Figure S1 TIC plots of mass spectrometry detection of QC samples (a: positive ion

mode, b: negative ion mode) and their TIC overlaps (c: positive ion mode, d:

negative

ion mode), TIC plots of multi-peak detection of metabolites in MRM mode (e: positive

ion mode, f: negative ion mode)
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Figure S2 Plot of two-by-two comparison of OPLS-DA scores of different parts of
Shatian pomelo (a: Avs B,b: Avs C,c:AvsD,d: AvsE,e:BvsC,f: Bvs D, g: B
VSE,h: CvsD,i: CvsE,j: DvsE)

Scores OPLS-DA Plat Scores GPLE-DA Piot

5 g .
) T
= awn g1 ||
i : I =
B 1] i
|
Tacon] (80551 . Yoo (81751
scomnoPLS 0APen scomnoPLS 24P
: ’ | § 2
S - : o
H g "
i o : F i
g ” | s ‘
4 T score{1] {81% } T ecore(1] (81.1% )
scoma cPL3 0 P
] 13
s i (&
N F— = } aroup
i P
i i
T acore(1) (86%) = T wcore(1] ( T7.4%)
scomnoPLS oA P s oPLS 04 P
g i \‘
= Group £ . Group
g | I % H
E | E e
g é
KB e : :
! i
L !l

T score] (77.5% ) T score(1)78.5%)



Figure S3 The R%Y and Q? scores of the two-by-two comparison of OPLS-DA model
validation for different parts of Shatian pomelo (a: Avs B,b: Avs C,c: Avs D, d: A
VSE,e:BvsC,f:BvsD,g:BvsE,h: CvsD,1: CvsE,j: DvsE)
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