Table S1. Compounds annotation of the grapevine red blotch associated wines under ABA vine treatment with high resolution mass spectrometry.

Accepted Description ml/z Betenti?n Adducts Formula Score Fragmentation Mass Error .Isoitop.e
time (min) Score (ppm) Similarity
Alkaloid
2-Hydroxyquinoline 146.0592 12.6 M+H C9H7NO 54.7 86.4 -5.9 94
Norharmane 191.0563 6.3 M+Na CI11H8N2 35.7 0 -9.8 89
Trigonelline 138.0543 9.2 M+H C7H7NO2 56.2 86.8 -5 99.7
Amino
Choline 104.1063 5.4 M+H C5H13NO 55.8 87.7 -6.8 99.1
N-Ethylacetamide 88.075 10.7 M+H, M+Na C4HINO 50 61.2 -8.2 97.8
Amino acid
Glutamic acid 148.0594 4.6 M+H C5HINO4 57.3 97.3 -6.7 96.6
L-Histidine 156.0761 4.3 M+H C6HIN30O2 56.6 95.8 -4.2 922
L-Isoleucine 132.1011 6.6 M+H C6H13NO2 56.9 92.3 -6.2 99.2
L-Proline 116.0699 5.3 M+H C5HI9NO2 58.1 98.1 -6.4 99.7
Pyroglutamic acid 130.049 8 M+H C5H7NO3 50.2 59.8 -6.4 98.5
Tyrosine 182.0805 6.2 M+H C9H11NO3 56.8 92.1 -4 96.4
Amino acid derivative
Carnitine 162.1117 6 M+H C7H16CINO3 50.3 85.1 -4.6 71.9
Acetylcarnitine 204.1225 8.7 M+H C9H17NO4 51.7 64.1 -2.7 97.7
Betaine 118.0854 6.5 M+H, M+Na C5H11NO2 56.5 91.6 -7 98.7
Deoxycarnitine 146.1169 8.4 M+H C7H15NO2 55.1 82.5 -4.7 98.6
Hydroxyproline 132.0646 4.7 M+H C5HINO3 55.9 97.7 -7 90
Indolelactic acid 206.0805 17.5 M+H-H20, M+H C11H11NO3 55.9 88.4 -34 95
L-Carnitine 162.1118 5.3 M+H C7H15NO3 57.8 95.7 -4.1 98.3
L-Histidinol 142.0968 3.9 M+H-H20, M+H C6H11N30O 56.3 90.7 -5.2 96.6
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