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1. General information

All reagents were obtained from commercial sources without further purification,
and solvents were used as received except specifically mentioned. NMR spectra were
recorded on AVIIlI 300-500 MHz NMR spectrometers. Mass spectra and high resolution
mass spectra were recorded with Thermo Fisher® Exactive highresolution LC-MS
spectrometer. Ultraviolet spectra were measured on a PerkinElmer® UV/Vis/NIR
spectrometer (Lambda 950). The steady fluorescence spectra and lifetimes were
recorded on Edinburgh Instruments FLS 980 spectrometer. The values of lifetime were
calculated by exponential function fitting with luminescence spectrometer software

F900. Theoretical calculations were carried out using the Gaussian 09 program.

2. Synthesis and characterization
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DMAC-MBZ: A mixture of Pd(OAc), (44 mg, 0.2 mmol), Cs,CO;3 (977 mg, 3.0 mmol), (t-
Bu)sPHBF, (88 mg, 0.3 mmol), methyl 3-bromobenzoate (677 mg, 2.7 mmol) and 9,9-
dimethyl-9,10-dihydroacridine (523 mg, 2.5 mmol) in toluene (20 mL) was refluxed
under N, for 48 h. After cooling to room temperature, the reaction mixture was filtered,
and the residue was purified by column chromatography on silica gel to give a white
powder (686 mg, yield 80 %). Mp: 78-79 °C. 1H NMR (400 MHz, CDCI3) 6 8.28-8.13 (m,
1H), 8.04 (s, 1H), 7.86-7.65 (m, 1H), 7.56 (d, J = 6.3 Hz, 1H), 7.47 (m, J = 4.7, 2.0 Hz, 2H),
6.95 (d, ) = 1.4 Hz, 4H), 6.20 (m, J = 5.2, 1.6 Hz, 2H), 3.92 (d, J = 3.9 Hz, 3H), 1.70 (s, 6H).
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13C NMR (101 MHz, CDCI3) & 166.29 (s), 141.52 (s), 140.67 (s), 136.41 (s), 133.25 (s),
132.83 (s), 131.02 (s), 130.15 (s), 129.48 (s), 126.43 (s), 125.35 (s), 120.84 (s), 113.95 (s),
77.38 (s), 77.06 (s), 76.74 (s), 52.37 (s), 36.02 (s), 31.25 (s). HRMS (APCI) m/z: [M + H]*
caled for CyH,1NO,, 344.1572; found, 344.1632. Elemental Analysis: calcd. for

Cy3H,1NO,: C,80.44; H, 6.16; N, 4.08. Found: C,80.34; H, 6.10; N, 4.12.
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PTZ-MBZ: A mixture of Pd(OAc), (44 mg, 0.2 mmol), Cs,CO; (977 mg, 3.0 mmol), (t-
Bu)sPHBF, (88 mg, 0.3 mmol), methyl 3-bromobenzoate (677 mg, 2.7 mmol) and 10H-
phenothiazine (497 mg, 2.5 mmol) in toluene (20 mL) was refluxed under N, for 48 h.
After cooling to room temperature, the reaction mixture was filtered, and the residue
was purified by column chromatography on silica gel to give a yellowish powder (732 mg,
yield 83 %). Mp: 99-100 °C. 1H NMR (400 MHz, CDCI3) 6 8.12 (m, J = 11.6, 10.6 Hz, 2H),
7.73 = 7.50 (m, 2H), 7.05 (d, J = 6.9 Hz, 2H), 6.85 (m, J = 10.1, 4.4 Hz, 4H), 6.21 (d, ) = 7.4
Hz, 2H), 3.92 (s, 3H). 13C NMR (101 MHz, CDCI3) & 166.25 (s), 143.85 (s), 141.60 (s),
134.98 (s), 132.97 (s), 131.48 (s), 130.85 (s), 129.03 (s), 126.99 (d, J = 5.7 Hz), 122.96 (s),
121.31 (s), 116.69 (s), 77.43 (s), 77.11 (s), 76.80 (s), 52.42 (s). HRMS (APCI) m/z: [M + H]+
caled for CyHisNO,S, 334.0823; found, 334.0885. Elemental Analysis: calcd. for

Cy0H1sNO,S: C,72.05; H, 4.54; N, 4.20; S, 9.62. Found: C,72.01; H, 4.48; N, 4.24; S, 9.68.
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3. Symbolic Z-matrix

PTZ-MBZ ( B3LYP-D3BJ/def2-SV(P) optimized geometry):
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DMAC-MBZ ( B3LYP-D3BJ/def2-SV(P) optimized geometry):

Charge = 0 Multiplicity = 1
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4. 'H NMR and 3C NMR spectra
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Fig. S1 'H NMR spectrum (300 MHz, CDCls) of PTZ-MBZ.

T T T T T
0.5 10.0 9.5 8.0 B85 B0 T.5 T.0

S9



220322424532

166 25
(TR

— 14186

winiiad A it o s ;‘M L (RPN e s Al T T R A BT e

T T T T T T T T T T . T T
210 200 180 180 170 180 150 140 130 120 110 100 80 80
£1 (ppm

Fig. S2 13C NMR spectrum (126 MHz, CDCl5) of PTZ-MBZ.
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Fig. S3 'H NMR spectrum (300 MHz, CDCl;) of DMAC-MBZ.

S11



220322424526

]

— 141,52

NS

o
FENS
16, 1

2=
~

— 6.
— .

L

Fig. S4 13C NMR spectrum (126 MHz, CDCl;) of DMAC-MBZ.
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Fig. S5 HRMS spectra of DMAC-MBZ.
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Fig. S6 HRMS spectra of PTZ-MBZ.
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