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Table S3. Error of prediction values for the validation dataset used to test the PLS (R?=0.78)
prediction model

Conc. Error
Sample Validation ID  (mg/g) (mg/g) %Error

1 181.48 -14.0

2 189.11 -0.9

3 159.58 23.0

4 200.23 -17.0

5 149.41 19.3

6 188.73 -24.2

7 184.7 -10.5

8 184.55 -10.8

9 103.71 17.8
10 184.58 -25.3
11 173.39 -6.3
12 183.65 0.9
13 184.14 -47.4
14 170.34 8.3
15 174.68 -3.5
16 191.4 -16.3
17 104.35 29.7
18 181.38 -29.6
19 88.33 30.9
20 86.72 17.7
21 110.36 33.6
22 165.4 -7.5
23 179.61 -34.5
24 135.54 34
25 129.04 9.0
26 148 8.5
27 148.07 25.2
28 104.93 -8.1
29 107.52 18.7
30 106.35 26.4
31 88.96 61.8
32 116.54 31.3
33 120.39 13.2
34 118.71 194
35 171.69 -19.0
36 146.21 -16.4
37 193.55 -42.3
38 191.06 -28.0
39 159.33 -15.5
40 211.3 -31.9
41 177.21 6.8
42 163.87 42.0
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