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Table S1: All Standard triterpenoids structures, classes, and MS/MS spectra in the constructed Library

S.No. Name Subclass of | Structure/Exact Mass/Chemical Formula
Compounds Spectra in constructed library
(Barcode)
1. Betulinic acid lupane et
(STDO005)
Chemical Formula: C3gH4g03
Exact Mass: 456.36
GE ‘nII:ZD \ H \ IIL\ ! 600 800 1000 1200 1400m./2
2. Betulin lupane -
(STDO004)
Chemical Formula: C3gH5005 “
Exact Mass: 442.3811
3. Ursolic acid Ursane : pos
(STDO007)
Chemical Formula: C3gH4g03 w
Exact Mass: 456.3603
4. Oleanolic Acid | Oleanane et
(STDO11)

Chemical Formula: C3pH4g03
Exact Mass: 456.3603
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2149158

0132640
2961938
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Silymin A Ursane e
(AAC139)
Chemical Formula: C3gH4405 ®
Exact Mass: 484.3189
Intybusoloid Limonoid e
(AAC169)
Chemical Formula: Cy7H340g
Exact Mass: 486.2254 Y
Bellerigenin B | Oleanane g g
100 4
(AAC192)
40
Chemical Formula: C5,H 450 87.8060 1409156 173.0602 \ J 379.0939 a40.8649 755
) J0 48T ; L] | | ||||||||||||||||“|| h“hll“l ‘ il i ‘||| Ll i|||
ExaCt Mass' 520'3400 10‘0 15‘0 ZOb 25‘0 30‘0 350 400 450 50‘0 Eﬁb m/z
ilelatifol D Ursane oot
(AAC196)
Chemical Formula: CagHg04 - '
Exact Mass: 470.3396
Euscaphic acid Ursane = o
(AAC198)
Chemical Formula: C30H4805 0
Exact Mass: 488.3502




10. Glycyrrhetic acid| oleanane o
(AAC411)
Chemical Formula: C3gH4604 "
Exact Mass: 470.3396
11. Oleanoic acid | Oleanane o
(AACA451)
Chemical Formula: C3gH4503 o
Exact Mass: 456.3603 o
12. Ursonic acid Ursane : -
(AACA452)
Chemical Formula: C3gH4603 ©
Exact Mass: 454.3447
13. Lantanilic acid | Oleanane e
100 4 266.9993
(AAC456)
60 591.3656
Chemical Formula: C35Hs,06 2 | - e
Exact Mass: 568.3764 Ll 1, | '
° 100 200 ' " 300 * 00 500 600 mz
14. 3,25-epoxy- Oleanane e
3a,hydroxy- o o
olean-12-en-28-
oic acid o o
(AAC457)
Chemical Formula: C3gH4604 .
Exact Mass: 470.3396




15. 2-a Ursane B o
hydroxyurasolic = i
acid
(AACS15) ”
Chemical Formula: C3gHsg04 o
Exact Mass: 472.3553
16. Nimbinolide Limonoid et
(AAC690)
MeO,C" N
AcO
Chemical Formula: C3oH35014
Exact Mass: 572.2258
17. Gedunin Limonoid e
(AACO691)
Chemical Formula: CogH3407 ©
Exact Mass: 482.2305
18. Azadiradione Limonoid -
(AAC694)
Chemical Formula: C,gH3405 o
Exact Mass: 450.2406
19. 3-Oxolup-1:12- | Lupane J e e
diene, 28-al 2 T
(AACT15) H “
o 40 4
H 459.3227
Chemical Formula: C3gH4405 2350088 s
Exact Mass: 436.3341 ° = = = = 5 e i




20. f -Neriursate Ursane H w
(AAC733)
O 80
Chemical Formula: C3gHs404 ©
Exact Mass: 574.4022
21. Ursolaldehyde Ursane -
(AACT38)
Chemical Formula: C3gH405 “ 7
Exact Mass: 440.3654
22. 3b-Hydroxyurs-|  Ursane : ene g
11-en-13b(28)- ]
olide w
(AAKO089) 50
Chemical Formula: C30H4603 |
ExaCt MaSS: 4543447 . 124.7085 163.0791 248.1145 2011644 363.1469
23. 11-Oxooleanolid oleanane =
aCId 100 = an
(AAKO094)
Chemical Formula: C3gH4604
Exact Mass: 470.3396
, 1891627235 1 MZBll‘DJS
- 7= O .
24, 5-hydroxy-7 HO —
{{6-O- >\ < > Ho2 "
{[(4R/S)-4-(1- u Q)ﬁ%( o o
hydroxy-1- 0 T O |
methylethyl)cy H H )
OH O

clohex-1-en-1-
yl]-carbonyl}-
D-
glucopyranosyl
joxy}-2-
methyl-4H-1-
benzopyran-4-
one

(AAC039)

Chemical Formula: CygH3,044
Exact Mass: 520.1945

ERTT




25. Asiatic acid Ursane : -
(AAK121)
Chemical Formula: C3qHsg05
Exact Mass: 488.3502 .
26. Butyl ester of | Oleanane o
glycyrrhetinic o g
acid
(AAK129)
Chemical Formula: C34H5404
Exact Mass: 526.4022 .
|
217. 3-0x0-30-butyl | oleanane o
ester of w =
glycyrrhetinic
acid -
(AAK130)
Chemical Formula: C34H5,04
Exact Mass: 524.3866 .
28. Glycyrrhetinic | oleanane =
acid methyl ester w T
(AAKI131)
Chemical Formula: C34H4g04 “
Exact Mass: 484.3553
Ll \\7\3“‘ mn T :ZE\M\H |
29. 3-benzoyloxy-3-| oleanane o

0-methy]l ester of
glycyrrhetinic
acid

(AAK132)

Chemical Formula: C3gHg,05
Exact Mass: 588.3815

567,628

mpasy 00 56539
253650 ‘ |

260 400

1200

1400m72




30.

3-acetoxy-3-0-

methyl ester of

glycyrrhetinic
acid

(AAK133)

oleanane

Chemical Formula: C33H5005
Exact Mass: 526.3658

Aound

31.

Hydrazide of
glycyrrhetinic
acid

(AAK112)

oleanane

Chemical Formula: C35H50N>O5
Exact Mass: 542.3720

13307

‘ 1405

511170

1200

1400m/z

32.

Ethyl acetate
ester of
glycyrrhetinic
acid

(AAK141)

oleanane

Chemical Formula: C34H5,04
Exact Mass: 556.3764

183 1628

TN L
200 400

1200

33.

Methyl acetate
ester of
glycyrrhetinic
acid

(AAK142)

oleanane

Chemical Formula: C33H500¢
Exact Mass: 542.3607

425006

1200

1400mz

34.

Ethyl methyl
sulfide ester of
betulinic acid

(AAK147)

Lupane

Chemical Formula: C33H5403S
Exact Mass: 530.3794

772
il

531,306




35. Methyl acetate | Lupane ) ot
ester of betulinic 2 w o™
acid
(AAK152)
Chemical Formula: C33H5,05 ® N
Exact Mass: 528.3815
36. Diethyl sulfide | Lupane /// o
ester of betulinic “ w =
acid
(AAK155) : T
Chemical Formula: C34H5603S “
Exact Mass: 544.3950 aw =
37. Diethyl sulfide | Ursane : a
ester of ursolic -
acid
(AAK172)
Chemical Formula: C34Hg603S
Exact Mass: 544.3950
38. Methyl acetate | oleanane e ss13605
ester of oleanolic ha
acid w |
(AAK160) o0
Chemical Formula: C33H5,05 | m
Exact Mass: 528.3815 0 — pn i :Z:l'%l Bt — —
39. 2,3,23- Ursane H o
triacetoxy - e

derivative of
asiatic acid

(AAK175)

Chemical Formula: C3gHs5405
Exact Mass: 614.3819

221.0857

80812
ke

#BOMG

4953275 a5z

569 3654

500




40. Friedelin Friedelane e
(AAC150)
Chemical Formula: C3gH500
Exact Mass: 426.3862 ¢
41. 2|A- Ursane : o
Hydroxyursolic o T
acid
(AAK095) .
Chemical Formula: C3gHg04 »
Exact Mass: 472.3553
42, beta-amyrin Oleanane o
(AAD671)
Chemical Formula: C3gH500 |
Exact Mass: 426.3862 °
43, 3b-Hydroxy-27-| Ursane : =
p-E- .
coumaroyloxy-
urs-12-en-28-oic .
acid
(AAC739) .
OH
Chemical Formula: C3gHg40¢ .
Exact Mass: 618.3920
44. Atriplicin oleanane o
(AACA401)

Chemical Formula: C3gH4604
Exact Mass: 470.3396

2191724

sz

%0

1000
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