Protein: Q99720 - metric: balanced_accuracy

Total (train): 1361 ROC curve Pareto Chart with Highlighted Best Attempt
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Protein: Q99720 - metric: 1

Total (train): 1361 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 1361
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Protein: Q99720 - metric: precision

ROC curve Pareto Chart with Highlighted Best Attempt
0.200
e Trials ;c
10 r, ey e _ 0175 e Pareto Front Trials & :{E
ol S ® Best Trial (# 2257) “ote
’ i o %o
p G 0.150 e ®
~ o oS Son%
R a #"%{.Ph
e 7 0.125 .1.(":@?“%&
-~ e Bt Lo
ot S 0100 = ,fé.&:r’(:"’.&'.;?
s = ¢ e eveSeny
05 N ) = 8 P
< 0075 &4,3!'3:%3;
g o & SISISITES
S 0050 ,i‘!':fgi ;%%%}:f‘?%‘%g
o ® 0308703 Ay
= 2 SR RO 20
5 A aalfetein e @ ©
0 002 PR O x Xt b
~ P L PO
0.6 d a0 este o
o , ,/ 0.000 QLo
E ,’ d 0.45 0.50 0.55 0.60 0.65 0.70 0.75 0.80
_g : /’ Score precision (Test)
% g
o 7’
o s
E
0.4 %
o XGBoost Parameters| Value
”
) alpha 0.3801
F
/f,
,
09 colsample bytree 0.7793
. ’
//,
p
7 gamma 0.0167
s,
’,
e
at —— AUC_train = 0.998 lambda 3.6012
00 L7 — AUC_test = 0.962
' --- Random .
learning_rate 0.0424
0.0 0.2 0.4 0.6 0.8 1.0
False positive rate
max_depth 9.0
Calibration curve . . ]
160 min_child_weight 3.0
1.0
140 » .
n_estimators 996.0
120
. 4 reg_alpha 0.2189
/,,,
PR
o 08 ” reg_lambda 0.3415
~ 60
scale_pos_weight 3.5498
= 40
0 subsample 0.7963
w 0.6
@
=
:'0__'1'
o
O
o
-
pe
©
o
L 04
0.8
06
0.2
- 04
oo = train: 0.0253
| 0.0 — test: 0.0757
' --=- perfectly calibrated
0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
| | ; type 1 1
b oy M2 Metric Train Test
[ 1 inactive (184)
= decoy (341) | AUC 0.9984 0.962
accuracy 0.9677 0.915

0.2

0.4 0.6
Probability

0.8

balanced accuracy

0.97

0.9179

recall_(sens) 1.0 0.9554
specificity 0.94 0.8804
precision 0.9345 0.8721
f1_score 0.9677 0.9151




Protein: Q99720 - metric: SoftVotingXGBoostEnsemble

Total (train): 1361 ROC curve o
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