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Table S1. Molecular descriptors of anti-inflammation sesquiterpenoids from Asteraceae plants.

No Formula MW  Stereogenic Centers #H-bond acceptors #H-bond donors #Rotatable bonds rings Fraction Csp3

1 Ci17H220s  306.35 6 5 0 2 3 0.71
2 CisH200s  264.32 6 4 1 0 3 0.73
3 CisH2003  248.32 5 3 0 0 3 0.73
4 CisH2003  248.32 5 3 1 0 3 0.67
5 CisH2003  248.32 5 3 1 0 3 0.67
6 CisH2203  250.33 5 3 1 0 3 0.8
7 CisH2203  250.33 5 3 1 0 3 0.8
8 CisH2003  248.32 6 3 0 0 4 0.8
9 CisH2003  248.32 5 3 1 0 3 0.67
10 CisHi803  246.3 4 3 0 0 3 0.6
11 Cs2H400s 552.66 13 8 2 2 8 0.72
12 Csz2H4009 568.65 13 9 2 3 8 0.72
13  CssHs209  652.81 12 9 1 11 7 0.74
14 CazsHa09 596.71 11 9 1 8 7 0.71
15  Ca4HaO9  596.71 11 9 1 8 7 0.71
16  CseH4809 624.76 11 9 1 9 7 0.72
17  Cs7Hs009  638.79 12 9 1 10 7 0.73
18  CarHs009  638.79 11 9 1 10 7 0.73
19  Cs2H4007 536.66 10 7 1 6 7 0.66
20  CszsHa409 596.71 11 9 1 8 7 0.71
21  CssHs460s 582.72 12 8 1 7 7 0.76
22  Cz2Ha40s 556.69 12 8 2 6 7 0.78
23  C32Hs4O7  540.69 11 7 1 6 7 0.78
24  Cz2Ha40s 556.69 12 8 2 6 7 0.78
25 CzH420s 554.67 12 8 2 5 7 0.72
26 CszsH42010 610.69 12 10 1 7 7 0.68
27  Csz2H4008 552.66 11 8 1 5 7 0.69
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88 CisH24 204.35 2 0 0 0 2 0.73




Table S2. Biophysiochemical properties of anti-inflammation sesquiterpenoids from Asteraceae plants.
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-5.57
-5.74
-7.49
-5.68
-5.68
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-1.88
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-3.97
-5.92
-5.22
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-5.68
-5.51
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-3.89
-4.34
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-4.53
-4.64
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-4.37
-6.21
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-6.18
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-6.2
-6.18
-5.74
-4.28
-4.28
-4.28
-3.33
-3.72
-3.92
-4.12
-3.09
-3.48
-3.35
-4.01
-2.97
-2.97
-2.97
-2.97
-3.16
-2.46




83 69.83 63.6 2.08 1.25 1.47 1.62 1.75 1.63 -2.18  -2.27 -1.9
84 70.38 53.99 2.84 2.9 2.39 2.21 1.82 2.43 -3.69  -3.42 -2.03
85 70.9 37.3 2.41 3.77 3.79 2.9 4.16 3.41 -4.25  -3.93 -4.66
86 70.48 20.23 2.75 4.67 4.29 3.91 4.47 4.02 -4.82  -451 -5.1
87 71.11 57.53 2.14 2.66 3.02 2.65 2.89 2.67 -3.52 -3.17 -3.28
88 68.78 0 3.22 4.38 4.73 4.63 4.19 4.23 -41  -3.87 -3.77
Table S3. Molecular descriptors of marketed drugs.
Drug type Stereogenic | MW LogP | #H-bond acceptors | #H-bond donors Polar surface area | #Rotatable bonds
Centers (g/mol) (A?

Natural products 7.6 546.8 0.7 10 54 105.3 94

Natural derivatives 4.1 436.7 1.7 8.1 3.5 94.1 7.4

Synthetic 0.5 325.2 2.4 4.8 1.6 53.7 5.4

Assumed synthetic 0.8 352.1 3.1 5 1.5 57.2 6.1

Natural products 12 1008 1.4 19.4 8.8 211.4 175

macrocycle

Natural products 4.3 456.7 2.5 8.3 3.5 86.9 7.4

polycyclic




Table S4. Violations of drug-likeness rules by the anti-inflammation sesquiterpenoids
from Asteraceae plants. For each compound, the type of violations of each rule was
described.

No  Lipinski Ghose Veber Egan Muegge
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MW — molecular weight, MR - molar refractivity, TNA - total number
of atoms, PSA — polar surface area, HBA — hydrogen bond acceptor,
HBD - hydrogen bond donor, RB - rotatable bonds, LOG P —
considered log P value calculated by XLOGP3.
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Table S5. Absorption and Metabolism parameters of anti-inflammation
sesquiterpenoids from Asteraceae plants.

CYP1 CYP2 CYP2 CYP3
Gl BBB  P- CYP2C
absorpt permea subgtpra A2 C9 D6 A4
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Table S6. Toxicity and Drug-likeness analysis of anti-inflammation sesquiterpenoids
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from Asteraceae plants.
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4
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0.88
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Rejected

14



19

20

21

22

23

24

25

26

27

28

29

30

31

32

33

34

35

36

37

38

0.219
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0.149
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0.032

0.084

0.013

0.022

0.035

0.018

0.009
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Figure S1. BOILED-Egg of anti-inflammation sesquiterpenoids from Asteraceae
plants.
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