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[bookmark: _GoBack]Figure S1. (A-G) Interaction energies during the simulation for Gr, Gr-COOH, Gr-NH2, Gr-COOH&NH2, Gr-OH, Gr-O, and Ubrogepant, respectively.  

	Table S1. Salt bridge pairs in the protein structure

	Gr-O
	Gr-NH2
	Gr-COOH & NH2

	1
	ASP47
	ARG61
	1
	ASP47
	ARG61
	1
	ASP47
	ARG61

	2
	ASP47
	ARG64
	2
	ASP58
	ARG61
	2
	ASP47
	ARG64

	3
	ASP58
	ARG64
	3
	ASP70
	LYS103
	3
	ASP55
	ARG102

	4
	ASP70
	LYS103
	4
	ASP77
	ARG67
	4
	ASP58
	ARG61

	5
	ASP71
	ARG38
	5
	ASP90
	LYS40
	5
	ASP70
	LYS103

	6
	ASP77
	ARG67
	6
	GLU29
	ARG91
	6
	ASP77
	ARG67

	7
	ASP90
	ARG91
	7
	GLU38
	ARG119
	7
	ASP106
	ARG113

	8
	GLU29
	ARG91
	8
	GLU68
	ARG67
	8
	ASP108
	ARG113

	9
	GLU68
	ARG64
	9
	GLU88
	ARG37
	9
	GLU47
	LYS51

	10
	GLU68
	ARG67
	10
	GLU88
	ARG91
	10
	GLU53
	ARG102

	11
	GLU88
	ARG37
	
	
	
	11
	GLU68
	ARG64

	12
	GLU88
	ARG91
	
	
	
	12
	GLU68
	ARG67

	
	
	
	
	
	
	13
	GLU78
	LYS79

	
	
	
	
	
	
	14
	GLU88
	ARG37

	
	
	
	
	
	
	15
	GLU88
	ARG91

	
	
	
	
	
	
	16
	GLU99
	LYS100
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Figure S2. A, B) Variation of Rg and Hbond number during the simulation for Gr, Gr-COOH, Gr-OH, and Ubrogepant, respectively. 
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