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Table 1. Date of *C and *H NMR data of 25 in DMSO-ds (100 and 500 MHz) of the
sapogenin of Soyasaponin Il [30].

HSQC HMBC
C 8¢ Su “Jen *Jen
4 433 - ; i
8 418 i i i
10 360 i i i
13 1443 i i i
14 433 i i i
17 370 i i i
20 303 : i i
CH
3 900 3.12 (m) i i
5 555 nd i i
9 469 1.47 (m) coel C-1/Me-25/ Me-26
12 1217 5.16 (sl) : c-9/C-18
18 447 nd i :
22 742 3.23 (sl) i i
CH,
1 384 1,52 (m): 0.89 (m) C-10 c-9
> 254 165(d,J=95 Hz); 0.92 (m) : i
6 181 152 (m); 1.30 (m) -7 C-10
7 327 1.44 (m); 1.28 (m) c-8 Me-26
11 233 1.28 (m) i i
15 256 1.99 (m); 0.91 (m) i i
16 280 1.33 (m): 0.95 (m) C-17 C-22
19 461 1.67 (m): 0.88 (m) C-18 Me29/ Me-30
21 412 1.30 (m) C-20/C-22 C-17/C-30
24 616  3.80(d,J =11 Hz); 3.04 (m) i C-3/C-23
CH,
23 223 1.08 (s) C-4 C-3/C-5/ C-24
25 153 0.79 (s) C-10 C-1/C5
2% 167 0.88 (s) c-8 c-7
27 250 1.04 (s) i c-8
28 204 0.74 (s) C-17 C16/C18/C-22
29 327 0.96 (s) C-20 C-19/C-21
30 284 0.96 (s) C-20 C-19/C-21




Table 2. Date of *C and *H NMR data of 25 in DMSO-ds (100 and 500 MHz) of the
sugars of Soyasaponin 11 [30].

HSQC HMBC

C 8¢ Su 2Jen *Jon
I’ 103.9 4.13 (d, J = 6.0 Hz) - c-3
2 77.2 3.33(m) C-1’ c-17
3 77.1 3.30 (m) - -
4 73.8 3.17 (m) - -
5 76.4 3.12 (m) - -
6’ 172.8 - -
1” 100.7 4.68 (d, J = 7.0 Hz) - -
27 77.6 3.16 (m) - c-1
3 70.7 3.49 (m) - -
4> 69.5 3.23 (m) -

5 65.4 3.60 (g.dg,z\](z éj,‘.—:) inl(.jolil.zo) Hz) e i )
1 100.3 4.97 (sl) c-2’” C-27/C-5"
2 70.7 3.65 (sl) - -
3 725 3.05 (m) - -
4 72.6 3.13 (m) - -
5 68.1 3.51(m) - -
6" 17.9 1.06 (d) c-5™ c-4™
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Figure S1. *H-NMR (500 MHz, DMSO-dg) spectrum of compound 25.
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Figure S2. ®*C-NMR (100 MHz, DMSO-ds) spectrum of compound 25.
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Figure S3. HSQC (500 x 125 MHz, DMSO-dg) spectrum of compound 25.
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Figure S4. HMBC (500 x 125 MHz, DMSO-dg) spectrum of compound 25
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Figure S5. Expansion of HMBC (500 x 125 MHz, DMSO-dg) spectrum of compound 25.
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Figure S6. Expansion of HMBC (500 x 125 MHz, DMSO-dg) spectrum of compound 25.
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Figure S7. The HRESI-TOF-MS spectrum of compound 25.
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Figure S8. The ESI-MS/MS spectrum of compound 25.
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Figure S9. The ESI-MS/MS spectrum of compounds 1 and 2.




IFienss, |

MS2|TAT A0, L0 Tmin #a54]

—
m
Y
=
3
. A =
L e e e s
u B
- g
o s
3 w
2 -
o
[l
-
m m -
i I
X 1 R o
3 . iy -
Ly
= i
M JE—— - ]
g ™ s
= [ T T m—— e
M - ﬂ Qe
= e o =3
-h_. i -I._ :.m ||||||||||||||||| e L LE B8 LE SO LE |
g 2 3
- ——————
-
[Ty
&
s 4
-
— ol (=]
L} - L} -
T R - s et
- = -
+
-y &N 7
,m
2 “g™ME
- T - ap
m
n-ml
o m @ ) - ' ™ a . ' . .
W - = = = = =
o

Figure S10. The ESI-MS/MS spectrum of compounds 3 and 4.
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Figure S21. Fragmentation pathway of compounds 23 (m/z 941.5123), 24 (m/z 795.4520), 25
(m/z 911.5006), 26 (m/z 765.4418) and 29 (m/z 633.3998), which possess soyasapogenol B (m/z
457) as aglycone, in negative mode ESI-MS/MS.
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-158 Da
m/z 473
-96 Da 96 Da
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Figure S22. Fragmentation pathway of compounds 5 (m/z 957.5056), 8 (m/z 811.4459), 6 (m/z
927.4943), 7 (m/z 781.4350) and 14 (m/z 649.3933), which have soyasapogenol A (m/z 473) as
aglycone, in negative mode ESI-MS/MS.
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Figure S23 Fragmentation pathway of compounds 16 (m/z 999.5135), 18 (m/z 853.4559), 17
(m/z 969.5074), 19 (m/z 823.4463) and 22 (m/z 691.4042), which have Aglycone | (m/z 515) as

aglycone, in negative mode ESI-MS/MS.
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Figure S24. Fragmentation pathway of compounds 11 (m/z 997.5022), 12 (m/z 851.4412), 13
(m/z 967.4901) and 15 (m/z 821.4303), which have Aglycone Il (m/z 513) as aglycone, in

negative mode ESI-MS/MS.
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- 44 Da (6-deoxi-hexose)
(CO7)
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> m/z 471 = m/z 567
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(CH4O)

m/z 407 <———— m/z 439
-32Da

Figure S25. Fragmentation pathway of compounds 1 (m/z 925.4800) and 2 (m/z 779.4239),
which have wistariasapogenol A (m/z 471) as aglycone, in negative mode ESI-MS/MS.
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(CsH405) -32Da
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Figure S26. Fragmentation pathway of compounds 3 (m/z 797.4310) and 4 (m/z 943.4912),
which have kudzusapogenol A (m/z 485) as aglycone, in negative mode ESI-MS/MS.
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Figure S27. Fragmentation pathway of compounds 9 (m/z 985.4961) and 10 (m/z 839.4404)
having Aglycone Il (m/z 531) and that of compound 20 (m/z 837.4603), which has 22-O-
acetate-soyasapogenol B (m/z 499) as aglycone, in negative mode ESI-MS/MS.
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