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Figure S1. MALDI TOF mass spectrum of 1: experimental (top), calculated (bottom).
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Figure S3. 'H NMR spectrum of 3in CDCl;
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Figure S4. UV-vis spectrum of 2* in CHCls.
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Figure S5. (a) MALDI-TOF mass spectrum of 2*; (b) isotopic distribution of 2*: experimental (blue) and
calculated (green).
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Figure S6. *H NMR spectrum of 2* in CDCls. The asterisk indicates the resonance of residual protons of

deuterated solvents.
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Figure S8. 'H NMR spectrum of 4 in CDCls. The asterisk indicates the resonance of residual protons of
deuterated solvents.

<
o
T
~
1
17 T T 71 "7 Tt "1 T — T 7 77T 1 T T 1T T T
-90 -100 -110 -120 -120 -140 -150 -160 -170 -180 -190 -200 -210 =220 -230 -240 =250

Ppm

Figure S9. 3'P{*H} NMR spectrum of 4 in CDCls.
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Figure S10. 'H NMR spectrum of 5in CDCls. The asterisk indicates the resonance of residual protons of
deuterated solvents.

-177.28

V0. Mg e 000 0 0t Y i

s T s T T i T (K e e o e e e [ e o M e T e i o e o i o i o M | |
-30 -40 -50 -60 -70 -80 -90 -100  -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 -230 -240
ppm

Figure S11. 3'P{*H} NMR spectrum of 5 in CDCls.
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Figure S12. 'H NMR spectrum of 6 in CDCls. The asterisk indicates the resonance of residual protons of

deuterated solvents.
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Figure $13. 3P{*H} NMR spectrum of 6in CDCls.
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Figure S14. 'H NMR spectrum of 7 in CDCls. The asterisk indicates the resonance of residual protons of

deuterated solvents.
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Figure $15. 3P{*H} NMR spectrum of 7 in CDCls.
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Figure S16. 'H NMR spectrum of 8in CDCls. The asterisk indicates the resonance of residual protons of

deuterated solvents.
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Figure S17. 3'P{*H} NMR spectrum of 8 in CDCls.
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Figure S18. ESI HRMS spectra of 4: experimental (top), calculated (bottom).
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Figure $19. ESI HRMS spectra of 5: experimental (top), calculated (bottom)
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Figure S20. ESI HRMS spectra of 6: experimental (top), calculated (bottom).
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Figure S21. ESI HRMS spectra of 7: experimental (top), calculated (bottom).
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Figure S22. ESI HRMS spectra of 8: experimental (top), calculated (bottom).
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Figure S23. Fluorescence decay curves of compounds 5 and 8 in DMSO (0.5 uM) under 660 nm excitation.
Fluorescence detection on 770 nm.



CARTESIAN COORDINATES AND SINGLE POINT ENERGIES

Table S1. Optimized geometry and energy of the complex (-OMe)sPcP(OPh),.

Final single point energy: -3536.85025622 a.u.

Coordinates (Angstroms)

No Element X Y Z

1 C 1.634541 5.862883 0.699169
2 C 1.298204 5.514149 2.05254
3 C 0.869912 4.234978 2.363469
4 C 1.533978 4.925638 -0.31384
5 C 1.101056 3.645846 0.019889
6 C 0.778976 3.307195 1.331546
7 C 0.36201 1.938341 1.324844
8 C 0.896526 2.47807 -0.77923
9 N 0.430296 1.438134 0.024163
10 N -0.04821 1.315075 2.396104
11 N 1.161035 2.439086 -2.05896
12 C -0.50645 0.093035 2.332454
13 C 1.045428 1.335134 -2.74993
14 C -1.09811 -0.57933 3.449351
15 C -1.56049 -1.81062 2.989519
16 C -1.22912 -1.89332 1.600269
17 C 1.435093 1.235371 -4.12287
18 C 1.25714 -0.0918 -4.50477
19 C 0.737167 -0.79147 -3.36995
20 N 0.615282 0.08944 -2.29533
21 N -0.58621 -0.72016 1.206181
22 C 1.934163 2.185257 -5.00909
23 C 1.568567 -0.52471 -5.78919
24 C 2.063291 0.405376 -6.68737
25 C 2.246428 1.775751 -6.29353
26 C -1.27121 -0.18861 4.773056
27 C -1.91272 -1.06489 5.631719
28 C -2.38962 -2.33541 5.157478
29 C -2.21154 -2.70372 3.835641
30 N -1.47289 -2.95083 0.871525
31 N 0.404009 -2.05323 -3.40158
32 C -0.14599 -2.63009 -2.36638
33 C -1.07827 -3.03511 -0.37152
34 C -1.20921 -4.22834 -1.14932
35 C -0.61424 -3.98156 -2.38444
36 N -0.42218 -2.05995 -1.12496
37 C -0.55384 -4.96104 -3.36995
38 C -1.7687 -5.4669 -0.84899
39 C -1.72222 -6.45422 -1.81755
40 C -1.10572 -6.19954 -3.09112
41 P 0.005657 -0.3184 -0.54308
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