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Supplementary Figure S1: Cytotoxicity of Gedunin on PBMCs. Each point illustrates the mean value
+ SD of two independent experiments with six replicates each.
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Supplementary Table SI:

Characteristics of phytochemicals with SAK-T code.

Code Compound MW CID Code 2D Structure
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Supplementary Table S2. Pearson correlation test-based COMPARE analysis of proteins directly
or inversely correlating with the logilCso values of gedunin in 55 tumor cell lines. The protein
functions have been extracted from the GeneCards database (https://www.genecards.org).

Symbol r-Value  p-Value  Entry Gene Name Function
ID
MOGS 0.474 1.28 x 10+ 7841 Mannosyl- Cleavage of glucose from
oligosaccharide oligosaccharide precursor
glucosidase
PDS5A 0.454 251 x104 23244 PDS5 cohesin-associated =~ Regulation of sister chromatid
factor A cohesion during mitosis
IKBKAP  0.438 4.15x10* 8518 Elongator Binding of NF-kB-inducing kinase
acetyltransferase and I-«B kinases to active the kinase
complex subunit 1 complex
SLC12A4 0432 4.90 x 10+ 6560 Solute carrier family 12~ Coupled movement of potassium
member 4 and chloride ions across the plasma
membrane
SPECC1  0.425 6.17 x 10+ 92521 Sperm antigen with May cause juvenile myelomonocytic
calponin homology and  leukemia.
coiled-coil domains 1
GDF15 0.419 722 x104 9518 Growth differentiation Binding of TGF-{ receptors leads to
factor 15 the recruitment and activation of
SMAD family transcription factors
for gene expression. Involved in the
stress response program of cells after
cellular injury
NUDC 0.402 1.16 x 10 10726 Nuclear distribution C, Spindle formation in mitosis and
dynein complex microtubule organization during
regulator cytokinesis.
PA2G4 0.397 1.32x10% 5036 Proliferation-associated =~ Ribosome assembly and regulation
2G4 of rRNA processing. Transcriptional
co-repressor of cell cycle genes by
interacting with histone deacetylases.
Implicated in growth inhibition and
differentiation of cancer cells
IMPDH2  0.386 1.78 x 10 3615 Inosine monophosphate  De novo guanine nucleotide
dehydrogenase 2 biosynthesis for DNA and RNA
synthesis. Role in malignant
transformation
RPS28 0.384 1.88 x 10 6234 Ribosomal protein 528 Involved in ribosomal protein
synthesis
PEA15 0.377 227 x103 8682 Proliferation and Negative apoptosis regulator.
apoptosis adaptor
protein 15
REEP5 0.376 2.35x10% 7905 Receptor accessory Involved in endoplasmic reticulum
protein 5 organization and regulation of
intracellular transport
HM13 0.374 243 x 103 81502 Histocompatibility Intramembrane proteolysis of signal
minor 13 peptides
PGRMC1 0.366 2.96 x10° 10857 Progesterone receptor Putative membrane-associated

membrane component 1

progesterone steroid receptor




B2M 0.365 3.08 x10° 567 [-2-Microglobulin Serum protein associated with the
major histocompatibility complex
(MHC) class I heavy chain
AQR 0.365 3.09 x10% 9716 Aquarius intron-binding  Involved in mRNA splicing via
spliceosomal factor spliceosome
HNRNPC 0.364 3.17x10° 3183 Heterogeneous nuclear ~ RNA-binding protein influencing
ribonucleoprotein C pre-mRNA processing
PSMA7 0.359 3.55x10% 5688 Proteasome 20S subunit ~ Part of the 26S proteasome. Role in
a7 the cellular stress response by
regulating hypoxia-inducible factor-
la
EIF3G 0.359 3.57 x10% 8666 Eukaryotic translation Initiation of protein translation
initiation factor 3
subunit G
TRAP1 0.358 3.67 x10° 10131 Tumor necrosis factor Mitochondrial chaperone and
type 1 receptor- member of the heat shock protein 90
associated protein 1 (HSP90) family. Regulator of cellular
stress responses
DDX21 -0.483 9.22 x10° 9188 DEAD (Asp-Glu-Ala- Putative RNA helicase implicated in
Asp) box helicase 21 alterations of the RNA secondary
structure. Involved in cellular
growth and division
MSH2 -0.475 1.25x 10+ 4436 MutS (E. coli) homolog 2~ Mismatch repair gene mutS
(colon cancer,
nonpolyposis type 1)
UBE2S -0.469 1.54 x 10+ 27338 Ubiquitin conjugating Ubiquitin-conjugating enzyme and
enzyme E2 S ubiquitin carrier protein
DRG1 -0.460 2.05x10+ 4733 Developmentally Positive regulation of microtubule
regulated GTP binding polymerization and mitotic spindle
protein 1 assembly
EIF3I1 -0.457 2.25x10* 8668 Eukaryotic translation Involved in translational initiation
injtiation factor 3
subunit I
NEBL -0.453 2.61x10+ 10529 Nebulette Binding of actin and interaction with
thin filaments and Z-line-associated
proteins in striated muscle
EIF3E -0.454 2.52x10+ 3646 Eukaryotic translation Positive regulation of mRNA
initiation factor 3 binding activity, gene expression,
subunit E and translational initiation
CARM1  -0.453 2.54 x 10+ 10498 Coactivator-associated Methylation of histones and other
arginine chromatin-associated proteins.
methyltransferase 1 Regulation of gene expression
PPP2R1B  -0.452 2.66 x10+ 5519 Protein phosphatase 2 Ser/Thr phosphatase implicated in
(formerly 2A), the negative control of cell growth
regulatory subunit A and division
(PR 65), 3 isoform
AP2A1 -0.450 2.80x 10+ 160 Adaptor-related protein ~ Component of the adaptor protein

complex 2 subunit al

complex 2 (AP-2). Protein transport
via transport vesicles in different
membrane traffic pathways




SEC22B -0.448 2.97 x 10+ 9554 SEC22 vesicle trafficking  Endoplasmic reticulum to Golgi
protein homolog B (S. protein trafficking
cerevisiae)

YIPF5 -0.447 3.15x10+ 81555 Yipl domain family Regulation of endoplasmic reticulum
member 5 to Golgi vesicle-mediated transport

ITGAV -0.446 3.22x10* 3685 Integrin, Alpha V Cell surface adhesion and
(vitronectin receptor, o signaling. Regulation of angiogenesis
polypeptide, antigen and cancer progression
CD51)

ABCD3 -0.445 3.30 x 10+ 5825 ATP-binding cassette Role in peroxisome biogenesis by
subfamily D member 3 fatty acid transport

GNAI3 -0.445 331 x10+ 2773 Guanine nucleotide- Transmembrane signal transduction.
binding protein G(I)
subunit a-3

MBOAT7 -0.443 3.51x10+ 79143 Membrane-bound O- Membrane-bound O-acyltransferase
acyltransferase domain-  domain-containing 7
containing 7

GNAIl -0.440 3.86 x 10+ 2770 Guanine nucleotide- Signal transduction of $-adrenergic
binding protein G(I) signals by inhibiting adenylate
subunit al cyclase

MMGT1 -0.438 4.11x10+ 93380 Membrane magnesium  Membrane insertase activity for
transporter 1 endoplasmic reticulum proteins

EIF3H -0.438 416 x10* 8667 Eukaryotic translation Deubiquitinase and translation
initiation factor 3 initiation factor activities. Implicated
subunit H in breast, prostate, and prostate

carcinoma
FAF2 -0.436 438 x104 91942 Fas-associated factor Apoptosis resistance to apoptosis in

family member 2

T cells and eosinophils




