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Figure S1A. *H NMR spectrum (400 MHz) for CAM1 alone in DMSO-ds.
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Figure S1B. 'H NMR spectrum (400 MHz) for CAM1 alone in CD5CN.
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Figure S2. 13C NMR spectrum (400 MHz) for CAM1 alone in DMSO-ds.
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Figure S3. HRMS (ESI, negative mode) of CAM1 (2mM) in water-DMSO (99:1, v/v)

solution.
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Figure S4A. 'H NMR spectrum (400 MHz) for CAM2 alone in DMSO-ds.
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Figure S5. 13C NMR spectrum (400 MHz) for CAM2 alone in DMSO-ds.
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Figure S6. 13C NMR-DEPT spectrum (101 MHz) for CAM2 alone in DMSO-dg.
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Figure S7. COSY spectrum (400 MHz) of CAM2 alone in DMSO-d.
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Figure S8. 'H-HMQC spectrum (400 MHz) of CAM2 alone in DMSO-d.

1 (ppm)



i T
A.Canete-cam2_dms La
- o o
20
L )
Lo
LY 1] -
60
Fao
. o E
' e 2
. =
F120
k140
L] -
e 160
H180
» b k200
o 9 a 7 5 4 3 2 1 (1]
12 (ppm)
. = = .
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Figure S10. HRMS-ESI (positive mode) of CAM2 (2mM) in water-DMSO (99:1, v/v)
solution.

S-10



B
1.0 )
c c
L 2
I 2
5 5 038
@ @
-1 E-1
© ©
) ")
5 >T 0.6
= =
=] =) /
k-] ° | Y.
® ® g
£ £
2 2 02
0.0 T
350

Wavelength (nm)

T
400

450 500

Wavelength (nm)

Figure S11. Normalized UV-vis absorption spectra of: A) coumarin-derivative CAM1 dye
(2 uM) and B) coumarin-derivative dye CAM2 (4 uM) in chloroform (a), DMSO (b),
ethanol (c), agueous solution (d) and with CB7 (100 uM) in aqueous solution (e).

B) 0 <}
Hb
~ o T\
He H H
- o o a f d
H i
Hc . || i .
|
" M
‘P-," '|I | | |1 |I |
li ok ||| | |I \
;/ X Ill“ U'u' \
e % V. Yo
Ha; Hd
A)
HC 1
15 34 23 12 31 0 2.9 - I : t4 13 2 11 10 0.9 0s

16 1.5
f1 (ppm)

Figure S12. Comparison of partial 'H NMR spectra (400 MHz) for: A) CAM1 alone in
CDsCN/D,0 and B) CAM1 and CB7 (3 eq.).
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Figure S13. Comparison of partial 'H NMR spectra (400 MHz) for: A) CAM1 alone in

CD5CN/D,0 and B) CAM1 and CB7 (3 eq.).
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Figure S14. Comparison of partial H NMR spectra (400 MHz) for: A) Intermediate 2

alone in CD3CN/D,0 and B) Intermediate 2 and CB7 (3 eq.).

S-12



B +Q1: 176 MCA scans from Sample 1 (TuneSamplelD) of .. Masx. 6,065 cps,
6 0e5 3322
CAM1
50654 Guest
4 0e54
§ cB7
- Host
%‘ 30851
2 11634
20654 Host-Guest complex
CAM1-CB7
1496.3
1.0e51
0.0k— ; ; .

400 600 800 1000 1200

mz Da

1400 1600 1800

Figure S15. ESI mass spectra of a 1:10 molar ratio in aqueous solution of coumarin-

derivative CAM1 and CB7, respectively.
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Figure S16. Normalized excitation and emission spectra of coumarin-derivative dyes: A)

CAML1 (5 uM) and B) CAM2 (5 uM), excitation and emission slits of 5 nm were used. All

spectra were carried out in aqueous solutions.
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Figure S17. Job plot for the complexes CAM1-CB7 (A, = 460 nm; Aem = 500 nm) (A) and
CAM2-CB7 (B) (Ao = 420 nm; Aery = 490 nm).
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Figure S18. HRMS-ESI (negative mode) of a 1:10 molar ratio in aqueous solution of
coumarin-derivative A) CAM1 and CB7, and B) CAM2 and CB7.
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Figure $19. Comparison of partial 'H NMR spectra (400 MHz) for: A) CAM2 alone in
CD5CN/D,0, B) CAM2 and CB7 (3 eq.) and C) CAM2 and B-CD (3 eq.).
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Figure S20. A) Fluorescence spectra of the coumarin-derivative CAM1 (5 puM) with
increasing concentrations of CB7 (5-400 uM). Inset shows the fluorescence titration of
5 uM CAM1 with CB7 in aqueous solution. B) The effective binding constant was
determined as Kcamicey = 3.95 x 103 M~ by fitting data to the 1:1 host:guest model.
Excitation and emission slits of 5 nm were used.
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Table S1. Binding energy from docking studies for CAM1 and CAM2 in CB7 and [3-CD.

Binding Energy (kcal/mol)

Guest CcB7 B-cD
CAM1 -1.2 -0.6
CAM2 2.1 -1.6
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