Supplementary Material
Table S1. PLSR and PCR models for calibration, cross validation, and prediction for quantitative analysis of LC-PUFAs and protein content in PIFP using normal, 1st derivative and 2nd derivative spectra.
	
Training set
	
Regression model
	
*Factors
	
Spectral filters
	Calibration

	Cross validation

	Prediction

	
	
	
	
	
cR2
	
dRMSEC
	
eRE%
	
cR2
	
fRMSECV
	
cR2
	
gRMSEP
	
eRE%
	
bias
	
hSEP
	
iRPD

	
LC-PUFAs (AA and DHA)
	


aPCR
	
4
	
Normal
	
0.989
	
0.218
	
4.3
	
0.972
	
0.231
	
0.981
	
0.451
	
5.9
	-0.03
	
0.19
	
12.9

	
	
	
3
	1st Derivative
	
0.975
	
0.438
	
7.9
	
0.966
	
0.462
	
0.979
	
0.241
	
8.7
	
0.06
	
0.35
	
6.2

	
	
	
3
	2nd Derivative
	
0.967
	
0.695
	
11.8
	
0.952
	
0.701
	
0.951
	
0.199
	
12.6
	-0.12
	
0.71
	
4.3

	
	


bPLSR
	
4
	
Normal
	
0.992
	
0.204
	
4.1
	
0.981
	
0.217
	
0.983
	
0.438
	
5.1
	-0.03
	
0.19
	
13.2

	
	
	
3
	1st Derivative
	
0.978
	
0.419
	
7.4
	
0.968
	
0.438
	
0.977
	
0.222
	
8.3
	
0.06
	
0.31
	
7.1

	
	
	
3
	2nd Derivative
	
0.969
	
0.582
	
11.1
	
0.959
	
0.695
	
0.957
	
0.187
	
12.2
	-0.11
	
0.61
	
4.6

	
Protein


	


aPCR
	
4
	
Normal
	
0.984
	
0.163
	
4.9
	
0.984
	
0.176
	
0.980
	
0.596
	
6.4
	-0.02
	
0.16
	
13.5

	
	
	
3
	1st Derivative
	
0.971
	
0.382
	
8.8
	
0.970
	
0.410
	
0.973
	
0.363
	
9.2
	
0.04
	
0.37
	
6.7

	
	
	
3
	2nd Derivative
	
0.961
	
0.602
	
12.9
	
0.961
	
0.691
	
0.944
	
0.218
	
13.1
	-0.10
	
0.62
	
4.1

	
	


bPLSR
	
4
	
Normal
	
0.995
	
0.142
	
4.5
	
0.984
	
0.163
	
0.981
	
0.545
	
5.9
	-0.02
	
0.16
	
13.8

	
	
	
3
	1st Derivative
	
0.981
	
0.349
	
8.6
	
0.975
	
0.397
	
0.979
	
0.329
	
8.7
	
0.04
	
0.31
	
7.2

	
	
	
3
	2nd Derivative
	
0.969
	
0.522
	
11.5
	
0.965
	
0.686
	
0.951
	
0.203
	
12.5
	-0.10
	
0.56
	
4.3


*Optimal number of factors; [a] PCR: Principal component regression; [b] PLSR: Partial least square regression; [c] R2: Coefficient of determination; [d] RMSEC: Root mean square error of calibration; [e] RE%: Relative prediction error; [f] RMSECV: Root mean square error of cross validation; [g] RMSEP: Root mean square error of prediction; [h] SEP: Standard error of prediction; [i] RPD: Residual predictive deviation


