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Table S1 The reported work previously
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UV-Vis absorption spectra of ABDA/RB mixture under light irradiation
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Fig. S1 UV-Vis absorption spectra of ABDA/RB mixture in DMSO and PBS mixtures (99.8% PBS in volume)
under 530nm light irradiation.

Agar plates containing 0-50 pM BD2C plated with bacteria
10

Fig. S2 Agar plates containing 0-50 uM BD2C plated with bacteria.

Cell viability of RAW264.7 incubated with 0-20 pM of BD2C\BDS8C\BD16C for 24h
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Fig. S3 The cell viability of RAW264.7 incubated with 0-20 pM of BD2C\BD8C\BD16C for 24h.
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Original molecular orbital distributions and energy optimized of BD2C/BD8C/BD16C in
vacuum

Table S2. Molecular orbital distributions and energy optimized in vacuum (isodensity=0.020 a.u.).

BD2C BD8C BD16C
LUMO+1
LUMO
HOMO
HOMO-1
8.54eV
BD2C Si=1.1724 T;=1.1128 T,=1.6835
BDS8C Si=1.2464 T;=1.1541 T,=1.7387

BD16C S1=12495 T;=1.1560 T,=1.7410

Calculation Methodology
Geometry optimizations were carried out on the molecules 2C in the gas phase, using the software

Avogadro ! to enter the starting geometry. The molecules were distorted to form a variety of conformers
which were then allowed to optimize, in order to find the global minimum on the potential energy
surface. Frequency calculations were performed on all the optimized geometries to distinguish whether
they were minima or transition states on the potential energy surfaces. Where transition state geometries
were found, the bond lengths and angles were distorted in the direction of the vibration and the structure
was reoptimised until only positive frequencies were obtained. All calculations were carried out using

the Gaussian 09 program ? with the CAM-B3LYP functional * and the standard 6-31G(d) basis set.
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Original spectral date.
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Fig. S3 '"H NMR spectrum of BD2C in CDCl3
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Fig. S4 3C NMR spectrum of BD2C in CDCl;
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Fig. S6 '"H NMR spectrum of BD8C in CDCl3
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Fig. S7 3C NMR spectrum of BD8C in CDCls
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5 max =100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2
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Fig. S11 HR mass spectrum of BD16C
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