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Figure S1. Sparse partial least square discriminant analysis (sPLS-DA) score plot for primary metabolites (a), secondary metabolites (b) and volatiles (c), where each dot
represents an individual sample, and each color and shape indicate the different raspberry cultivars grown in 2018 in two different time harvests.
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Primary metabolites

Tyramine 4

Xylose 4

Maltose

Raffinose 4

Putrescine q

Galactinol -

Sucrose -

Fucose -
Dehydroascorbic acid
Phenylalanine

Phosphoric acid -

Tyrosine

175 200 225

VIP

125 150

Secondary metabolites

Ellagic acid A
Cyanidin-3-rutinoside A
p-Coumaroyl-glucose derivate -
Cyanidin-3-xylosyl-rutinoside -
Pelargonidin-3-rutinoside
Cyanidin-3-glycosyl-rutinoside 4
Ellagic acid pentoside A
Cyanidin-3-glycoside 4
Pelargonidin-3-glucoside 4

Procyanidin B1 4

1.2

1.3

VIP

1.4

1.5

Volatiles

Prenyl acetate
Benzyl acetate 4
Methyl hexanoate -
E-2-Nonenal 4
2-Heptanone 1
Acetophenone -
Cinnamyl acetate
cis-3-Hexenyl acetate -
Myrtenol 4
1-Penten-3-ol 4
Isopentyl acetate
1-Penten-3-one 4
Methyl benzoate 4
2-Heptanol A

Ethyl acetate

Methyl acetate (]

Linalool - °
Hexanal4 e
Nerolq e
Nerolidol4 e
Terpineol e

1.00

1.25

150
VIP

Figure S2. VIP scores for primary. secondary metabolites and volatiles from sPLS-DA analyses. Only metabolites with VIP > 1 are shown.
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