Count

Total (train): 1228

Protein: P49/68 - metric: balanced accuracy
ROC curve
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Pareto Chart with Highlighted Best Attempt

Trials P
Pareto Front Trials «*%
Best Trial (# 2651)

a® @~ 9pr=viale ML
.}. . V—\i b, (. . ’ L =!
S en siseeioeg
o Y00 X0 G5 " Ty
D o, 2-97980 sa 00
0n 8 SASGESR0.SED &
In 9 8 q":l. b e @ J.I.(..A...'L.J..p.ﬂ
e i}.#ﬁ“‘: . "*"." .-" == () .r
i) (@i~ T (B p ety
SligOev,tey s g o0 e
EN)ig@) et '# =
@~ == 1(@e0N'®

0.55 0.60 0.65 0.70 0.75 0.80 0.85
Score balanced_accuracy (Test)

XGBoost Parameters

Value

alpha

2.1688

= AUC_train = 0.997
- AUC_test = 0.952

=== Random

0.8 1.0

colsample bytree 0.9973
gamma 0.6146

lambda 2.1472
learning_rate 0.145
max_depth 3.0
min_child_weight 3.0
n_estimators 997.0

reg_alpha

0.1424

reg_lambda 0.0299
scale_pos_weight 1.0789
subsample 0.9224
= train: 0.024
- test: 0.0778
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 0.9967 0.9519
accuracy 0.9707 0.8929

balanced accuracy

0.9555

0.8463

recall_(sens) 0.9859 0.9394
specificity 0.9251 0.7532
precision 0.9753 0.9195
f1_score 0.9705 0.8916




Protein: P49768 - metric: 1

Total (train): 1228 ROC curve
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Pareto Chart with Highlighted Best Attempt
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XGBoost Parameters| Value
alpha 2.1987
colsample bytree 0.5691
gamma 0.6675
—— AUC._train = 0.999 lambda 4.2892
= AUC_test = 0.952
--- Random .
learning_rate 0.0901
0.8 1.0
max_depth 7.0
min_child_weight 2.0
/’f n_estimators 753.0
reg alpha | 0.3291
reg lambda 0.631
scale_pos weight | 10.4314
subsample 0.8796
= train: 0.0262
- test: 0.0941
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 0.9994 0.9518
accuracy 0.9658 0.8734
balanced accuracy 0.9316 0.7597
recall_(sens) 1.0 0.987
specificity 0.8632 0.5325
precision 0.9564 0.8636
f1_score 0.9649 0.8603




Count

Protein: P49/7/68 - metric: precision

Total (train): 1228 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: P49768 - metric: SoftVotingXGBoostEnsemble

Total (train): 1228

ROC curve
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= AUC_train = 0.999
= AUC _test = 0.950
--- Random
0.8 1.0
== train: 0.0202
- test: 0.0811
-—-—- perfectly_calibrated
0.8 1.0
Metric Train Test
AUC 0.9986 0.9495
accuracy 0.9756 0.9091
balanced accuracy 0.9511 0.8442
recall_(sens) 1.0 0.974
specificity 0.9023 0.7143
precision 0.9685 0.9109
f1_score 0.9751 0.9053
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