AScy”

ASch”

P-N vector angle (degrees)

0.03

0.02

0.01

-0.01

-0.02

-0.03

-0.04

0.03

0.02

0.01

-0.01

-0.02

-0.03

-0.04

80
78
76
74
72
70
68
66
64
62
60
58
56

Berger-OPLS —@—
CHARMM36 —@—
Slipids

MacRog —@—
Exp (Scherer) —@—

—C

—0

‘—.555“‘-o

0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8
! ! !
0.6 0.7 0.8
=5 |
! ! ! ! ! ! ! !
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8

mole fraction of POPE

0.03

0.02

0.01

-0.01

-0.02

-0.03

-0.04

0.03

0.02

0.01

-0.01

-0.02

-0.03

-0.04

80
78
76
74
72
70

68

66
64
62
60
58
56

CHARMM36 —l— -
LIPID17
Slipid (Aqgvist)
Slipid (Dang) ]
GROMOS-CKP
Exp (Scherer) —l—

Exp (Macdonald) —B—
Exp (Macdonald, 100mM NaCl) - &F

0.2 0.3 0.4 0.5 0.6 0.7 0.8

0.2 0.3 0.4 0.5 0.6 0.7 0.8
mole fraction of POPG



