Table 1S. List of Pa & Pi for biological properties of quinoline nucleus calculated through PASS webserver
[bookmark: _Hlk137232106]

	Pa
	Pi
	Activity

	0,954
	0,002
	Glycosylphosphatidylinositol phospholipase D inhibitor

	0,940
	0,002
	Dehydro-L-gulonate decarboxylase inhibitor

	0,937
	0,002
	Carboxypeptidase Taq inhibitor

	0,929
	0,002
	Glutathione thiolesterase inhibitor

	0,929
	0,002
	Phthalate 4,5-dioxygenase inhibitor

	0,929
	0,002
	Pullulanase inhibitor

	0,925
	0,002
	Aldehyde dehydrogenase (pyrroloquinoline-quinone) inhibitor

	0,925
	0,002
	Nitrate reductase (cytochrome) inhibitor

	0,921
	0,002
	Amine dehydrogenase inhibitor

	0,920
	0,001
	(R)-6-hydroxynicotine oxidase inhibitor

	0,920
	0,002
	Creatininase inhibitor

	0,920
	0,002
	Lysostaphin inhibitor

	0,920
	0,003
	Taurine dehydrogenase inhibitor

	0,919
	0,001
	(S)-6-hydroxynicotine oxidase inhibitor

	0,919
	0,002
	tRNA-pseudouridine synthase I inhibitor

	0,918
	0,002
	Allyl-alcohol dehydrogenase inhibitor

	0,918
	0,001
	Ferredoxin-NAD+ reductase inhibitor

	0,918
	0,001
	Naphthalene 1,2-dioxygenase inhibitor

	0,915
	0,002
	2-Hydroxyquinoline 8-monooxygenase inhibitor

	0,914
	0,002
	Alkane 1-monooxygenase inhibitor

	0,913
	0,002
	Corticosteroid side-chain-isomerase inhibitor

	0,913
	0,002
	IgA-specific metalloendopeptidase inhibitor

	0,912
	0,002
	N-benzyloxycarbonylglycine hydrolase inhibitor

	0,911
	0,002
	Arylalkyl acylamidase inhibitor

	0,909
	0,002
	Gamma-guanidinobutyraldehyde dehydrogenase inhibitor

	0,909
	0,002
	Tryptophanamidase inhibitor

	0,908
	0,003
	Fragilysin inhibitor

	0,908
	0,002
	Pseudolysin inhibitor

	0,907
	0,001
	Endopeptidase So inhibitor

	0,900
	0,003
	Nicotinic alpha2beta2 receptor antagonist

	0,899
	0,001
	Horrilysin inhibitor

	0,899
	0,001
	Methanol dehydrogenase inhibitor

	Pa
	Pi
	Activity

	0,899
	0,002
	Mitochondrial processing peptidase inhibitor

	0,899
	0,002
	Urethanase inhibitor

	0,896
	0,004
	Superoxide dismutase inhibitor

	0,892
	0,004
	Nicotinic alpha6beta3beta4alpha5 receptor antagonist

	0,890
	0,002
	Bothrolysin inhibitor

	0,889
	0,002
	Magnesium-protoporphyrin IX monomethyl ester (oxidative) cyclase inhibitor

	0,888
	0,002
	Peptide-tryptophan 2,3-dioxygenase inhibitor

	0,887
	0,002
	4-Hydroxyproline epimerase inhibitor

	0,886
	0,002
	Carbon-monoxide dehydrogenase inhibitor

	0,885
	0,002
	N-carbamoyl-L-amino-acid hydrolase inhibitor

	0,880
	0,002
	6-Carboxyhexanoate-CoA ligase inhibitor

	0,880
	0,002
	Biotin-CoA ligase inhibitor

	0,880
	0,002
	Homoaconitate hydratase inhibitor

	0,880
	0,002
	Snapalysin inhibitor

	0,880
	0,002
	Triacetate-lactonase inhibitor

	0,877
	0,002
	4-Chlorophenylacetate 3,4-dioxygenase inhibitor

	0,877
	0,002
	Cis-1,2-dihydro-1,2-dihydroxynaphthalene dehydrogenase inhibitor

	0,876
	0,004
	Monodehydroascorbate reductase (NADH) inhibitor

	0,875
	0,002
	Thiosulfate dehydrogenase inhibitor

	0,872
	0,003
	Manganese peroxidase inhibitor

	0,869
	0,002
	Creatinine deaminase inhibitor

	0,868
	0,002
	CYP2A8 substrate

	0,863
	0,001
	Nicotine dehydrogenase inhibitor

	0,861
	0,003
	Chenodeoxycholoyltaurine hydrolase inhibitor

	0,861
	0,003
	Formaldehyde transketolase inhibitor

	0,859
	0,003
	Carnitinamidase inhibitor

	0,859
	0,001
	Gallate decarboxylase inhibitor

	0,858
	0,002
	2,3-Dihydroxyindole 2,3-dioxygenase inhibitor

	0,856
	0,002
	Fibrolase inhibitor

	0,856
	0,003
	Sulfite reductase inhibitor

	0,856
	0,003
	Thioredoxin inhibitor

	0,854
	0,002
	Ferredoxin hydrogenase inhibitor

	0,853
	0,002
	Hydroxylamine oxidase inhibitor

	0,852
	0,003
	Rhamnulose-1-phosphate aldolase inhibitor

	0,851
	0,001
	(R,R)-butanediol dehydrogenase inhibitor

	0,851
	0,002
	3-Hydroxybenzoate 4-monooxygenase inhibitor

	0,849
	0,003
	Sulfite dehydrogenase inhibitor

	0,848
	0,008
	Gluconate 2-dehydrogenase (acceptor) inhibitor

	0,848
	0,002
	Meprin B inhibitor

	0,848
	0,002
	N-methylhydantoinase (ATP-hydrolysing) inhibitor

	0,848
	0,002
	Polyneuridine-aldehyde esterase inhibitor

	0,846
	0,003
	Leucolysin inhibitor

	0,843
	0,011
	Antiseborrheic

	0,842
	0,004
	Peroxidase inhibitor

	0,839
	0,001
	Indolepyruvate C-methyltransferase inhibitor

	0,837
	0,005
	Nucleoside oxidase (H2O2-forming) inhibitor

	0,835
	0,024
	Aspulvinone dimethylallyltransferase inhibitor

	0,831
	0,002
	Acetylornithine deacetylase inhibitor

	0,828
	0,002
	Gamma-D-Glutamyl-meso-diaminopimelate peptidase inhibitor

	0,828
	0,003
	Histidine N-acetyltransferase inhibitor

	0,827
	0,001
	Fructose-2,6-bisphosphate 6-phosphatase inhibitor

	0,825
	0,004
	Electron-transferring-flavoprotein dehydrogenase inhibitor

	0,825
	0,004
	Sarcosine oxidase inhibitor

	0,822
	0,002
	Guanidinoacetase inhibitor

	0,822
	0,012
	Pro-opiomelanocortin converting enzyme inhibitor

	0,820
	0,003
	Histidinol-phosphatase inhibitor

	0,820
	0,008
	Peptidyl-dipeptidase Dcp inhibitor

	0,818
	0,003
	4-Methoxybenzoate monooxygenase (O-demethylating) inhibitor

	0,816
	0,003
	Aryl-alcohol dehydrogenase (NADP+) inhibitor

	0,813
	0,001
	(S)-3-hydroxyacid ester dehydrogenase inhibitor

	0,810
	0,003
	Hyponitrite reductase inhibitor

	0,806
	0,003
	Sulfur reductase inhibitor

	0,803
	0,002
	Cyanoalanine nitrilase inhibitor

	0,803
	0,002
	Salicylate 1-monooxygenase inhibitor

	0,800
	0,003
	Alcohol dehydrogenase (acceptor) inhibitor

	0,799
	0,019
	Mucomembranous protector

	0,797
	0,002
	Gly-X carboxypeptidase inhibitor

	0,796
	0,010
	Lysase inhibitor

	0,796
	0,004
	P-benzoquinone reductase (NADPH) inhibitor

	0,795
	0,004
	4-Nitrophenol 2-monooxygenase inhibitor

	0,795
	0,002
	Carboxylate reductase inhibitor

	0,794
	0,001
	Pyridoxine 4-oxidase inhibitor

	0,793
	0,002
	Saccharopine dehydrogenase (NADP+, L-glutamate-forming) inhibitor

	0,790
	0,001
	Tryptophanyl aminopeptidase inhibitor

	0,788
	0,004
	X-methyl-His dipeptidase inhibitor

	0,786
	0,002
	2,5-Dihydroxypyridine 5,6-dioxygenase inhibitor

	0,785
	0,004
	Pyroglutamyl-peptidase II inhibitor

	0,783
	0,016
	5 Hydroxytryptamine release stimulant

	0,783
	0,003
	Catechol oxidase inhibitor

	0,783
	0,006
	Glyceryl-ether monooxygenase inhibitor

	0,782
	0,002
	3-Hydroxy-4-oxoquinoline 2,4-dioxygenase inhibitor

	0,782
	0,004
	Centromere associated protein inhibitor

	0,781
	0,005
	Pterin deaminase inhibitor

	0,776
	0,003
	Cysteamine dioxygenase inhibitor

	0,775
	0,003
	Penicillin amidase inhibitor

	0,773
	0,008
	Pitrilysin inhibitor

	0,772
	0,007
	Linoleate diol synthase inhibitor

	0,772
	0,003
	Oxalate oxidase inhibitor

	0,772
	0,002
	Pseudouridylate synthase inhibitor

	0,771
	0,016
	NADPH peroxidase inhibitor

	0,768
	0,005
	Chloride peroxidase inhibitor

	0,768
	0,011
	Glucan endo-1,6-beta-glucosidase inhibitor

	0,767
	0,004
	Biotinidase inhibitor

	0,767
	0,047
	Phobic disorders treatment

	0,765
	0,002
	Hippurate hydrolase inhibitor

	0,764
	0,004
	CYP2F1 substrate

	0,761
	0,003
	Aspartyl aminopeptidase inhibitor

	0,761
	0,002
	Methylaspartate ammonia-lyase inhibitor

	0,759
	0,005
	Aryl-acylamidase inhibitor

	0,758
	0,004
	4-Hydroxyphenylacetate 3-monooxygenase inhibitor

	0,758
	0,011
	Complement factor D inhibitor

	0,758
	0,002
	Ferredoxin-nitrite reductase inhibitor

	0,758
	0,007
	Glutamine-phenylpyruvate transaminase inhibitor

	0,754
	0,004
	Procollagen N-endopeptidase inhibitor

	0,749
	0,051
	Ubiquinol-cytochrome-c reductase inhibitor

	0,748
	0,003
	Albendazole monooxygenase inhibitor

	0,747
	0,001
	Alkene monooxygenase inhibitor

	0,747
	0,002
	Glycerol 2-dehydrogenase (NADP+) inhibitor

	0,747
	0,002
	Trimethylamine-N-oxide reductase inhibitor

	0,745
	0,004
	Coccolysin inhibitor

	0,744
	0,003
	Aryl-alcohol dehydrogenase inhibitor

	0,743
	0,004
	L-threonine 3-dehydrogenase inhibitor

	0,742
	0,015
	5-O-(4-coumaroyl)-D-quinate 3'-monooxygenase inhibitor

	0,741
	0,003
	3-Isopropylmalate dehydratase inhibitor

	0,741
	0,003
	Cyclopentanone monooxygenase inhibitor

	0,741
	0,004
	Nitrite reductase [NAD(P)H] inhibitor

	0,739
	0,002
	Aldehyde ferredoxin oxidoreductase inhibitor

	0,739
	0,002
	Tryptophan dimethylallyltransferase inhibitor

	0,738
	0,002
	Mandelate 4-monooxygenase inhibitor

	0,736
	0,003
	Glucuronate isomerase inhibitor

	0,736
	0,043
	Testosterone 17beta-dehydrogenase (NADP+) inhibitor

	0,731
	0,004
	Thiol oxidase inhibitor

	0,730
	0,010
	27-Hydroxycholesterol 7alpha-monooxygenase inhibitor

	0,728
	0,002
	Dopachrome isomerase inhibitor

	0,728
	0,004
	Venom exonuclease inhibitor

	0,725
	0,003
	Biphenyl-2,3-diol 1,2-dioxygenase inhibitor

	0,724
	0,003
	2-Oxoglutarate decarboxylase inhibitor

	0,724
	0,006
	Cholestanetriol 26-monooxygenase inhibitor

	0,723
	0,022
	Glutamyl endopeptidase II inhibitor

	0,721
	0,012
	IgA-specific serine endopeptidase inhibitor

	0,720
	0,002
	Allantoin racemase inhibitor

	0,718
	0,040
	Acrocylindropepsin inhibitor

	0,718
	0,040
	Chymosin inhibitor

	0,718
	0,040
	Saccharopepsin inhibitor

	0,716
	0,008
	Aspartate-phenylpyruvate transaminase inhibitor

	0,716
	0,020
	Feruloyl esterase inhibitor

	0,716
	0,004
	Malate dehydrogenase (acceptor) inhibitor

	0,715
	0,005
	Laccase inhibitor

	0,714
	0,031
	Sugar-phosphatase inhibitor



Table 2S. Show possible adverse & toxic effects of quinoline nucleus calculated through the PASS webserver.

	Pa
	Pi
	Activity

	0,899
	0,005
	Twitching

	0,894
	0,007
	Pure red cell aplasia

	0,885
	0,006
	Neutrophilic dermatosis (Sweet's syndrome)

	0,852
	0,005
	Nail discoloration

	0,849
	0,009
	Psychomotor impairment

	0,850
	0,019
	Shivering

	0,810
	0,009
	Multiple organ failure

	0,811
	0,012
	Hematemesis

	0,791
	0,016
	Fibrillation, atrial

	0,777
	0,004
	Acneiform eruption

	0,758
	0,005
	Visual acuity impairment

	0,766
	0,014
	Occult bleeding

	0,751
	0,005
	Anemia, sideroblastic

	0,755
	0,013
	Gastrointestinal hemorrhage

	Pa
	Pi
	Activity

	0,703
	0,018
	Splenomegaly

	0,706
	0,023
	Acidosis, metabolic

	0,697
	0,029
	Postural (orthostatic) hypotension

	0,664
	0,011
	Adrenal cortex hypoplasia

	0,689
	0,046
	Ulcer, aphthous

	0,666
	0,027
	Apnea

	0,640
	0,024
	Respiratory impairment

	0,645
	0,032
	Psychoses

	0,620
	0,014
	Methemoglobinemia

	0,638
	0,035
	Weight gain

	0,639
	0,037
	Withdrawal

	0,629
	0,028
	Ototoxicity

	0,622
	0,026
	Pseudoporphyria

	0,620
	0,028
	Dependence

	0,602
	0,014
	Photoallergy dermatitis

	0,621
	0,035
	Allergic contact dermatitis

	0,632
	0,046
	Euphoria

	0,629
	0,046
	Extrapyramidal effect

	0,629
	0,052
	Toxic, respiration

	0,600
	0,025
	Urine discoloration

	0,615
	0,043
	Delirium

	0,611
	0,048
	Dysarthria

	0,617
	0,057
	Hyperglycemic

	0,579
	0,021
	Hypomania

	0,602
	0,045
	Optic neuropathy

	0,583
	0,032
	Nephritis

	0,577
	0,037
	Allergic dermatitis

	0,588
	0,050
	Optic neuritis

	0,589
	0,055
	Hypotonia

	0,555
	0,024
	Interstitial nephritis

	0,548
	0,016
	Ulcer, peptic

	0,577
	0,052
	Akathisia

	0,543
	0,019
	Palpitation

	0,568
	0,045
	Dystonia

	0,576
	0,060
	Sweating

	0,551
	0,038
	Panic

	0,529
	0,027
	Fatty liver

	0,530
	0,033
	Porphyria

	0,516
	0,024
	Thrombocytopoiesis inhibitor

	0,500
	0,019
	Ulcer, gastric

	0,523
	0,045
	Hypomagnesemia

	0,519
	0,054
	Fibrosis, interstitial

	0,514
	0,052
	Choreoathetosis

	0,490
	0,029
	Demyelination

	0,485
	0,027
	Fasciculation

	0,473
	0,023
	Hypocalcaemic

	0,510
	0,062
	Depression

	0,493
	0,047
	Glaucoma

	0,471
	0,031
	Ulceration

	0,509
	0,073
	Cyanosis

	0,522
	0,087
	Stomatitis

	0,478
	0,044
	Torsades de pointes

	0,532
	0,100
	Hypercholesterolemic

	0,466
	0,038
	Torticollis

	0,496
	0,068
	Cataract

	0,496
	0,075
	Acidosis

	0,423
	0,004
	Pneumotoxic

	0,482
	0,072
	Hematuria

	0,487
	0,083
	Myoclonus

	0,486
	0,084
	Urinary retention

	0,469
	0,068
	Yawning

	0,500
	0,099
	Hepatitis

	0,478
	0,078
	Galactorrhea

	0,437
	0,040
	Sialorrhea

	0,434
	0,037
	Retroperitoneal fibrosis

	0,470
	0,075
	Anemia

	0,477
	0,083
	Paralysis

	0,444
	0,058
	Dysphoria

	0,467
	0,086
	Edema

	0,436
	0,064
	Gastrointestinal disturbance

	0,464
	0,106
	Weakness

	0,518
	0,037
	Nephrotic syndrome

	0,496
	0,017
	Cleft palate

	0,505
	0,027
	Acidosis, lactic




