Supplementary Information
Computational study of phytocompounds derived from Glycine max as potential inhibitors of Estrogen Receptor alpha of breast cancer

[bookmark: _Hlk208006088]Golam Gaus Mohiuddin1,†, Mohammad Mahfuz Enam Elahi2,†, Md. Jahed Rana3, Md. Al Hafiz4, Kaniz Fatema5, Abir Hossain6, Md. Shohel Hossain7, Md. Saddam Hussain1, Mohammad Safiqul Islam1,*

1 Department of Pharmacy, Faculty of Biological Sciences, Noakhali Science and Technology University, Noakhali-3814, Bangladesh
2 Department of Pharmacy, University of Asia Pacific, Dhaka-1205, Bangladesh
3 Department of Pharmacy, State University of Bangladesh, Dhaka-1461, Bangladesh 
4 Department of Chemistry and Biochemistry, Kennesaw State University, Georgia-30144, USA
5 Department of Biotechnology and Genetic Engineering, Jahangirnagar University, Savar, Dhaka-1342, Bangladesh 
6 Department of Microbiology, University of Dhaka, Dhaka-1000, Bangladesh
7 Department of Pharmacy, Gono Bishwabidyalay, Nolam, Savar-1344, Dhaka, Bangladesh


Ɨ These authors have contributed equally to this work



*Correspondence
Dr. Mohammad Safiqul Islam
Professor
Department of Pharmacy
Faculty of Biological Sciences
Noakhali Science and Technology University
Sonapur, Noakhali-3814, Bangladesh
Email: research_safiq@yahoo.com, research_safiq@nstu.edu.bd
Mobile: +8801727658650
ORCID ID: 0000-0003-4924-5319
ORCID. Researchgate, LOOP, Publons, Scopus




Supplementary Table 1. Docking score of the phytocompounds of Glycine max with target protein, [human Estrogen Receptor alpha (ER-α); PDB: 3ERT].
	Ligand CID
	Binding Affinity

	12305110
	-10.3

	73145
	-10.3

	73170
	-10

	9548717
	-9.8

	9803310
	-9.6

	3083637
	-9.6

	12442794
	-9.4

	92097
	-9.4

	12442849
	-9.3

	246983
	-9.3

	101257
	-9.3

	94204
	-9.3

	13893946
	-9.2

	5280961
	-9.2

	115012
	-9.2

	5351516
	-9.1

	12302182
	-9

	44423588
	-8.8

	12760132
	-8.7

	5281707
	-8.7

	114829
	-8.5

	6451349
	-8.4

	44257530
	-8.3

	145858
	-8.3

	162807
	-8.1

	10251
	-8.1

	5281377
	-7.9

	221493
	-7.8

	1794427
	-7.7

	5280795
	-7.6

	5280633
	-7.6

	5280379
	-7.6

	187808
	-7.6

	9064
	-7.6

	5282102
	-7.4

	5280863
	-7.4

	5280441
	-7.4

	932
	-7.4

	13962928
	-7.3

	5280804
	-7.3

	443651
	-7.3

	14985
	-7.2

	443654
	-7.1

	443652
	-7.1

	14158117
	-7

	5317750
	-6.8

	5280378
	-6.8

	638278
	-6.8

	5281812
	-6.7

	5281166
	-6.6

	1130
	-6.6

	5281704
	-6.5

	5988
	-6.3

	135398640
	-6.2

	445858
	-6.2

	204
	-6.1

	892
	-5.9

	445639
	-5.8

	5280450
	-5.7

	16237
	-5.6

	938
	-5.6

	54670067
	-5.5

	439944
	-5.4

	164619
	-5.4

	5793
	-5.4

	440078
	-5.3

	985
	-5.3

	64689
	-5.1

	5365055
	-5

	5311264
	-5

	2723872
	-5

	522834
	-4.9

	19602
	-4.9

	1054
	-4.9

	203
	-4.9

	196509
	-4.7

	523230
	-4.6

	24020
	-4.6

	10430
	-4.4

	7342
	-4.4

	641256
	-4.3

	8103
	-4.1

	7762
	-4

	273
	-3.9





















Supplementary Table 2. Docking score and non-bond interactions between amino acid residues of 3ERT and our selected three compounds along with control given below.					
	ID
	Binding affinity
	Residues
	Distance(Å)
	Category
	Bond Types

	Beta-Amyrin
	-10.3
	TRP383
	3.56
	Hydrophobic
	Pi-Sigma

	 
	
	LEU525
	5.22
	Hydrophobic
	Alkyl

	CID 73145
	
	LEU536
	4.57
	Hydrophobic
	Alkyl

	 
	
	LEU536
	5.23
	Hydrophobic
	Alkyl

	 
	
	LEU536
	4.06
	Hydrophobic
	Alkyl

	 
	
	LEU354
	3.91
	Hydrophobic
	Alkyl

	 
	
	LEU536
	4.54
	Hydrophobic
	Alkyl

	 
	
	LEU354
	4.91
	Hydrophobic
	Alkyl

	 
	
	TRP383
	5.11
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	5.45
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	4.2
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	5.19
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	5.1
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	4.26
	Hydrophobic
	Pi-Alkyl

	 
	
	TYR526
	4.99
	Hydrophobic
	Pi-Alkyl

	 
	
	TYR526
	4.72
	Hydrophobic
	Pi-Alkyl

	Pseudotaraxasterol
	-10.3
	TRP383
	3.93
	Hydrophobic
	Pi-Sigma

	 
	
	TRP383
	3.35
	Hydrophobic
	Pi-Sigma

	CID 12305110
	
	ALA350
	4.25
	Hydrophobic
	Alkyl

	 
	
	ALA350
	4.18
	Hydrophobic
	Alkyl

	 
	
	LEU525
	4.69
	Hydrophobic
	Alkyl

	 
	
	LYS529
	5.13
	Hydrophobic
	Alkyl

	 
	
	LEU536
	4.8
	Hydrophobic
	Alkyl

	 
	
	LEU525
	4.81
	Hydrophobic
	Alkyl

	 
	
	LYS529
	3.9
	Hydrophobic
	Alkyl

	 
	
	LYS529
	4.32
	Hydrophobic
	Alkyl

	 
	
	VAL533
	5.25
	Hydrophobic
	Alkyl

	 
	
	LEU354
	4.85
	Hydrophobic
	Alkyl

	 
	
	LEU536
	3.91
	Hydrophobic
	Alkyl

	 
	
	LEU354
	3.89
	Hydrophobic
	Alkyl

	 
	
	TRP383
	5.35
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	5.42
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	4.15
	Hydrophobic
	Pi-Alkyl

	 
	
	TRP383
	4.95
	Hydrophobic
	Pi-Alkyl

	 
	
	TYR526
	4.74
	Hydrophobic
	Pi-Alkyl

	Tamoxifen
	 
	ILE424
	3.96
	Hydrophobic
	Pi-Sigma

	 
	
	MET421
	4.88
	Hydrophobic
	Alkyl

	CID 2733526
	
	PHE404
	5.47
	Hydrophobic
	Pi-Alkyl

	 
	
	ALA350
	3.97
	Hydrophobic
	Pi-Alkyl

	(control)
	
	LEU525
	4.97
	Hydrophobic
	Pi-Alkyl

	 
	
	LEU346
	4.97
	Hydrophobic
	Pi-Alkyl

	 
	
	LEU387
	5.13
	Hydrophobic
	Pi-Alkyl

	 
	
	MET421
	5.13
	Hydrophobic
	Pi-Alkyl

	 
	
	LEU525
	5.06
	Hydrophobic
	Pi-Alkyl


			
