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Figure S1. 'H and ®C NMR spectrum of Formononetin.
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Figure S2. 'H and *C NMR spectrum of Ononin.



a6a"

pom

Figure S3. 'H and *C NMR spectrum of Sm2.
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Figure S4. 'H and *C NMR spectrum of Sm?7.




Figure S5. 'H and 3*C NMR spectrum of Sm9.
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Figure S6. 'H and *C NMR spectrum of Sm10.
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Figure S7. 'H and *C NMR spectrum of Sm12.
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Figure S8. Formononetin with rats hepatic S9 samples by LC/MS analysis PI BPC.
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Figure S9. Formononetin with rats hepatic S9 samples by LC/MS analysis NI BPC.

Figure S10. Formononetin with rats hepatic S9 samples UV(254nm).
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Figure S11. Formononetin without rats hepatic S9 samples PI BPC.
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Figure S12. Formononetin without rats hepatic S9 samples NI BPC.

Figure S13. Formononetin without rats hepatic S9 samples UV(254nm).
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Figure S14. Hepatic S9 Sample PI BPC.
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Figure S15. Hepatic S9 Sample NI BPC.
Figure S16. Hepatic S9 Sample UV(254nm).
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Figure S17. Onion in rat biological urine sample by LC/MS analysis PI BPC.

Figure S18. onion in rat biological urine sample by LC/MS analysis NI BPC.
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Figure 520. Rat biological blank urine sample by LC/MS analysis PI BPC.
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Figure S21. Rat biological blank urine sample by LC/MS analysis NI BPC.
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Figure 522. Rat biological blank urine sample by LC/MS analysis UV(254nm).
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Figure S23. Nomenclature adopted for cross-ring cleavages of formononetin.

Table S1. Proposed metabolites of formononetin in hepatic S9 incubated sample by LC/MS analy-

S1S.
. . [M+H]* [M-H]- Main fragment
metabolites tx (min) (m/z) (m/z) Ion MS2 MS?
SmO(formononetin)  31.205  269.0852  267.0669 269,237,213,163,118,107
Sml 18.568  447.1289  445.1134 447,285(162),229,152
Sm2 19.663  271.0597  269.0452 271,253,225,215,197,169,153,141
Sm3 20.413 445.1115
Sm4 20.897  431.1337 431,269(162),237,213,181,152




Sm5
Smé6
Sm7
Sm8
Sm9
Sm10
Sm11
Sm12
Sm13
Sm14

21.483
22.458
22.847
23.227
23.425
24.080
25.132
27.053
27.518
32.385

301.0699
417.1179
255.0659
417.1188
271.0606
285.0755
417.1193
285.0811
285.0756

299.0560
415.1011
253.0493
415.1025

283.0599
415.1055
283.0611
283.0604
299.385

301,286,269,241,229,153
417,285(-132),268,152,124

255,227,199,152,137,109
447,285(-162),253,152,123

271,253,225,215,197,169,153

285,253,225,197,141
417,285(-132),253,152,123
285,211,183,152

285,270,229,211,197,183,152

299,270,254,237,213,181

Table S2. Proposed metabolites of ononin in rat biological sample by LC/MS analysis.

metabolites tr (min) [M-+HI [M-HI Main fragment
(m/z) (m/z) Ion MS2 MS?

M1 33.707 431.0954  429.0815 429,253(-176),224,208,175,135
M2 34.397 431.0982 431,255(-176),175,149
M3 35.872 429.0833 429,253(-176),224,175
M4 36.372 431.0967
M5 38.525 459.0938 459,283(-176),268
M6 39.447 417.1188
M7 39.705 417.1181
M8 42.007 461.1097  459.0923 461,285(-176),270,152,123
M9 42.627 255.0668 253.0525 255,199,152,137
M10 43.143 445.1127 443.0983 445,269(-176),237,118
M11 43.445 445.1114 443.0988 443,267(-176),252,175
Mi12 43.703 4751224  473.1077
M13 44.168 4471294  445.1158 445,269,254,175,135
M14 44.988 285.0778  283.0611 283,268,224,131
M15 45.652 461.1067  459.0924 461,285(-176)
M16 48.427 285.0760  283.0617 283,268,224
M17 48.935 285.0779 285,241
M18 76.412 335.0203 333.0083 333,253(-80),224,135
M19 53.890 299.0905 299,284,243,166,137
M20 67.932 335.0229 333.0092 333,253(-80),225,211,135
M21 52.977 269.0847  267.0654 269,237,181,152,118




