Differential Chemical Profile of Metabolite Extracts Produced
by the Diaporthe citri (G-01) Endophyte Mediated by Varying
the Fermented Broth pH

- Supplementary material -

Normalization and multivariate statistic approaches.

Before Normalization After Normalization
1605 o 1.2e+13
1.0e+13 —
8¢-06
8.0e+12
2 6e08 o
o 6.0e+12
8 Ae-06
40e+12
Laa 2.0e+12 |
Oe+00i=1 0.0¢+00 |
T T T T T T T T T T T T
= g 8 g = g 2 9 i bl g g
g2 8 g 8 g 2 ] G & 3 g
& 2 2 8 8 8 B g 7 = -
we2 4 3682 | —
721.3 o HjHe 7213 o I} o
8533 4 [—— 8533 . —
7804 [ 7380 [ ]
52454 [ 5245 | ——
2249 | it 1249 - [ o S—
w27 | 7627 1 —
7258+ [ 7258 — 1
688.7 L 688.7 [] o
4052 - o HI 4052 ° HI
wr1- | - 787.1 ]
8406 4 | ooe 8406 ] o0 o
4587 4 | - 1587 1
2902 T }—— oo 2902 T} o
503.9 o I @ o 5039 o HIH we
o184 CF—— 9518 cC—1—
494.2 ce 4942 1 °omw
s614 4 T 5614 CcC_1—
5861 [ 586.1 - (L
668.3 w0 o 6683 ] ®o o
2994 [ F———im 2799 C_ 11—
397.0 b—{}—t m® o o 397.0 b}t cwm o o
919.0 @ o 9190 ] o o
705.1 a 705.1 1 ®
s0za o [OH 9024 —a+
884.2 -o 884.2 1 amo oo
754.3 = - 754.3 1 —
255.3 we o oo 2553 1 ®e o oo
744.6 eoo 7446 1 0o o
699.4 + « 699.4 + o0
417.5 - r—ﬂ:’——| o com @ 4175 - o—-[l___|-—| o com ®
374 4 —————— 376.4 t———— -
5573 4 [ 5573 | e
o114 7011 [ —]
774.8 © 7748 ] -
4164 L F— 3476 — e
134.4 HI -t oo 134.4 HIL }———b co
5408 4 © I—tewcw 5408 - ° Mmoo
6543 4 [J——= ° ° o ° 6543 C1—= - s o o
4833 o H— 4833 ° —H I+
4792 4 [ 4792 | I— ]
5531+ | a—n 553.1 ] amom
6806 4 I+ 6806 [ —
3312 o o—{-= 3812+ o o ob—{}—iow
1004+ | @ o 4094 ] w o
szsd LT }—— 3128
4421 - |—[|:|—|uun= 4421 - |—D—|uean
6953+ | o o 6953 ] emm o
4565 4 [}t woo 4565 - [ = woo
639.4 = 639.4 — I
T T T T T T T T T T T
g 8 ] 8 8 8 8 g e 8 g
g ? T T ? g g 3 7 g8
5 & & ¥ & & T -
Intensity Normalized Intensity

Figure S1. Pareto scaling normalization of the features acquired in positive mode.
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Figure S2. Pareto scaling normalization of samples acquired in positive mode.
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Figure S3. Pareto scaling normalization of features acquired in negative mode.
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Figure S4. Pareto scaling normalization of samples acquired in negative mode.




Results of Multivariate analyses

2]
EﬁPD/ 2500,
-p0oRP BT - 22000 o
aogooo =11
SGG@@_@-@EM [ |'j 100041500
B — T |.20002500
2000 3000
2000
1000
1000
yEsseL ||
-
-1000 “l

2500 5000

Figure S5. First three principal components to positive data: PC1 (31.9%), PC2 (11.7%),
and PC3 (10.8%).
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Figure S6. Bi-plot analysis of positive mode acquired data for PC1 (31.9%) and PC3
(10.8%).
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Figure S7. First three principal components to negative data: PC1 (32.8%), PC2 (14.2%),
and PC3 (9.4%).
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Figure S9. PLS-DA analysis of samples obtained in negative mode.
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Figure $10. PLS-DA loadings for samples obtained in negative mode.
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Figure S11. PLS-DA analysis of samples obtained in positive mode.



0.7

© 226.5
04 -
0.3
0 849.3
031238
0.0
(3]
0549, ‘é%bfl
& 03476 v ° 590.3
‘g 08514
§ oy 0 267.8 08820 2 @ﬁﬁ&m
' Al 57?p
- 0 55183
o 353_0 Q 4010 C
0 279.9
00 0 434.0  569.6
' 7853 SB7E P SUMAAR
05511 o200.2° '89%2120 0744%3'7
04175 01344 07404
449
0.1 0 898.4 © 455%
o 39
© 654.9 563.8
] 1 1 I 1
™ ~ - o -
= S ? S °

Loadings 1

Figure S12. PLS-DA loadings for samples obtained in positive mode.
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Figure S13. Heatmap for samples obtained in positive mode. The rows represent the top 25 VIP

ions defined by PLS-DA. The columns refer to the means of normalized sample intensity. The

greater the intensity for a detected ion, the redder the tone. In contrast, the smaller the
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intensity, the bluer the tone.
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Figure S15. PLS-DA analysis of negative-mode data.
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Figure S16. OPLS-DA analysis of positive-mode data.
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