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13 Figure S1: Structures of previously reported polyphenols from black tea in tables 1 and 2 (see
14 reference 12)
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Figure S2: a) Total ion chromatogram in negative ion mode of sample TR XII, b) EIC of ion at m/z 609.2, ¢)

EIC of ion at m/z 563.2, d) EIC of ion at m/z 441.1, e) EIC of ion at m/z 973.2.
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Figure S3: a) TIC of all MS" in negative ion mode of sample TR VI, b) constant neutral loss chromatogram of
neutral loss at m/z 18 (water), ¢) constant neutral loss chromatogram of neutral loss at m/z 15 (methyl), d)

constant neutral loss chromatogram of neutral loss at m/z 44 (CO,).
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Figure S4: EIC chromatograms extracted from all MS" data for RDA fragment ions in homologous series A: a)
EIC of fragment ion at m/z 425.1, b) EIC of fragment ion at m/z 441.1, c) EIC of fragment ion at m/z 457.1, d)
EIC of fragment ion at m/z 473.1, e) EIC of fragment ion at m/z 489.1.

Supplementary Material (ESI) for Food & Function
This journal is (c) The Royal Society of Chemistry 2010

N add

TR_MSN_TARG0001.D: EIC 425.0+0.2 -All MSn

TR_MSN_TARGO0001.D: EIC 441.0+0.2 -All MSn

b

sk d

IV R e J A Il

TR_MSN_TARG0001.D: EIC 457.0+0.2 -All MSn

C

|

Ak

L
TR_MSN_TARGO0001.D: EIC 473.0+0.2 -All MSn

d

TR_MSN_TARGO0001.D: EIC 489.0+0.2 -All MSn

€

50 60 Time [min]




66
67
68
69

70
71

72
73
74
75
76

Figure S5: EIC chromatograms extracted from all MS" data for degallated fragment ions in homologous series

C: a) EIC of fragment ion at m/z 715.2, b) EIC of fragment ion at m/z 731.2, ¢) EIC of fragment ion at m/z
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747.2, d) EIC of fragment ion at m/z 763.2, e) EIC of fragment ion at m/z 779.2.
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Figure S6: Selected tandem MS? spectra from LC-MS runs in negative ion mode for three regioisomers of
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11+01 in series C showing fragment ion at m/z 731.2 originating from parent ion 11+O1 at m/z 883.2.
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Figure S6 continued: Selected tandem MS spectra from LC-MS runs in negative ion mode for three isomers in
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series C showing fragment ion at m/z 763.2. originating from parent ions 11+03 at m/z 915.2.
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99  Figure S7: EIC chromatograms for parent ions in homologous series D: a) EIC of ion 7 at m/z 759.2, EIC of
100  ions 7+O1 at m/z 775.2, b) EIC of ions 7+02 at m/z 791.2, ¢) EIC of ions 7+03 at m/z 807.2, d) EIC of ions
101 7+04 at m/z 823.2.
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110 Figure S8: EIC chromatograms extracted from all MS" data for degallated fragment ions in homologous series
111  D: a) EIC of fragment ion at m/z 607.2, b) EIC of fragment ion at m/z 623.2, c) EIC of fragment ion at m/z
112 639.2, d)EIC of fragment ion at m/z 655.2, ¢)EIC of fragment ion at m/z 671.2.
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121  Figure S9: Selected MS" spectra for compounds from series D: a) MS? spectrum of 7, b) MS? spectrum of 7, ¢)
122 MS? spectrum of 7+01.
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137  Figure S10: a) TIC of all MS" in negative ion mode of sample TR VI treated with KMnQy, b) constant neutral
138  loss chromatogram of neutral loss at m/z 15 (methyl), ¢) constant neutral loss of 18 water, d) constant neutral
139  loss chromatogram of neutral loss at m/z 44 (CO,), d) constant neutral loss of 28 (CO).
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