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Figure S1: HRMS spectrum of M3 fraction : A) range 200-900 and B) range 300-500
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Figure S2: 'H NMR (400 MHz, CDCIs) of M3
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Figure S3: 'H NMR (400 MHz, CDCls) of M3 in the range 6.3
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Figure S4: 'H NMR (400 MHz, CDCls) of M3 in the range 3.8-4.3 ppm
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Figure S5: 'H NMR (400 MHz, CDCls) of M4
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Figure S6: LC-HRMS and LC-HRMS/MS spectra of the four major components of the M3 fraction: A)

sinensetin, B) nobiletin, C) scutellareine tetramethyl ether, D) tangeretin
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Mix_Metossi_110424 #1083-1110 RT: 10.90-11.10 AV:5 NL: 5.03¢
F: FTMS + p ESI Full ms [150.00-600.00]
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Mix_Metossi_110424 #1169-1195 RT: 11.76-11.96 AV:5 NL: 3.22f
F: FTMS + p ESI Full ms [150.00-600.00]
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Mix_Metossi_110424 #1301-1314 RT: 13.06-13.16 AV:3 SB: 8 11
F: FTMS + p ESI Full ms [150.00-600.00]
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Table S1. HRMS (ESI) m/z [M+H]* calculated and found for compounds reported in Figure S6.

Compound Molecular formula calcd [M+H]* Found MMA (mDa)
sinensetin C20H2007 373.1282 373.1284 0.23057
nobiletin C21H220g 403.1387 403.1392 0.49591
tangeretin C20H2007 373.1282 343.1178 0.23523
scutellarein TME C19H1806 343.1176 373.1287 0.50057

Figure S7: in source ESI-CID spectra of four major component of the M3 mixture compared with separated
analytical standards. A) sinensetin, B) nobiletin, C) scutellarein tetramethyl ether, D) tangeretin.
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Figure S8. Representative docking poses of nobiletin (coloured in orange, panel A) and sinensetin
(coloured in gold, panel B). Protein backbone atoms are represented as ribbons coloured in yellow.
according to the side chains. Hydrogen, nitrogen, oxygen, and sulfur atoms are painted white, blue, red, and

yellow, respec-tively



