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Total (train): 3880

Protein: P14416 - metric: balanced_accuracy

ROC curve

0.4 0.6
False positive rate

Calibration curve

0.4 0.6
Mean predicted probability

type

- [ active (657)

[ inactive (314)
[ 1 decoy (968)

1.0
2500 -
0.8
2000 -
0.6
2
©
1500 A °
=
."a_':"
o
o
QO
~
|_
0.4
1000 A
g
,f
R4
,I
0.2 o
R4
500 - /"
v
R4
,l
,f
,f
I,’
0.0
U -
Active Inactive 0.0 0.2
Activity type
Confusion Matrix 600
1.0
500
0- 268 46
©
]
©
o) 0.8
~
|_
14 53 - 200
= 100
: ® 0.6
0 1 =
Predicted label 'g
o
o
-
0
Confusion Matrix (nomr.) 0.9 E
L 04
0.8
07
F
,!
_ ,r’
D ’
[ 0.2 s
= - 04 e
R4
’J"
— 0.3 ,’
,
’/
- 0.2 Py
0_0 + 4
= 0.1
Predicted label 0.0 0.2
Active/lnactive probability
: i :
|
|
|
|
|
QO 1
E 1
& |
o 1 :
|
|
: : | : :
- : : ! : :
|
|
|
| _
0 | — T r .
0.0 0.2 0.4 0.6 0.8

Probability

1.0

_ y
= =
— —
RS (s3]

=
-
%]

=
-
=]

0.08

0.06

0.04

0.02

Difference in Train-Test balanced accurac

0.00

Pareto Chart with Highlighted Best Attempt
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XGBoost Parameters

Value

alpha

4.7966

colsample bytree 0.5387

gamma 0.1068

—— AUC_train = 1.000 lambda 2.1589
- AUC_test = 0.952

Ll learning_rate | 0.1118
0.8 1.0

max_depth 9.0

min_child_weight 1.0

n_estimators 917.0

reg alpha | 0.1172

¢ reg lambda | 0.6887

scale_pos_weight 1.2314

subsample 0.7559

== train: 0.0101
- test: 0.0764
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 0.9997 0.9521
accuracy 0.9928 0.898

balanced accuracy

0.9905

0.8864

recall_(sens) 0.997 0.9193
specificity 0.9841 0.8535
precision 0.9924 0.9292
f1_score 0.9928 0.8983




Count

Protein: P14416 - metric: f1

Total (train): 3880 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 3880
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Protein: P14416 - metric: precision
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XGBoost Parameters| Value

alpha 4.0187

colsample bytree 0.884

gamma 0.2711

= AUC_train = 1.000
- AUC_test = 0.944

lambda 1.9282

=== Random

0.8 1.0

learning_rate 0.2204

max_depth 6.0

min_child_weight 9.0

n_estimators 626.0

reg_alpha 0.0592

reg_lambda 0.3243

scale_pos_weight 1.5016

subsample 0.7435

= train: 0.0103
- test: 0.0835
-=-= perfectly_calibrated

0.8 1.0

Metric

Train Test

AUC

0.9997 0.9442

dccuracy

0.9912 0.8898

balanced accuracy

0.9873 0.8753

recall_(sens)

0.9985 0.9163

specificity

0.9761 0.8344

precision

0.9887 0.9205

f1_score

0.9912 0.8899
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Protein: P14416 - metric: SoftVotingXGBoostEnsemble

1.0
,,’ 0.8
,f’, 0.6
0.4
0.2
0.0
0.0 0.2 0.4 0.6 0.8
- AUC_train = 1.000
- AUC_test =0.952
-==: Random
0.8 1.0
= train: 0.0101
- test: 0.0756
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 0.9998 0.9521
accuracy 0.9915 0.9001

balanced accuracy

0.9875

0.883

recall_(sens) 0.9989 0.9315
specificity 0.9761 0.8344
precision 0.9887 0.9217
f1_score 0.9915 0.8998
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