
Table S1. PDB codes of complexes HA of influenza virus and S-protein of coronavirus with ligands.
	PBD ID
	Virus strain
	Ligand
	Binding site
	Reference

	Haemagglutinin

	6CF5
	A/Viet Nam/1203/2004(H5N1)
	[image: Изображение выглядит как текст, устройство

Автоматически созданное описание]
N-cyclohexyltaurine
	Receptor binding site of HA1
	[1]

	6CEX
	A/Hong Kong/1/1968 (H3N2)
	
	Receptor binding site of HA1
	

	
	
	
	Stem part of НА2, hydrophobic cavity between the short and long -helices of two protomers of HA2
	

	3EYM
	A/Aichi/2/1968 H3N2
	[image: Graphical user interface

Description automatically generated with medium confidence]TBHQ
	Stem part of НА2, hydrophobic cavity between the short and long -helices of two protomers of HA2
	[2]

	3EYK
	A/Mallard/Astrakhan/244/1982 H14N6
	
	
	

	5T6N
	A/H3N2
	
[image: A picture containing text, device, gauge, image

Description automatically generated]
Umifenovir (Arbidol)

	Stem part of НА2, hydrophobic cavity between the short and long -helices of two protomers of HA2
	[3]

	5T6S
	A/H7N9
	
	
	

	5W6U
	A/Puerto Rico/8/1934 (H1N1)
	Cyclic peptide P2
	Highly conserved epitope of the stem part of the domain
	[4]

	5W6I
	
	Cyclic peptide P3
	
	

	5W5U
	
	Cyclic peptide P4
	
	

	5W5S
	
	Cyclic peptide P5
	
	

	5W6R
	
	Cyclic peptide P6
	
	

	5W6T
	
	Cyclic peptide P7
	
	

	6WCR
	A/Puerto Rico/8/1934 (H1N1)
	[image: Graphical user interface, application

Description automatically generated]F0045(S)
	Highly conserved epitope of the stem part of the domain
	[5]

	6CF7
	A/Solomon Islands/3/2006(H1N1)
	[image: A picture containing text, device, dark, gauge

Description automatically generated]
JNJ4796
	Highly conserved epitope of the stem part of the domain
	[6]

	6CFG
	A/Vietnam/1203/2004 (H5N1)
	
	
	

	6VMZ
	A/Chicken/Vietnam/30/2003(H5N1)
	[image: A screenshot of a computer

Description automatically generated with low confidence]CBS1117
	Highly conserved epitope of the stem part of the domain
	[7]

	S-protein

	6ZB4
	SARS-CoV-2 (WT, Wuhan)
	[image: A picture containing shape

Description automatically generated]
Linolec acid
	Hydrophobic pocket in RBD of S1
	[8]

	7OD3
	SARS-CoV-2 (Alfa B.1.1.7, UK)
	
	
	

	7Y42
	SARS-CoV-2 (WT, Wuhan)
	[image: ]
Retinoid acid
	RBD
	[9]

	7B62
	SARS-CoV-2 (WT, Wuhan)
	[image: Graphical user interface, application, Teams

Description automatically generated]
Biliverdin
	N—terminal domain of S1 SARS-CoV-2 (amino acids 14 to 330)
	[10]

	7NT9
	
	
	N—Terminal Domain S1 SARS-CoV-2 (amino acids 14 to 1139)
	

	7C53
	SARS-CoV-2 (WT, Wuhan)
	Peptide EK1
	HR1
	[11]

	5ZVK
	MERS-CoV
	Peptide EK1
	HR1
	[12]


Table S2. Inhibitors of surface protein of influenza virus and SARS-CoV-2.
	№
	Structure
	IC50, M
	SI
	KD, M
	Binding site
	Reference

	Influenza virus hemagglutinin

	1
	[image: ]
SA--2,3-Gal
	n/d
	n/d
	3-5103
	HA1: RBS
	[1,13]

	2
	[image: ]
SA--2,6-Gal
	n/d
	n/d
	3-5103
	HA1: RBS
	[1,13]

	3
	[image: ]
	IC50(A/H1N1) = 5.5
IC50(A/H3N2) = 10.4
	> 8
> 9
	n/d
	HA1: RBS
	[14]

	4
	[image: ]
Aureonitol
	IC50(A/H1N1) = 0.4
IC50(A/H3N2) = 0.3
	3420
4571
	n/d
	HA1: RBS
	[15]

	5
	[image: ]
N-cyclohexyltaurine
	n/d
	n/d
	> 20103
	HA1: RBS
НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[1]

	6
	[image: ]
NSC85561
	IC50 (A/H1N1) = 2.4
	289
	n/d
	HA1: RBS
	[16]

	7
	[image: ]
TBHQ
	IC50(A/H3N2) ~ 6.0
	> 8
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[2]

	8
	[image: ]
Umifenovir (Arbidol)
	IC50 (A/H1N1) = 26.2
IC50 (A/H3N2) = 6.2
IC50 (A/H5N1) = 15.7
	20
> 4
> 8
	5.6 – 7.9 (H1)
18.8 – 44.3 (H3)
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[3,17,18]

	9
	[image: ]
Compound 11
	n/d
	n/d
	550 103 (H1)
100103 (H3)
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[18]

	10
	[image: ]
	IC50 (A/H3N2) = 7.5
	> 13
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[19]

	11
	[image: ]
	IC50 (A/H1N1) = 19.0
	45
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[20]

	12
	[image: ]
	IC50 (A/H1N1) = 7.5
	189
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[21]

	13
	[image: ]
	IC50 (A/H1N1) = 6.0
	231
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[22]

	14
	

Camphecene
	IC50 (A/H1N1) = 1.1
IC50 (A/H3N2) = 10.3
IC50 (A/H5N1) = 8.0
	661
75
97
	н/д
	НА2: stem part – the site of the fusion peptide
(TBHQ-site); proteolysis site (CPH-site)
	[23–26]

	15
	[image: ]
	IC50 (A/H1N1) = 2.4
	546
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site); proteolysis site (CPH-site)
	[27]

	16
	[image: ]
	IC50 (A/H1N1) = 1.210-3
	1250
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
	[28]

	17
	[image: ]
MBX2329
	IC50 (A/H1N1) = 0.4
IC50 (A/H5N1) = 5.9
	> 222
> 17
	n/d
	HA2: stem part – epitope
	[29,30]

	18
	[image: ]
MBX2346
	IC50 (A/H1N1) = 0.3
IC50 (A/H5N1) = 3.6
	> 333
> 27
	n/d
	НА2: stem part – epitope
	[29]

	19
	[image: ]
	IC50 (A/H1N1) = 4.6
	> 22
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
possibly an epitope
	[31]

	20
	[image: ]
	IC50 (A/H1N1) = 8.4
	6
	n/d
	НА2: stem part – the site of the fusion peptide
(TBHQ-site)
possibly an epitope
	[31]

	21
	[image: ]
JNJ4796
	IC50 (A/H1N1) = 0.02
	6500
	n/d
	НА2: stem part – epitope
	[6]

	22
	[image: ]F0045(S)
	IC50 (A/H1N1) = 8.8
	> 14
	n/d
	НА2: stem part – epitope
	[5]

	23
	[image: ]F0045®
	IC50 (A/H1N1) = 43.0
	> 3
	n/d
	НА2: stem part – epitope
	[5]

	24
	[image: ]
CBS1117
	IC50 (A/H1N1) = 0.07
	3914
	n/d
	НА2: stem part – epitope
	[7]

	25
	[image: ]
	IC50 (A/H1N1) = 0.03
	> 6666
	n/d
	НА2: stem part – epitope
	[32]

	26
	[image: ]
Tanshinone IIA
	IC50 (A/H1N1) = 0.03
	1236
	n/d
	НА2: stem part – epitope
	[33]

	27
	[image: ]
Stachyflin
	IC50 (A/H1N1) = 0.05
IC50 (A/H3N2) > 6.5
IC50 (A/H5N1) = 1.9
	n/d
	n/d
	НА2: stem part – cavity between two -helixes
	[34]

	28
	[image: ]
Ginsamid
	IC50 (A/H1N1) = 0.15
	7500
	n/d
	НА2: stem part – the place of proteolysis (CPH-site)
	[35]

	29
	[image: ]
	IC50 (A/H1N1) = 1.9
	26
	n/d
	НА2: stem part – the place of proteolysis (CPH-site)
	[36]

	30
	[image: ]
IY7640
	IC50 (A/H1N1) = 0.7
IC50 (A/H3N2) = 83.1
IC50 (A/H5N1) = 59.6
	1143
10
13
	n/d
	НА2: stem part – the cavity between the TBH-site and the epitope
	[37]

	31
	[image: ]
M090
	IC50 (A/H1N1) = 2.2
	11
	n/d
	HA2: cavity at the interface of two subunits between a long -helix and a loop connecting two -helixes
	[38]

	Spike protein of coronavirus 

	32
	[image: ]
SSAA09E2
	IC50 (SARS1-S) = 9.7
	> 20
	n/d
	S1: interface of binding RBD with ACE-2
	[39,40]

	33
	[image: ]
Nilotinib
	IC50 (SARS-CoV-2) = 1.9
	16
	n/d
	S1: interface of binding RBD with ACE-2
	[40–42]

	
	
	
	
	
	Active site of MPRO
NSP12-NSP7-NSP8
	[43]
[44]

	34
	[image: ]
Calpeptin
	IC50 (SARS1-S) = 0.8
IC50 (SARS2-S) = 0.1
IC50 (SARS-CoV-2) = 3.8
	> 230
> 1612
> 50
	n/d
	S1: interface of binding RBD with ACE-2
	[45]

	35
	[image: ]
N69C2
	IC50 (SARS-CoV-2) = 85.7
	3
	0.09
	S1: interface of binding RBD with ACE-2
	[46]

	36
	[image: ]
Digitoxin
	IC50 (SARS-CoV-2) = 0.1
	n/d
	n/d
	S1: interface of binding RBD with ACE-2
	[42,47,48]

	37
	[image: ]
Linolec acid
	n/d
	n/d
	1.4103
	S1: hydrophobic pocket of RSD
	[8]

	38
	[image: ]
Retinoid acid
	IC50 (SARS-CoV-2) = 4.1
	47.8
	n/d
	S1: interface of binding RBD with ACE-2
	[9]

	38
	[image: ]
Biliverdin
	n/d
	n/d
	9.7103
	S1: NTD
	[10]

	39
	[image: ]
Azithromycin
	IC50 (SARS-CoV-2) = 2.1
	n/d
	n/d
	S1: NTD
	[42,49,50]

	
	
	
	
	
	Active site of MPRO
	[50]

	40
	[image: ]
Chloroquine
	IC50 (SARS-CoV-1) = 4.1
IC50 (SARS-CoV-2) = 1.1
	n/d
	n/d
	Gangliosides
	[42,51,52]

	
	
	
	
	
	S1: interface of binding RBD with ACE2 
Active site of MPRO
	[50]

	41
	[image: ]
Hydroxychloroquine
	IC50 (SARS-CoV-1) = 6.5
IC50 (SARS-CoV-2) = 0.2
	n/d
	n/d
	Gangliosides

	[42,51,52]

	
	
	
	
	
	S1: interface of binding RBD with ACE2 
Active site of MPRO
	[50]

	8
	[image: ] Umifenovir
	IC50 (SARS2-S) = 8.3
IC50 (SARS-CoV-2) = 4.1

	> 15
> 30

	n/d
	S1: interface of binding RBD with ACE2 

	[53]

	
	
	
	
	
	S2: area of heptad repeat
	[54,55]

	42
	[image: ]
Nelfinavir
	IC50 (SARS-CoV-2) = 0.8
	n/d
	n/d
	S2: cavity between the HR1 and the lower part of the N-terminal domain
	[56] 

	
	
	
	
	
	Active site of MPRO
	[57,58]

	43
	[image: ]
UA-30
	IC50 (SARS2-S) = 9.8
IC50 (SARS-CoV-2) = 2.1

	n/d
	0.78
	S2: cavity between the HR1 and the lower part of the N-terminal domain
	[59]

	44
	[image: ]
	SARS-CoV-2
IC50 (Wuhan) = 9.6
IC50 (Delta) = 17.6
IC50 (Omicron) = 7.7
	
32
17
40
	n/d
	S2: area of heptad repeat
	[60]

	45
	[image: ]
	SARS-CoV-2
IC50 (Wuhan) = 4.7
IC50 (Delta) = 3.5
IC50 (Omicron) = 3.3
	
71
96
102
	n/d
	S2: area of heptad repeat
	[60]
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