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Figure S1 Representative simulation snapshots for the behaviours of the β-CD/CP 
complex and drug release. 
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Figure S2 Average number of water molecules, Nw, in the β-CD cavity. 
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Figure S3 Probability distribution of the radius of gyration, Rg, of β-CD, P(Rg) in the 
single-dispersion state for all investigated T, as indicated. 

0.0

0.1

0.2

0.3

0.4

0.5

0.56 0.58 0.60 0.62 0.64

P(
R

g)

Rg [nm]

T=300 K
T=310 K
T=320 K

T=330 K
T=340 K
T=350 K

T=360 K
T=370 K
T=380 K

T=390 K
T=400 K


