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Appendix

TABLE S-I. Details of simulations.

	Simulation time
	Box volume 

V
	Total potential energy

Epot
	Number of molecules


	Mole fraction of amide 

xA

	(ps)
	(cm3/mol)
	(kJ/mol)
	NMP
	Ethanol
	


NMP(1) + Eta(1)

	720
	62.74±0.25
	–33.91±0.23
	20
	729
	0.0267

	720
	63.46±0.23
	–33.68±0.23
	40
	729
	0.0520

	720
	64.27±0.25
	–33.48±0.23
	60
	729
	0.076

	720
	64.99±0.28
	–33.31±0.23
	80
	729
	0.099

	750
	67.65±0.24
	–32.67±0.21
	160
	729
	0.180

	780
	71.75±0.21
	–31.89±0.19
	320
	729
	0.305

	600
	61.91±0.26
	–34.14±0.25
	0
	729
	0.0


NMP(1) + Eta(2)

	750
	60.11±0.27
	–48.62±0.20
	20
	729
	0.0267

	750
	61.06±0.23
	–47.98±0.19
	40
	729
	0.0520

	750
	61.89±0.22
	–47.32±0.20
	60
	729
	0.076

	750
	62.57±0.24
	–46.75±0.21
	80
	729
	0.099

	750
	65.45±0.24
	–44.81±0.20
	160
	729
	0.180

	750
	69.89±0.25
	–42.01±0.46
	320
	729
	0.305

	600
	59.27±0.26
	–49.32±0.20
	0
	729
	0.0


NMP(2) + Eta(1)

	750
	62.67±0.24
	–57.01±0.23
	20
	729
	0.0267

	750
	63.37±0.27
	–75.63±0.24
	40
	729
	0.0520

	750
	64.09±0.26
	–99.27±0.26
	60
	729
	0.076

	750
	64.82±0.24
	–99.27±0.26
	80
	729
	0.099

	750
	67.34±0.22
	–113.26±0.25
	160
	729
	0.180

	600
	71.32±0.21
	–127.42±0.27
	320
	729
	0.305

	NMP(2) + Eta(2)

	750
	60.12±0.28
	–50.43±0.21
	20
	729
	0.0267

	750
	60.93±0.24
	–51.43±0.19
	40
	729
	0.0520

	750
	61.65±0.23
	–52.42±0.20
	60
	729
	0.076

	750
	62.40±0.22
	–53.39±0.20
	80
	729
	0.099

	750
	65.12±0.23
	–56.83±0.19
	160
	729
	0.180

	750
	69.40±0.19
	–62.47±0.20
	320
	729
	0.305


NMP(2) + Eta(3)

	750
	60.12±0.25
	–38.29±0.23
	20
	729
	0.0267

	750
	61.03±0.23
	–39.81±0.23
	40
	729
	0.0520

	750
	61.73±0.21
	–41.33±0.22
	60
	729
	0.076

	750
	62.52±0.23
	–42.73±0.22
	80
	729
	0.099

	750
	65.26±0.19
	–47.66±0.21
	160
	729
	0.180

	750
	69.62±0.18
	–55.32±0.18
	320
	729
	0.305

	600
	59.27±0.23
	–36.65±0.22
	0
	729
	0.0


NMP(3) + Eta(3)

	750
	60.13±0.26
	–38.30±0.26
	20
	729
	0.0267

	750
	60.97±0.25
	–39.69±0.26
	40
	729
	0.0520

	750
	61.78±0.21
	–41.04±0.22
	60
	729
	0.076

	750
	62.57±0.23
	–42.38±0.23
	80
	729
	0.099

	750
	65.34±0.20
	–47.26±0.21
	160
	729
	0.180

	750
	69.79±0.19
	–55.37±0.19
	320
	729
	0.305


TABLE II. Calculated lifetimes, , (in picoseconds) for various sets of parameters at the same composition x=0.305.

	System
	Lifetime 

	NMP(1)–Eta(1)
	13.5

	NMP(1)–Eta(2)
	18.1

	NMP(2)–Eta(1)
	28.5

	NMP(2)–Eta(2)
	57.0

	NMP(2)–Eta(3)
	28.6

	NMP(3)–Eta(3)
	14.7
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Figure 1. Values of the Kirkwood-Buff integral, 

, as a function of radius r, calculated from molecule-molecule radial distribution functions (see text). The amide mole fraction is equal to 0.305, and the sets of parameters used are: NMP(2) and Eta(3). a) System containing 1049 molecules b) large system contains 8392 molecules in total.
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	Mole fraction of N-methylpyrrolidinone, x


Figure 2. Mean number of hydrogen bonds created by one ethanol molecule. 1 – Hethanol–ONMP, 2 – Hethanol–Oethanol, 3 – total.
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