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Table I. The atomic (i.e. site) charges and Lennard-Jones parameters for the solvent water molecules used in the Monte Carlo simulations (see text for details). 

	site
	ii / Ǻ
	ii / (kcal mol-1)
	q / e 

	Hw
	0.0000
	0.0000
	0.41000

	Ow
	3.1650
	0.1550
	-0.82000



Table II. The atomic (i.e. site) charges and Lennard-Jones parameters for the solute zwitterionic glycine molecules used in the Monte Carlo simulations (see text for details). 

	site
	ii / Ǻ
	ii / (kcal mol-1)
	q / e 

	C1
	3.5000
	0.0660
	0.003094

	C2
	3.7500
	0.0660
	0.801362

	O3
	2.9600
	0.2100
	-0.761115

	O4
	2.9600
	0.2100
	-0.799555

	H5
	0.0000
	0.0000
	0.070634

	H6
	0.0000 
	0.0000
	0.070782

	N7
	3.2500
	0.1700
	-0.330454

	H8
	0.0000
	0.0000
	0.284632

	H9
	0.0000
	0.0000
	0.330360

	H10
	0.0000
	0.0000
	0.330261


Table III. The atomic (i.e. site) charges and Lennard-Jones parameters for the solute neutral glycine molecules used in the Monte Carlo simulations (see text for details). 

	site
	ii / Ǻ
	ii / (kcal mol-1)
	q / e 

	C1
	3.5000
	0.0660
	0.375995

	C2
	3.7500
	0.1050
	0.685206

	O3
	2.9600
	0.2100
	-0.609378

	O4
	3.0000
	0.1700
	-0.700122

	H5
	0.0000
	0.0000
	0.022384

	H6
	0.0000
	0.0000
	0.022384

	H7
	0.0000
	0.0000
	0.485731

	N8
	3.2500
	0.1700
	-1.031234

	H9
	0.0000
	0.0000
	0.374516

	H10
	0.0000
	0.0000
	0.374516
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