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Drided pods of
Canavalia lineata (Thunb.) DC. (1.2 kg)

| MeOH {10L = 3 times)

MeOH extract (152.13 g)

| H;O L suspension

| EtOAC (3L % 3 times)

EtOAC BuOH (3L x 3 times) |
(1229) Hz0 residue BuOH
(@60}

Ciz MPLC Prep.

| £-100% MeOH

C,z MPLC Prep.
10~100% MelH

.-+ CLPB15 CLPB16 °'* CLPB22

CLPE1 CLPE 9 CLPE 14 CLPB 1 CLPB 10
(63.8 mg) (%1.6mg) (40.0mg) (31.2mg) (826 mg)
Ciz HPLC Prep. Cyz HPLC Prep. Cyz HPLC Prep. Ciz HPLC Prep. Cyz HPLC Prep.
5~38 % CH.CN 5~40 % CH.CN 5~23 % CH.CN 5~20 % CH.CN 5~20 % CH.CN
PN2 CLPE CLPE PH4 PN5 CLPB PN2 CLPB PN3 CLPB CLPB CLPB  PN1
(8.0 m 9.2 9-3 26 mg) (2.3 mg) 10-2-1 (2.2 mg) {3.1 mg) 16-1 16-2 163 (20mg)
CLPE 18 e CLPE 21 CLPE 22 e CLPE 24 CLPE 27 CLPE 28 e CLPE 30 CLPE 21
(65.7 mg) (383.6 mg) (222.3 mg) (77.6 mg) (35.5mg) (69.1 mg) (194.0 mg)

Cyz HPLC Prep. Cyz HPLC Prep. Cyz HPLC Prep.

Cyz HPLC Prep. Cyz HPLC Prep. Cyz HPLC Prep. Cyz HPLC Prep.
5~35 % CHLCN 5~55 % CH.CN 10~50 % CHLCN 10~50 % CH.CN 25~43 % CHLCN 30~55 % CHLCN 30~60 % CHLCN
| |
CLPEY1 --- PN6 CLPE CLPE PN CLPE... PNB PNG ) CLPE __PN10 CLPEZ PN11 CLPE ---PN12  PN13
81 (154mg 184 21-1 (2E8mg) 22-1 (22.5mg) (2.2 mg) 27-1 (18 mg) 81 (2.8mg) 30-1 (@7Tmg) (31.9 mg)
» MPLC condition for EtOAc and BuOH fractions » HPLC condition for EtOAc sub-fractions

* MPLC system: Spot Prep |l system » HPLC system: YMC-LC-Forte/R
* Column: YMC-0ODS-AQ (250x60 mm, 10 ym), Flow rate: 50 mL/min » Column: YMC-Triart Cyg (250%20 mm, 10 pm), Flow rate: 15 mL/min

# HPLC condition for BUOH sub-fractions
= HPLC system: Gilson PLC 2020
= Column: YMC-ODS-AQ (250 20 mm, 10 pm), Flow rate: 5 mL/imin

Figure S1. Separation scheme of compounds (PN1-PN13) from Canavalia lineata pods.
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Figure S2. MS and UV chromatogram of C. lineata pod extract using UPLC-QTOF-MS.
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Mass lCaIc. Mass ImDaIPPM [DBE IFormula [ C l H I 0 I

PN 1. Rutin 6111608 6111612 04 07 125 C27 H3LO6 27 31 16
6111647 39 64 345 C45 HB 03 &5 23 3

6111553 55 90 215 (34 H27 O11 ¥ 27 1

1: TOF MS ES+

CLPB_16_4_100ppm_POS_200628 1373 (4.721) Cm (1369:1379)
611.1608 3.02e6
100+ il TNO,
[M+H]*
HO
HOZ;Q#
HO [,
Chemical Formula: C;;H37046
= Exact Mass: 610.1534
CLPB16-4
303.0491 Rutin
612.1636
4651019
i 613.1672
R B N B L B L B I L I W B WA B S B B I el L1 74
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Figure S3. UPLC-QTOEF-MS spectrum of rutin (1).
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Mass ICaIc. Mass ImDa I PPM [OBE IFormuIa I C [ H | 0 l

4931286 4931287 01 -02 205 C30 H21 O7 30 21 7

PN 2. (2R,3R)-3-hydroxy 7-0-D- 4931252 34 69 -15 CL2H2020 12 20 20

ide-6- ’ 4931229 57 116 205 C37 H17 O2 37 17 2

glucopyranoside-6-methoxy-flavanone 4931346 60 -122 115 C23 H25 012 23 25 12

4931193 03 189 75 CI9 H25 O15 19 25 15
CLPE_9_1_100ppm_NEG_200629 1449 (4.984) Cm (1442:1451) 1. TOF MS ES-
100- 493 1286 3.65¢6

[M+COOH]”
o~ o o o @
2850735 . &rv
OH
> L,
| 0
Chemical Formula: Cy;H5404q
Exact Mass: 448.1369
CLPES-1
=) (=CLPB10-2-2)
041.2617
(2R,3R)-3-hydroxy 7-O-D-
glucopyranoside-6-methoxy-flavanone
494 1316 042 2646
286.0770
1943.2680

0' | L L I 'l""l':"l""l"'l"'ll"|""|""l" "l"'l """ | LN "'ll" ""|'rn/Z

100 200 300 400 500 600 700 800 900 1000

Figure S4. UPLC-QTOF-MS spectrum of (2R,3R)-3-hydroxy 7-O-p-D-glucopyranoside-6-methoxy-flavanone (2).
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PN 3. Syringaresinol-4-0-6-D-glucopyranoside [wass [ calc mass | mba | pem | Dee | Formula [cIrlol]
| 579.2056 2792078 38 115 C28 H3S O13 28 33 12
CLPB_15 2 3_100ppm_NEG_200629 1571 (5.409) Cm (1568:1579) 1: TOF MS ES-
- 579.2056 4.85¢6
100 —Le
[M-H]
0— OH
0 Qoﬂmﬁ%
’_O L PO
-
HO o
—0
Chemical Formula: CygH36045
Exact Mass: 580.2156
=)
CLPB15-2-3
Syringaresinol-4-0-8-D-glucopyranoside
580.2098
4171529
6252114
) I I I L S I LI I S |l|||||||| m/z
0 100 200 300 400 500 600 700 800 900 1000
Figure S5. UPLC-QTOF-MS spectrum of (-)-syringaresinol-4-O-f-D-glucopyranoside (3).
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Mass [Calc. Mass ]mDa ] PPM [OBE ]Formula l G ] H [ 0 [
H 4311305  431.1283 & 23 205 C29 H19 04 29 19 4
PN 4. Ononin 4311342 37 86 115 (22 H23 09 22 23 9
4311248 5.7 132 -15 (11 H27 017 1 27 17
4311401 96 -223 25 (15 H27 014 15 27 14
431.1190 115 267 75 (18 H23 012 18 23 12

CLPE_14_1_100ppm_POS_200628 1833 (6.310) Cm (1827:1839) 1: TOF MS ES+
00 4311305 1.04e7

[M+H]*

HO
o
H2o>"on

2690803 Chemical Formula: C;,H»,04
Exact Mass: 430.1264
=
CLPE14-1
Ononin
4321339
270.0841
T (BLELN REAES FEEL T BAEEDS ELEEN BELES EES, (ELEEN RS EEEN FULELY RELE N PEEE ARa s nans e MiZ
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Figure S6. UPLC-QTOF-MS spectrum of ononin (4).
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Mass | Calc. Mass ImDa I PPM | DBE I Formula l G I H I 0

PN 5. Syringaresinol 4191668 4191647 21 S0 185 C29 H23 03 29 23 3

4191706 -38 91 95 (€22 H27 08 2 27 8

4191765 -97 -231 05 CISHL 013 15 31 13

4191553 115 274 55 CI8H27 Ol 18 27 11
CLPE_14_2_100ppm_POS_200628 1987 (6.840) Cm (1984:1995) 1: TOF MS ES*
100+ 401.1563 5.12¢6

[M+H-H,0]*
O/
OH
0 P
H‘H‘H O
/O e
w0
_0
- Chemical Formula: Cy;H,60g
Exact Mass: 418.1628
CLPE14-2
Syringaresinol
[M+H]*
2050852 e
173.0586“ L ‘ 837.3273
0 ""|'---|----l|-'-l-!|--"'l|'l'"|""'|'"" '"'I""I""I""I""I'"'I""I""I"'l'l""'l""l""l" z
100 200 300 400 500 600 700 800 900 1000

Figure S7. UPLC-QTOF-MS spectrum of syringaresinol (5).
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o Mass ICaIc. Mass lmDalPPM IDBE lFormuIa [ C | H [ 0 I

PN 6. (2R,3R)-3,7'-Dihydroxy-6- 2870002 2870010 1] 59 95 CI6HISO5 16 15 S
methoxy-flavanone 2870861 41 143 185 (23 Hil 3 1

870078 76 -265 05 COHIOO0 9 10 10

1: TOF MS ES+

CLPE_18_3_100ppm_POS_200628 2179 (7.500) Cm (2175:2185)
870002 1.10e7
100 S
[M+H]*

HO 0 @

0
Chemical Formula: CygH1405
Exact Mass: 286.0841

CLPE18-3

=)
(2R,3R)-3,7'-Dihydroxy
-6-methoxy-flavanone

2110845 1yeg 0925
167.0339
0"'''|''--l""|----|-h---|-\-- |--"|""|""|""|"''|""|""|""|'"'|""|""|""|'l"'|""|m/Z
100 200 300 400 500 600 700 800 900 1000

Figure S8. UPLC-QTOF-MS spectrum of (2R,3R)-3,7-dihydroxy-6-methoxyflavanone (6).
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Mass | calc. Mass | mDa | PPm | DBE | Formula | c|[H]o]
= . 301.0555 301.0560 05 -17 65 C12 H13 09 12 13 9
PN 7 CaJanIn 301.0501 54 179 155 C19 H9 O4 19 9 4
301.0653 98 -326 195 C23 H9 O 23 9 1
3010407 148 492 25 C8 H13 012 8 13 12
3010712 A57 921 105 €16 Hi3 06 16 13 (]
CLPE_21_M3_100ppm_POS_200727 2530 (8.708) Cm (2521:2535) 1. TOF MS ES+
301.0555 5.15e7
100 AR
[M+H]*
OH
Chemical Formula: CyH4,0¢
= Exact Mass: 300.0634
CLPE21-3
Cajanin
3020576
T e e e e e e e e e M2
100 200 300 400 500 600 700 800 900 1000

Figure S9. UPLC-QTOF-MS spectrum of cajanin (7).
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o Mass | Calc. Mass | mDa | PPm | DBE | Formula [c|H]|of
PN 8. Medicarpin 090 2700070 30 11 95 Cl6 HIS O 16 15 4
71109 89 328 05 COF9 09 9 19 9
0818 122 450 55 CLRHISO7T 12 15 7

1: TOF MS ES+

CLPE_22_3_100ppm_POS_200628 2762 (9.502) Cm (2757:2769)
271.0940 4.13¢6
100 EAARIEUR
[M+H]*

Chemical Formula: C;gH1404

= e e Exact Mass: 270.0892
CLPE22-3
Medicarpin
301.1050
161.0595
0""I""I"I"I"" BN Loy LR LI R LiE B ""l ""I""I""I'"'I""I""I""I""I""Irn/Z
100 200 300 400 500 600 700 800 900 1000

Figure S10. UPLC-QTOF-MS spectrum of medicarpin (8).
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Mass Calc. Mass | mDa | PPM | DBE | Formula [c|H]o]
PN 9. Prunetin 2850736 2850763 -27 -95 105 C16 H13 05 16 13 5
2850704 32 112 195 C23 H9 23 9
CLPE_24 100ppm_POS_200628 2920 (10.055) Cm (2910:2925) 1: TOF MS ES+
2850736 1.79e7
100+ R
[M+H]*
OH
Chemical Formula: C;¢H4,05
- Exact Mass: 284.0685
CLPE24
Prunetin
286.0767
O-rrrprrerprerey rrrer MIZ

LA LA R LA R LA LA LARAL RAAAN LA RSN LAY AL RARMS LA LA RALAD U] KA SRS LRAAS LARAE AL UAARS RAAAN AL KA RARKE AL LARM RASAN UALRI KU LR RSN
20 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 930

Figure S11. UPLC-QTOF-MS spectrum of prunetin (9).
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PN 10. 7,4'-Dimethy|-3'-hydroxygenistein Mass | cale. mass | mpa [ ppm | DBE [ Formula [ c]lH] o]
315.0837 315.0810 2.7 86 195 C24 H11 O 24 11 1
315.0869 -3.2 -10.2 105 C17 H15 06 17 15 6
315.0927 -90 -286 15 C10 H19 011 10 19 11
CLPE_27 3 _100ppm_POS_200628 2970 (10.225) Cm (2968:2981) 1: TOF MS ES+
_ 3150837 2.98e7
100 e
[M+H]*

Chemical Formula: C;7H140¢
Exact Mass: 314.0790

=
CLPE27-3
7,4'-Dimethyl-3'-hydroxygenistein

316.0863

Figure S12. UPLC-QTOF-MS spectrum of 7,4'-dimethyl-3"-hydroxygenistein (10).
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PN 11. 7,4'-Dimethoxyisoflavone

Mass ICaIc. Mass |mDa IPPM IDBE IFormuIa

[c[H]o]

283.0963 _2830970 -07 -25

105 C17 H15 04 17 15

4

2831029  -66

-233 15 (10 H19 09 10 19 9

CLPE_28 2 _100ppm_POS_200628 3098 (10.666) Cm (3094:3106) 1: TOF MS ES+
83.0963 5.92¢7
100 e
[M+H]*
Chemical Formula: Cy7H40,
. Exact Mass: 282.0892
CLPE28-2
7,4'-Dimethoxyisoflavone
284 0980
e i s e b L L LA b L L ) L L e s ) L L L LA LA s L) LA U R A s L Ll Ll s i i ks LU P4
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Figure S13. UPLC-QTOEF-MS spectrum of 7,4'-dimethoxyisoflavone (11).
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PN 12. Pterocarpin Mass ]Calc Mass [mDa [PPM [DBE ]Formula [ C I H [ 0 ]
299.0903 299.0919 -16 -53 105 C17 H15 O5 17 15 5
2000861 42 140 1905 C24 HIl 24 11
CLPE_30_5_100ppm_POS_200628 3367 (11.590) Cm (3359:3372) 1: TOF MS ES+
09.0903 1.45¢6
100- S
[M+H]*
298.0822
Chemical Formula: C;7H1405
=i Exact Mass: 298.0841
CLPE30-5
Pterocarpin
300.0935
137‘05|g d 175.0390
0—Illllll lIIIIIIIIIIllI m/Z
0 100 200 300 400 500 600 700 800 900 1000

Figure S14. UPLC-QTOF-MS spectrum of pterocarpin (12).
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PN 13. Homopterocarpin Mass | Calc. Mass | mDa | PPm | DBE | Formula [c|u]o]
2851123 2851127 04 -14 95 CI7H1704 17 17 4
2851186 63 -221 05 CIOH21 09 10 21 9
2850074 149 523 55 C13HI707 13 17 7
2851279  -156 -547 135 C21 H17 O 2 17 1
CLPE_30_6_100ppm_POS_200628 3456 (11.897) Cm (3453:3466) 1: TOF MS ES+
. 2851123 5.16e6
100 i
[M+H]*
Chemical Formula: C;7H460,4
= Exact Mass: 284.1049
CLPE30-6
Homopterocarpin
137.0597
2661154
0_""I"" LAYV | | AL LA rnjl

Figure S15. UPLC-QTOF-MS spectrum of homopterocarpin (13).
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Figure S16. ICs0 curve of medicarpin (8) for h(MAO-B.
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Figure S17. ICso curves of homopterocarpin (13) for htMAO-A (A) and hMAO-B (B).
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