Supplementary Table:

Table S1: Detail of hit compounds obtained from virtual screening and drug likeness analysis.

	Compound Name
	IUPAC Name
	Molecular Weight 
	LogP
	HBA
	HBD
	Rotatable Bonds

	STOCK1N-65370
	(3a'S,6a'R)-7-chloro-3'-(3,4-dihydroxybenzyl)-5'-(3,4-dimethoxyphenethyl)-5-methyl-3',3a'-dihydro-2'H-spiro[indoline-3,1'-pyrrolo[3,4-c]pyrrole]-2,4',6'(5'H,6a'H)-trione
	592.05
	3.559
	10
	4
	7

	STOCK1N-65837
	(3a'S,6a'R)-3'-(3,4-dihydroxybenzyl)-5'-(3,4-dimethoxyphenethyl)-5-ethyl-3',3a'-dihydro-2'H-spiro[indoline-3,1'-pyrrolo[3,4-c]pyrrole]-2,4',6'(5'H,6a'H)-trione
	571.63
	3.117

	10
	4
	8

	STOCK1N-66337
	(3a'S,6a'R)-5-chloro-3'-(3,4-dihydroxybenzyl)-5'-(3,4-dimethoxyphenethyl)-3',3a'-dihydro-2'H-spiro[indoline-3,1'-pyrrolo[3,4-c]pyrrole]-2,4',6'(5'H,6a'H)-trione
	578.02
	3.06
	10
	4
	7

	STOCK1N-67794
	2-((6,7-dimethoxy-8-oxo-8H-benzo[c]indolo[3,2,1-ij][1,5]naphthyridin-12-yl)oxy)-N-(4-methoxyphenethyl) propanamide
	551.59
	4.425
	9
	1
	10

	STOCK1N-68118
	2-((6,7-dimethoxy-8-oxo-8H-benzo[c]indolo[3,2,1-ij][1,5]naphthyridin-12-yl)oxy)-N-(3,4-dimethoxyphenethyl) propanamide
	581.62
	4.163
	10
	1
	11

	STOCK1N-68134
	2-((6,7-dimethoxy-8-oxo-8H-benzo[c]indolo[3,2,1-ij][1,5]naphthyridin-12-yl)oxy)-N-(3,4-dimethoxyphenethyl) acetamide
	567.59
	3.855
	10
	1
	11
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Figure S1: Top 10 Pharmacophore hypotheses of TLR7 agonists generated by HypoGen. The pharmacophoric features are color-coded (Magenta for hydrogen bond donor, Green for hydrogen bond acceptor, Cyan for hydrophobic, and Orange for ring aromatic feature).
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