4’
R4
I,
500 - e
0.2 S
,
I,
,/
,/
,/
250 - s
,f
I,’
0.0
U_
Inactive Active 0.0 0.2 0.4 0.6
Activity type False positive rate
_ _ Calibration curve
Confusion Matrix 450
1.0
400
0- 192 of 350
300
[0
0
© 250
© 0.8
=
= - 200
1 22 - 150
- 100
R4
: - 50 ® 0.6 ,‘",
0 1 = )i
Predicted label D i
O #
o »
[ 4
o
- /,/
Confusion Matrix (nomr.) © el
L 04 L7
ff
0.8
Jd’
,!
— ,/
@ ’
© 0.2 L
I - 0.4 p
'
L’
- 02 P
U_O /
Predicted label 0.0 0.2 0.4 0.6
Mean predicted probability
Active/lnactive probability
! l‘y_l:re |
g g I g [ 1 inactive (249)
- ! 1 decoy (733)
I
I :
' 5
@ l
o 1
| -
I
!
I :
| : L
: I : : -
0 —_— —
0.4 0.6 0.8 1.0

Protein: P21554 - metric: f1

Probability

0.10

0.08

0.06

0.04

LY
Difference in Train-Test f1

0.02

0.00

Pareto Chart with Highlighted Best Attempt
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Score f1 (Test)

alpha

0.6166

colsample bytree 0.9939
gamma 0.0022
—— AUC_train = 1.000 lambda 2.3202
- AUC_test = 0.952
Ll learning_rate | 0.2396
0.8 1.0
max_depth 7.0
min_child_weight 6.0
d n_estimators 784.0
reg_alpha | 0.2377
7 reg_lambda | 0.5569
scale_pos_weight 4.3505
subsample 0.6757
== train: 0.0075
- test: 0.0854
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 1.0 0.9523
accuracy 0.9949 0.8927

balanced accuracy

0.9925

0.863

recall_(sens) 1.0 0.9548
specificity 0.9849 0.7711
precision 0.9924 0.8908
f1_score 0.9949 0.8905




Count

Protein: P21554 - metric: precision

Total (train): 2943 ROC curve Pareto Chart with Highlighted Best Attempt
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accuracy 0.9966 0.8981
balanced accuracy 0.995 0.8729
recall_(sens) 1.0 0.9507
specificity 0.9899 0.7952
precision 0.9949 0.9008
f1_score 0.9966 0.8966

1.0



