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	Bond Parameters



	Type
	Kr ( kcal/mol/Å²)
	Req (Å)
	
	

	
	
	
	
	

	CA-CA
	469
	1.400
	
	

	CA-CT
	317
	1.510
	
	

	CA-HC
	340
	1.080
	
	

	CT-CT
	310
	1.526
	
	

	CT-HC
	331
	1.090
	
	

	CA-F
	367
	1.380
	
	

	CT-F
	367
	1.380
	
	

	OZ-RC
	570
	1.160


	CO2 molecule

	Angle Parameters



	Type
	 ( kcal/mol/deg²)
	eq ( deg)
	
	

	OZ-RC-OZ
	50
	180
	
	

	CA-CA-CA
	85
	120
	
	

	CA-CA-CT
	70
	120
	
	

	CA-CA-HC
	35
	120
	
	

	CA-CT-HC
	35
	109.5
	
	

	HC-CT-HC
	35
	109.5
	
	

	F-CA-CA
	25
	120.0
	
	

	F-CT-F
	77
	109.5
	
	

	CA-CT-F
	50
	109.5
	
	

	OZ-RC-OZ
	50
	180


	CO2 molecule

	Dihedral Parameters



	Type
	V2 ( kcal/mol)
	Phase
	Phase number
	

	X-CA-CA-X
	55
	180.0
	2
	

	X-CA-CT-X
	0
	0
	2


	

	Improper Dihedral



	Type
	V2 ( kcal/mol)
	Phase
	Phase number
	

	X-X-CA-HC
	2
	180.0
	2


	

	Non bonded parameters



	Type
	R* (Å)
	(kcal/mol)
	
	

	HC
	1.54
	0.01
	
	

	CT
	1.80
	0.06 
	
	

	CA
	1.85
	0.12 
	
	

	F
	1.75
	0.06
	
	

	RC
	1.56
	0.06
	CO2 molecule

	OZ
	1.69
	0.17
	


Table S1 : List of force field parameters used for the aromatic solutes. The atom types are given in Figure 1.

