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Fig. S1 Crystal CMD-CI: (a) Molecular packing mode. (b) The C—H"--O bond and C—H'*'n bond
in the same column. (¢) The C—H'**O bond and C—H""'N bond between different columns.

Fig. S2 Crystal CMD-Br: (a) Molecular packing mode. (b) The C—H"**O bond and C-H-"'w bond

in the same column. (¢) The C—H---O bond between different columns.
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Fig. S3 CMD-F: Fluorescence spectra (a), changes in the fluorescence intensity (b), and UV-vis
absorption spectra (¢) in DMSO-water mixtures (10.0 umol/L) with f,, values from 0 to 99%.
Fluorescence spectra (d) in DMSO-glycerol mixtures (10.0 umol/L) with the glycerol volume
fraction from 0 to 90%. The insets in (a) show digital photographs of the fluorescence of mixtures
with £, = 0, 70, and 99%.
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Fig. S4 CMD-CI: Fluorescence spectra (a), changes in the fluorescence intensity (b), and UV-vis
absorption spectra (¢) in DMSO-water mixtures (10.0 umol/L) with f,, values from 0 to 99%.
Fluorescence spectra (d) in DMSO-glycerol mixtures (10.0 umol/L) with the glycerol volume
fraction from 0 to 90%. The insets in (a) show digital photographs of the fluorescence of mixtures
with £, = 0, 70, and 99%.
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Fig. S5 CMD-Br: Fluorescence spectra (a), changes in the fluorescence intensity (b), and UV-vis
absorption spectra (¢) in DMSO-water mixtures (10.0 umol/L) with f,, values from 0 to 99%.
Fluorescence spectra (d) in DMSO-glycerol mixtures (10.0 umol/L) with the glycerol volume
fraction from 0 to 90%. The insets in (a) show digital photographs of the fluorescence of mixtures
with £, = 0, 50, 60, and 70%.
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Fig. S6 Comparison of XRD curves of the original samples of the CMD derivatives and the
simulated XRD curves obtained from the corresponding single crystals: CMD-H (a), CMD-F (b),
CMD-CI (c¢), and CMD-Br (d).
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Fig. S7 '"H NMR of compound 2 (DMSO-ds, 500 MHz).
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Fig. S8 13C NMR of compound 2 (DMSO-ds, 125 MHz).
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Fig. S10 3C NMR of compound 3a (DMSO-dg, 125 MHz).
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Fig. S12 3C NMR of compound 3b (DMSO-dg, 125 MHz).
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Fig. S13 '"H NMR of compound 3¢ (DMSO-dg, 500 MHz).

5.5

3000

4000
3500
2000
1500

3000

1000

500
Fo

6kPl—

no.mn
o«.mn
9E°6E

Cz
1

98'6€

e
E.mn%
£0'0F

L009—

vE08—

g

3
i

08'8z

cogzL
15°6Z1~
89624/

PO'PEL
60°PEL
LZvEL
veveEl
98'PEL
8Z'SEL

130 12

132 13

11 (ppm)

135 1IH 13

136

C7.C8
|

1C5

I

H\f

C11-C26

C9.C10
il
I ” I N

Co6

00

-5

10

fl (o)
ig. S14 3C NMR of compound 3¢ (DMSO-ds, 125 MHz).

120 10 100 0

0

140 13
F

150

160

0




25000
24000

7000
000

23000
22000
21000
20000
19000
18000
16000
14000
13000
12000
11000
10000
8000

8000

5000

F1

4000

3000
2000
1000

1000
F-2000

BET')
mmm.rv
2924

005'2—

EEE'E—

sy
oLy
8L’y

86LY

wwﬂov

BER?
gL
SroL
099°;
ey
SELL
%E%
S9LL

8Ll K
£20'8

szo's

-

(ALY

—

H1

=Z0E

=002

=00°L

g0’}
S porL
£90'9
‘cop
= 00'L

45

4000
el

3000
2500
2000

15

1000

500
0

i

Fig. S15 '"H NMR of compound 3d (DMSO-ds, 500 MHz).
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Fig. S16 3C NMR of compound 3d (DMSO-dg, 125 MHz).
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Fig. S18 3C NMR of CMD-H (DMSO-d;, 125 MHz).
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Fig. S19 '"H NMR of CMD-F (DMSO-ds, 400 MHz).
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Fig. S21 'H NMR of CMD-CI (DMSO-ds, 500 MHz).
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Fig. S23 '"H NMR of CMD-Br (DMSO-ds, 500 MHz).
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