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Total (train): 1310 ROC curve Pareto Chart with Highlighted Best Attempt
- .:E e Trials %
: o e S 012 ® Pareto Front Trials oo
[r—— b2
s S @ Best Trial (# 1774) 5
/’ -g' 0.10 'ﬁ
800 - 7 % "?‘fﬁ
/s 0 Orgre
,,, E 0.08 ';t.%‘::!,
s 7 e
0.8 ,x" |i'|’ 0.06 ] :1‘55?%%
2 £ o R8l0t8;
e 0 e
R = 004 @ Yo S 9807060,
P £ o o ‘e slersig@er/e
, 2 P PR T
600 - ’ £ 002 @St leve isiesen Sope O
- @ O P O MF S T A
e & g “Zfﬂﬂ'}?ﬁmﬁ:i;"’ evie (ot © <'®
o 0.6 ,,,/ 3 0.00 r(é'.t‘=‘.‘," - = ) (ﬁa!l
E ,’ ‘ 0.60 0.65 0.70 0.75 0.80 0.85 0.90
= _g /’ Score balanced_accuracy (Test)
3 @ /
O 8_ ,/’
@ ’
400 - = S
0.4 %
o XGBoost Parameters| Value
rd
f,’
4
g alpha 1.0539
F
4"{’
,
09 colsample bytree 0.5073
200 A : /z
’
’
7 gamma 0.4198
'
'
—— AUC_train = 0.985 lambda 1.6492
0.0 - AUC_test = 0.963
' --- Random .
0- learning_rate 0.034
Active Inactive 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 8.0
_ _ Calibration curve . . ]
Confusion Matrix - min_child_weight 10.0
1.0 >
s M
" - n_estimators 485.0
210 12
_ 4 reg_alpha 0.0316
2 125 -
© L
3 100 08 Y 4 reg_lambda | 0.2162
— /,"'
- 75 7 .
1- 12 94 scale_pos_weight 2.0261
- 50 ,/,
F
#
< subsample 0.7816
- 25 » 0.6 /, '
T T D P
0 1 > S
Predicted label D e
O ’,
o 7
Y— '
>
= el
Confusion Matrix (nomr.) E i
0.9 L 04 Pl
l’,
0.8 i
ry
/J
07 e
f,
Jd’
[0 ,/’
[ 0.2 g
L e
= ’
= - 04 o
7
- 0.3 »”
s
Z —— train: 0.0463
v 0o TG —— test: 0.0621
0.1 ' ---- perfectly_calibrated
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
: e Metric Train Test
_ | _ == decoy (328) AUC 0.985 0.9631
E g5 balanced accuracy 0.9448 0.9164
O I
& : | recall_(sens) 0.9505 0.8868
4Q = I —
3 ; specificity 0.9391 0.9459
5- precision 0.8818 0.8868
: e maml . mi " m f1_score 0.9433 0.9268

0.4

Probability

0.6




Count

Protein: Q9NZ42 - metric: f1
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