
Supplementary Figure S2. Positive fragmentation of the 55 flavonol derivatives identified from young leaves of 21 soybean

cultivars. K, kaempferol; Q, quercetin; I, isorhamnetin; gal, galactoside (galactosyl); glu, glucoside (glucosyl); rham, rhamnoside

(rhamnosyl); gen, gentiobiose; neo, neohesperidose; rob, robinobiose; rut, rutinose; sop, sophorose. Compound names of each peak

are presented in Table 2.



Peak 1_Q 3-O-(2,6-di-O-glu)gal (SL4)

789[M+H]+

827[M+K]+

811[M+Na]+

627[M+H-glu]+

465[M+H-2glu]+

303[M+H-2glu-gal]+



Peak 2_Q 3-O-(2,6-di-O-glu)glu (SL4)

789[M+H]+

827[M+K]+

811[M+Na]+

627[M+H-glu]+

465[M+H-2glu]+

303[M+H-3glu]+



Peak 3_Q 3-O-(2-O-rham-6-O-glu)gal (SL4)

773[M+H]+

811[M+K]+

795[M+Na]+
627[M+H-rham]+

465[M+H-rham-glu]+

303[M+H-rham-glu-gal]+

611[M+H-glu]+



Peak 4_K 3-O-(2,6-di-O-glu)glu (SL4)

773[M+H]+

811[M+K]+

795[M+Na]+
611[M+H-glu]+

449[M+H-2glu]+

287[M+H-3glu]+



Peak 5_Q 3-O-(2-O-rham-6-O-glu)glu (SL4)

773[M+H]+

811[M+K]+

795[M+Na]+

627[M+H-rham]+465[M+H-rham-glu]+

303[M+H-rham-2glu]+

611[M+H-glu]+



Peak 6_Q 3-O-(2-O-glu-6-O-rham)gal (SL3)

773[M+H]+

811[M+K]+

795[M+Na]+

627[M+H-rham]+
465[M+H-rham-glu]+

303[M+H-rham-glu-gal]+

611[M+H-glu]+



Peak 7_Q 3-O-(2-O-glu-6-O-rham)glu (SL3)

773[M+H]+

811[M+K]+

795[M+Na]+
627[M+H-rham]+

465[M+H-rham-glu]+

303[M+H-rham-2glu]+

611[M+H-glu]+



Peak 8_Q 3-O-(2-O-glu)gal (SL3)

665[M+K]+

649[M+Na]+

627[M+H]+

465[M+H-glu]+

303[M+H-glu-gal]+



Peak 10_K 3-O-(2-O-rham-6-O-glu)gal (SL4)

757[M+H]+

795[M+K]+

779[M+Na]+

611[M+H-rham]+

449[M+H-rham-glu]+

287[M+H-rham-glu-gal]+

595[M+H-glu]+



Peak 11_Q 3-O-(2-O-glu)glu (Q 3-O-sop) (SL3)

665[M+K]+

649[M+Na]+

627[M+H]+

465[M+H-glu]+

303[M+H-2glu]+



Peak 12_I 3-O-(2-O-rham-6-O-glu)gal (SL4)

787[M+H]+

825[M+K]+

809[M+Na]+

641[M+H-rham]+

479[M+H-rham-glu]+

317[M+H-rham-glu-gal]+

625[M+H-glu]+



Peak 13_Q 3-O-(2,6-di-O-rham)gal (SL1)

757[M+H]+

795[M+K]+

779[M+Na]+

611[M+H-rham]+465[M+H-2rham]+

303[M+H-2rham-gal]+



Peak 14_Q 3-O-(4,6-di-O-rham)gal (SL20)

757[M+H]+

795[M+K]+

779[M+Na]+

611[M+H-rham]+

465[M+H-2rham]+

303[M+H-2rham-gal]+



Peak 15_I 3-O-(2-O-rham-6-O-glu)glu (SL4)

787[M+H]+

825[M+K]+

809[M+Na]+

641[M+H-rham]+

479[M+H-rham-glu]+

317[M+H-rham-2glu]+

625[M+H-glu]+



Peak 16_K 3-O-(2-O-glu-6-O-rham)gal (SL3)

757[M+H]+

795[M+K]+

779[M+Na]+
611[M+H-rham]+

449[M+H-rham-glu]+

287[M+H-rham-glu-gal]+

595[M+H-glu]+



Peak 17_K 3-O-(2-O-rham-6-O-glu)glu (SL4)

757[M+H]+

795[M+K]+

779[M+Na]+

611[M+H-rham]+

449[M+H-rham-glu]+

287[M+H-rham-2glu]+

595[M+H-glu]+



Peak 18_Q 3-O-(6-O-glu)gal (SL4)

665[M+K]+

649[M+Na]+

627[M+H]+

465[M+H-glu]+

303[M+H-glu-gal]+



Peak 20_Q 3-O-(6-O-glu)glu (Q 3-O-gen) (SL4)

665[M+K]+

649[M+Na]+

627[M+H]+

465[M+H-glu]+

303[M+H-2glu]+



Peak 21_K 3-O-(2-O-glu-6-O-rham)glu (SL3)

757[M+H]+

795[M+K]+

779[M+Na]+
611[M+H-rham]+

449[M+H-rham-glu]+

287[M+H-rham-2glu]+

595[M+H-glu]+



Peak 22_I 3-O-(2-O-glu-6-O-rham)gal (soyanin Ⅰ) (SL3)

787[M+H]+

825[M+K]+

809[M+Na]+641[M+H-rham]+

479[M+H-rham-glu]+

317[M+H-rham-glu-gal]+

625[M+H-glu]+



Peak 23_I 3-O-(2-O-glu-6-O-rham)glu (soyanin Ⅱ) (SL3)

787[M+H]+

825[M+K]+

809[M+Na]+
641[M+H-rham]+

479[M+H-rham-glu]+

317[M+H-rham-2glu]+

625[M+H-glu]+



Peak 24_Q 3-O-(2-O-rham)gal (SL10)

649[M+K]+

633[M+Na]+

611[M+H]+

465[M+H-rham]+

303[M+H-rham-gal]+



Peak 25_Q 3-O-(2-O-rham)glu (Q 3-O-neo) (SL18)

649[M+K]+

633[M+Na]+

611[M+H]+

465[M+H-rham]+

303[M+H-rham-glu]+



Peak 26_K 3-O-(2-O-glu)gal (SL3)

649[M+K]+

633[M+Na]+

611[M+H]+

449[M+H-glu]+

287[M+H-glu-gal]+



Peak 27_K 3-O-(2,6-di-O-rham)gal (SL4)

741[M+H]+

779[M+K]+

763[M+Na]+

449[M+H-2rham]+

287[M+H-2rham-gal]+

595[M+H-rham]+



Peak 28_K 3-O-(2-O-glu)glu (K 3-O-sop) (SL3)

649[M+K]+

633[M+Na]+

611[M+H]+

449[M+H-glu]+

287[M+H-2glu]+



Peak 29_K 3-O-(4,6-di-O-rham)gal (SL5)

741[M+H]+

779[M+K]+

763[M+Na]+

449[M+H-2rham]+

287[M+H-2rham-gal]+

595[M+H-rham]+



Peak 30_K 3-O-(6-O-glu)gal (SL4)

649[M+K]+

633[M+Na]+

611[M+H]+

449[M+H-glu]+

287[M+H-glu-gal]+

325[glu+gal+H]+



Peak 31_I 3-O-(2-O-glu)gal (SL10)

679[M+K]+

663[M+Na]+

641[M+H]+

479[M+H-glu]+

317[M+H-glu-gal]+



Peak 32_I 3-O-(2-O-glu)glu (I 3-O-sop) (SL10)

679[M+K]+

663[M+Na]+

641[M+H]+

479[M+H-glu]+

317[M+H-2glu]+



Peak 33_I 3-O-(2,6-di-O-rham)gal (soyanin Ⅲ) (SL4)

771[M+H]+

809[M+K]+

793[M+Na]+

479[M+H-2rham]+

317[M+H-2rham-gal]+

625[M+H-rham]+



Peak 34_I 3-O-(4,6-di-O-rham)gal (soyanin Ⅳ) (SL4)

771[M+H]+

809[M+K]+

793[M+Na]+

479[M+H-2rham]+

317[M+H-2rham-gal]+

625[M+H-rham]+



Peak 35_Q 3-O-(6-O-rham)gal (Q 3-O-rob) (SL4)

649[M+K]+

633[M+Na]+

611[M+H]+

465[M+H-rham]+

303[M+H-rham-gal]+



Peak 37_K 3-O-(2-O-rham)gal (SL10)

633[M+K]+

617[M+Na]+

595[M+H]+

449[M+H-rham]+

287[M+H-rham-gal]+



Peak 38_Q 3-O-(6-O-rham)glu (Q 3-O-rut, rutin) (SL4)

649[M+K]+

633[M+Na]+

611[M+H]+

465[M+H-rham]+

303[M+H-rham-glu]+



Peak 39_K 3-O-(6-O-glu)glu (K 3-O-gen) (SL4)

649[M+K]+

633[M+Na]+

611[M+H]+

449[M+H-glu]+

287[M+H-2glu]+



Peak 40_Q 3-O-gal (hyperoside) (SL18)

465[M+H]+

303[M+H-gal]+

487[M+Na]+

503[M+K]+



Peak 41_K 3-O-(2-O-glu-6-O-rham)gal DME (SL9)

823[M+K]+

807[M+Na]+

785[M+H]+

639[M+H-rham]+

287[M+H-rham-glu-gal-2CH3]
+



Peak 42_I 3-O-(2,6-di-O-rham)glu (soyanin Ⅴ) (SL4)

771[M+H]+

809[M+K]+

793[M+Na]+

479[M+H-2rham]+

317[M+H-2rham-glu]+

625[M+H-rham]+



Peak 43_K 3-O-(2-O-rham)glu (SL18)

633[M+K]+

617[M+Na]+

595[M+H]+

449[M+H-rham]+

287[M+H-rham-glu]+



Peak 44_I 3-O-(6-O-glu)gal (SL4)

679[M+K]+

663[M+Na]+

641[M+H]+

479[M+H-glu]+

317[M+H-glu-gal]+



Peak 46_Q 3-O-glu (isoquercitrin) (SL18)

465[M+H]+

303[M+H-glu]+

487[M+Na]+

503[M+K]+



Peak 47_I 3-O-(2-O-rham)gal (SL18)

663[M+K]+

647[M+Na]+

625[M+H]+

479[M+H-rham]+

317[M+H-rham-gal]+



Peak 51_I 3-O-(6-O-glu)glu (I 3-O-gen) (SL4)

679[M+K]+

663[M+Na]+

641[M+H]+

479[M+H-glu]+

317[M+H-2glu]+



Peak 52_K 3-O-(2-O-glu)gal DME (SL21)

677[M+K]+

661[M+Na]+

639[M+H]+

287[M+H-glu-gal-2CH3]
+



Peak 53_K 3-O-(2-O-glu)glu DME (SL21)

677[M+K]+

661[M+Na]+

639[M+H]+

287[M+H-2glu-2CH3]
+



Peak 54_K 3-O-(6-O-rham)gal (K 3-O-rob, biorobin) (SL4)

633[M+K]+

617[M+Na]+

595[M+H]+

449[M+H-rham]+

287[M+H-rham-gal]+



Peak 55_I 3-O-(2-O-rham)glu (I 3-O-neo, calendoflavoside) (SL18)

663[M+K]+

647[M+Na]+

625[M+H]+

479[M+H-rham]+

317[M+H-rham-glu]+



Peak 57_K 3-O-gal (trifolin) (SL4)

449[M+H]+

287[M+H-gal]+

471[M+Na]+

487[M+K]+



Peak 58_K 3-O-(6-O-rham)glu (K 3-O-rut, nicotiflorin) (SL4)

633[M+K]+

617[M+Na]+

595[M+H]+

449[M+H-rham]+

287[M+H-rham-glu]+



Peak 60_I 3-O-(6-O-rham)gal (I 3-O-rob) (SL4)

663[M+K]+

647[M+Na]+

625[M+H]+

479[M+H-rham]+

317[M+H-rham-gal]+



Peak 62_I 3-O-(6-O-rham)glu (I 3-O-rut, narcissin) (SL4)

663[M+K]+

647[M+Na]+

625[M+H]+

479[M+H-rham]+

317[M+H-rham-glu]+



Peak 63_K 3-O-glu (astragalin) (SL4)

449[M+H]+

287[M+H-glu]+

471[M+Na]+

487[M+K]+



Peak 64_I 3-O-gal (cacticin) (SL4)

479[M+H]+

317[M+H-gal]+

501[M+Na]+

517[M+K]+



Peak 66_I 3-O-glu (SL18)

479[M+H]+

317[M+H-glu]+

501[M+Na]+

517[M+K]+


