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Table S1 The top twenty compounds are identified from virtual screening and ranked based on the SiMMap score.
	Rank
	Compounds
	SiMMap Score
	E1
	H1
	V1
	Purchased

	1
	NSC97307
	3.246
	1
	1
	1
	V

	2
	NSC47717
	3.207
	1
	1
	1
	V

	3
	NSC4299
	3.205
	1
	1
	1
	V

	4
	NSC84472
	3.205
	1
	1
	1
	V

	5
	NSC85561
	3.205
	1
	1
	1
	V

	6
	NSC134131
	3.201
	1
	1
	1
	V

	7
	NSC45583
	3.199
	1
	1
	1
	V

	8
	NSC45208
	3.196
	1
	1
	1
	V

	9
	NSC715307
	3.196
	1
	1
	1
	

	10
	NSC296652
	3.193
	1
	1
	1
	

	11
	NSC621095
	3.192
	1
	1
	1
	V

	12
	NSC320860
	2.273
	0
	1
	1
	

	13
	NSC104528
	2.27
	0
	1
	1
	

	14
	NSC703071
	2.269
	0
	1
	1
	

	15
	NSC622187
	2.267
	0
	1
	1
	

	16
	NSC18193
	2.263
	0
	1
	1
	

	17
	NSC46715
	2.259
	0
	1
	1
	

	18
	NSC292236
	2.258
	0
	1
	1
	

	19
	NSC305183
	2.257
	0
	1
	1
	

	20
	NSC149033
	2.255
	0
	1
	1
	





Table S2 The SMILES code of twelve derivative compounds and NSC85561.
	Compounds
	SMILES

	NSC326197
	C1=CC2=C(C=CC=C2S(=O)(=O)O)C(=C1)N=NC3=CC(=C(C=C3N)N)N=NC4=C(C=CC(=C4)[N+](=O)[O-])O

	NSC45539
	C1=CC(=CC=C1N=NC2=C(C=CC3=CC(=CC(=C32)S(=O)(=O)O)S(=O)(=O)O)O)[N+](=O)[O-]

	NSC45540
	C1=CC(=CC=C1N=NC2=C3C=CC(=CC3=CC(=C2O)S(=O)(=O)O)S(=O)(=O)O)[N+](=O)[O-]

	NSC65820
	C1=CC2=C(C=CC(=C2N=NC3=C(C(=CC(=C3)[N+](=O)[O-])[N+](=O)[O-])O)O)C=C1S(=O)(=O)O

	NSC45541
	C1=CC(=CC(=C1)[N+](=O)[O-])N=NC2=C3C=CC(=CC3=CC(=C2O)S(=O)(=O)O)S(=O)(=O)O

	NSC45538
	C1=CC(=CC=C1N=NC2=C(C=CC3=C2C=CC(=C3)S(=O)(=O)O)O)[N+](=O)[O-]

	NSC8647
	C1=CC2=CC(=C(C(=C2C(=C1)S(=O)(=O)O)O)N=NC3=CC=C(C=C3)[N+](=O)[O-])S(=O)(=O)O

	NSC85561
	C1=CC=C2C(=C1)C=CC(=C2O)N=NC3=C4C=CC=C(C4=C(C=C3O)S(=O)(=O)[O-])[N+](=O)[O-]

	NSC47715
	C1=CC=C2C(=C1)C=CC(=C2O)N=NC3=C(C=C(C4=CC=CC=C43)S(=O)(=O)O)O

	NSC7223
	C1=CC=C2C(=C1)C=CC(=C2O)N=NC3=C4C=CC(=CC4=C(C=C3O)S(=O)(=O)O)[N+](=O)[O-]

	NSC87862
	C1=CC=C2C(=C1)C(=CC(=C2N=NC3=C(C=C(C=C3)O)O)O)S(=O)(=O)O

	NSC4203
	C1=CC=C2C(=C1)C=CC(=C2N=NC3=C(C=C(C4=CC=CC=C43)S(=O)(=O)O)O)O

	NSC73413
	C1=CC=C2C(=C1)C=CC(=C2N=NC3=C4C=CC(=CC4=C(C=C3O)S(=O)(=O)[O-])[N+](=O)[O-])O





[image: ]
Figure S1 Docked compounds show a high affinity toward the RBS in HA.
The docked compounds (a, d, g) NSC87862, (b, e, h) NSC4203, and (c, f, i) NSC73413  are displayed in different visualization modes. (a-c) The interaction diagrams between docked compounds and protein are shown in 2D plots by the PROTEINS PLUS server26. (d-f) Visualization of the docked compounds with anchors in RBS of HA. HA is shown in the cartoon, anchors are shown as transparent spheres, interactive residues are shown as cyan sticks, and the docked compounds are shown as grey sticks. (g-i) The docked compounds in the RBS with surface mode. PyMOL software was used to draw all the 3D figures.
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