Table S3. Bioactive compounds of the ethanolic extract of C. lawsoniana aerial parts.

Compound SMILES Chemical structure
L-Threonic acid C([C@@H]([C@H](C(=0)0)0)0)0O OH 0
HO\NJ\
._ OH
ot
7

Vanillic acid glucoside

COC1=C(C=CC(=C1)C(=0)0)O[C@H2[C@@H]
([CeH]([C@@H]([C@H](02)CO)0)0)O

Quinic acid

CI[C@H](C([C@@H](CCI(C(=0)0)0)0)0)0

Caffeoylshikimic acid

Cl[C@H]([C@@H]([C@@H](C=CIC(=0)[O-
1)0)0)OC(=0)/C=C/C2=CC(=C(C=C2)0)O




Ferulic acid O-glucoside

COC1=C(C=CC(=C1)C=CC(=0)0)0C2C(C(C(C(
02)C0)0)0)0

OH

OH

Coumaroylquinic acid

CI[C@H]([C@H]([C@@H](C[C@@]1(C(=0)0)
0)OC(=0)/C=C/C2=CC=C(C=C2)0)0)O

Roseoside

CC1=CC(=0)CC([C@]1(/C=C/[C@@H](C)O[C@

HR[C@@H]((C@H]([C@@H]([C@H](02)CO)O
)0)0)0)(C)C

Sinapoyl D-glucoside

COC1=CC(=CC(=C10)0C)/C=C/C(=0)0C2[C@
@H]([C@H]([C@@H]([C@H](02)CO)0)0)O




Pinopalustrin (Nortrachelogenin)

COC1=C(C=CC(=C1)C[C@H]2COC(=0)[C@@]2
(CC3=CC(=C(C=C3)0)0C)0)0

9,12,13-trihydroxyoctadeca-10,15-
dienoic acid (Malyngic Acid)

CC/C=C\C[C@@H]([C@@H](/C=C/[C@H](CCC
CCCCC(=0)0)0)0)0

dihydrokaempferol (Aromadendrin)

C1=CC(=CC=C1[C@@H]2[C@H](C(=0)C3=C(C
=C(C=C302)0)0)0)0

3,7-dimethylquercetin

COC1=CC(=C2C(=C1)OC(=C(C2=0)OC)C3=CC(
—C(C=C3)0)0)0

4',5,6,7-Tetramethoxyflavone
(Scutellarein tetramethyl ether)

COC1=CC=C(C=C1)C2=CC(=0)C3=C(C(=C(C=
C302)0C)0C)0C




Phlorizin

C1=CC(=CC=C1CCC(=0)C2=C(C=C(C=C20[C

@H3[C@@H]([C@H]([C@@H]([C@H](03)CO)
0)0)0)0)0)0

HO (6] OH
B
/

Kaempferol-3-O-arabinoside

Cl[C@@H]([C@@H]([C@H]([C@@H](01)0OC2
~C(0C3=CC(=CC(=C3C2=0)0)0)C4=CC=C(C=
C4)0)0)0)0

(6] OH

secoisolariciresinol
guaiacylglyceryl ether

OC[C@H](CC1=CC=C(OC(CO)COC2=CC=CC=
C20C)C(OC)=C)[C@@H](CC3=CC=C(0)C(OC
)=C3)CO




lariciresinol-4'-guaiacylglyceryl
ether

COC1=CC(C[C@H]2CO[C@H](C3=CC=C(O)C(
0C)=C3)[C@H]2C0)=CC=C10[C@@H](CO)CO

N
C4=CC=CC=C40C ) |
NN ~d
o A
Naringenin CI[C@H](OC2=CC(=CC(=C2C1=0)0)0)C3=CC 0 OH
=C(C=C3)0
=
/\"‘“w“\o X OH
HO/\/
Protocatechualdehyde C1=CC(=C(C=C1C=0)0)0O HO
0
HO =
Matairesinol COCI1=C(C=CC(=C1C[C@H]2COC(=0)[C@@H HO

]2CC3=CC(=C(C=C3)0)0C)0




7-O-methylamentoflavone
(Sequoiaflavone)

COC1=CC(=C2C(=C1)0C(=CC2=0)C3=CC(=C(C
—(3)0)C4=C(C=C(C5=C40C(=CC5=0)C6=CC=
C(C=C6)0)0)0)0

4’-O-methylamentoflavone
(Bilobetin)

COC1=C(C=C(C=C1)C2=CC(=0)C3=C(C=C(C=
C302)0)0)C4=C(C=C(C5=C40C(=CC5=0)C6=C
C=C(C=C6)0)0)0

8alpha-8-Hydroxy-12-oxo0-13-
abieten-18-oic acid

CC(C)C1=CC2(CCC3C(C2CC1=0)(CCCC3(C)C(
=0)0)C)0

OH




Copalic acid

C/C(=C\C(=0)0)/CC[C@@H]1C(=C)CC[C@H]2[
C@]1(CCCC2(C)C)C

Isoginkgetin

COC1=CC=C(C=C1)C2=CC(=0)C3=C(02)C(=C(
C=C30)0)C4=C(C=CC(=C4)C5=CC(=0)C6=C(C
=C(C=C605)0)0)0C

Robustaflavone 7,4 -dimethyl ether

COC1=C(C=C(C=C1)C2=CC(=0)C3=C(C=C(C=
C302)0C)0)C4=C(C5=C(C=C40)0C(=CC5=0)C
6=CC=C(C=C6)0)0




Cyclolariciresinol

COC1=C(C=C2[C@@H]([C@H]([C@@H](CC2=
C1)CO)CO)C3=CC(=C(C=C3)0)0C)0

OH

Carnosol

CC(C)C1=C(C(=C2C(=C)[C@@H]3C[C@@H]4
[C@@]2(CCCC4(C)C)C(=0)03)0)0

3-Hydroxysandaracopimaric acid

C[C@@]1(CC[C@H]2C(=C1)CC[C@@H]3[C@
@]2(CC[C@@H]([C@@]3(C)C(=0)0)0)C)C=C

12alpha-hydroxy-8,15-
isopimaradien-18-oic acid

C[C@]12CCCI[C@@]([C@@H]1CCC3=C2C[C@
@H]([C@](C3)(O)C=C)0)(C)C(=0)O




ent-kaurenoic acid

C[C@@]12CCC[C@@]([C@H]1CCI[C@]34[C@
H]2CC[C@H](C3)C(=C)C4)(C)C(=0)0




