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Figﬁfe S1: GC chromatogram of Citrus sinensis_ (L.) Osbeck cv. Newhall upon citrumelo rootstock peels Cspl
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Figure‘ S2: GC chromatogram of Citrus sinensis_(L.) Osbeck cv. Newhall upon citrumelo rootstock leaves Csl1
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Figure S3: GC chromatogram of Citrus sinensis (L.) Osbeck cv. Newhall upon Poncirus trifoliata rootstock peels Csp2
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Figure S4: GC chromatogram of Citrus sinensis (L.) Osbeck cv. Newhall upon Poncirus trifoliata rootstock leaves Csl2

Abundance

TIC: O-CISIN4.D
1800000 -+

1600000 H
1400000 o
1200000 H
1000000 -
800000 4
600000 o
400000 4

200000 4

A/\ A‘ll TR T | L L | l . YN

T f T T T T T T
10.00 20.00 30.00 40.00 50.00 60.00 70.00 80.00

Time-->

Figure S5: GC chromatogram of Citrus sinensis_(L.) Osbeck cv. Valencia Ovale Porou upon citrumelo rootstock peels Csp3
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Figure S6: GC chromatogram of Citrus sinensis_(L.) Osbeck cv. Valencia Ovale Porou upon citrumelo rootstock leaves Csl3
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Figure S7: GC chromatogram of Citrus sinensis_(L.) Osbeck cv. Valencia Ovale Porou upon Poncirus trifoliata rootstock peels Csp4
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Figure S8: GC chromatogram of Citrus sinensis_(L.) Osbeck cv. Valencia Ovale Porou upon Poncirus trifoliata rootstock leaves Csl4
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Figﬁre S9: GC chromatogram of Citrus maxima (Burm.) Merr. upon Poncirus trifoliata rootstock peels Cgpl
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Figure S10: GC chromatogram of Citrus maxima (Burm.) Merr. upon Poncirus trifoliata rootstock leaves Cgll
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Figure S11: GC chromatogram of Citrus paradisi x Citrus tangerina cv. Minneola upon Poncirus trifoliata rootstock peels Crpl
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Figure S12: GC chromatogram of Citrus paradisi x Citrus tangerina cv. Minneola upon Poncirus trifoliata rootstock leaves Crll



NMR data of the isolated PMF’s

e 5,6,7,3 4 -pentamethoxyflavone (sinensetin)
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Figure S13: 'TH-NMR of the compound 5,6,7,3’,4’-pentamethoxyflavone

5,6,7,8,3',4’,-hexamethoxyflavone (nobiletin)

3.95 -OCHs
3.97 -OCHs
3.98 -OCHs




4.03 3H |s -OCHj
411 3H |s -OCHs
6.63 H s H3
7.00 1H | d(-9Hz) H5
7.42 1H | d(=2Hz) H2
7.57 1H | dd(-9Hz, 2Hz) | HE

..... =53

eodta

65

6.0

5.5 5.0 as 40

{ppm)

Figure S14: 'H-NMR of the compoun

d 5,6,7,8,3' 4’ ,-hexamethoxyflavone
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Mixture of 5,6,7,4"-tetramethoxyflavone (tetra-O-methylscutellarein) & 3,5,6,7,3',4'-hexamethoxyflavone (3-methoxy-sinensetin)

e 5,6,7,4'-tetramethoxyflavone (tetra-O-methylscutellarein)
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Figure S15: 'H-NMR of the compound 5,6,7,4'-tetramethoxyflavone

e 3,5,6,7,3,4-hexamethoxyflavone (3-methoxy-sinensetin)
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Figure S16: 'H-NMR of the compound 3,5,6,7,3',4'-hexamethoxyflavone

Mixture of 3,5,6,7,8,3',4'-heptamethoxyflavone (3-methoxy-nobiletin) & 5,6,7,8,4'-pentamethoxyflavone (tangeretin)
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Figure 517: '"H-NMR of the compound 3,5,6,7,8,3',4'-heptamethoxyflavone

e 5,6,7,84-pentamethoxyflavone (tangeretin)
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Figure 518: '"H-NMR of the compound 5,6,7,8,4"-pentamethoxyflavone

Table S1: Chemical composition of the essential oils from peels and leaves of six Citrus cultivar/rootstock combinations

Compounds KI Relative concentration (area %)
Cspl Csp2 Csp3 Csp4 Cgpl Crpl Csll Csl2 Csl3 Csl4 Cgll Crll
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a-thujene
a-pinene
sabinene
B-pinene
B-terpinene
myrcene
phellandrene
a-terpinene
limonene
0-3-carene
1,8-cineole
trans-p-ocimene
y-terpinene
cis-sabinehydrate
linalool oxide
terpinolene
p-cymene
linalool

a-thujone

spiro (4,5) decane
isofenchol
cis-limonene oxide
3-methylcamphor
verbenol (2-pinen-4-ol)
sabinol

citronellal

sabina ketone
terpinen-4-ol
p-cymen-8-ol
a-terpineol

927

934

972

975

984

987

1002
1014
1024
1027
1027
1046
1058
1066
1072
1085
1086
1096
1098
1112
1116
1135
1138
1140
1140
1149
1154
1174
1180
1186

0.51
0.25

2.06

87.69 95.61 89.10 89.82 88.93 79.86 17.34

0.19

0.13

0.62
0.40

1.88

099 0.87
043 1.29
045 1.71
0.09 -

220 0.54

0.73

0.51

251

0.27
1.39
0.08

1.54

0.11

0.17
4.98

0.31

0.73

0.32

1.12

1.78

1.89

2.99
0.50

0.18

0.56



31.
32.
33.
34.
35.
36.
37.
38.
39.
40.
41.
42.
43.
44.
45.
46.
47.
48.
49.
50.
51.
52.
53.
54.
55.
56.
57.
58.
59.
60.

myrtenol

estragole
cis-piperitol

decanal
trans-carveol
cis-carveol

thymol methyl ether
citral B (neral)
cuminal
car-3-en-2-one
linalyl acetate
trans-anethole
thymol

cuminol

carvacrol
p-mentha-1,4 dien-7-ol
O-elemene
citronellyl acetate
neryl acetate
isocyclocitral
a-copaene
B-elemene
B-cubebene
trans-caryophyllene
p-caryophyllene
y-elemene

calarene
a-bergamotene
citronellyl propionate
aromadendrene

1192
1194
1194
1196
1216
1226
1232
1235
1238
1250
1255
1281
1288
1289
1294
1295
1336
1350
1358
1363
1373
1387
1410
1415
1417
1431
1432
1433
1443
1438

0.16

0.08

0.08

0.04

0.09

0.03

0.22

0.07

0.08

0.08

0.33
0.06

0.08
0.17
0.40
0.09

0.51

- 121
1.77 277
- 121

- 205

1.23 2.39

0.95
0.49

0.15

7.23

0.86

0.18

292

1.71

2.05

0.67

0.83

2.10

1.55

0.50

1.87

0.72

1.69

7.48



61.
62.
63.
64.
65.
66.
67.
68.
69.
70.
71.
72.
73.
74.
75.
76.
77.
78.
79.
80.
81.
82.
83.
84.
85.
86.
87.
88.
89.
90.

a-humulene
trans-p-farnesene
germacrene D

B-selinene

valencene

pentadecane

B-bisabolene

0-cadinene

elemol

germacrene B

spathulenol

globulol

caryophyllene oxide
p-oplopenone
isospathulenol
aromadendrenepoxide
longifolenaldehyde
alloaromadendrene
caryophylla-3,8(13)-dien-5-f3-ol
caryophylla-4(12),8(13)-dien-5-f3-ol
valerenol

B-sinensal

2-caren-10-al

pentadecanal

isolongifolol

a-sinensal

nootkatone
hexahydrofarnesyl acetone
neophytadiene

phytol

1450
1453
1483
1487
1493
1498
1504
1520
1550
1559
1575
1581
1582
1606
1619
1630
1631
1638
1639
1641
1697
1698
1707
1708
1727
1753
1805
1830
1836
1939

1.36

- 0.13 0.08

126 0.03 0.32

- 0.10 0.14

- 0.03 -

0.34 -

- 1.73

- 0.25

0.51 -

0.74 0.20

1.73

3.23

1.59
1.43
2.44
1.45

0.57
0.61

3.53
2.29
1.45

1.88

12.00 5.80

2.73

5.36



91. palmitic acid 1968 0.58 - 003 - - 025 - 1452 480 5.63

92. eicosane 1997 - 061 - 1.15 - -
93. ledenoxide 2059 - 127 - - - -
94. linoleic acid 2126 - - 010 025 - - 99.63 95.28 91.55 90.93
95. oleic acid 2133 - - - - - 0.15

96. O-methylated coumarin (osthole) 2139 - - - - 0.49 -

97. docosane 2198 - - - - 1054 -
98. 7-methoxy-8-(2-oxo-3-methylbutyl)coumarin 2259 - - - - 0.06 -

99. tricosane 2298 226 - - - 1.95 -
100. tetracosane 2398 082 - - - - -
101.  n-pentacosane 2489 - - - - 0.14 -

102.  pentacosane 2500 341 3.09 - - 420 -
103. hexacosane 2600 1.83 0.80 - - - -
104.  heptacosane 2700 504 539 - - 586 -
105. (z)14-tricosenyl formate 2730 - - - - 0.36 -

106. octacosane 2800 310 133 - - - -
107. nonacosane 2900 10.49 6.02 - - - -
108. triacontane 3000 319 - - - - -
109.  phytosterol >3000 - - - - -390
110. hentriacontane >3000 1525 8.27 - - 1887 -
111.  pentamethoxyflavone >3000 - - 013 016 - -

112.  tetramethoxyflavone >3000 1.24 - 012 - - -

113.  heptamethoxyflavone >3000 - - 014 013 - 0.20

114.  hexamethoxyflavone >3000 - - 012 028 - 018



