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[bookmark: _GoBack]Supplementary Data 1. List of compounds present in the archaeological sample DA-QU_D-1 (right column) compared to authentic analytical standards (left column). The MRM chromatograms show peaks of specific precursor and product ion pairs as well as the different collision energies applied. For each compound, at least three distinct MRM transitions were monitored (with the exception of coumarin). The presence of a specific compound in the archaeological sample was confirmed when the observed transitions and chromatographic retention times (displayed in min) matched those of the analytical standards analyzed under identical conditions.
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Supplementary Data 2. List of compounds present in the archaeological sample DA-QU_D-2 (right column) compared to authentic analytical standards (left column). The MRM chromatograms show peaks of specific precursor and product ion pairs as well as the different collision energies applied. For each compound, at least three distinct MRM transitions were monitored (with the exception of coumarin). The presence of a specific compound in the archaeological sample was confirmed when the observed transitions and chromatographic retention times (displayed in min) matched those of the analytical standards analyzed under identical conditions.
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Supplementary Data 3. List of compounds present in the archaeological sample DA-QU_N-1 (right column) compared to authentic analytical standards (left column). The MRM chromatograms show peaks of specific precursor and product ion pairs as well as the different collision energies applied. For each compound, at least three distinct MRM transitions were monitored. The presence of a specific compound in the archaeological sample was confirmed when the observed transitions and chromatographic retention times (displayed in min) precisely matched those of the analytical standards analyzed under identical conditions.
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Supplementary Data 4. List of compounds present in the archaeological sample DA-QU_N-2 (right column) compared to authentic analytical standards (left column). The MRM chromatograms show peaks of specific precursor and product ion pairs as well as the different collision energies applied. For each compound, at least three distinct MRM transitions were monitored. The presence of a specific compound in the archaeological sample was confirmed when the observed transitions and chromatographic retention times (displayed in min) matched those of the analytical standards analyzed under identical conditions.
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15:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0

15:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0

15:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0

15:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0

15:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0

15:LupeolAmyrins-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0


18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0


18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0


18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0


18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0


18:LupeolAmyrins-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0

18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0

18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0

18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0

18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0

18:LupeolAmyrins-H2O TIC(+)
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15:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0


15:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0


15:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0


15:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0


15:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0


15:LupeolAmyrins-H2O TIC(+)
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15:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0

15:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0

15:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0

15:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0

15:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0

15:LupeolAmyrins-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0


18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0


18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0


18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0


18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0


18:LupeolAmyrins-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0

18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0

18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0

18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0

18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0

18:LupeolAmyrins-H2O TIC(+)
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11:Harmine 213.0000>169.1500(+) CE: -42.0


11:Harmine 213.0000>198.1000(+) CE: -23.0


11:Harmine 213.0000>170.1000(+) CE: -30.0


11:Harmine TIC(+)
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11:Harmine 213.0000>169.1500(+) CE: -42.0

11:Harmine 213.0000>198.1000(+) CE: -23.0

11:Harmine 213.0000>170.1000(+) CE: -30.0

11:Harmine TIC(+)
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9:Harmane 183.0878>89.1000(+) CE: -52.0


9:Harmane 183.0878>168.1000(+) CE: -28.0


9:Harmane 183.0878>115.1000(+) CE: -34.0


9:Harmane TIC(+)
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9:Harmane 183.0878>89.1000(+) CE: -52.0

9:Harmane 183.0878>168.1000(+) CE: -28.0

9:Harmane 183.0878>115.1000(+) CE: -34.0

9:Harmane TIC(+)
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13:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0


13:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0


13:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0


13:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0


13:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0


13:Cholesterol-H2O TIC(+)
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13:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0

13:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0

13:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0

13:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0

13:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0

13:Cholesterol-H2O TIC(+)
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19:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0


19:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0


19:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0


19:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0


19:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0


19:Sitosterol-H2O TIC(+)
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19:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0

19:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0

19:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0

19:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0

19:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0

19:Sitosterol-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0


18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0


18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0


18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0


18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0


18:LupeolAmyrins-H2O TIC(+)
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18:LupeolAmyrins-H2O 409.4000>109.2500(+) CE: -28.0

18:LupeolAmyrins-H2O 409.4078>259.2500(+) CE: -17.0

18:LupeolAmyrins-H2O 409.4078>81.1000(+) CE: -44.0

18:LupeolAmyrins-H2O 409.4000>231.3000(+) CE: -19.0

18:LupeolAmyrins-H2O 409.4000>95.2000(+) CE: -35.0

18:LupeolAmyrins-H2O TIC(+)
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11:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0


11:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0


11:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0


11:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0


11:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0


11:Cholesterol-H2O TIC(+)
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11:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0

11:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0

11:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0

11:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0

11:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0

11:Cholesterol-H2O TIC(+)
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13:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0


13:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0


13:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0


13:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0


13:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0


13:Cholesterol-H2O TIC(+)
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13:Cholesterol-H2O 369.4078>369.4000(+) CE: -10.0

13:Cholesterol-H2O 369.4078>287.0500(+) CE: -13.0

13:Cholesterol-H2O 369.4078>81.1000(+) CE: -40.0

13:Cholesterol-H2O 369.4078>161.1500(+) CE: -22.0

13:Cholesterol-H2O 369.4078>147.1500(+) CE: -24.0

13:Cholesterol-H2O TIC(+)
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13:Campesterol-H2O 383.4000>135.2000(+) CE: -21.0


13:Campesterol-H2O 383.4000>81.1000(+) CE: -40.0


13:Campesterol-H2O 383.4000>109.1000(+) CE: -28.0


13:Campesterol-H2O 383.4000>147.2000(+) CE: -24.0


13:Campesterol-H2O 383.4000>161.2000(+) CE: -23.0


13:Campesterol-H2O TIC(+)
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13:Campesterol-H2O 383.4000>135.2000(+) CE: -21.0

13:Campesterol-H2O 383.4000>81.1000(+) CE: -40.0

13:Campesterol-H2O 383.4000>109.1000(+) CE: -28.0

13:Campesterol-H2O 383.4000>147.2000(+) CE: -24.0

13:Campesterol-H2O 383.4000>161.2000(+) CE: -23.0

13:Campesterol-H2O TIC(+)
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16:Campesterol-H2O 383.4000>135.2000(+) CE: -21.0


16:Campesterol-H2O 383.4000>81.1000(+) CE: -40.0


16:Campesterol-H2O 383.4000>109.1000(+) CE: -28.0


16:Campesterol-H2O 383.4000>147.2000(+) CE: -24.0


16:Campesterol-H2O 383.4000>161.2000(+) CE: -23.0


16:Campesterol-H2O TIC(+)
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16:Campesterol-H2O 383.4000>135.2000(+) CE: -21.0

16:Campesterol-H2O 383.4000>81.1000(+) CE: -40.0

16:Campesterol-H2O 383.4000>109.1000(+) CE: -28.0

16:Campesterol-H2O 383.4000>147.2000(+) CE: -24.0

16:Campesterol-H2O 383.4000>161.2000(+) CE: -23.0

16:Campesterol-H2O TIC(+)
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16:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0


16:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0


16:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0


16:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0


16:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0


16:Sitosterol-H2O TIC(+)
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16:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0

16:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0

16:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0

16:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0

16:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0

16:Sitosterol-H2O TIC(+)
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19:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0


19:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0


19:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0


19:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0


19:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0


19:Sitosterol-H2O TIC(+)
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19:Sitosterol-H2O 397.4000>109.1500(+) CE: -28.0

19:Sitosterol-H2O 397.4000>81.1000(+) CE: -39.0

19:Sitosterol-H2O 397.4000>135.2500(+) CE: -24.0

19:Sitosterol-H2O 397.4000>161.2500(+) CE: -23.0

19:Sitosterol-H2O 397.4000>147.1500(+) CE: -27.0

19:Sitosterol-H2O TIC(+)


