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Fig. S1 'H NMR spectrum of BECT in CDCls.
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Fig. S2 3C NMR spectrum of BECT in CDCls.
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Fig. S3 MALDI-TOF MS of BECT.
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Fig. S4 '"H NMR spectrum of BOCT in CDCls.
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Fig. S5 3C NMR spectrum of BOCT in CDCl;.
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Reflectron Mode

Data: LR-203-L0001.010 31 Oct 2014 12:24 Cal: 31 Oct 2014 12:43
Kratos PC Axima CFR

100

a0

80

70

on
o

1: Mode default_linear, Power: 77, P.Ext. @
%lnt. 500 my[sum= 19205 V] Profiles 17-40 Unsmoathed -Baseline 74

776 (hin 57)

T777.75

778.84

7119.83

740 745 750 765 T80

TE5

770 775 7a0 785 790 795 300 808
MassiCharge

810

Fig. S6 MALDI-TOF MS of BOCT.
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Fig. S7 '"H NMR spectrum of BHCT in CDCl;.
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Fig. S8 13C NMR spectrum of BHCT in CDCls.



Reflectron Mode
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Fig. S9 MALDI-TOF MS of BHCT.
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Fig. S10 UV-vis absorption (left) and fluorescence (right) of BECT (a), BOCT
(b) and BHCT (c) in different solvents. A., = 365 nm.



Table S1. UV-vis absorption and fluorescence data of three compounds in
different solvents.

Cyclohexane

Toluene

Ethyl acetate

THF

CHCl;

DMF

BECT BOCT BHCT

T T .
Mt ot 00 (1) A d O (19) Aand Dt O (n9)
Ta 438039 383 20 441 045 379 30 4 042 373
463 042 - T 465 048 - T 468 049 -
gig 475 042 - ggg 479 035 - ggg 471 038 -
ggg 476 036 - ggg 477 049 - ;zg 474 061 -
32491 484 045 - g;‘g 484 046 - 3‘5‘2 485 038 -
ey 521 008 - e 516 001 - 30 s17 001 -

2 The spectra were measured at a concentration of 105 M. ° The fluorescence quantum yields were
obtained by comparing with a standard quinine sulphate in water, ®r = 0.56).




Fig. S11 molecular conformation with makers of dihedral angles
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Fig. S12 Time-resolved fluorescence spectra of BECT, BOCT and BHCT in
cyclohexane. Ao = 365 nm.
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Fig. S13 Fluorescence spectra of BECT in DMSO at different temperatures.

Excitation wavelength is 320 nm.
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Fig. S14 Absorption spectra of BECT in THF-water mixtures.
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Fig. S15 Absorption (left) and fluorescence (right) of BOCT (a) and BHCT (b) in
THF-water mixtures. Ao, = 365 nm.
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Fig. S16 Fluorescence spectra of three compounds in crystal states. L., = 365 nm.
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Fig. S17 Time-resolved fluorescence spectra of three compounds in crystal states.

Aex = 365 nm.
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Fig. S18 Molecular structure of BECT and corresponding twisted angles.
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Fig. S19 Molecules with weak intermolecular interactions in BECT (a), BOCT (b)
and BHCT (c) crystals.
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Fig. S20 Normalized XRD patterns of stimulation, crystal and ground powders.
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