Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2023

Structure-Binding Relationship of
Permethylated Cyclodextrins and Phenothiazine
Drugs

Andrade, B.; Chen, A. and Gilson, M. K.

Skaggs School of Pharmacy and Pharmaceutical Sciences, University of California, San Diego, 9500 Gilman Drive, La Jolla, California
92093-0751, USA

*mgilson@health.ucsd.edu



PMZ/B-CD

Y

T k
BAQ2060.2.ser L _ -1.0
6.6 mM Beta-CD: 3.3 mM PMZ ‘ " i 5
¥ 1.
b : o |
' ! 2.0
l P @ [
R é 2.5
‘i — -3.0
' ! 3.5
s L
! H4.0
b b :
{4790 4 7901DP0 o 4.5
‘% iﬁ -5.0
L] b L
F 5.5
3 L
| H6.0
| L |
i' ) : 3 -6.5
v b 7.0
1 ERED |
e 7.5
* b -
8.0
' -ﬂi - L
2 8.5
[ T T T T T T T T T T T T lI T T T T T T T T T T I_g'ﬂ
85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10

9.0

£2 fopm)

f1 {(ppm)



PMT/B-CD

A

h

BAQZ2060.4.5er
6.6 mM Beta-CD: 3.3 mM PMT

-1.0

1.5

90 85 80 75 70

6.5

6.0

5.5

5.0
2 {(ppm)

4.5

4.0

3.5

3.0

2.5

2.0

1.5

f1 {(ppm)



CPZ/B-CD

A |

BAD2060.5.5er !
6.6 mM Beta-CD: 3.3 mM CP?

|
¢
B {
!
HITQDA.TQD}DED‘a
i
|

1.0

1.5

90 85 80 75 7.0 65 60 55 50 45

2.0

15

f1 (ppm)



TDZ/B-CD

{wdd) 1)

6.5

~7.0

7.5

-8.0

8.5

~9.0

6.6 mM Beta-CD: 3.3 mM TDZ

BAOZDED. 8. 5er

{4.790,4.790}

-

.

1.5

85 80 75 70 65 60 55 50 45 40 35 30 25 20
2 {(ppm)

9.0



{ldad) 1)

2.0

7.5

QW oo W @ o o o v @ 1 o
N R ¥ W I A A
=)
<D
é‘ -
3 e . -
O I T T UNSC N S
o R e s W
- — —— g - - - — —— - - - .
)
= =" ) p—— L El'? P ===y re—————— -
g, -
[
3]
M~
=
=
4}
e
=t
i
o
L = ﬁ
~ I I%r“
= A=
m - T
i
[au]
= 0
ay
]
=g
o £
o=
)
Mm
o
5 @
' vy L 5.-.-

TFP/B-CD

1.0

1.5

2.5

55 50 45 40 35 30
2 {ppm)

6.0

6.5

7.0

8.0

8.5

9.0



