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Table S1: The activity profile as per PASS prediction, their probable function and corresponding citations.

Metabolic Activity

Aldehyde oxidase
inhibitor

Catechol 1,2-
dioxygenase inhibitor

Feruloyl esterase
inhibitor

Monodehydroascorbate
reductase (NADH)
inhibitor

Aspulvinonedimethylally
Itransferase inhibitor

Benzoate 4-
monooxygenase

Pa*

0.954

0.935

0.923

0.92

0.919

0.914

Pi*

0.003

0.001

0.003

0.003

0.005

0.002

Function in relation to
the protein descriptors
Xenobiotic clearance,
Hepatoprotective and
Anti-cancerous

Hepatoprotective,
especially in alcohol
digestion

Antifungal

Anti- Oxidant, Anti-
cancerous

Anti-cizmatics, anti-
fobic, Alzheimer’s and
Schizophrenia

Antifungal activity

References

Barr, J. T., & Jones, J. P. (2011). Inhibition of
human liver aldehyde oxidase: implications for
potential drug-drug interactions. Drug
metabolism and disposition: the biological fate of
chemicals, 39(12), 2381-2386.
https://doi.org/10.1124/dmd.111.041806

Guzik, U., Hupert-Kocurek, K., Sitnik, M.,
&Wojcieszynska, D. (2013). High activity catechol
1,2-dioxygenase from
Stenotrophomonasmaltophilia strain KB2 as a
useful tool in cis,cis-muconic acid

production. Antonie van Leeuwenhoek, 103(6),
1297-1307. https://doi.org/10.1007/s10482-013-
9910-8

Crepin VF, Faulds CB, Connerton IF. A non-
modular type B feruloyl esterase from
Neurosporacrassa exhibits concentration-
dependent substrate inhibition. Biochem J.
2003;370(Pt 2):417-427. doi:10.1042/BJ20020917
Leterrier M, et al. (2005). "Peroxisomal
monodehydroascorbate reductase. Genomic
clone characterization and functional analysis
under environmental stress conditions". Plant
Physiol. 138 (4): 2111~
23.doi:10.1104/pp.105.066225.

Imran Ali, DnyaneshwarNighot, Mohammad
Nadeem Lone & Arvind Jain (2017) Efficient
copper-catalyzedSonogashira coupling reactions
and simulation studies, Synthetic
Communications, 47:12, 1175-

1184, DOI: 10.1080/00397911.2017.1319488
Korosec, B., Sova, M., Turk, S., Krasevec, N.,
Novak, M., Lah, L., Stojan, J., Podobnik, B., Berne,



inhibitor

Aspartate-
phenylpyruvate
transaminase inhibitor

L-glucuronate reductase
inhibitor

Chlordecone reductase
inhibitor

CDP-glycerol
glycerophosphotransfer
ase inhibitor

Dehydro-L-gluconate
decarboxylase inhibitor

UGT1AG6 substrate

Aryl-alcohol
dehydrogenase inhibitor

Membrane integrity
agonist

Nitrilase inhibitor

0.903

0.88

0.882

0.879

0.869

0.863

0.86

0.875

0.859

0.002

0.003

0.007

0.014

0.004

0.004

0.002

0.017

0.002

ATP synthesis blocker
in Cancerous cells

Hepato-protective,
Antioxidant
(Xenobiotic
metabolism),
pentosuria, Kidney
protective, Anti-
cancerous
Xenobiotic
metabolism,
Anticancer activity

Antibacterial
(especially Bacillus
subtilis)

Antimicrobial, Anti-

cancerous and Anti-
Oxidants (xenobiotic
metabolism)

Antioxidant, Hepato-
protective
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detoxification, Anti
Cancerous and
production of natural
flavours.

Anticancer therapy,
Antimicrobial

Defence,
detoxification,

cyanide detoxification,
nitrogen utilization,

S., Zupanec, N., Bunc, M., Gobec, S. and Komel, R.
(2014), Antifungal activity of cinnamic acid
derivatives involves inhibition of benzoate 4-
hydroxylase (CYP53). J ApplMicrobiol, 116: 955-
966. https://doi.org/10.1111/jam.12417

Fahien LA, Smith SE. The enzyme-enzyme
complex of transaminase and glutamate
dehydrogenase. J Biol Chem. 1974;249(9):2696-
2703.

Carole L. Linster and Emile Van Schaftingen.
Glucuronate, the precursor of vitamin C, is
directly formed from UDP-glucuronate in the
liver. FEBS Journal 273 (2006) 1516-1527.
doi:10.1111/j.1742-4658.2006.05172.x

Molowa DT, Shayne AG, Guzelian PS. Purification
and characterization of chlordecone reductase
from human liver. J Biol Chem. 1986 Sep
25;261(27):12624-7.

Pooley, H. M., Abellan, F. X., &Karamata, D.
(1992). CDP-glycerol: poly(glycerophosphate)
glycerophosphotransferase, which is involved in
the synthesis of the major wall teichoic acid in
Bacillus subtilis 168, is encoded by tagF (rodC).
Journal of Bacteriology, 174(2), 646—649.
https://doi.org/10.1128/jb.174.2.646-649.1992
Kuivanen J, Sugai-Guérios MH, Arvas M, Richard
P. A novel pathway for fungal D-glucuronate
catabolism contains an L-idonate forming 2-keto-
L-gulonate reductase. Sci Rep. 2016 May
18;6:26329. Doi: 10.1038/srep26329. PMID:
27189775; PMCID: PMC4870679.

N. Hanioka, S. Ozawa, H. Jinno, M. Ando, Y. Saito
& J. Sawada (2001) Human liver UDP-
glucuronosyltransferase isoforms involved in the
glucuronidation of 7-ethyl-10-hydroxy
camptothecin, Xenobiotica, 31:10, 687-

699, DOI: 10.1080/00498250110057341

Ken, C. F., Chang, C. C., Wen, L., Huang, J. K., &
Lin, C. T. (2014). Biochemical characterization of a

functional recombinant aryl-alcohol
dehydrogenase from
Taiwanofunguscamphorata. Botanical

studies, 55(1), 14. https://doi.org/10.1186/1999-
3110-55-14

Ammendolia, D.A., Bement, W.M. &Brumell, J.H.
Plasma membrane integrity: implications for
health and disease. BMC Biol 19, 71 (2021).
https://doi.org/10.1186/s12915-021-00972-y
Howden AJ, Preston GM (July 2009). "Nitrilase
enzymes and their role in plant-microbe
interactions". Microbial Biotechnology. 2 (4):
441-51. doi:10.1111/j.1751-7915.2009.00111.x.



Ubiquinol-cytochrome-c
reductase inhibitor

CYP2C12 substrate

Alkane 1-
monooxygenase
inhibitor

Glutathione thioesterase
inhibitor

GABA aminotransferase
inhibitor

Acylphosphatase
inhibitor

G-protein-coupled
receptor kinase inhibitor

0.867

0.873

0.853

0.852

0.845

0.844

0.848

0.012

0.018

0.004

0.004

0.003

0.002

0.008

and plant hormone
synthesis
Anti-toxicity, Age
regulation and Anti-
Cancerous

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous Antioxidants
Antibacterial

Immune Modulator,
Anti-inflammatory,
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Beta-adrenergic

receptor kinase inhibitor

Arylacetonitrilase
inhibitor

Aldehyde
dehydrogenase two
substrate

Testosterone 17beta-

dehydrogenase (NADP+)

inhibitor

JAK2 expression
inhibitor

4-Hydroxybenzoate 3-
monooxygenase
inhibitor

Phenol 2-
monooxygenase
inhibitor
CYP2A substrate

Vomilenine

0.848

0.845
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0.829
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0.824
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0.007
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0.014

0.005

0.001

0.002

0.005

0.001

Schizophrenia/bipolar
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Alzheimer's disease,
multiple sclerosis,
Parkinson's disease
and cardiac disorders
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Sjogren-Larsson
syndrome, Type 2
hyperprolinemia,
pyridoxine-dependent
seizures,
hyperammonemia, y-
hydroxybutyric
aciduria, and alcoholic
liver disease

Sex Hormones
Regulation. Helps in
Menopause and
Puberty

Anticancer activity

Xenobiotic
degradation,
Environmental
bioremediation

Environmental
bioremediation
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solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous
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glucosyltransferase
inhibitor

Uroporphyrinogen-Ili
synthase inhibitor

Glucose oxidase

inhibitor

CYP2E1 substrate

CYP2E substrate

Threonine aldolase
inhibitor

0.821

0.827

0.821

0.82

0.817

0.003

0.009

0.005

0.005

0.004

diabetics

Porphyria

Biosensor of Glucose,
Diabetes

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous
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CYP2A6 substrate

UGT1A9 substrate

Methylenetetrahydrofol
ate reductase (NADPH)
inhibitor

MMP9 expression
inhibitor

Aryl-acrylamide inhibitor

Orcinol 2-
monooxygenase
inhibitor

Sugar-phosphatase
inhibitor

Aldehyde
dehydrogenase one
substrate

0.816

0.814

0.825

0.812

0.812

0.806
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0.802

0.005

0.004

0.015

0.003

0.004

0.001

0.014

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous

Colorectal cancer,
metastatic
gastrointestinal
stromal tumours, and
hepatocellular
carcinoma, antipyretic,
analgesic, anti-
inflammatory and anti-
diabetic

Mental and emotional
stability

anti-metastatic
therapy, angiogenesis
(Tumor)

Nervous response

Oxidoreductase

Type 2 Diabetes
Treatment

Sjogren-Larsson
syndrome, Type 2
hyperprolinemia,
pyridoxine-dependent
seizures,
hyperammonemia, y-
hydroxybutyric
aciduria, and alcoholic
liver disease
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2-Hydroxyquinoline 8-
monooxygenase
inhibitor

Alcohol dehydrogenase

(NADP+) inhibitor

Succinate-semialdehyde

dehydrogenase
[NAD(P)+] inhibitor

Bisphosphoglycerate
phosphatase inhibitor

NADPH-cytochrome-c2
reductase inhibitor

NADPH peroxidase
inhibitor

Phosphatase inhibitor

Glucan endo-1,6-beta-
glucosidase inhibitor

0.805

0.801

0.798

0.802

0.8

0.804

0.795

0.798

0.005

0.003

0.002

0.006

0.006

0.012

0.003

0.008

Coumarine Pathway,
Treatment of prostate
cancer, renal cell
carcinoma and
leukaemia

Peptic Ulcer and
gastrointestinal
infections,
Antibacterial
(Helicobacter pylori)

Neural disorders and
liver disorders

Anaemia, Congenital
heart disease

Anti- Cancerous
(Preventing the
cancerous cells not to
respire by retarding
Respiratory electron
transport), Iron
metabolism regulator
Anti-oxidation

Antifungal, Anti-toxic,
antibiotic, antagonistic
to hepatic tumours,
tumorigenesis in
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Anti-diabetic
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Linoleate diol synthase
inhibitor

CYP2B6 substrate

Antiseborrheic
Aminomuconate-
semialdehyde
dehydrogenase inhibitor

CYP2J substrate

Trans-acenaphthene-
1,2-diol dehydrogenase
inhibitor

Ribulose-phosphate 3-
epimerase inhibitor

Alkenylglycerophosphoc
holine hydrolase
inhibitor

Glutamyl endopeptidase
Il inhibitor

Monophenol

0.793

0.793

0.802

0.783

0.8

0.784

0.786

0.795

0.783

0.773

0.006

0.008

0.019

0.002

0.021

0.005

0.009

0.018

0.012

0.003

Oxidoreductase

Xenobiotic clearance,
Hepatoprotective and
Anti-cancerous

Depression and
Neurodegenerative
disease states such as
Alzheimer's,
Parkinson's, and
Huntington's diseases.
Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous
Oxidoreductase

Regulation of carbon
fixation in plants

Platelet-activating
factor; Cardiovascular,
renal, neuronal,
pulmonary,
immunological
disorders and in shock
Anti-inflammatory,
immune booster,
Antibacterial and Anti-
sepsis

Skin protective
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monooxygenase
inhibitor

Alcohol dehydrogenase
substrate

Succinate-semialdehyde
dehydrogenase inhibitor

Phosphomevalonate
kinase inhibitor

Aspartyl aminopeptidase
inhibitor

CYP2C substrate

Fatty-acyl-CoA synthase
inhibitor

Ferredoxin-nitrite
reductase inhibitor

Arylsulfatase
sulfotransferase
inhibitor

0.771  0.002
0.771 | 0.002
0.768 | 0.001
0.77 0.003
0.777  0.011
0.771  0.006
0.761  0.002
0.766  0.009
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Anti-tumor
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Anti- Malarial

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous
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Cis-1,2-dihydro-1,2-
dihydroxy naphthalene
dehydrogenase inhibitor

UDP-N-
acetylglucosamine 4-
epimerase inhibitor

Pyridoxamine-pyruvate
transaminase inhibitor

Nicotinic
alphabbeta3betadalpha
5 receptor antagonist
Skin irritation, inactive
Phosphatidylserine
decarboxylase inhibitor

Aminobutyraldehyde
dehydrogenase inhibitor

Corticosteroid side-
chain-isomerase
inhibitor

CYP1A1 substrate
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0.004

0.009
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0.006

0.004
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0.006

Oxidoreductase

Cell adhesion to the
extracellular matrix,
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and cancer metastasis
and the sperm-egg
recognition

Seborrhoea(dermatitis-
like eruption), atrophic
glossitis with
ulceration, angular
cheilitis, conjunctivitis,
intertrigo, and
neurologic symptoms
of somnolence,
confusion, and
neuropathy

Muscle relaxant in
anaesthesia

Cell cycle signalling,
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3-Hydroxybenzoate 6-
monooxygenase
inhibitor
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Peroxidase inhibitor

Taurine dehydrogenase
inhibitor
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0.751
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cigarette smoke, Anti-
toxicity and Anti
cancerous
Antimicrobial

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous
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2,3-Dihydroxyindole 2,3-
dioxygenase inhibitor

Glyoxylate oxidase
inhibitor
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2-Dehydropantoate 2-
reductase inhibitor

Phosphopantothenoylcy
steine decarboxylase
inhibitor

Acetylcholine
neuromuscular blocking
agent

Anesthetic general
Malate dehydrogenase
(acceptor) inhibitor
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and activation of
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pollutants, including
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therapeutic agents,
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cigarette smoke, Anti-
toxicity and Anti
cancerous
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5-0-(4-coumaroyl)-D-
quinate 3'-
monooxygenase
inhibitor

Steroid N-
acetylglucosaminyltransf
erase inhibitor

Thioredoxin inhibitor

Sulfite reductase

inhibitor
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toxicity and Anti
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Nicotinamidase inhibitor

MAP kinase stimulant
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sulfotransferase
inhibitor

Gamma-guanidino
butyraldehyde
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Membrane permeability
inhibitor
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reperfusion injury
inhibitor, Skin
disorders treatment

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-
toxicity and Anti
cancerous

Respiratory problems
solver, detoxification
and activation of
environmental
pollutants, including
industrial chemicals,
therapeutic agents,
and chemicals in
cigarette smoke, Anti-

Seiner DR, Hegde SS, Blanchard JS. Kinetics and
inhibition of nicotinamidase from Mycobacterium
tuberculosis. Biochemistry. 2010 Nov
9;49(44):9613-9. Doi: 10.1021/bi1011157. PMID:
20879713; PMCID: PMC3029496.

Cargnello M, Roux PP. Activation and function of
the MAPKs and their substrates, the MAPK-
activated protein kinases. MicrobiolMolBiol Rev.
2011 Mar;75(1):50-83. doi:
10.1128/MMBR.00031-10. Erratum in:
MicrobiolMolBiol Rev. 2012 Jun;76(2):496. PMID:
21372320; PMCID: PMC3063353.

John W Kehoe, Carolyn R Bertozzi,

Tyrosine sulfation: a modulator of extracellular
protein-protein interactions,

Chemistry & Biology,

Volume 7, Issue 3,

2000,

Pages R57-R61,

ISSN 1074-5521,
https://doi.org/10.1016/51074-5521(00)00093-4.
Yorifuji T, Koike K, Sakurai T, Yokoyama K (1986).
"4-Aminobutyraldehyde and 4-
guanidinobutyraldehyde dehydrogenases for
arginine degradation in Pseudomonas putida".
Agric. Biol. Chem. 50 (8): 2009-2016.
doi:10.1271/bbb1961.50.2009

Morin D, Assaly R, Paradis S, Berdeaux A.
Inhibition of mitochondrial membrane
permeability as a putative pharmacological target
for cardioprotection. Curr Med Chem.
2009;16(33):4382-4398.
doi:10.2174/092986709789712871
Xenobiotic-metabolizing enzymes in human lung.
Zhang JY, Wang Y, Prakash C

Curr Drug Metab. 2006 Dec; 7(8):939-48.

Xenobiotic-metabolizing enzymes in human lung.
Zhang JY, Wang Y, Prakash C
Curr Drug Metab. 2006 Dec; 7(8):939-48.

14



Mucomembranous
protector

Aldehyde
dehydrogenase three
substrate

Chymosin inhibitor

Acrocylindropepsin
inhibitor

Saccharopepsin inhibitor

Fusarinine-C

ornithinesterase
inhibitor
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