p=>0 p=0 p>0
2

h,<0 h, =0 i,>0
\ < o L s A 5 J
Strong attraction: Van der Waals Strong repulsion:
H-bond, Halogen-bond, interaction Steric effcet in ring
and cage

Figure S1. The relationship among p , A, and the interactions when the

Sign(2,(r))p(r) function is projected onto the isosurface of RDG function
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Figure S2. The relationship between TFI index and the stabilities of the interactions
when the TFI function is projected onto the isosurface of the RDG function

1000
1 [ |Experiment
995 [ ] ™MD calculation

] —
990 -] = [ &

985
980 — Bl — I -

975

Density (kg'm™)
|
!

970

965

960
I II 111 v \'4 Vi vl

System NO.

Figure S3. The comparison between the experimental and the simulated densities for
different systems



0.0 01 02 03 04 05 0.6 0.7 08 09 1.0
P RPN RNPI RRNPR NP NP SR SR RPN N

\
| vii

\
\
\
\
| VI

M
1|

g(r)

iy —

[

I'I'I{'I'I'I'I'I'I

0.0 01 02 03 04 05 0.6 0.7 0.8 09 1.0

Time (ns)
Figure S4. The RDFs between the dye anions based on the molecular surface in

different systems
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Figure S5. The max dye aggregation size of different dye mixture systems during 300

~ 400 ns (for repeated simulations)



