Liquid chromatography quadrupole time-of-flight mass spectrometry-based metabolic
characterization of mango ripened by different methods
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Figure S1 (a) OPLS-DA score plot of artificially ripened group and control group; (b) OPLS-
DA model of artificially ripened group and control group (one predictive and one orthogonal
components); (¢) OPLS-DA score plot of naturally ripened group and control group; (d) OPLS-
DA model of naturally ripened group and control group (one predictive and one orthogonal

components). The colored ellipses represent 95% confidence regions for each group.
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Figure S2 Permutation tests plot of OPLS-DA model for mango ripened by different methods
(a, artificially ripened group and naturally ripened group; b, artificially ripened group and
control group; c, naturally ripened group and control group)

Intensity, cps

. 132,1016
2390 30001
Jed | ) 1260751 .
2000 %
2 10001 134{0595 =
2ed 4 2 — 4 L 2
z * ' =
o ©“
£ -10004 5
Ted 1 -2000 1 <
-3000
0el vy . ; . . . ; v -
15 20 25 30 35 130 132 134 136
Time, min Mass/Charge, Da

(R)-3-Amino-4-methylpentanoic acid

100% 1

50% 4

-100% -

44,0496
410385 | 200974
l43.05:1I3 87.1049 133 1027
Lot L
50 100

Mass/Charge, Da



Intensity, cps

Intensity, cps

Intensity, cps

Intensity, cps

¥ 105.1102
20000 ™ 380
200G
15000 ) 10004
=
10000 Z 0 ! bl
5
=
= -1000
5000
-2000
0 r T T T
1.5 2.0 25 102 104 106 108
Time, min Mass/Charge, Da
(R)-3-Aminoisobutyrate
3.0e4{ N 147.0759  149.0228
1.204 4000 '
2.5e4 ] 145,0493
1
2000 4
2.0e4 g ‘ | 1500259
. I
1.5e4 & > i :
5
c
10244 = .2000
5.0e3
-4000 4
0.0eD —— . . .
5 i0 15 20 25 146 148 150
Time, min Mass/Charge, Da
(R)-3-Ureidoisobutyrate
138.0550
N 1.5e5
765 ] 1429 3e3
6e5 1.0e5
&5
5e5 g 50ed4 139.0576
. 1
4e5 | 2 o0 !
c
U
331 £ 50041
2e5 4 |
-1.0e5
1e5 &
e ST 1.5¢5 ]
10 15 20 25 30 136 138 140 142
Time, min Mass/Charge, Da
2-Aminobenzoic acid
298.0966
3.0ed 4
40004 300.2015
23841 2000] 2970599
2.0e4 = 1 ?01‘2046
& (’i Lol
1564 E |
1.0e4 < -20001
5.0e3 -4000 1
0.0e0 r r v T r T
35 40 45 206 208 300 302
Time, min Mass/Charge, Da

% Intensity (of 3.6ed) % Intensity {of 10807.0) % Intensity (of 10609.0)

% Intensity (of 28490.5)

5'-Deoxy-5'-(methylthio)adenosine

100%

60.0805 1041070
co% ] 58.0650
59.0725
0% 4 . T
-50% 4
-100% : -
60 80 100
Mass/Charge, Da
100% 4
84.0442
0% 56,0404
' 130.0501
. } |
-50% 4
-100% *— t v
50 100 150
Mass/Charge, Da
100% -
138.p550
50% 94,0648
65.0382
0% Jood | [l 920483
LI | H
-50%
-100% r - -
50 100 150
Mass/Charge, Da
100% 4
136.0618
50% 1
119.0340
i 136.0772 298,0949
| abunay |
0% fefsdust-- }
-50% -
-100% - v v v
100 200 300

Mass/Charge, Da



Intensity, cps

Intensity, cps

Intensity, cps

Intensity, cps

15000+

10000+

50004

Intensity, cps

3.0e5 {
2.5€5 ]

2.0e5

Time, min

189.1593

1000 190.9115
194.1172
192.9095'

i Ll
o | H
-1000
188 190 192
Mass/Charge, Da

% Intensity (of 11643.0)

7,8-Diaminopelargonic acid(DAPA)
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Figure S3 Extracted ion chromatogram, isotope pattern and MS/MS spectrum against library
of the identified metabolites
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Table S1 List of metabolic pathway by enrichment analysis for the metabolites.

Pathway name Total hits RawP -Log(P) FDR Impact
Linoleic acid metabolism 4 1 0.0802  1.0957 0.365 0.667
Alanine, aspartate and glutamate metabolism 22 4  0.0008 3.0740 0.036 0.435
Glyoxylate and dicarboxylate metabolism 29 4 0.0025 2.6067 0.045 0.290
C5-Branched dibasic acid metabolism 6 1 0.1180 09283 0.447 0.250
Flavone and flavonol biosynthesis 10 1 0.1890  0.7236  0.637 0.250
Glutathione metabolism 26 3 0.0151 1.8220  0.152 0.242
Citrate cycle (TCA cycle) 20 4  0.0006 32403 0.036 0.214
Pyruvate metabolism 23 2 00799 1.0973 0365 0.167
Cysteine and methionine metabolism 47 5 0.0022  2.6493  0.045 0.167
Arginine biosynthesis 18 2 0.0515 1.2882 0312 0.158
Carbon fixation in photosynthetic organisms 21 3 0.0083  2.0827 0.107 0.152
Butanoate metabolism 17 2 0.0464 1.3338 0.312 0.143
Pyrimidine metabolism 41 5 0.0012  2.9222  0.036 0.140
Lysine biosynthesis 9 1 0.1718  0.7651  0.618 0.125
beta-Alanine metabolism 18 2 0.0515 1.2882 0.312 0.111
Thiamine metabolism 22 2 0.0739 1.1314 0.365 0.105
Valine, leucine and isoleucine biosynthesis 22 2 0.0739 1.1314 0365 0.100
Starch and sucrose metabolism 22 2 0.0739  1.1314 0365 0.083




Pantothenate and CoA biosynthesis
Nitrogen metabolism
Sphingolipid metabolism
Arginine and proline metabolism
Nicotinate and nicotinamide metabolism
Glycolysis / Gluconeogenesis
Fructose and mannose metabolism
Biosynthesis of various plant secondary
metabolites
Valine, leucine and isoleucine degradation
Glycerophospholipid metabolism
Lipoic acid metabolism
Terpenoid backbone biosynthesis
Glycine, serine and threonine metabolism
Amino sugar and nucleotide sugar metabolism
Porphyrin metabolism
Glucosinolate biosynthesis
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