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Protein: P29317 - metric: balanced_accuracy

ROC curve
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XGBoost Parameters
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Total (train): 204

Protein: P29317 - metric: f1

ROC curve

Pareto Chart with Highlighted Best Attempt

: ®
e Trials
® Pareto Front Trials
@® BestTrial (#4) o
..A‘
o
a O
. E,
ow 8%
s
= -
e 085
o 035-Ze0
- =
@ l..i\..r..ﬁ_..
~ 822
: S 3els8se
@ [ ] .= .i‘a.ﬁi
. X 0038,
ag's, ¢ 9e
@ ip® 020
) a®-_~g0 S=e "eve
° ® 0800 0 _05 wO=
o & O 0 'a890035 4 .0 “oNea
0% 2" a9z ® Yageen a9 s . 00~
" 882070 080205005022 5000 0 8z 8
=317 ‘.f.ui"" ""*... V=t '.
0508535000 o . *O95%¢ 02enelD SRR 0S
_ - - - AA@:. .. =] .H.. .
.8 ® 0~ e8052aa2_ 009, ¢ _090a°="y
e o = wegpee e® ®o=“ot=g
0.86 0.88 0.90 0.92 0.94 0.96

Score f1 (Test)

XGBoost Parameters

Value

alpha

41279

colsample bytree

0.8298

gamma

0.0697

lambda

0.0903

learning_rate

0.2515

max_depth 3.0

min_child_weight 1.0

n_estimators 758.0

reg_alpha 0.5369

reg_lambda 0.498

scale_pos weight | 99.3476

subsample 0.9358

160 -
1.0 /, 0.07
,/
,/ - 0.06
’ Y
140 - et @
R4 g 0.05
<
/" E 0.04
0.8 7 =
120 1 ‘ Q 003
-
, o
al & 002
x 5
~ 0.01
, =
100 - f/
o 0.6 /’ 0.00
g s
Q@
5 g
8 80 n g ff,
g e
= /
0.4 //
60 - Pl
s
f!’
/,
,/
f’
/!f
40 A ’
0.2 s
R4
’!
,/
20 - ,/
/’ = AUC _train = 0.999
00 L7 — AUC_test = 0.955
' --- Random
U -
Inactive Active 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
_ _ Calibration curve
Confusion Matrix
35 1.0
0+ 9
[0
0
©
) 0.8
=
|_
1- 0
: ® 0.6
0 1 0 2
Predicted label 'g
o
©
-
i
Confusion Matrix (nomr.) 10 @
L 0.4
0.8
[0
0
© 0.2
(]
=
= - 04
- 0.2 7 —— train: 0.0312
00 el —— test: 0.0691
' --=- perfectly calibrated
0.0
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0

Ac_tive!lnac:tive probabi_lity

Inactive zone

Active zone

Mean predicted probability

type
[ active (39)
[ inactive (13)
[ decoy(52) ..

Percent

o N S S S SO S - N

0 H 1 I|—| | | 1 il I|—'—| 0 —] I‘lH—I‘ | I_HM
0.2 0.4 0.6 0.8 1.0

Probability

Metric
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Protein: P29317 - metric: precision
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Protein: P29317 - metric: SoftVotingXGBoostEnsemble

Total (train): 204
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