Supporting information 
Table S2. Results of in silico screening of minocycline analogues.
	Name identifier
	Structure
	Binding affinity (kcal/mol)
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	-7.7

	1-A Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-8.2

	1-B Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-7.9

	1-C Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-7.6

	1-D Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-8.0

	1-E Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-7.9

	1-F Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-7.8

	1-G Tetracycline class C4 and C7 position modified derivatives
	[image: ]
	-7.7

	2-cyano compounds-a
	[image: ]
	-7.8

	2-cyano compounds-b
	[image: ]
	-7.5

	2-ethoxycarbonyl compound3a
	[image: ]
	-7.1

	2-ethoxycarbonyl compound3b
	[image: ]
	-7.8

	6-demethyltetracycline
	[image: ]
	-7.6

	6-thiatetracycline
	[image: ]
	-7.6

	12S-12-hydroxy-1,12-pyrazolinote tracycline
	[image: ]
	-8.1

	13-(3-chloropropyl)thiol-5-hydroxy-6-deoxytetracycline
	[image: ]
	

	13-cyclopentylthio-5-hydroxy-deoxytetracycline
	[image: ]
	-7.6

	Amadacycline
	[image: ]
	-7.0

	Anhydrochlortetracycline
	[image: ]
	-7.9

	Anhydrotetracycline
	[image: ]
	-7.6

	Chlorotetracycline
	[image: ]
	-8.0

	Demethylchlortetracycline
	[image: ]
	-7.5

	Desdimethylaminoterrarubein
	[image: ]
	-8.6

	Dimethylamine Anhydrochlortetracycline
	[image: ]
	-8.6

	DMG-DMDOT
	[image: ]
	-7.5

	DMG-MINO
	[image: ]
	-7.3

	Doxorubicin
	[image: ]
	-8.1

	Doxycycline
	[image: ]
	-7.3

	Epichortetracycline
	[image: ]
	-7.7

	Imino Delta Minocycline
	[image: ]
	-8.0

	Isochlortetracycline
	[image: ]
	-7.0

	lymecycline
	[image: ]
	-7.3

	methacycline
	[image: ]
	-7.5

	Minocycline Dehydro analogue
	[image: ]
	-7.3

	Minocycline Impurity A
	[image: ]
	-7.1

	Minocycline Impurity B
(Sancycline)
	[image: ]
	-7.4

	Minocycline Impurity C
	[image: ]
	-7.6

	Minocycline Impurity D
	[image: ]
	-7.3

	Minocycline
	[image: ]
	-9.6

	Oxytetracycline
	[image: ]
	-7.4

	Rolitetracycline
	[image: ]
	-8.1

	Sancycline ramification
	[image: ]
	-7.6

	Tetracycline
	[image: ]
	-8.0

	Thiatetracycline
	[image: ]
	-7.6

	Tigecycline
	[image: ]
	-7.2

	Eravacycline
	[image: ]
	-8.1
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