Table S1: Mechanism of action of some of the T2D prescribed drugs and their structural similarities with other prescribed drugs.
	[bookmark: _GoBack]Prescribed drugs for T2D
	Similarity score
	Structural similarity with other prescribed drugs
	Known mechanism of action/ Target

	Empagliflozin
	1.0
	Empagliflozin
	Sodium-glucose co-transporter-2 (SGLT-2) inhibitor 
[bookmark: __Fieldmark__160_770016373][bookmark: __Fieldmark__167_43424498](Chewcharat et al., 2020; Monami et al., 2017)

	
	0.9661
	Dapagliflozin
	

	
	0.8712
	Ertugliflozin
	

	
	0.8233
	Ipragliflozin
	

	
	0.8195
	Luseogliflozin
	

	
	0.7904
	Canagliflozin
	

	
	0.7536
	Tofogliflozin
	

	Luseogliflozin
	1.0
	Luseogliflozin
	

	
	0.8449
	Dapagliflozin
	

	
	0.8195
	Empagliflozin
	

	
	0.7778
	Tofogliflozin
	

	
	0.7750
	Ipragliflozin
	

	
	0.7569
	Ertugliflozin
	

	
	0.7386
	Canagliflozin
	

	Prednisolone
	1.0
	Prednisolone
	Glucocorticoid receptor agonist 
[bookmark: __Fieldmark__198_770016373][bookmark: __Fieldmark__204_43424498](Rollin et al., 1993)

	
	0.9897
	Methylprednisolone
	

	
	0.9257
	Prednisone
	

	
	0.7983
	Prednisolone sodium phosphate
	

	
	0.7950
	Methylprednisolone succinate
	

	Glimepiride
	1.0
	Glimepiride
	Lower blood glucose by increasing the secretion of insulin from pancreas and increasing the sensitivity of peripheral tissues to insulin

	
	0.7291
	Glisoxepide
	Specific inhibitor of the L- aspartate/L-glutamate antiport system

	
	0.7087
	Gliquidone
	ATP-dependent K+ (KATP) channel blocker

	
	0.6996
	Glipizide
	Lower blood glucose by increasing the secretion of insulin from pancreas and increasing the sensitivity of peripheral tissues to insulin

	
	0.6920
	Gliclazide
	Reduces blood glucose levels by stimulating insulin secretion from the beta-cells of the islets of Langerhans

	
	0.6630
	Acetohexamide
	Binds to an ATP-dependent K+ channel on the cell membrane of pancreatic beta cells

	
	0.6630
	Tolazamide
	Depolarization stimulates calcium ion influx through voltage-sensitive calcium channels, raising intracellular concentrations of calcium ions, which induces the secretion, or exocytosis, of insulin

	
	0.6437
	Glibenclamide
	Cytochrome P450 2C9 inhibitor

	
	0.6437
	Glyburide
	 Lower blood glucose by increasing the secretion of insulin from pancreas and increasing the sensitivity of peripheral tissues to insulin



Table S2: Mechanism of action of some of the COVID 19 investigational drugs and their structural similarities with other investigational drugs.
	COVID-19 Investigational Drugs
	Similarity
	Lead compounds from PubChem and CTD
	Known mechanism of action/ Target

	Lopinavir
	1.0
	Lopinavir
	Antiretroviral protease inhibitor 
[bookmark: __Fieldmark__1790_770016373][bookmark: __Fieldmark__1859_43424498](Li et al., 2012)

	
	0.7561
	Ritonavir
	Antiretroviral protease inhibitor 
[bookmark: __Fieldmark__1800_770016373][bookmark: __Fieldmark__1867_43424498](Li et al., 2012)

	Remdesivir
	1.0
	Remdesivir
	[bookmark: __Fieldmark__1811_770016373][bookmark: __Fieldmark__1876_43424498]RNA-dependent RNA polymerase inhibitor (Gordon et al., 2020)

	
	0.8559
	GS-441524 
(CID 44468216)
	Remdesivir prodrug 
[bookmark: __Fieldmark__1822_770016373][bookmark: __Fieldmark__1885_43424498](Amirian and Levy, 2020)

	
	0.7763
	7-Methylguanosine 5'-diphosphate
	[bookmark: __Fieldmark__1832_770016373][bookmark: __Fieldmark__1893_43424498]Translation initiation factor activity (Chen et al., 2012)

	
	0.7748
	7-Methyl-guanosine-5'-triphosphate
	[bookmark: __Fieldmark__1842_770016373][bookmark: __Fieldmark__1901_43424498]Translation initiation factor activity (Chen et al., 2012)

	
	0.7692
	Sirolimus
	Suppress viral replication 
[bookmark: __Fieldmark__1852_770016373][bookmark: __Fieldmark__1909_43424498](Soliman et al., 2013)

	
	0.7629
	Prograf
	Inhibits T-lymphocyte signal transduction and IL-2 transcription 
[bookmark: __Fieldmark__1862_770016373][bookmark: __Fieldmark__1917_43424498](Russell et al., 2020)

	
	0.7629
	Tacrolimus
	Inhibits T-lymphocyte signal transduction and IL-2 transcription 
[bookmark: __Fieldmark__1872_770016373][bookmark: __Fieldmark__1925_43424498](Russell et al., 2020)

	
	0.7590
	Danoprevir
	HCV Protease Inhibitor 
[bookmark: __Fieldmark__1882_770016373][bookmark: __Fieldmark__1933_43424498](Chen et al., 2020)

	Ritonavir
	1.0
	Ritonavir
	Antiretroviral protease inhibitor 
[bookmark: __Fieldmark__1893_770016373][bookmark: __Fieldmark__1942_43424498](Li et al., 2012)

	
	0.8082
	Cobicistat
	[bookmark: __Fieldmark__1903_770016373][bookmark: __Fieldmark__1950_43424498]Cytochrome P450 (CYP3A) inhibition (Mathias et al., 2010)

	
	0.7561
	Lopinavir
	antiretroviral protease inhibitor 
[bookmark: __Fieldmark__1913_770016373][bookmark: __Fieldmark__1958_43424498](Li et al., 2012)

	Valsartan
	1.0
	Valsartan
	[bookmark: __Fieldmark__1924_770016373][bookmark: __Fieldmark__1967_43424498]Angiotensin converting enzyme (ACE) inhibitors and angiotensin receptor blockers (Aronson and Ferner, 2020)

	
	0.7771
	Entresto
	[bookmark: __Fieldmark__1936_770016373][bookmark: __Fieldmark__1977_43424498]Angiotensin II receptor neprilysin inhibitor (Menendez, 2016)




Data interpretation for Table 2A, 2B, 3A and 3B.
Accepted range: 
ClogP<5.0		
Mol. Wt < 500 Da 
H-acceptors < 10
H-donors<5
Rotatable bonds<5
Polar Surface area <140Ao
Solubility
-8.0 -6.0 No, very low
-6.0 -4.0 yes, low
-4.0 -2.0 Yes, good
-2.0 -0.0 Yes, optimal 
Human intestinal absorption
0 (Good) 
1 (Moderate) 
2 (Poor) 
3 (Very Poor)
CACO-2 permeability
> 0.00 active
 -0.50 - 0.00 moderate  
< -0.50 inactive
Blood brain barrier 
Very high penetrants ≥ 0.7 
High penetrants 0 - 0.7 
Medium penetrants -0.52 - 0
Low penetrants ≤ -0.52
CYP2D6 Substrate
< 0.5 Non-inhibitor
> 0.5 Inhibitor
Druglikeness
Higher is better
Hepatotoxicity
0.0-0.4	non-hepatotoxic
0.4-0.6	Low confidence prediction 
0.6-1.0	hepatotoxic
Aerobic biodegradibility
>0.7 capable of aerobic biodegradation
0.3 - 0.7 indeterminate
<0.3 incapable
Carcinogen and AMES toxicity
> 0.00 active
 -0.50 - 0.00 moderate  
< -0.50 inactive
