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Figure S1. Heterogeneity of untreated TNBC cell line through proteome profiling A. Heatmap of hierarchal clustering analysis performed on protein profiles of TNBC cell panel; Hierarchical
clustering was performed on normalized data using Euclidean distance measurement and WARD clustering method option; B. Venn diagram depicting proteins differentiating between cell lines
and their involvement in metabolic pathways. Differentially expressed proteins were obtained using ANOVA test (corrected p-value threshold of 0.05) + Tukey’s HSD post-hoc test; C. Proteins
involved in de novo serine biosynthesis pathway and their expression in TNBC cell panel.
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Figure S6. Protein-protein interaction (PPI) network retrieved using StringApp for DEPs induced by NCT-503 treatment in MDA-MB-231 cell line



TXNL1

S100A16ZNF518A

MIF

MCM3

NDUFV1

ALDOC

CHAC1

LGALS3BP

PHB

MTCH2

CDK1

HLA-C

TUBA3E

POTEF

SF3B4

BUB3

PFDN6

PCSK9

SF3A3

KRT82 CDC73

KRT9

SDC4

SLC25A1

DYNC1I2

GRHPR

NDUFS7

SLC9A3R1

DIABLO-2

MYL3

ABHD11

SRPRA

EIF4A2

GCDHCSNK2A1 DNAJC9

CTNND1

CCT6B

CAPRIN1

LANCL2BLVRA

LDHAL6B

PPP2R2A

POLR1CCES1

SRRM1

CBS

KPNB1

ANP32ESLC9A3R1

HNRNPH2

CDK2AP1

CSRP1

AP2M1GPT

UCHL3

ALDOB

HBA2

HMGCS1

SUMO4

FAF2

PGM2

MGP

MANFANP32B

RTRAF

TARDBP

LMAN2

DPEP1AKR1C2RBMXL1

BCAS2

H3-2

ADRM1

TUBAL3

LAMTOR1TAGLN3

KRT17

GZMHCTBP1

IDI1

CCDC178

PCNA
SFPQ

MIFRAB35

PKLR

RPLP1

NOSIP

VAT1

ETFA

PSMA8

TUBA1B

DNM3EFCAB3DDX50

LONP1

RARRES1

COLGALT1

GARS1

RPA2

RANBP1

LCN2

CTSB

UQCRC1

PRPS1

BZW2

PI3

ENSA

ESYT1

PTBP2

DDAH1TXNRD1

FBLN1

DNAL4OSTF1

MGST3

XPO5

DUSP7

CLU

SAE1

PLK2

S100A13

PSPC1

PPM1G

POTEI

PITHD1PRKAR1A

ACTN2

RBM4

NEFH

SETSIP

LDHAL6A

TIAL1

HAUS4 EIF1BMARCKS

HSPA5

RAVER1

LMAN1

H2AC21 ALDH1B1ATP1A3

NPC2

NDUFB11

KRT20

UROD

PCK2

PTPN11

EEF1B2

CSNK2A2

DRAP1NAA11

NEDD8

PLS1

IGFBP3

NUP85

SRP19

RRM2

USO1

ANXA8

STMN3

MDA-MB-468 intracellular DEPs MDA-MB-468 secreted DEPs

STRING App
Full string network retrieval; confidence cutoff: 0.7, no additional interactors

MDA-MB-468 intracellular DEPs
Network Stats
number of nodes: 135
number of edges: 68
average node degree: 1.01
avg. local clustering coefficient: 0.375
expected number of edges: 38
PPI enrichment p-value: 1.03e-05

MDA-MB-468 secreted DEPs
Network Stats
number of nodes: 28
number of edges: 3
average node degree: 0.214
avg. local clustering coefficient: 0.143
expected number of edges: 2
PPI enrichment p-value: 0.371

Highest condition: Control (CTR) NCT-503

Legend

Figure S7. Protein-protein interaction (PPI) network retrieved using StringApp for DEPs induced by NCT-503 treatment in MDA-MB-468 cell line
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Figure S8. Protein-protein interaction (PPI) network retrieved using StringApp for DEPs induced by NCT-503 treatment in Hs 578T cell line
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Figure S13. Network representation of ReactomeGSEA analysis performed on the intracellular protein profiles of NCT-503 treatmentand control group of MDA-MB-231
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Figure S14. Network representation of ReactomeGSEA analysis performed on the intracellular protein profiles of NCT-503 treatmentand control group of MDA-MB-468
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Figure S17. Network representation of ReactomeGSEA analysis performed on the secreted protein profiles of NCT-503 treatment and control group of MDA-MB-231



Cell surface interactions at the vascular
wall

Cellular response to chemical stress

Metal sequestration by antimicrobial
proteins

Translesion synthesis by REV 1

Neutrophil degranulation

TNFR1-induced NF-kappa-B signaling
pathway

Signaling by Interleukins

Hemostasis

Interleukin -4 and Interleukin -13 signaling

Gap-filling DNA repair synthesis and
ligation in TC-NER

Dual incision in TC-NER

Transcription-Coupled Nucleotide
Excision Repair (TC-NER)

Dual Incision in GG -NER

Global Genome Nucleotide Excision
Repair (GG-NER)

Plasma lipoprotein assembly ,
remodeling, and clearance

Immune System

Innate Immune System Antiviral mechanism by IFN -stimulated
genes

HDR through Homologous
Recombination (HRR)

Cytokine Signaling in Immune system

Signal Transduction
Termination of translesion DNA synthesis

Iron uptake and transport

Cellular responses to stress

Translesion synthesis by POLI

Interleukin -12 signaling

ISG15 antiviral mechanism

Metabolism of proteins

Translesion synthesis by POLK

Plasma lipoprotein clearance

Translesion Synthesis by POLH

DNA Double -Strand Break Repair

LDL clearance

Homology Directed Repair

Gene and protein expression by
JAK-STAT signaling after Interleukin-12

stimulation

Translesion synthesis by Y family DNA
polymerases bypasses lesions on DNA

template

HDR through Homologous Recombination
(HRR) or Single Strand Annealing (SSA)

E3 ubiquitin ligases ubiquitinate target
proteins

Post-translational protein modification

VLDLR internalisation and degradation

Death Receptor Signaling

DNA Repair

TNF signaling

Protein ubiquitination

Cellular responses to stimuli

DNA Damage Bypass

Interferon Signaling

Interleukin -12 family signaling

Transport of small molecules

Recognition of DNA damage by
PCNA-containing replication complex

Nucleotide Excision Repair
Gap-filling DNA repair synthesis and

ligation in GG -NER

Antimicrobial peptides

Cell surface interactions at the vascular
wall

Cellular response to chemical stress

Metal sequestration by antimicrobial
proteins

Translesion synthesis by REV 1

Neutrophil degranulation

TNFR1-induced NF-kappa-B signaling
pathway

Signaling by Interleukins

Hemostasis

Interleukin -4 and Interleukin -13 signaling

Gap-filling DNA repair synthesis and
ligation in TC-NER

Dual incision in TC-NER

Transcription-Coupled Nucleotide
Excision Repair (TC-NER)

Dual Incision in GG -NER

Global Genome Nucleotide Excision
Repair (GG-NER)

Plasma lipoprotein assembly ,
remodeling, and clearance

Immune System

Innate Immune System Antiviral mechanism by IFN -stimulated
genes

HDR through Homologous
Recombination (HRR)

Cytokine Signaling in Immune system

Signal Transduction
Termination of translesion DNA synthesis

Iron uptake and transport

Cellular responses to stress

Translesion synthesis by POLI

Interleukin -12 signaling

ISG15 antiviral mechanism

Metabolism of proteins

Translesion synthesis by POLK

Plasma lipoprotein clearance

Translesion Synthesis by POLH

DNA Double -Strand Break Repair

LDL clearance

Homology Directed Repair

Gene and protein expression by
JAK-STAT signaling after Interleukin-12

stimulation

Translesion synthesis by Y family DNA
polymerases bypasses lesions on DNA

template

HDR through Homologous Recombination
(HRR) or Single Strand Annealing (SSA)

E3 ubiquitin ligases ubiquitinate target
proteins

Post-translational protein modification

VLDLR internalisation and degradation

Death Receptor Signaling

DNA Repair

TNF signaling

Protein ubiquitination

Cellular responses to stimuli

DNA Damage Bypass

Interferon Signaling

Interleukin -12 family signaling

Transport of small molecules

Recognition of DNA damage by
PCNA-containing replication complex

Nucleotide Excision Repair
Gap-filling DNA repair synthesis and

ligation in GG -NER

Antimicrobial peptides

ReactomeGSEA analysis:
MDA-MB-468 secreted proteins

Legend:
Pathway significance (BH corrected p-value) Pathway direction:

Downregulated

Upregulated
>0.1(n.s) 0.05-0.005 0.005-0.0005 <0.0005

Figure S18. Network representation of ReactomeGSEA analysis performed on the secreted protein profiles of NCT-503 treatment and control group of MDA-MB-468
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Figure S19. Network representation of ReactomeGSEA analysis performed on the secreted protein profiles of NCT-503 treatment and control group of Hs 578T


