0.20

0.20

0.15
=
E T
E g
a a
Zo Zo.10
2 2
0.05 4 0.05
——0.1 MPa
Under 100 MPa
Under 300 MPa
0.00 . . . Under 500 l\:lPa 0.00
0 5000 10000 15000 20000
Time (ps)
0 —o0.1MPa
600 - — Under 100 MPa 600
— Under 300 MPa
— Under 500 MPa
500 500 -
400 400
= -
2 :
S 3004 S 3001
\
200 4 200 4
100 - 100
= L |
U= 0

0.00 0.02 0.04 0.06 0.08 0.10 0.12 0.14 0.16 0.18 0.20

RMSD (nm)

——0.1 MPa

—— After 100 MPa
—— After 300 MPa
Affer 500 MPa
T T T T
5000 10000 15000 20000
Time (ps)
o —o01MPa
— After 100 MPa
— After 300 MPa
— After 500 MPa

0.00 0.02 0.04 0.06 0.08 0.10 0.12 0.14 0.16 0.18 0.20
RMSD (nm)

Fig. S1 RMSD of PPO systems during the pressurization and depressurization stages from MD

simulations. RMSD plots of 0.1 MPa, under 100 MPa, under 300MPa, and under S00MPa (a);

0.1 MPa, after 100 MPa, after 300 MPa, after 500 MPa (b). RMSD Histograms of 0.1 MPa,

under 100 MPa, under 300MPa, and under 500MPa (¢); 0.1 MPa, after 100 MPa, after 300 MPa,

after 500 MPa (d).



