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Table S1. The cultivars used in this study and their country of origin.

Supplier Origin Year Cultivar
Sample 1 Italy 2014 Nocellara
Sample 2 Italy (Firenze) 2015 Frantoio
Sample 3 Italy 2015 Leccino
Sample 4 Italy 2015 Olivobianco
Sample 5 Italy 2015 Pendolino
Sample 6 Italy (Calabria) 2016 Carolea
Sample 7 Italy (Puglia) 2016 Ogliarola Bio
Sample 8 Italy (Puglia) 2016 Peranzana
Sample 9 Italy 2016 Coratina
Sample 10 Italy 2016 Cerasuola
Sample 11 Italy (Firenze) 2016 Moraiolo
Sample 12 Italy 2016 Leccio del Corno
Sample 13 Italy (Abruzzo) 2016 1-77
Sample 14 Italy 2016 Tortiglione
Sample 15 Italy 2016 Taggiasca
Sample 16 Italy 2016 Gentile di Chieti
Sample 19 Sicily 2015 Tonda Iblea
Sample 20 Sicily 2016 Nocellara Etnea
Sample 21 Sicily 2016 Moresca
Sample 22 Sicily 2016 Biancolilla
Sample 23 Sicily 2016 Nocellara del Belice
Sample 24 Sicily 2016 Tonda Iblea
Sample 25 Sicily 2016 Cerasuola
Sample 26 Spain 2016 Arbequina
Sample 27 Spain 2016 Hojiblanca
Sample 28 Spain 2016 Picual
Sample 29 Spain 2016 Arbequina
Sample 30 France 2015 Béruguette
Sample 31 France 2015 Picholine
Sample 32 France 2015 Grossane
Sample 33 Greece 2016 Koroneiki
Sample 34 Greece 2016 Koroneiki
Sample 37 Malta 2013 Malti
Sample 38 Malta 2014 Bidni
Sample 39 Malta 2014 Bidni

Sample 40 Malta 2014 Malti
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Figure S1. The principle component analysis (PCA) biplots (black boxes = Maltese red dots = non-
Maltese) and loading plots for PC1 (black line) and PC2 (red line) for the (a) baseline corrected (b)
Detrend (c) first derivative and (d) second derivative *C NMR spectra.
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Figure S2. The principle component analysis (PCA) biplots (black boxes = Maltese red dots = non-
Maltese) and loading plots for PC1 (black line) and PC2 (red line) for the (a) baseline corrected (b)
Detrend (c) first derivative and (d) second derivative 'H zg30 NMR spectra.



A 8.00E-01
TH NOESY Baseline TH NOESY Baseline
6.00E-01
80000000
60000000 m 4.00E-01
40000000
2 g oe 2.00E-01
% ®o0000000 W __gm l
(o]
3 A .-'d. . 0.00E+00 444 —t
[
-1.00E+0 00BP0 ®4  1.00E+08 ’ 2 4 6 8 10
0000006 iy -: . 2 00E-01
a
g 20000000 g @ + 0001
-60000000 T
PC1 53% -6.00E-01
8.00E-01
B 1H NOESY Detrend TH NOESY Detrend
6.00E-01
60000000
a
40000000 | o 4.00E-01
H "a onm
° .'20000000 2.00E-01
9 °
o ° 0 ° il A
9] ¥
£ 1.00E+03m 0.0040 ®e®  1.00E+08 0.00E+00 LU |
80000000 am 2 4 6 8 10
L] ‘.. -2.00E-01
g 40000000 m g
-60000000 -4.00E-01
PC154% -6.00E-01
C 6.00E-01
TH NOESY First Derivative TH NOESY First Derivative
15000000 4.00E-01
[ )
logg®o | " 2.00E-01
o SosBo n
R ]
= o = | |
- < sda u 0.00E+00 i } ]
£.-20000000 © 20000 40000000 2 4 6 8 10
-50002? - -2.00E-01
]
10000008 ®
-4.00E-01
-15000000
PC155% -6.00E-01
6.00E-01
D 'H NOESY Second Derivative TH NOESY Second Derivative
5 00E+07 4.00E-01
4.00E+g7
3.00E+07 o 2.00E-01
N 20097 | [
< a 4
= mo&-. . 0.00E+00 t 1 4 t
3 s (3 2 4 6 8 10
0.00E-+0! a
[ J ! |
-5.0054;%5’ kﬂo SWEM7  100E+08 2.00E-01
] a
2008w = - -4.00E-01
-3.00E+07
PC154% -6.00E-01

Figure S3. The principle component analysis (PCA) biplots (black boxes = Maltese red dots = non-
Maltese) and loading plots for PC1 (black line) and PC2 (red line) for the (a) baseline corrected (b)
Detrend (c) first derivative and (d) second derivative 'H NOESY NMR spectra.



