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Figure S1.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; complex at the interface (top) and in
aqueous solution (bottom) for two trajectories generated using the AMBER force field with
AM1-BCC charges. The 02 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. The last 10000 frames of one trajectory with the complex aligned
to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5 A? in the XZ
plane for a 3 A width slice perpendicular to the Y axis and centered in the symmetry axis of the
complex was considered to generate the plot.
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Figure S2.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the HMR_2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two cyclodextrins consisting the complex, together with the sulfur atom of the SDS
molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5

A? in the YZ plane was considered to generate each plot.
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Figure S3.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the HMR_7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two cyclodextrins consisting the complex, together with the sulfur atom of the SDS
molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5
A? in the YZ plane was considered to generate each plot.
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Figure S4.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the H2Q_2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two cyclodextrins consisting the complex, together with the sulfur atom of the SDS
molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5

A? in the YZ plane was considered to generate each plot.
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Figure S5.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the H2Q_7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two cyclodextrins consisting the complex, together with the sulfur atom of the SDS
molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5
A? in the YZ plane was considered to generate each plot.
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Figure S6.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the AMBER BB-RESP method. Nine 3 A width slices
perpendicular to the symmetry axis of the complex were considered. The position of each slice
is indicated by the brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and
06 (green) atoms of the two cyclodextrins consisting the complex, together with the sulfur atom
of the SDS molecule (yellow), are also represented. The last 10000 frames of one trajectory
with the complex aligned to the O4 atoms were employed for these calculations. A resolution of
0.5x0.5 A% in the YZ plane was considered to generate each plot.
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Figure S7.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the AMBER BB-AM1 method. Nine 3 A width slices perpendicular
to the symmetry axis of the complex were considered. The position of each slice is indicated by
the brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green)
atoms of the two cyclodextrins consisting the complex, together with the sulfur atom of the SDS
molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5
A? in the YZ plane was considered to generate each plot.
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Figure S8.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the HMR_2 method. Thirteen 1 A thick coaxial shells centered in
the symmetry axis of the complex were considered but just the more representatives six are
shown. Cylindrical coordinates are employed, for clarity. The distances to the symmetry axis
corresponding to each shell is indicated in the figure. The O2 (red), O3 (black), O4 (purple), O5
(grey), and O6 (green) atoms of the two CDs consisting the complex, together with the sulfur
atom of the SDS molecule (yellow), are also represented. The last 10000 frames of one
trajectory with the complex aligned to the O4 atoms were employed for these calculations. A
resolution of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S9.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the HMR_7 method. Thirteen 1 A thick coaxial shells centered in
the symmetry axis of the complex were considered but just the more representatives six are
shown. Cylindrical coordinates are employed, for clarity. The distances to the symmetry axis
corresponding to each shell is indicated in the figure. The O2 (red), O3 (black), O4 (purple), O5
(grey), and O6 (green) atoms of the two CDs consisting the complex, together with the sulfur
atom of the SDS molecule (yellow), are also represented. The last 10000 frames of one
trajectory with the complex aligned to the O4 atoms were employed for these calculations. A
resolution of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.

S10



L =
’-

) ¢ (rad)
[]

l1 i’

(]
(RN NN

edetedornin

A\

o
=15 =10 =05 0.0 0.5 1.
x(nm)

¢ (rad)
 ¢lrad)

-1 — -
115 —1o0 -05 o0
x(nm)

F -
-10 -05 00 05
x(nm)

e

R: 8-9 R:9-10A

R N

¢ (rad)
 $lrad)

= -
- -
' -
5 -
- of ,
> -

M5 -10 -05 00

x(nm)

J“““

0 -05 0.0
x(nm)

) ¢ (rad)

-1m
-15 -10 -05 0.0
x(nm)

Figure S10.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the H2Q 2 method. Thirteen 1 A thick coaxial shells centered in the
symmetry axis of the complex were considered but just the more representatives six are shown.
Cylindrical coordinates are employed, for clarity. The distances to the symmetry axis
corresponding to each shell is indicated in the figure. The O2 (red), O3 (black), O4 (purple), O5
(grey), and O6 (green) atoms of the two CDs consisting the complex, together with the sulfur
atom of the SDS molecule (yellow), are also represented. The last 10000 frames of one
trajectory with the complex aligned to the O4 atoms were employed for these calculations. A
resolution of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S11.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure in aqueous solution for a
trajectory generated using the H2Q 7 method. Thirteen 1 A thick coaxial shells centered in the
symmetry axis of the complex were considered but just the more representatives six are shown.
Cylindrical coordinates are employed, for clarity. The distances to the symmetry axis
corresponding to each shell is indicated in the figure. The O2 (red), O3 (black), O4 (purple), O5
(grey), and O6 (green) atoms of the two CDs consisting the complex, together with the sulfur
atom of the SDS molecule (yellow), are also represented. The last 10000 frames of one
trajectory with the complex aligned to the O4 atoms were employed for these calculations. A
resolution of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S12.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the HMR_2 method.
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Figure S13.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the HMR_7 method.
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Figure S14.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the H2Q _2 method.
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Figure S15.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the H2Q _7 method.
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Figure S16.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), OS5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the AMBER force field with RESP charges.
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Figure S17.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of a a-CD,SDS; structure in
aqueous solution for a trajectory generated using the AMBER force field with AM1-BCC

charges.
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Figure S18.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the HMR_2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S19.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the HMR 7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S20.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the H2Q 2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S21.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the H2Q 7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
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of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S22.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the AMBER BB-RESP method. Nine 3 A width slices
perpendicular to the symmetry axis of the complex were considered. The position of each slice
is indicated by the brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and
06 (green) atoms of the two CDs consisting the complex, together with the sulfur atom of the
SDS molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5

A? in the YZ plane was considered to generate each plot.
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Figure S23.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the AMBER BB-AM1 method. Nine 3 A width slices
perpendicular to the symmetry axis of the complex were considered. The position of each slice
is indicated by the brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and
06 (green) atoms of the two CDs consisting the complex, together with the sulfur atom of the
SDS molecule (yellow), are also represented. The last 10000 frames of one trajectory with the
complex aligned to the O4 atoms were employed for these calculations. A resolution of 0.5x0.5
A? in the YZ plane was considered to generate each plot.
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Figure S24.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the HMR_2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.5x0.5 A? in the YZ plane was considered to generate each plot.
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Figure S25.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the HMR 7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S26.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the H2Q_2 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A
resolutionof 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S27.- Water density (blue-white gradient from highest to lowest) and average water
dipole moment (orange vectors) around the a-CD,SDS; structure at the water/air interface
for a trajectory generated using the H2Q 7 method. Nine 3 A width slices perpendicular to the
symmetry axis of the complex were considered. The position of each slice is indicated by the
brackets and arrows. The O2 (red), O3 (black), O4 (purple), O5 (grey), and O6 (green) atoms of
the two CDs consisting the complex, together with the sulfur atom of the SDS molecule
(yellow), are also represented. A selection of the last 10000 frames of one trajectory with the
complex aligned to the O4 atoms, corresponding to the frames where the GPU number 1 of
the first CD has the minimum hydration, were employed for these calculations. A resolution
of 0.1 rad in the ¢ axis and 0.5 A in the X axis were considered to generate each plot.
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Figure S28.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the HMR_2 method.
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Figure S29.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), OS5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the HMR 7 method.
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Figure S30.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the H2Q _2 method.
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Figure S31.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), OS5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the H2Q 7 method.
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Figure S32.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), OS5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the AMBER BB-RESP method.
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Figure S33.- Area of the hexagons formed by the O2 (red), O3 (black), O4 (purple), O5 (grey)
and O6 (green) atoms of the CD molecules that are closer (solid lines) and further (dashed lines)
from the SDS head. This plot corresponds to the simulation of the a-CD,SDS; structure at the
water/air interface for a trajectory generated using the AMBER BB-AM1 method.
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Figure S34.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the HMR 2 method.
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Figure S35.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the HMR 7 method.
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Figure S36.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the H2Q 2 method.

Angle (rad) g, (nm)
oo
3

e

#H,0
ONPROWONONANNONONAG®

]

Time (ns)

Figure S37.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the H2Q 7 method.
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Figure S38.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the AMBER BB-RESP method.
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Figure S39.- Distance between the center of the O4 atoms of the two CDs composing the a-
CD,SDS; structure and the center of mass of the water molecules (first row). Yaw (red), pitch
(blue) and roll (black) angles of the 2:1 complex as defined in Figure 2 with respect to the
water/air interface (second row). Number of water molecules at less than 3 A of any atom of the
CD that is closer (solid lines) and further (dashed lines) to the SDS head in the complex (third to
fifth rows). Rows 3, 4 and 5 represent GPUs {1,4}, {2,5} and {3,6} for one CD (black lines)
respectively, and the corresponding GPUs of the opposite CD (red lines). This plot corresponds
to the simulation of the a-CD,SDS; structure at the water/air interface for a trajectory
generated using the AMBER BB-AM1 method.
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