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The computed shear viscosities of water with the TIP3P[1], Bind3P[2],
SPC/E[3], and TIP4P /2005 [4] water force fields at temperatures ranging from
298.15 K to 312.15 K and at 1 bar are shown in Table S1. In Table S2, the
computed shear viscosities () of water with different NaCl concentrations us-
ing the Joung and Cheatham [5] and the Madrid-2019[6] ion force fields and the
TIP4P /2005 water force field at 298.15 K and 1 bar are presented. The effect of
the system size on the self-diffusivities of a- and «-CDs are shown in Figures S1
and S2. The physical properties of the CDs which can influence the diffusion:
the number of intramolecular hydrogen bonds of the CDs, the average number
of water molecules residing in the cavity of the CD during the diffusion process,
and the size of the large and small rims of the CDs (see Figure 1 in the main
text) are shown in Figures S3, S4, S5, and S6, respectively. In Figure S7, the
radial distribution functions for the distance between the center of mass of the
B-CD and the oxygen atom of the water molecules are shown for the free 5-CD

and for the two orientations of the ibuprofen:3-CD inclusion complex.
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Table S1: Computed shear viscosities (1) of water for four different water force fields for
temperatures from 298.15 K to 312.15 K and at P = 1 bar. The numbers in the parentheses

indicate the uncertainty (one standard deviation) in the last digit.

T/ K] | nriesp / [mPas] | mpinasp / [mPas] | nspc/p / [mPas] | nripap /2005 / [mPa s
208.15 0.33(2) 0.29(1) 0.72(2) 0.90(4)
303.15 0.31(2) 0.28(1) 0.68(3) 0.81(3)
308.15 0.29(1) 0.26(1) 0.64(3) 0.73(3)
312.15 0.27(1) 0.25(1) 0.59(4) 0.68(4)

52



Table S2: Computed shear viscosities (1) of water for different NaCl concentrations using the
Joung and Cheatham([5] and the Madrid-2019[6] force fields at "= 298.15 K and P = 1 bar.
For water the TIP4P/2005[4] force field is used. The numbers in the parentheses indicate the

uncertainty (one standard deviation) in the last digit.

M / [mol L™ | Nyoung and Cheatham / [MPa s| | NMadrid—2019 / [mPa s]
0.0 0.90(4) 0.90(4)
0.2 0.95(5) 0.95(3)
0.4 0.94(7) 0.95(6)
0.6 0.98(7) 0.98(3)
0.8 1.10(7) 1.02(1)
1.0 1.16(7) 1.06(3)
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Figure S1: The computed self-diffusion coefficients of a-CD as a function of the inverse of the
simulation box length at T = 298.15 K and P = 1 bar. The symbols in red and blue colors
indicate the calculated self-diffusion coefficients without and with using the YH correction[7],
respectively. The self diffusion coefficients are calculated using the TIP4P2005[4] water force

field. The error bars are smaller than the symbol size.
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Figure S2: The computed self-diffusion coefficients of v-CD as a function of the inverse of the
simulation box length at 7" = 298.15 K and P = 1 bar. The symbols in red and blue colors
indicate the calculated self-diffusion coeflicients without and with using the YH correction[7],
respectively. The self diffusion coefficients are calculated using the TIP4P2005[4] water force

field. The error bars are smaller than the symbol size.

S5



(a)

Number of HBs

—_
O

~—
o

sp 8 8 8
5 41
3
o
=2
(©) o
@ 6 4 $ 8
5 4]
3
>
=2
998 303 308 312

T/[K]

Figure S3: The average number of intramolecular hydrogen bonds in the (a) a-, (b) 8-, and
(c) v-CDs in water as a function of temperature at P = 1 bar. The symbols in blue, orange,
green, and red colors indicate the average number of hydrogen bonds using the TIP3P[1],
Bind3P[2], SPCE[3], and TIP4P2005[4] force fields, respectively. The error bars are smaller

than the symbol size.
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Figure S4: The average number of water molecules inside the cavity of the (a) a-, (b) -,
and (c) 7-CDs as a function of temperature at P = 1 bar. A water molecule is considered
to be inside the cavity of the a-, 8-, and -CD, if the distance between the center of mass of
the cyclodextrin and the oxygen of the water molecule is smaller than 0.34, 0.4 and 0.46 nm,
respectively. The symbols in blue, orange, green, and red colors indicate the average number
of water molecules using the TIP3P[1], Bind3P[2], SPCE[3], and TIP4P2005[4] force fields,

respectively. The error bars are smaller than the symbol size.
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Figure S5: The diameter of the large rim of (a) a-, (b) 8-, and (c) 7-CDs as a function
of temperature at P = 1 bar. The large diameter is defined as the distance between the
geometrically opposite C6 atoms of CDs. The symbols in blue, orange, green, and red colors
indicate the average diameter using the TIP3P[1], Bind3P[2], SPCE[3], and TIP4P2005[4]

force fields, respectively. The error bars are smaller than the symbol size.
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Figure S6: The diameter of the small rim of (a) -, (b) 8-, and (¢) v-CDs as a function
of temperature at P = 1 bar. The small diameter is defined as the distance between the
geometrically opposite C2 atoms of CDs. The symbols in blue, orange, green, and red colors
indicate the average diameter using the TIP3P[1], Bind3P[2], SPCE[3], and TIP4P2005[4]

force fields, respectively. The error bars are smaller than the symbol size.
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Figure S7: Radial distribution functions for the distance between the center of mass of the
B-CD and the oxygen atom of the water molecules at T' = 298.15 K and P = 1 bar. The black,
red and blue colors indicate the systems with a free 8-CD, with an ibuprofen:5-CD inclusion
complex in orientation 1, and with an ibuprofen:3-CD inclusion complex in orientation 2,

respectively. For water the TIP4P/2005[4] water force field is used.
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