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Supporting information
Tetraptycene Derivatives: Synthesis, Structure and their Self-

assemblies in Solid State
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Figure S1. 'H NMR (a) and '*C NMR (b) spectra of 2-hydroxytetraptycene 1 in DMSO-dg.




L9°E—

svy
L'y
[A-a 4
LR

££'9
vee
SE'9
SE'9
£5°9
£5°9
08’9
89
£8'9

89
$8'97
26'9
26’9
£6'9
£6'9
6°9
69
56’9

i

e — ]

=00°¢

(41"
mwa._.

v 66°0
#8670 |
66'0
96°}
002

3.0 25 20 1.5 1.0 0.5 0.0

3.5

4.0
1 (ppm)

7.0

7.5

8.0

90°Es
vo'Es
mw.mmV
LE'SS

L2601
mm..n.:./
05°'SZH
15°SZ1
€6°62H
88'921
9022}
9L'LZk
mn.hN—\.

ELGEL—

PSERL
nm.sz
S9'Erl
wm.m:\

05°LS1—

—
=

170 165 160 155 150 145 140 135130 125120 115 110 105100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 5 0

1 (ppm)

Figure S2. 'TH NMR (a) and 1*C NMR (b) spectra of 2,6-dimethoxytetraptycene 2 in CDCls.
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Figure S3. 'TH NMR (a) and *C NMR (b) spectra of 2,6-dihydroxytetraptycene 3 in DMSO-ds.
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Figure S4. 'TH NMR (a) and 1*C NMR (b) spectra of 2,2°,6,6’-tetramethoxytetraptycene 4 in
CDCl;.
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Figure S5. "TH NMR (a) and *C NMR (b) spectra of 2,2°,6,6’-tetrahydroxytetraptycenes 5 in
DMSO-dg.
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Figure S6. "TH NMR (a) and *C NMR (b) spectra of 2,2°,6,6’-tetrahydroxytetraptycenes 7 in
DMSO-dg.
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Figure S7. 'TH NMR spectra of 2-hydroxyanthracene in CDCl;. "H NMR (600 MHz, CDCl3): &

8.3894 (s, 1H), 8.2477 (s, 1H), 8.0050 — 7.9375 (m, 3H), 7.4808-7.4465 (m, 1H), 7.4234 (t, J = 7.4

Hz, 1H), 7.2792 (s, 1H), 7.1743 (d, ] = 11.5 Hz, 1H).
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Figure S8. Fourier-transform infrared Spectroscopy of 2,6-dimethoxytetraptycene 2 (a), 2,2°,6,6’-
tetramethoxytetraptycene 4 (b) and 6 (c).
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Figure S9. Fourier-transform infrared Spectroscopy of 2-hydroxyanthracene 1 (a), 2,6-
dihydroxytetraptycene 3 (b), 2,2°,6,6’-tetrahydroxytetraptycene 5 (c) and 7 (d).
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Figure S10. Mass spectrometry of 2,6-dimethoxytetraptycene 2 (a), 2,2°,6,6’-
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tetramethoxytetraptycene 4 (b).
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Figure S11. Mass spectrometry of 2-hydroxyanthracene 1.
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Figure S12. Mass spectrometry of 2,6-dihydroxytetraptycene 3.
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Figure S13. Mass spectrometry of 2,2°,6,6’-tetrahydroxytetraptycene 5.
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Figure S14. Mass spectrometry of 2,2°,6,6’-tetrahydroxytetraptycene 7.
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Figure S15. (a) The UV spectra of 2,2°,6,6’-tetramethoxytetraptycene (2.0 X 10-° mol/L, CH,Cly)
and 2,6-dimethoxyanthracene (4.2 X 10 mol/L, CH,Cl,). (b) The fluorescence emission spectra of
2,2°,6,6’-tetramethoxytetraptycene (2.0 X 108 mol/L, CH,Cl,) and 2,6-dimethoxyanthracene
(4.2X10® mol/L, CH,Cl,).



