Supporting Information

Table 1S. Samples Employed in the Training (Calibration) and Test (Prediction and Validation)
Sets for Partial Least Squares Regression.

% adulteration  Number of samples Set

100 3 Calibration

50 5 Calibration

20 3 Calibration

12 3 Prediction and validation
7 3 Calibration

6 3 Prediction and validation
5 3 Calibration

2.5 3 Prediction and validation
2 3 Calibration

0 3 Calibration




Figure 2S. ExactFinder™ Report for the Cranberry Pharmaceutical Raw Extract Sample E3.

. RT Delta m/z Isotopic Num Isotopes
Found Confirmed Target Name +- Area (min) Formula Expected m/z Measured m/z (ppm) Palle::}n)Score M atched
. 1of1 D-(-)-Quinic acid - 107E+10 101 C7H106 1910561 1910554 -3,54 90 40f4
‘ 1of1 Gallic acid - 5,68E+08 155 C7H605 69,042 169,040 -151 100 40f4
. 1of1 Gentisic acid - 4,74E407 4,30 C7H604 163,003 63,0101 -179 100 20f3
. 1of1 Chlorogenic acid - 5,59E+08 385 C16HBO9 353,0878 353,0873 -149 100 50f5
‘ 1of1 Procyanidin B2 - 147E+08 2,61 C30H26012 577,1351 577,1346 -0,88 100 50f5
. 1of1 Homogentisic acid - 7,99E+06 2,09 C8H804 17,0350 67,0347 -170 100 20f3
‘ 1of1 Vanillic acid - 5,4E+07 4,64 C8H804 17,0350 67,0346 -2,06 100 20f3
. 1of1 Caffeic acid - 139E+09 4,66 C9H804 179,0350 79,0348 -0,82 100 50f5
' 1of1 (+)-catechin - 5,63E+08 4,05 C1BHUO6 289,078 289,071 -153 100 40f4
‘ 1of1 (-)-Epicatechin - 2,22E+09 4,90 C1BHUO6 289,078 289,07% -121 100 40f5
. 1of1 Procyanidin C1 - 7,0E+07 58 C45H3808 865,985 865,1970 -182 100 40f5
‘ 1of1 Vanillin - 185E+07 5,86 C8H803 1510401 1510399 -0,80 100 20f2
. 1of1 p-coumaric acid - 9,49E+08 587 C9H803 63,0401 63,0398 -186 100 40f5
‘ 1of1 Ellagic acid - 2,65E+08 6,07 CHHB608 300,9990 300,9984 -192 100 40f4
. 1of1 Ferulic acid - 130E+07 6,32 C10H1004 193,0506 93,0504 -136 100 20f2
‘ 1of1 Procyanidin A2 - 194E+09 640 C30H24012 575,195 575,188 -126 100 50f6
. 1of1 Taxifolin - 191E+08 6,38 CBHRO7 303,0510 303,0504 2,2 100 3of4
. 1of1 Homoplantaginin - 4,TE+07 737 C22H2201 4611089 4611082 -156 100 3o0f3
‘ 1of1 Quercitrin hydrate - 182E+09 6,72 C2H200M 447,0933 447,0925 -169 100 50f5
. 0of1 Polydatin - 24€E+06 7,03 C20H2208 389,242 389,1236 -145 82 20f3
‘ 1of1 Myricetin - 6,63E+06 4,8 C1BH1DO08 31,0303 317,0296 -2,7 93 20f2
. 1of1 Nepetin-7-glucoside - 125E+07 6,9 C22H22012 477,038 477,033 -115 100 30f3
‘ 1of1 Syringaldehyde - 4,0E+06 6,03 C9H1004 1810506 1810504 -154 100 20f2
. 0of1 Homovanillic acid - 8,96E+05 478 C9H1004 1810506 1810504 -128 100 1of1
. 1of1 Veratric acid - 26E+7 767 C9H1004 1810506 1810505 -0,95 100 3o0f3
‘ 1of1 3,4-Dihydroxybenzaldehyd - 119E+08 3,92 C7H603 137,0244 37,0240 -3,25 95 40f4
. 0of1 Rosmarinic acid - 123E+06 6,90 C1BHBO8 359,0772 359,0766 -179 100 1of1
‘ 1of1 Morin - 3,10E+06 754 C1BHDO07 3010354 3010351 -0,93 100 20f2
. 1of1 Kaempferol - 3,39E+08 9,92 C1BH10O06 285,0405 285,0399 -180 100 40f4
. 1of1 Fisetin - 3,19E+06 Al C1H106 285,0405 285,0397 -2,77 94 20f2
‘ 1of1 Asiatic acid - 6,27E+06 2,56 C30H4805 487,3429 487,3422 -145 100 30f3



