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Protein: Q08499 - metric: 1

Total (train): 712 ROC curve Pareto Chart with Highlighted Best Attempt
0.10 e Trials o ®
1.0 7 e Pareto Front Trials SL 0
4 . dl.".!‘..q.
R4 @ Best Trial (# 2269) g,"“?-ﬁ;"’ﬁ
350 - ol T 008 o TN
L @ oo 820500
R4 ﬁ ® .:."1:.:5?.“::1"‘
’ ! 2 nfa cm%%
e - ~ e  %°¢ .gﬁ}&%ti
300 _ 0'8 l,‘l ﬁ a '.:ﬁ.f!;t:\g :;ﬁ:::r;.%
S 004 & o, 50T
DF:. o0 r 0y 0.9 " g™
= 002 088 eieer S et O S
250 - - sse ot ion's it e *° ‘e
VRG0S 0 o2 30 e
. ;‘f@ﬁ!‘ﬂ L!’fﬁ'.#l‘f. .3} i“i. o
_— et 00 & Te < (9
e ’
E ,’ g 0.65 0.70 0.75 0.80 0.85 0.90
= d Score f1 (Test
S 200 1 = 7 (Test)
S S .
0.4 -
150 - ot XGBoost Parameters| Value
Jd’
g alpha 3.3107
f,’
100 - 7
09 colsample_bytree 0.9035
//,
,
7 gamma 0.5717
s’
90 - ,,/
at —— AUC_train = 1.000 lambda 1.4305
’ —
00 L’ —_— ;:1:;:’:—0.961
0- learning_rate 0.164
Active Inactive 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 4.0
_ _ Calibration curve . . ]
Confusion Matrix min_child_weight 1.0
70 1.0
n_estimators 466.0
0 18 %
_ reg_alpha 0.1676
a
©
E 08 reg_lambda 0.6924
b 30 .
1- scale_pos weight | 20.6149
- 20
subsample 0.9532
- 10 g 0.6
0 1 2
Predicted label @
O
©
-
g
Confusion Matrix (nomr.) 0.9 E
04
0.8
0.7
2
© 0.2
-
= - 0.4
- 0.3
= train: 0.0106
- 0.2 0.0 - test: 0.0939
' --=- perfectly calibrated
~- 0.1
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
: vpe Metric Train Test
. ' ' = e AUC 1.0 0.9614
- accuracy 0.9874 0.8596
£ ,0- balanced accuracy 0.988 0.862
5 =
< recall_(sens) 1.0 0.9176
| specificity 0.9759 0.8065
| precision 0.9741 0.8125
i g : f1_score 0.9874 0.8594
0.6 0.8 1.0

Probability




Protein: Q08499 - metric: precision

Total (train): 712 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: Q08499 - metric: SoftVotingXGBoostEnsemble

Total (train): 712 ROC curve o
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