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Supplementary Figure S1. GC-MS chromatogram showing different phytoconstituents identified in
ethanolic extract of C. calcitrapa. Image depicts a representative chromatograph of constituents identified
by GC/MS in EECC. Peaks represent absolute abundances, whereas numbers on the x-axis represent
retention times in min.
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The 2D (a) and 3D (b) diagrams of the stigmasterol interactions with the active site of caspase-

3 (PDB: 3GJQ)

ARG

GLY
c122
.
HIS
c121
) Charged (negative) Polar Distance —  Sakbridge
& Charged (positive) @ unspecfied residue > H-bond Solvent exposure
Glycine Water —  Metal coordination
Hydrophobic Hydration site oo Pi-Pistacking
—& Pi-cation

Metal X Hydration site (displaced)

The 2D (a) and 3D (b) diagrams of the Phenol, 2,6 dimethoxy- interactions with the active site

of caspase-3 (PDB: 3GJQ)




D:204™D: 205 R

0:252 D: 249 e 245
e v
AP LEU
: 253 G168
a /-_/“
D: 256
s
c163
) Charged (negative) Polar Distance —  Sat bridge
@ Charged (posiive) @  Unspecified residue + H-bond Solvent exposure
Glycine Water —  Metal coordination
Hydrophobic Hydration site oo Piistacking
o Metal X Hydration site (displaced) —e Pication

The 2D (a) and 3D (b) diagrams of the Ethyl oleate interactions with the active site of caspase-

3 (PDB: 3GJQ)

LEU
/“B: 643N AL o
VAL g C: 644,
8: 640
ALA
C: 645
ASN
0:615
[0} SER 645
ASN
C:616 ~ / THR
" 648
HO [
OH
6494
OH
A
THR
A: 648
¥
THR
D: 647 ™, ALA
D: 644
|
® Charged (negative) Polar Distance — Sk bridge
© Charged (postive) @ Unspecfied residue > H-bond Sokent exposure
Glycine Water —  Metal coordination
Hydrophobic Hydration site e Pi-Pistacking
Metal X Hydration site (displaced) —e Pi-cation

The 2D (a) and 3D (b) diagrams of the Hexadecanoic acid, ethyl ester interactions with the

active site of caspase-3 (PDB: 3GJQ)
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The 2D (a) and 3D (b) diagrams of the Linoleic Acid Ethyl Ester interactions with the active
site of caspase-3 (PDB: 3GJQ)

TR
214 SR
% /209
ASN
ARG s 208
TRP e 207

48
SER
2%
PHE -
256 PHE
250
SER
251
@ Charged (negative) Polar Distance —  Satbridge
& Charged (postive) @ Unspectied residue > H-bond Solvent exposure
Glycine Water —  Metal coordination
Hydrophobic Hydration site oo Pi-Pistacking
Metal X Hydration site (displaced) —e Pi-cation

The 2D (a) and 3D (b) diagrams of the 1H-Cycloprop[e]azulen-7-o0l, decahydro-1,1,7-
trimethyl-4-methylene-, [lar-(la.alpha.,4a.alpha.,7.beta., 7a.beta.,7b.alpha.)]- interactions
with the active site of caspase-3 (PDB: 3GJQ)
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Supplementary Figure S2. The 2D and 3D diagrams of different polyphenolic compounds present in

EECC and the active site of caspase-3.




