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Fig. S1 Normalized UV-vis and emission spectra of dyes LJ-4, LJ-5 and LJ-6 in CH2Cl2. 
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Fig. S2 UV-vis spectra of dyes LJ-4 and MK-2 in CH2Cl2 (2 × 10
-5

 M)  
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Fig. S3 Normalized UV-vis spectra of dyes LJ-4 and MK-2 anchored on TiO2 film. 

DFT Calculation 

Geometry optimization and Molecular orbital distributions of three dyes were 

performed using B3LYP functional and 6-31G (d,p) basis set implemented in the 

Gaussian 09 program package.
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Fig. S4 The HOMO and LUMO of dyes LJ-4, LJ-5 and LJ-6 optimized at B3LYP/6-31G** 

level. 
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Fig. S5 Optimized ground-state geometries and dihedral angles between the π-planes of LJ-4, 

LJ-5 and LJ-6. 

 

 

Fig. S6 HPLC analysis of dye LJ-4 (purity: 97.8%); mobile phase A: 1% formic acid in water; 

mobile phase B: acetonitrile, gradient program: B: 70% (0 min)→ B: 100% (15-30 min). 
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Fig. S7 HPLC analysis of dye LJ-5 (purity: 97.8%); mobile phase A: 1% formic acid in water; 

mobile phase B: acetonitrile, gradient program: B: 70% (0 min)→ B: 100% (15-30 min). 

 

Fig. S8 HPLC analysis of dye LJ-6 (purity: 97.8%); mobile phase A: 1% formic acid in water; 

mobile phase B: acetonitrile, gradient program: B: 70% (0 min)→ B: 100% (15-30 min). 
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