Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.001

— | Assays: 16 _:Z#;

RMSE all chems: 0.059 uag|
R2 all chems: 0.9

1 | RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.98:0.56:0.77]
Ref: [0.98:0.58:0.78]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.001

— | Assays: 16 _:Z#;

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.002

—1 | Assays: 16

RMSE all chems: 0.059
R2 all chems: 0.9

1 | RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.57:0.77]
Ref: [0.98:0.58:0.78]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.002

—1 | Assays: 16

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.003

— | Assays: 16 _:#;

RMSE all chems: 0.059 yu ng|
R2 all chems: 0.9

] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.59:0.78]
Ref: [0.98:0.58:0.78]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.003

— | Assays: 16 _:#;

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.004

—1 | Assays: 16
RMSE all chems: 0.06 gl
R2 all chems: 0.9

~| | RMSE ref chems: 0.066

.
T

R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.59:0.78]
Ref: [0.98:0.54:0.76]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.004

—1 | Assays: 16

L uII
T

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.005

—1 | Assays: 16

RMSE all chems: 0.061
R2 all chems: 0.91

] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.59:0.78]
Ref: [0.98:0.5:0.74]

0.0 0.2 0.4 0.6 0.8 1.0
Subset Model AUC Score
cutoff: 0.005
—1 | Assays: 16
| ‘ | | | | |
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.6 0.8

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.006

—1 | Assays: 16 :e_%
RMSE all chems: 0.062 q
R2 all chems: 0.91

] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.59:0.78]
Ref: [0.98:0.44:0.71]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.006

— | Assays: 16 :e_%

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.8

0.6

0.4

0.2

0.0

1.0

0.8

cutoff: 0.007

Assays: 16

RMSE all chems: 0.061
R2 all chems: 0.91
RMSE ref chems: 0.066
R2 ref chems: 0.98

—
=_ir
AI

Sens,Spec,BA
All: [0.97:0.58:0.77]
Ref: [0.98:0.44:0.71]

I
0.0 0.2 0.4

I I I
0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.007

Assays: 16

I I I
0.6 0.8 1.0

Subset Model AUC Score




Full Model AUC Score

Full Model AUC Score

1.0

0.6 0.8

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.008

—1 | Assays: 16 —;6%
RMSE all chems: 0.062 <
R2 all chems: 0.91

~| | RMSE ref chems: 0.066 4
R2 ref chems: 0.98 ——

Sens,Spec,BA
All: [0.96:0.58:0.77]
Ref: [0.98:0.44:0.71]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.008

— | Assays: 16 —;6%

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.009

—1 | Assays: 16

RMSE all chems: 0.063
R2 all chems: 0.91

] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.96:0.59:0.77]
Ref: [0.98:0.44:0.71]

0.0 0.2 0.4 0.6 0.8 1.0
Subset Model AUC Score
cutoff: 0.009
—1 | Assays: 16
*_
| | | | | |
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.6 0.8

0.4

0.2

0.0

cutoff: 0.01

— Assays: 16

RMSE all chems: 0.064
R2 all chems: 0.91

~| | RMSE ref chems: 0.066 )
R2 ref chems: 0.98 ——

Sens,Spec,BA
All: [0.96:0.6:0.78]
Ref: [1:0.47:0.74]

0.0 0.2 0.4 0.6 0.8 1.0
Subset Model AUC Score
cutoff: 0.01
— Assays: 16
T_
| | | | | |
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score




Full Model AUC Score

Full Model AUC Score

cutoff: 0.02

S; - Assays: 16
RMSE all chems: 0.068
o R2 all chems: 0.93
o | RMSE ref chems: 0.066
R2 ref chems: 0.98
© —q
S -
<
-
N Sens,Spec,BA
o All: [0.96:0.69:0.82]
Ref: [1:0.59:0.79]
o
3 -
[ [ [ [ [ [
0.0 0.2 0.4 0.6 0.8 1.0
Subset Model AUC Score
cutoff: 0.02
S; - Assays: 16
0
g

I I I
0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.04

— Assays: 16 =
RMSE all chems: 0.064 1
R2 all chems: 0.96

] RMSE ref chems: 0.066

R2 ref chems: 0.98

Sens,Spec,BA
All: [0.97:0.82:0.89]
—— Ref: [1:0.83:0.92]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.04

— Assays: 16 =

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.03

— Assays: 16 —;E%

RMSE all chems: 0.071 1

R2 all chems: 0.94
-

] RMSE ref chems: 0.066

R2 ref chems: 0.98 7
—

Sens,Spec,BA
All: [0.96:0.75:0.86]
Ref: [1:0.61:0.81]

I I I I I I
0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.03

— Assays: 16 —;E%

I I I
0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.05

— Assays: 16 =
RMSE all chems: 0.067 ]
R2 all chems: 0.96
] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.95:0.85:0.9]
Ref: [0.98:0.89:0.93]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.05

— Assays: 16 =

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.06

Assays: 16

RMSE all chems: 0.068

R2 all chems: 0.96

RMSE ref chems: 0.066
R2 ref chems: 0.98

— 7

T
— —d—

—g-

Sens,Spec,BA
-1 0 A All: [0.96:0.88:0.92]
P 4 Ref: [0.98:0.94:0.96]
_ =
[ [ [ [ [ [
0.0 0.2 0.4 0.6 0.8 1.0
Subset Model AUC Score
cutoff: 0.06
— Assays: 16 _
|

T
— —d—

—g-
= e
_ =

[ [ [ [ [ [
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score




Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.07

— Assays: 16 %;_4
RMSE all chems: 0.069 ;

R2 all chems: 0.96

] RMSE ref chems: 0.066
R2 ref chems: 0.98

Sens,Spec,BA
All: [0.98:0.91:0.95]
Ref: [0.97:0.86:0.92]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.07

— Assays: 16 %;_4

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.08

— Assays: 16
RMSE all chems: 0.07 ;

R2 all chems: 0.96
] RMSE ref chems: 0.066
R2 ref chems: 0.98

o Sens,Spec,BA
All: [0.97:0.92:0.95]
Ref: [0.97:0.86:0.92]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.08

— Assays: 16 %

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.09

R2 all chems: 0.96
] RMSE ref chems: 0.066 #T

R2 ref chems: 0.98

"N

‘ Sens,Spec,BA
All: [0.96:0.93:0.95]
Ref: [0.97:0.86:0.92]

— Assays: 16 %;_4
RMSE all chems: 0.071 ]

I I I I I
0.0 0.2 0.4 0.6 0.8

Subset Model AUC Score

cutoff: 0.09

1.0

— Assays: 16 %;_4

I I I I I
0.0 0.2 0.4 0.6 0.8

Subset Model AUC Score

1.0




Full Model AUC Score

Full Model AUC Score

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

cutoff: 0.1

— Assays: 16 %;_4
RMSE all chems: 0.071
R2 all chems: 0.96
] RMSE ref chems: 0.066
R2 ref chems: 0.98

; Sens,Spec,BA
All: [0.95:0.95:0.95]
Ref: [0.97:0.95:0.96]

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score

cutoff: 0.1

— Assays: 16 %;_4

I I I I I I
0.0 0.2 0.4 0.6 0.8 1.0

Subset Model AUC Score



