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Protein: Q8NER1 - metric: 1

Total (train): 1572 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 1572

Protein: Q8NER1 - metric: precision

ROC curve

1200 -
1.0
1000 -
0.8
800 -
0.6
(1))
©
()]
- 2
= by
8 600- S
QO
—
|_
0.4
400 -
0.2
200
0.0
U -
Inactive Active 0.0
Activity type
Confusion Matrix
250 10
0- 69 29 200
)
L
Y 150
[0) 0.8
—
|_
— 100
1- 18
— 50
: ® 0.6
0 1 =
Predicted label 'g
O
Is
-
i)
Confusion Matrix (nomr.) E
09 - 0.4
08
07
)
L
© 0.2
QO
—
= ~- 04
~- 03
R4
- 0.2 /7
0.0 <
— 0.1
Predicted label 0.0

Inactive zone

Probability

0.2

0.2

Active zone

0.4 0.6
False positive rate

Calibration curve

0.4 0.6
Mean predicted probability

type
[ active (294)
[ inactive (98)

..., = decoy(391)

Y
=
-
=]

(=]
=
7]

0.06

%

0.02

Difference in Train-Test precision

0.00

Pareto Chart with Highlighted Best Attempt

e Trials ¢ o

® Pareto Front Trials -‘.:

@® Best Trial (# 2852) .? . e
®) .3}‘,

0.750 0775 0.800 0.825 0.850 0.875 0.800

Score precision (Test)

XGBoost Parameters| Value

alpha 2.0487

colsample bytree 0.5833

gamma 0.3573

= AUC_train = 0.999
- AUC_test = 0.934

0.8

-—

lambda 3.9565

Random

1.0

learning_rate 0.3353

max_depth 9.0

min_child_weight 3.0

n_estimators 6/7.0

reg_alpha 0.2368

reg_lambda 0.6842

scale_pos_weight 1.0591

subsample 0.8436

- train: 0.0155
- test: 0.0855

— -

0.8

perfectly _calibrated

1.0
Metric Train Test
AUC 0.9989 0.9343
accuracy 0.986 0.8801

balanced accuracy

0.9779 0.8214

recall_(sens)

0.9941 0.9388

specificity

0.9618 0.7041

precision

0.9874 0.9049

f1_score

0.986 0.8776




Total (train): 1572

1200 -

1000 A

800

Count

600

400 A

200

Inactive Active
Activity type

Confusion Matrix

0- 63 35

True label

14 13

0 1
Predicted label

Confusion Matrix (nomr.)

True label

Predicted label

250

200

150

— 100

0.8

- 0.4

- 0.2

Inactive zone

Protein: Q8NER1 - metric: SoftVotingXGBoostEnsemble

Probability

ROC curve
1.0
1_0 ettt ettt AR ,F
R4
»” 0.8
s
,/
I,/
e ’ 0.6
f,
,/
0.8 e
e
0.4
0.2
,/
0.6 i
2 /’ 0.0
E ,/ 0.0 0.2 0.4 06 0.8
s !
= ’
0.4 /’
f,
#
Jd’
,/
,I
(J’
0.2 /
e
,I
//
I,,
/’,
o —— AUC_train = 0.999
00 e — AUC_test = 0.938
' -==- Random
0.0 0.2 0.4 0.6 0.8 1.0
False positive rate
Calibration curve
1_0
/d
,!
y
I,/
0.8 /
e
® 0.6 ,‘", ;
= Ry
Q »
[ 4
:
{0 /’
L 04 ol
Jf’
.
,J
,l
,J‘
0.2
#
,/
,/
,J"
//
el —— train: 0.0165
0.0 MREH —— test: 0.0844
' --=- perfectly calibrated
0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Ac_tive!lnac:tive probability
i Active zone = s Metric Train Test
| = decoyon AUC 0.999 0.938
| accuracy 0.9841 0.8776
i balanced accuracy 0.969 0.7993
recall_(sens) 0.9992 0.9558
specificity 0.9389 0.6429
precision 0.98 0.8892
i f1_score 0.9839 0.872

1.0



