Supplemental material

Table S1. Absorption coefficients of anthocyanidin-3-glucosides calculated by mass concentration y determined by balance and g-

NMR in aqueous buffer at pH 1.

A =520 nm A max
Difference of €
ACY
balance NMR balance NMR between according to
calculation based [10]
on q-NMR and
e/ e/ Amax [nm] e/ g/ balance ™ [%]
(L-mol ™ -em™) (L-mol ™! -em™) (L - mol ™! -em™) (L -mol ™ -em™)
PEL-3-glc 15849 + 2070 20317 + 423 497 21843+ 2825 28006+ 774 128 27300
CYD-3-glc 25526 + 428 29619 + 167 510 26953+ 464 31275+ 270 116 26900
DPD-3-glc 26935 + 680 34070 + 580 516 27087+ 671 34263+ 567 127
PET-3-glc 26821 + 1386 37438 + 140 516 26892+ 1353 37540+ 192 140
PEO-3-glc 23926 + 898 29451 + 185 510 25141+ 931 30947+ 210 123

MLV-3-glc 27911 + 437 33140 + 251 518 27923+ 443 33154+ 257 119 28000




Figure S1. Proton spectra recorded at a 400 MHz Spectrometer of delphinidin-3-O-glucoside in buffer pH 1
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Table S2. Mass concentration y determined by q-NMR in acidic methanol/water (50/50, v/v) and potassium chloride buffer pH 1.

Quantification
by balance by g-NMR spectroscopy
/ Difference between balance/NMR
Y protons for quantification y“}?ﬁ“"}{v)ater Voutter /(mg/L)P! [%]
(mg/L) & methanol/water buffer
Dpd-3-glc 1 1522 E 4 H 2,65 HE He; 1408 1120 93 74
Dpd-3-glc 2 979 g 4 H2.67H8 He; 885 733 90 75
Dpd-3-glc 1 1522 H4,H?2,6 1520 1145 100 75

Dpd-3-glc 2 979 H4,H?2,6 937 778 96 79
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Figure S2. Proton spectra recorded at a 400 MHz Spectrometer
and used for quantification including signal assignment based on

literature and own 2D NMR spectra in methanol-d,/ D,O



gallic acid

—7.09

HO OH

OH

H26

- [ [ [
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

Assignment according to Yuan et al. (2014).
Analalytical Methods, 6, 907-914.



trans-ferulic acid

2583283398 83 3
NMNMNMMNNMNNNO® ©O ”
NZZYi
MeOH
Ha H2 H5 Hg H7

H6

f T T T T T T T T T T T T T T T 1
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

Assignment according to Anselmi et al.
(2008). Journal of Pharmaceutical and
Biomedical Analysis 46, 4, 645-652.

0.0000
0.9716
0.9611
1.0531
0.9514
3.0000



trans-caffeic acid

MeOH
He H2 HS5 Hy
H6
U an L,,,_,J LA. JU Im I JL A J |
1 1 | 1 1 I 1 | 1 | 1 1 1 | 1 1 1
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

Assignment according to Forino et al.
(2016). Food Chemistry, 194, 1254-1259.



trans-coumaric acid

8382 53 53
N~~~ W 0 w w0
NN
Hy H26 H35 Hy MeOH

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

Assignment according to Forino et al.
(2016). Food Chemistry, 194, 1254-1259.

2.0103
0.9543



trans-sinapinic acid

23 P 83 2
voor v |
Hy H26 Hq, CH, 7.8 MeOH
lJL,u_____)h .Y T A J A uu J A, 1
i | T | T T | D I T T T 1 T T | I | L |
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

.0000

0.9754

1

5.9718

Assignment according to Cai et al. (1999)
Journal of the American Oil Chemists, 76,
4,433-441.



chlorogenic acid

3
I

H2* H5

Hpg

H 2eq/a><16eq/ax

MeOH

H 4

H5

H3

H 69

ppm

1.0 0.5

1.5

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5

8.0

Assignment according to Pauli et al. (1999).
Magnetic Resonance in Chemistry. Chem.

37,11, 827-836.

9€£86°0

6098°0

—_——

v.iv80

S¥.16°0

vreo’lL
—PE00°L

—._C666°0

0000’1



cryptochlorogenic acid

0’2
10T
80°¢
60°C
60°¢
oL'e
4 X4
4 x4

mFNW
€Le
(YA
ec’e
€ee
LA A
T4
9c’¢

8Ty
oe'y
ey
4
£ey
1
ve'y
SeY

o]
=

H 2eq/axv6eq/ax

2.5

MeOH

H 5

H 2

H3,5

4.5

J

H 6°

@UL_AJLJ‘LJLWL

0.5 ppm

3.5 3.0 2.0 1.5 1.0

4.0

7.0 6.5 6.0 5.5 5.0

7.5

(2000). Journal of Agricultural and Food

Assignment according to Nakatani et al.
Chemistry, 48, 5512-5516.

LLEL'Y

T

L€06°L

§6.6°0

—_—

€010°L
————
— 1020°L

—_0Loo’t

0000°L



neochlorogenic acid
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