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Protein: P13945 - metric: balanced accuracy

Total (train): 819 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P13945 - metric: f1

Total (train): 819 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 819
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Protein: P13945 - metric: precision

ROC curve Pareto Chart with Highlighted Best Attempt
0.14 e Trials ,:%.
1.0 7 - e Pareto Front Trials = -.o:,':'_\
_I-'—'_’ ol So12 @ BestTrial (#2808) o Dol
’ 72 Siele % ©
e o o3 9.8,%5,®
-~ = 0.10 !"(r“@:? ohu®
’ o Soe, siets
»”~ D RO LT
~ < oS, ‘ne
e L 008 .ﬁgﬁ .:iéfj?ﬁf‘
0.8 ok £ o oBisq * Sidley
| 4 F 006 % ciitet 2e B0
= o $500%° oo,
3 Ai.""gi':@" 1.'{.:%' LA
£ 004 o 04 O ST uses D
o © 0T %% o 8Cr2De0%e, o
= @or" o3¢ LIRS0 Vasre o
R o Y R O
SN @Y 00 04 SREeS, ot
/’ GNetey® ° °T oSGt *% %
2 - ,f/ 000 OTUTe ®
1] ’
— ,’ 0.55 0.60 0.65 0.70 0.75 0.80 0.85
_% /’ Score precision (Test)
D .
o 7’
(el ,l
L ~
= S
0.4 ;
o XGBoost Parameters| Value
rd
f,’
’
g alpha 2.6791
g
J(,
,
09 colsample bytree 0.8286
. ,
//,
,
7 gamma 0.2938
s’
I,/
rd
at —— AUC_train = 0.996 lambda 2.1745
00 L7 ——  AUC_test = 0.963
-=== Random .
learning_rate 0.243
0.0 0.2 0.4 0.6 0.8 1.0
False positive rate
max_depth 4.0
Calibration curve . . ]
min_child_weight 6.0
100 1.0
n_estimators 390.0
80
reg_alpha 0.3539
60
08 reg_lambda 0.003
b 4(] .
scale_pos_weight 1.2514
— 20
subsample 0.7348
w 0.6
DO
=
."0_—‘;
o
O
o
-
S
I
o
- 04
0.8
0.6
0.2
- 0.4
oo = train: 0.0284
| 0.0 ol —— test: 0.0744
-—-—- perfectly_calibrated
0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
: : § type ; H H
Active hone o s Metric Train Test
[1 inactive (90)
S b e | AUC 0.9964 0.9632
accuracy 0.9621 0.9122

0.2

0.4 0.6
Probability

0.8 1.0

balanced accuracy

0.9608

0.906

recall_(sens) 0.9717 0.9565
specificity 0.95 0.8556
precision 0.9612 0.8943
f1_score 0.9621 0.9116




Protein: P13945 - metric: SoftVotingXGBoostEnsemble

Total (train): 819 ROC curve o
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