
TABLE 1: Calibration using WIN ISI and The Unscrambler software
	CALIBRATION 

	
	WIN ISI
	The Unscrambler®

	
	N
	Mean 
	Range (%)
	SEC(V)
	Outliers
	Math Treatment
	LV
	RSQ
	Outliers
	RSQ
	RMSEC
	Bias
	Slope
	LV

	Total Phytic Acid
	80
	0.607
	0.054-1.11
	2.86
	5
	3681
	5
	0.760
	3
	0.919
	0.0037
	0
	0.999
	5

	Total Phenolic Content
	120
	0.71
	0.03-1.74
	2.26
	8
	3661
	2
	0.871
	8
	0.764
	0.1965
	0
	0.802
	5

	Total Antioxidant Capacity
	150
	1.007
	0.81-1.09
	5.36
	12
	4331
	8
	0.720
	6
	0.993
	0.0041
	0
	0.991
	7


N= number of samples; RSQ= coefficient of determination; SEC= standard error of cross validation; RMSEC= root mean square error of calibration; LV= latent variables

TABLE 2: Validation using WIN ISI and The Unscrambler software

	VALIDATION

	WIN ISI
	The Unscrambler

	Trait
	N
	Mean 
	Range
	RSQ
	SD
	Slope
	Bias
	SEP
	RPD
	Range
	RSQ
	RMSEP
	Bias
	Slope
	SD
	SEP
	RPD

	Total Phytic Acid
	30
	0.479
	0.097-0.76
	0.807
	0.15
	0.99
	0
	0.07
	2.08
	0.097-0.86
	0.887
	0.037
	0.007
	1.008
	0.11
	0.04
	2.97

	Total Phenols
	65
	0.588
	0.036-1.20
	0.925
	0.26
	0.97
	-0.07
	0.08
	3.11
	0.086-1.26
	0.737
	0.231
	-0.007
	0.977
	0.25
	0.15
	1.68

	Total Antioxidant Capacity
	76
	0.928
	0.82-1.29
	0.865
	0.52
	0.70
	-0.12
	0.33
	1.55
	0.87-1.02
	0.958
	0.018
	0.012
	1.348
	0.42
	0.01
	2.93


N= number of samples; RSQ= coefficient of determination; SD= standard deviation; SEP= standard error of prediction; RPD= ratio of prediction to deviation; RMSEP= root mean square error of prediction; LV= latent variable 






Table 3: Paired sample t-test to show that the means of the laboratory and predicted values are significantly different

	Paired Sample t- Test for the validation set of WIN ISI

	
	Paired differences
	
	t
	df
	p value

	
	Mean
	Std. Deviation
	Std. Error Mean
	95% Confidence Interval of the Difference

	
	Lower
	Upper
	

	Pair 1
	TPA - TPAPRED
	0.0078
	0.0448
	0.00589
	-0.00682
	0.020887
	0.922
	29
	0.244

	Pair 2
	TAC - TACPRED
	0.0134
	0.011
	0.00254
	0.00933
	0.015872
	0.874
	75
	0.546

	Pair 3
	TPC - TPCPRED
	0.0086
	0.2156
	0.03569
	-0.04718
	0.064789
	0.465
	64
	0.445



	Paired Samples t- Test by for the validation set of The Unscrambler®

	
	Paired Differences
	
	t
	df
	p-value

	
	Mean
	Std. Deviation
	Std. Error Mean
	95% Confidence Interval of the Difference

	
	Lower
	Upper
	

	Pair 1
	TPA - TPAPRED
	0.007036
	0.037095
	0.006773
	-0.00682
	0.020887
	1.039
	29
	0.307

	Pair 2
	TAC - TACPRED
	0.012601
	0.014315
	0.001642
	0.00933
	0.015872
	0.674
	75
	0.754

	Pair 3
	TPC - TPCPRED
	0.008807
	0.225928
	0.028023
	-0.04718
	0.064789
	0.314
	64
	0.335





