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Figure S1: ESI-MS/MS Spectrum of peak (5) in the positive ion mode
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Figure S2: ESI-MS/MS Spectrum of peak (6) in the negative ion mode



CLN108_2a_pdd #3418 RT. 1213 AV: 1 NL 1.36E5
F: FTMS + ¢ ESId Full ms2 595.16@cid45.00 [150.00-610.00]
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Figure S3: ESI-MS/MS Spectrum of peak (7) in the positive ion mode
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Figure S4: ESI-MS/MS Spectrum of peak (3) in the positive ion mode



CLN108_2a_pdd #2816 RT. 10.35 AV: 1 NL: 6.20E4 ~
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ESI-MS/MS Spectrum of peak (4) in the positive ion mode
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Figure S6: ESI-MS/MS Spectrum of peak (9) in the positive ion mode



CLN108_2a_pdd #3488 RT. 1237 AV: 1

NL: 4.29E4

F: FTMS + ¢ ESId Full ms2 771.21@cid45.00 [200.00-1555.00]
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Figure S7: ESI-MS/MS Spectrum of peak (10) in the positive ion mode
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Figure S8: ESI-MS/MS Spectrum of peak (32) in the positive ion mode
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CLN108_3a_pdd #1846 RT: 6.78 AV: 1 NL: 1.55E4 M+1-(15)
F: FTMS +c ESId Full ms2 223.06@cid45.00 [50.00-235.00]
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Figure S9: ESI-MS/MS Spectrum of peak (21) in the positive ion mode
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Figure 510: ESI-MS/MS Spectrum of peak (22) in the negative ion mode



CLN108_2a_pdd #3816 RT: 13.53 AV: 1 NL: 2.22E5 M+1-(15)
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Figure S11: ESI-MS/MS Spectrum of peak (28) in the positive ion mode
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Figure 512: ESI-MS/MS Spectrum of peak (25) in the positive ion mode



CLN108_2a ndd#1136 RT: 417 AV:1 NL: 217E4
F: FTMS -c ESld Ful ms2 353.09@cid35.00 [85.00-720.00]
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Figure S13: ESI-MS/MS Spectrum of peak (34) in the negative ion mode
CLN108_3a_ndd #2370 RT: 8.73 AV:1 NL: 5.80E4
F: FTMS -c ESId Fulms2 337.09@cid35.00 [80.00-350.00]
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Figure 514: ESI-MS/MS Spectrum of peak (36) in the negative ion mode
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Figure S15: ESI-MS/MS Spectrum of peak (37) in the positive ion mode
CLN108_3a ndd #2532 RT: 931 AV:1 NL: 2.56E5
F: FTMS -c ES| d Fulms2 431.13@cid35.00 [105.00445.00]
100- Peak (63): Citroside A 385.19
go; OH
80
707 OH
o ]
S 60 ¢ 0 OH
3 ] 0 /
ER
< 50 )
. o on
o 404
14 B OH
30
! o
c
20 QY‘ €, H,0;
7 23133
10
g 22313
111302 15309 47906 205.12 ™ 266.98
O— e e e e e e e e e P R e L iaaa s
150 200 250 300 350 400
miz

Figure 516: ESI-MS/MS Spectrum of peak (63) in the negative ion mode



CLN108_2a ndd #4568 RT. 16.72 AV:1 NL: 6.92E4
F: FTMS -¢ ESId Fulms2 297.15@cid35.00 [70.00-310.00]
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Figure S17: ESI-MS/MS Spectrum of peak (75) in the negative ion mode
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Figure 518: ESI-MS/MS Spectrum of peak (78) in the positive ion mode
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