Protein: Q14432 - metric: balanced_accuracy

Total (train): 189 ROC curve Pareto Chart with Highlighted Best Attempt
.:E.‘ e Trials -
1.0 R ,/F ‘g 0.20 @ Pareto Front Trials '. S,
J S @ Best Trial (# 2018) ¢ % %:0
120 + - ! % 5%
7 o o Coor e eIn
d 2 ® o O 800" C0
el 2 015 gl i'a"i:(ﬁ 5(%;;‘,%
. © o= 10 o
il k7 ° ¢ =.'Tr vii_.ﬁ.j;;“ :.'.:
0.8 /’! & 0.10 ® ® ® .= .#@*;f."‘#‘!va‘
’ e o o ¢ 95 8% el
1997 £ > oo AeniuSe e
< ° u.p' (@, "“ﬁ!,-ﬁ’;g}l@i. ®
= ",i-,{. ." °® ;-g-a!ggg%fug, Q=g
= ofOrdiess,, J2g Gaet S Ee Sk O
0% n@iseiet5R e SRy ke
5 0SSOSO Gl Goes  ©
R OIS ESeD  ~@gge), © ~°
e g !‘:g:a':!..E'a! o ‘!=§,. (ir._':d e
80° o) 0.6 s - 0 000 gﬁféﬁﬁ t 5
] ’
E ,’ ‘ 0.50 0.55 0.60 0.65 0.70 0.75 0.80 0.85
= _g /’ Score balanced_accuracy (Test)
O S_ ,f’
60 - E //
0.4 s
o XGBoost Parameters| Value
ff
’
g alpha 4.7/262
40 R
!J
,
,
09 colsample_bytree 0.6761
//,
’0- ol gamma 0.3978
I,/,
/.»’ —— AUC_train = 1.000 lambda 0.6
0.0 R4 — :::;;St =0.938
0- learning_rate 0.7462
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 1.0
1 s
#
* n_estimators 262.0
of 13 3
’,
_ i reg_alpha 0.7788
a
L
E 08 reg_lambda 0.8967
1- 2 scale_pos_weight 1.6573
subsample 0.8362
: » 0.6 4
0 1 2 e
Predicted label B e
o s
a L7
Y— '
5 ’
Confusion Matrix (nomr.) © e
0.9 L 04 7
f,,
0.8
,
,4’
07 g
f,
,4’
I o
[ 0.2 g
= - 0.4 »
4
R4
- 0.3 il
'
7 —— train: 0.0128
02 /’ —— test: 0.0992
0.0 , est: 0.
o ' --=- perfectly calibrated
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0
Mean predicted probability
Active/lnactive probability
40 Inactive zone ! Active zone g ?G‘i‘f f3{%‘}6]
35 e S ' - ' |3 decoy (48) - AUC 0.9996 0.9375
"ﬂ::'; 25 - i balanced accuracy 09961 0875
15 -- st seases s e et st e sessesssasenssssassassssssssssassseasensassansss SR .
n | specificity 1.0 0.8125
10 _ - : . .
| H N precision 1.0 0.9091
5 - EJ ______
N HHH IHHHHP‘H%H il lopnn @ H il il f_score 0.9947 0.895
0.0 0.2 0.4 0.6 1.0

Probability

0.8




Protein: Q14432 - metric: 1

Total (train): 189 ROC curve Pareto Chart with Highlighted Best Attempt
e Trials = :
1.0 /F 10 e Pareto Front Trials o )
/’ @ Best Trial (#2713) *% ®eé® ge e
120 - h - o0, ®
e 2 % 'fzﬁﬁﬁ{i, LN
,’ . o WePRSR, o %
5 = e
2 = O o  fogouesiuce e e
i UL TR
100- 3 oo oo JiFmsesesetng
< = © (008 00 % SO Y%
’ & o® fga:-'i‘% .)..!"-.-.‘-i‘!;'.‘ .‘.uﬂ.
~ 0.02 e’ Ba@e oS "o
2 S e, Soitie T8 o
507 ® 0.6 7 000 oS (el
- ’
E ,’ d 0.80 0.82 0.84 0.86 0.88 0.90 0.92
= < ra Score f1 (Test)
2 F
@) 8_ ,/’
60 - ® -
= o
0.4 ;
o XGBoost Parameters| Value
f,’,
4
/ alpha 0.969
40 A ’
4"{,
,
09 colsample bytree 0.7964
- #
/’/,
’0- ol gamma 0.58
'
l,,,
at —— AUC_train = 1.000 lambda 1.7474
00 L7 — AUC_test = 0.893
--- Random .
0- learning_rate 0.9625
Active Inactive 0.0 0.2 0.4 0.6 0.8 1.0
Activity type False positive rate
max_depth 10.0
_ _ " Calibration curve . . ]
Confusion Matrix min_child_weight 3.0
1.0
# n_estimators 907.0
0 10 6
_ reg_alpha 0.9842
a
©
E 08 reg_lambda 0.5534
1- 2 scale_pos_weight 12.227
subsample 0.6514
: ® 0.6
0 1 2
Predicted label 'g
o
©
-
ke
Confusion Matrix (nomr.) E
0.9 L 04
0.8
0.7
D
0
© 0.2
(]
2
= — 04
— 03
// — train: 0.0175
- 02 g —— test: 0.1259
0.0 L’ est: 0.
o ' --=- perfectly calibrated
Predicted label 0.0 0.2 0.4 0.6 0.8 1.0

Mean predicted probability

Ac_tive!lnac:tive probabi_lity

70 -InactwezuneiActwezuneg %Efﬁ}e; I Metric Train Test
SR D R N R D Rt AUC 1.0 0.8926
. accuracy 0.9683 0.8333
£ balanced accuracy 0.9508 0.7812
lz recall (sens) 1.0 0.9375
specificity 0.9016 0.625
o { _ precision 0.9552 0.8333
12 i Wﬁﬂ%mﬂﬂmﬂﬂﬂﬂmnﬂw T ccore e o

0.2 04

0.0 0.6 0.8 1.0

Probability



Protein: Q14432 - metric: precision

Total (train): 189 ROC curve Pareto Chart with Highlighted Best Attempt
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Total (train): 189

120

100 A

80 -

Count

60 -

40 -

20 -

Active Inactive
Activity type

Confusion Matrix

01 12 4

True label

0 1
Predicted label

Confusion Matrix (nomr.)

True label

Predicted label

1.0
0.8
0.6
@
©
@
=
=
o
a
©
=
|_
0.4
0.2
0.0
1.0
25
0.8
n 0.6
o)
=
=
o
o
Is
c
ie)
©
09 E
L 04
0.8
07
0.2
— 0.4
= 0.3
— 0.2 UO
~ 0.1

Ac_tive!lnac:tive probabi_lity

Protein: Q14432 - metric: SoftVotingXGBoostEnsemble
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