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Additional figures showing the loading vectors of all latent variable—based classification
models (PLS-DA, SIMCA, DD-SIMCA, and OCPLYS) developed using the full spectral
range and variable-selected datasets (SPA, iPLS, and VIP).


mailto:ncs@ufpa.br

Fig.S1

02
S
2 o
< 0
[m]
g‘ 0.1 Lv1 (67.09%)
o 0z LV 2 (24.52%)
1 1 1 1
1600 1700 1800 1900 2000 2100 2200 2300
T T T T T T T T
0o - -~ -
S 02 LV 1 (78.30%) /\ VS - - -
” —— LV 2 (15.79%)
a or — 7
T - —— ~
2 - -
T 02F b —
] ] | L M ] ] ] ]
1600 1700 1800 1900 2000 2100 2200 2300
o 02fF T T T —
i ol LV 1 (76.87%) -
= LV 2 (9.10%)
<
Q021 -
D oat c .
o 1 1 | | 1
1600 1700 1800 1900 2000 2100 2200 2300
Wavelength (nm)
20 3
E 0ztd I v (97.93%) < e
n 67 93%) 0 10}
< g -
o Ef'_ o I oL
D o2t n
o 10 1
04
1600 1700 1800 1900 2000 2100 2200 2300 2400 1600 1700 1800 1900 2000 2100 2200 2300 2400
Wavelength (nm) Wavelength (nm)

Fig.s2



Class Low Class Up

< o5fa ' 1 £ %%p ' ' ]
% | I FC 1(77.64%) % I FC 1(78.72%)
<€ < 0 —
o 0 v O |
= =
W 05 . . . § ) -0.5¢ . . . .
1600 1800 2000 2200 2400 1600 1800 2000 2200 2400
_ : - : = oaf : ; : ]
2 02r ¢ PC 1(66.67%) ] =] d PC 1 (60.05%)
< PC 2 {23.89%) < PC 2 {33.25%)
O O 0
= =
@ 2 D 0zt
1600 1800 2000 2200 1600 1800 2000 2200
o e [N o L - J
= o2} PC 1 (75.07%) s = 021 f. a A—PCH?‘I.BZ%)
6 _—=——PC2(16.88%) _ 6 ol \ \ = PCQ\(ZD 88%) |
0r P P 1 ~
E - Sé - E 0.2 F =~ — Al I 4
w02} ) - ) 1 w ) Lo T
1600 1800 2000 2200 1600 1800 2000 2200
) ' . ' ) ' . .
1 04rg 1 0 o04th .
o 02t 1 o
= O = 02t 1
< ol | <C
Q PC 1 (74.49%) Q ot PC 1 (69.39%) 1
= 02} PC 2(15.77%) ] = o2k PC 2 (20.56%) ]
[72] L L L w \ L L
1600 1800 2000 2200 1600 1800 2000 2200
Wavelength (nm) Wavelength (nm)

Fig.s3



Fig.S4

DDSIMCA SPA

DDSIMCA iPLS DDSIMCA VIP  DDSIMCA full

Class Low

0.5 3
a | I C 1 (51.11%)
05 ) . ) 1
1600 1800 2000 2200
0.2 . . . :
U S
PC 1(37.05%)
02 PC 2 (22.18%)
1600 1800 2000 2200
—
0.2 i
e -~
Vo<
of  _~ / ]
M PC 1{43.33%)
0.2 \~ PC 2 (20.55%)
\, \
1600 1800 2000 2200
0.2r 9 1
0r i
PC 1 (39.7%)
02t PC 2 (18.27%) 1
1600 1800 2000 2200

Wavelength (nm)

DDSIMCA SPA

DDSIMCA iPLS DDSIMCA VIP  DDSIMCA full

Class Up

0571 b
I FC 1(52.65%)
0 | v
05§ , | , )
1600 1800 2000 2200
0.2
0
0.2 f
1600 1800 2000 2200
'f\
o2 f —_ T
— P
0r - — ’
A / PC 1 (42.28%)
- \ 7 PC2(22.88%
0.2} U { ']
1600 1800 2000 2200
o2th
ol
PC 1(39.07%)
021 PC 2 (21.27%)
1600 1800 2000 2200

Wavelength (nm)




OCPLS VIP OCPLS full OCPLS SPA

OCPLSiPLS

Class Low

0.5
a
I | I FC 1(77.38%)
0 T L
-0.5 1
1600 1800 2000 2200 24

00

1600 1800 2000 2200
e n \
02t I |
L4
or pci (74.6%)
\ PC 2 {14.37%)
02 7 .
1600 1800 2000 2200
04fg ' " N ]
02} 1
0 . 4
PC 1 (63.5%)
0.2¢t PC 2 (19.04%) ]
1600 1800 2000 2200

Wavelength (nm)

QCPLS VIP QOCPLS full OCPLS SPA

OCPLSiPLS

00

Class Up
0.5 b T T
l 1 I FC 1(30.55%)
0 I 1
-0.5 1
1600 1800 2000 2200 24
0.2 r ; r .
ol
PC 1/(49.03%)
PC 2 (39.27%)
-0.2 b 1
1600 1800 2000 2200
0.2 1
| /‘ /
PC1 (63.4%)
o2t PC 2 (28.53%).
1600 1800 2000 2200
0.2f h 1
0 b -
PC 1(59.17%)
0.2t PC 2 (30.55%) 1
1600 1800 2000 2200

Wavelength (nm)



