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FIGURE LEGENDS

Figure S1: Lateral radial distribution (rdf) function of CHOL-DPPC center of mass
distances calculated from the REST and MD simulations.

Figure S2: Lateral radial distribution (rdf) function of DPPC-DPPC center of mass
distances calculated from the REST and MD simulations.

Figure S3: Deuterium order parameters |Scd| of DPPC palmitoyl chains calculated from
the REST simulation at various solute temperatures (βm).

∗ huangk4@rpi.edu
† angel@rpi.edu

2



CHOL−DPPC

 0

 1

 2

rd
f

REST
0−10ns

A

 0

 1

 2

rd
f

REST
30−40ns

B

 0

 1

 2

0.0 1.0 2.0 3.0

rd
f

r (nm)

REST
50−60ns

C

MD
0−10ns

D

MD
200−210ns

E

0.0 1.0 2.0 3.0

r (nm)

MD
390−400ns

F

MD
0−120ns

G

MD
120−240ns

H

0.0 1.0 2.0 3.0

r (nm)

MD
240−360ns

I

FIG. S1.

3



DPPC−DPPC

 0

 1

 2

rd
f

REST
0−10ns

A

 0

 1

 2

rd
f

REST
30−40ns

B

 0

 1

 2

0.0 1.0 2.0 3.0

rd
f

r (nm)

REST
50−60ns

C

MD
0−10ns

D

MD
200−210ns

E

0.0 1.0 2.0 3.0

r (nm)

MD
390−400ns

F

MD
0−120ns

G

MD
120−240ns

H

0.0 1.0 2.0 3.0

r (nm)

MD
240−360ns

I

FIG. S2.

4



0.00

0.10

0.20

0.30

0.40

0.50

 0  2  4  6  8  10  12  14

|S
c
d
|

Methylene positions in the acyl chains

323 K

341 K

360 K

380 K

400 K

421 K

445 K

471 K

500 K

531 K

564 K

600 K

FIG. S3.

5


