Table S3. Molecular interactions between NY107 and receptor analogs. The hydrogen bond cutoff is 3.8 Å for the listing interactions. 
	3’SLN
	Protein

	SIA1
	O10
	L155
	CD2

	
	O10
	A135
	m/c N

	
	O10
	G134
	m/c Ca

	
	O9
	H183
	NE2

	
	O9
	E190
	OE1

	
	O9
	E190
	OE2

	
	O9
	Y98
	OH

	
	O8
	Y98
	OH

	
	O7
	L194
	CD2

	
	O1A
	S137
	OG

	
	O1A
	T136
	OG1

	
	O1B
	T136
	OG1

	
	N5
	A135
	m/c O

	
	O4
	A135
	m/c O

	Gal2
	O4
	R220
	NH2

	
	O6
	K193
	NZ


	6’SLN
	Protein

	SIA1
	O10
	L155
	CD2

	
	O10
	G134
	m/c Ca

	
	O9
	H183
	NE2

	
	O9
	E190
	OE1

	
	O9
	E190
	OE2

	
	O9
	R220
	NH1

	
	O8
	R220
	NH1

	
	O9
	Y98
	OH

	
	O8
	Y98
	OH

	
	O1A
	S137
	OG

	
	O1B
	T136
	OG1

	
	N5
	A135
	m/c O


	LSTb
	Protein

	SIA1
	O10
	L155
	CD2

	
	O10
	A135
	m/c N

	
	O10
	A135
	m/c O

	
	O10
	G134
	m/c Ca

	
	O9
	H183
	NE2

	
	O9
	E190
	OE1

	
	O9
	E190
	OE2

	
	O9
	Y98
	OH

	
	O8
	Y98
	OH

	
	O1A
	S137
	OG

	
	O1A
	T136
	OG1

	
	O1B
	T136
	OG1

	
	N5
	A135
	m/c O

	
	O4
	A135
	m/c O

	Gal5
	O4
	S137
	OG


