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Figure S1. XIC, HR-MS and MS/MS of caffeine. In the table its amount is reported as wt % of dried moka coffee drinks (Cof-A = Coffee enriched with C. sativa cv. Antal shredded
inflorescences; Cof-K = Coffee enriched with C. sativa cv. Kompolti shredded inflorescences; Cof-T = Coffee enriched with C. sativa cv. Tiborszallasi shredded inflorescences)
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Figure S2. Chemical structures of the main chlorogenic acids (CQA = caffeoylquinic acid; diCQA = dicaffeoylquinic acid;
CQAL = caffeoylquinic acid lactone; FQA = feruloylquinic acid; FQAL = feruloylquinic acid lactone).



100%

80%

80%

TN’

U

60%

o,
/>

40%

% Intensity (of 1.2¢7|
A

30%

20%

b

2

Time, min

3

% Intonsey (of 77120] % lntonsiy (ol 20031.0 % Intcnsiy (of 8204| % Intonsty (of 9685.01

% Intensty (of 8804]

100%

N

0y
e 1910567
€%
0%
ol 000 1320072 b
: | oo o oy 1P
0" |} 14 il | A / /
€9 W0 M0 120 10 10 190 180 10 180 10 20 20 220/ / w0 %0 W
100% N
1250456
- B
€%
o 124007,
ax] B0 1790157
308 y
l | 107.050¢ 1270402 161.0249 .
0" A ol A 1 N P
€0 100 10 120 10 120 150 160 170 180 10 20 200 20/ / 2w 2% %
b o No1.0sss
€%
&%
£50256
" 1200372 1220289 1B035  yr90a51
iy I’W“ 127008 wea \
ey | " Al L /
€9 100 M0 120 10 10 10 160 10 180 10 20 20 220/ /0 3% %0
100% N,
1250451
8%
€%
% p—- 0N 1910582
| |
oMt . . . /
9 100 M0 120 10 10 190 180 10 180 10 20 20 220/ /[ 0 3% %0
100%
1250453
8%
% 207
- 191.0566
0%
o | 50258 it [ 113060
r MO 001 161.0245 |
D-,_. 3 il (1 ;Ll .l /
@9 00 N0 120 10 10 190 160 10 180 10 200 20 20/ / 10 %0 %0
MassCharge. Os

Figure S3. XIC (selecting the ion at m/z 353.09+0.025) and HR-MS/MS of monocaffeoylquinic acids (CQAs) (Cof-A = Coffee enriched with C. sativa cv. Antal shredded inflorescences;

Cof-K = Coffee enriched with C. sativa cv. Kompolti shredded inflorescences; Cof-T = Coffee enriched with C. sativa cv. Tiborszallasi shredded inflorescences).
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Figure S4. XIC (selecting the ion at m/z 515.10+0.025) and HR-MS/MS of di-caffeoylquinic acids (di-CQAs) (Cof-A = Coffee enriched with C. sativa cv. Antal shredded inflorescences;

Cof-K = Coffee enriched with C. sativa cv. Kompolti shredded inflorescences; Cof-T = Coffee enriched with C. sativa cv. Tiborszallasi shredded inflorescences).



40% 4

% Intensity (of 7.6e6|
3
PG

30% -
20% -

10% -

ovj—/ f

W

Time, min

4

o4

% Intensity (of 2086.0|

% Intensity (of 5782.0|

% Intensity (of 22934.0|

100% -
161.0216
80% - 1
133.0335
60% -
40%
179.0277
i s
0% ' pLides Ny -
100 150 200/ / 350
100% -
161.0225 E
80% -
135.0495
60% 1 173.0404
40%
179.0282
20% - 134.0419 I
335.0240
oo 111.0549 . Y o
100 150 2007 / 350
100% -
1330344 Neyos H
80% -
60% -
135.0493
40% 1 93,0476
20% - 132.0263
105.0452 179.0284
07’ . o~ . Ll . // n .
100 150 2007 / 350

Mass/Charge, Da

% Intensity (of 679.0| % Intensity (of 18185.0|

% Intensity (of 2033.0|

93.0475
| 132.0263

133.0342

161.0224

179.0280 7

80% -

150 2007/ 350

161.0243
173.0455

} 79.0349

20% 4 132.0209
0% / /_n__..u_u_,_
100 150 200 350
100% -
161.0217 ﬂ
80% -
133.0333
60% -
40% 4
93.0474
20% 132.0253
105.0450 179.0278
P, ! L e ’ L) . 335‘?204
100 150 2007/ 350

Mass/Charge, Da

Figure S5. XIC (selecting the ion at m/z 335.08+0.025) and HR-MS/MS of dehydrated derivatives of caffeoylquinic acids (CSAs/CQALs) (Cof-A = Coffee enriched with C. sativa cv.

Antal shredded inflorescences; Cof-K = Coffee enriched with C. sativa cv. Kompolti shredded inflorescences; Cof-T = Coffee enriched with C. sativa cv. Tiborszallasi shredded

inflorescences).
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Figure S6. XIC (selecting the ion at m/z 367.08+0.025) and HR-MS/MS of feruloylquinic acids (FQAs) (Cof-A = Coffee enriched with C. sativa cv. Antal shredded inflorescences; Cof-K
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= Coffee enriched with C. sativa cv. Kompolti shredded inflorescences; Cof-T = Coffee enriched with C. sativa cv. Tiborszallasi shredded inflorescences).



