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

S.No. Name 

(Barcode) 

Subclass of 
Compounds 

Structure/Exact Mass/Chemical Formula 
Spectra in constructed library 

1.  Betulinic acid 

(STD005) 

lupane 

 

 

2.  Betulin 

(STD004) 

lupane 

HO

CH2OH

H

H

H

H

Chemical Formula: C30H50O2
Exact Mass: 442.3811  

 

3.  Ursolic acid 

(STD007) 

Ursane 

 

 

4.  Oleanolic Acid 

(STD011) 

Oleanane 

H
HO

COOHH

H

Chemical Formula: C30H48O3
Exact Mass: 456.3603  

 



5.  Silymin A 

(AAC139) 

Ursane 

 

 

6.  Intybusoloid 

(AAC169) 

Limonoid 

 

 

 

7.  Bellerigenin B 

(AAC192) 

Oleanane  

  

8.  ilelatifol D 

(AAC196) 

Ursane 

 

 

9.  Euscaphic acid 

(AAC198) 

Ursane 

 

 



10.  Glycyrrhetic acid 

(AAC411) 

oleanane 

 

 

11.  Oleanoic acid 

(AAC451) 

Oleanane 

 

 

12.  Ursonic acid 

(AAC452) 

Ursane 

 

 

13.  Lantanilic acid 

(AAC456) 

Oleanane 

 
 

14.  3,25-epoxy-
3a,hydroxy-

olean-12-en-28-
oic acid 

(AAC457) 

Oleanane 

 

 



15.  2-a 
hydroxyurasolic 

acid 

(AAC515) 

Ursane 

 

 

16.  Nimbinolide 

(AAC690) 

Limonoid 

MeO

O

MeO2C O

O

OH
O

AcO

O

Chemical Formula: C30H36O11
Exact Mass: 572.2258

H

 

 

17.  Gedunin 

(AAC691) 

Limonoid 

 

O

O

OAc

O

O
O

Chemical Formula: C28H34O7
Exact Mass: 482.2305

H

H

 

 

18.  Azadiradione 

(AAC694) 

Limonoid 

 

O

O

OAc

O

Chemical Formula: C28H34O5
Exact Mass: 450.2406

H

H

 

 

19.  3-Oxolup-1:12-
diene, 28-al 

(AAC715) 

Lupane 

  



20.  β -Neriursate 

(AAC733) 

Ursane 

 

 

21.  Ursolaldehyde 

(AAC738) 

Ursane 

 

 

22.  3b-Hydroxyurs-
11-en-13b(28)-

olide 

(AAK089) 

Ursane 

HO

O
O

H

H

H

Chemical Formula: C30H46O3
Exact Mass: 454.3447   

23.  11-Oxooleanolic
acid 

(AAK094) 

oleanane  

 

 

24.  5-hydroxy-7-
{{6-O-

{[(4R/S)-4-(1-
hydroxy-1-

methylethyl)cy
clohex-1-en-1-
yl]-carbonyl}-

D-
glucopyranosyl

}oxy}-2-
methyl-4H-1-
benzopyran-4-

one 

(AAC039) 

 

 

 



25.  Asiatic acid 

(AAK121) 

Ursane 

 

 

26.  Butyl ester of 
glycyrrhetinic 

acid 

(AAK129) 

Oleanane 

 

 

27.  3-oxo-30-butyl 
ester of 

glycyrrhetinic 
acid 

(AAK130) 

oleanane 

 

 

28.  Glycyrrhetinic 
acid methyl ester 

(AAK131) 

oleanane 

 

 

29.  3-benzoyloxy-3-
0-methyl ester of 

glycyrrhetinic 
acid 

(AAK132) 

oleanane 

 

 



30.  3-acetoxy-3-0-
methyl ester of 
glycyrrhetinic 

acid 

(AAK133) 

oleanane 

 

 

31.  Hydrazide of 
glycyrrhetinic 

acid 

(AAK112) 

oleanane 

O

O

O
NH

HO

O

NH2

Chemical Formula: C32H50N2O5
Exact Mass: 542.3720

H

H

H

 

 

32.  Ethyl acetate 
ester of 

glycyrrhetinic 
acid 

(AAK141) 

oleanane 

O

O

O
O

HO

O

Chemical Formula: C34H52O6
Exact Mass: 556.3764

H

H

H

 

 

33.  Methyl acetate 
ester of 

glycyrrhetinic 
acid 

(AAK142) 

oleanane 

 

 

34.  Ethyl methyl 
sulfide ester of 
betulinic acid 

(AAK147) 

Lupane 

 

 



35.  Methyl acetate 
ester of betulinic 

acid 

(AAK152) 

Lupane 

 

 

36.  Diethyl sulfide 
ester of betulinic 

acid 

(AAK155) 

Lupane 

 

 

37.  Diethyl sulfide 
ester of ursolic 

acid 

(AAK172) 

Ursane 

HO

O

O
S

Chemical Formula: C34H56O3S
Exact Mass: 544.3950

H

H

H

 

 

38.  Methyl acetate 
ester of oleanolic 

acid 

(AAK160) 

oleanane 

  

39.  2, 3, 23-
triacetoxy 

derivative of 
asiatic acid 

(AAK175) 

Ursane 

 
 



40.  Friedelin 

(AAC150) 

Friedelane 

 

 

41.  2|A-
Hydroxyursolic 

acid  

(AAK095) 

Ursane 

 

 

42.  beta-amyrin 

(AAD671) 

Oleanane 

 

 

43.  3b-Hydroxy-27-
p-E-

coumaroyloxy-
urs-12-en-28-oic 

acid 

(AAC739) 

Ursane 

 

 

44.  Atriplicin 

(AAC401) 

oleanane 

 

 

 

 


