Mix I Mix 11

25 25
< 2 < 2
g1s 215
= ]
z | 2 1

=
o W
c

0 100 200 300 400 500 600 700 800 900 1000 0 100 200 300 400 500 600 700 800 900 1000
Simulation time (ps) Simulation time (ps)
e RMSDCaNF e RMSDCt-dx e RMSDCaNF e RMSDC
Cacl2 kel
35 5
3 2.5
225 < 2
8 215
215 Z
2 & |
05 05
0 0
0100 200 300 400 S00 600 700 800 900 1000 0 100 200 300 400 500 600 700 800 900 1000
Simulation time (ps) Simulation time (ps)
e RMSDCa-4x =i RMSDCa-NF s RMSDCa-NF s RMSDC -4 x
NaCl MgCI2
5 35
3 3
3
225
Ql.’\ <
z 2 Bis
- 12 <
2is s 15
- o
2 <0
05 0.5
0 0
0 200 400 600 300 1000 1200 0 100 200 300 400 500 600 700 800 900 1000

Simulation time (ps) Simulation time (ps)

—a—RMSDCaNF  —8—RMSDCa-4x ——RMSDCa-NF ===RMSDCa-4x

CuCl

5 %d

05

0 100 200 300 400 500 600 700 800 900 1000
Simulation time (ps)

9

5]

RMSD (A)
= @

e RMSDCa-NF s RMSDC -4 x

Figure S3. Root mean square deviation of the octamer structure with different salts and their
different concentrations.



