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Experimental section

Crystallography

Single crystals suitable for X-ray analysis of 7 were obtained by slow evaporation of a
CH3;0H-H,0 solution at room temperature.

Crystal data for 7-MeOH: C4HyN4O, Mw = 682.88 g'mol’, 0.40x0.39x0.20 mm’,
Monoclinic, P2(1)/c, a = 24.460(2) A, b = 10.4080(10) A, ¢ = 15.1901(14) A, B =
94.2550(10)°, V = 3856.5(6) A°, F(000) = 1456, peaica= 1.176 Mg-m >, p (Mo-Ka) = 0.071
mm', T= 298(2) K, 18184 data were measured on a Bruker SMART Apex diffractometer, of
which 6191 were unique (Riy = 0.1171); 508 parameters were refined against Fo® (all data),
final wR, = 0.3489, S = 1.074, R; (I > 26(1)) = 0.0930, largest final difference peak/hole =
+0.314 /-0.262 e.A™.

CCDC-895653 (2) and 959339 (7) contain the supplementary crystallographic data for this
paper. These data can be obtained free of charge from The Cambridge Crystallographic Data

Centre via www.ccdc.cam.ac.uk/data_request/cif.
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Fig. S1. The 'H NMR spectrum of 1 in DMSO-d®.
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Fig. S2. The '>C NMR spectrum of 1 in DMSO-d®.
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Fig. S3. EST HRMS of 1 in MeOH.
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Fig. S4. The '>C NMR spectrum of 2 in CDCls.

sS4



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013

T
12 1 10 9 8 7 6 5 4 3 2 1 ppm

Fig. S5. The '"H NMR spectrum of 4 in DMSO-d°.
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Fig. S6. ESI HRMS of 4 in MeOH.
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Fig. S7. The 'H NMR spectrum of 5 in DMSO-d®.
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Fig. S8. ESI HRMS of 5 in MeOH.

S6



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013

—3.105

‘ | M i

T T T

" 10 9 é 'alf 6 5 4 Ili 2 1 ppm
Fig. S9. The 'H NMR spectrum of 6 in CDCls.
a) Before addtion of D,O
| -NH- ‘
J Jil UMM
b) After addtion of D,0 NH-
missing

A k

T T T T T T T T T T T T T T T T T
85 8.0 75 7.0 [ppm]

Fig. S10. The "H NMR spectrum of 6 in CDCls. a) Before addition of D,0; b) After addition of D,0.
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Fig. S11. ESI HRMS of 6 in MeOH.
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Fig. S12. The 'H NMR spectrum of 7 in DMSO-d°.
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Fig. S13. The *C NMR spectrum of 7 in DMSO-d®.

651.3486

Y%

J402.3930
¢ ,

568.5660  596.5974
. 437.1955 2531680 487.3627 512.5026  540.5354 | B19.5252 6a0.6232||

B Ranani REaRseeana sy aRaassrassanssEs T f T { RARRRREEE e s
420 440 460 480 500 520 540 560 580 600 620 640 660 680 700

Fig. S14. ESI HRMS of 7 in MeOH.
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Fig. S15. The 'H NMR spectrum of 8 in DMSO-d°.
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Fig. S16. The *C NMR spectrum of 8 in DMSO-d®.
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Fig. S17. ESI HRMS of 8 in MeOH.
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Fig. $18. The "H NMR spectrum of 9 in CDCl,.
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Fig. S19. The "H NMR spectrum of 9 in CDCls. a) Before addition of D,0; b) After addition of D,0.
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Fig. S20. ESI HRMS of 9 in MeOH.
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Fig. S21. Emission spectra of 1 recorded in various solvents.
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Fig. S22. Emission spectra of 2 recorded in various solvents.
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Fig. S23. Emission spectra of 3 recorded in various solvents.

—CH
— THF
— DCM
MeOH
— ACN
— DMSO

400 500 600 700 800
Wavelength/nm

Fig. S24. Emission spectra of 4 recorded in various solvents.
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Fig. S25. Emission spectra of 5 recorded in various solvents.
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Fig. S26. Emission spectra of 6 recorded in various solvents.
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Fig. S27. Emission spectra of 8 recorded in various solvents.

Fig. S28. Diagrams showing the HOMO and LUMO levels of 1~8.
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Fig. S29. X-ray crystal structure of 7.

Table 1. Quantum yields of 1~8 in different solvents.

entry /% /% O/%  DOp/% D% D%
CH THF CH,Cl, MeOH ACN DMSO

1 11 7 9 8 7.5 12
2 51 83 80 60 72 77
3 62 50 69 66 72 38
4 14 11 15 14 17 12
5 50 46 41 34 29 27
6 51 46 46 n.d. n.d. n.d.
7 80 74 67 21 18 12
8 26 1.3 1 n.d. n.d. n.d.

Note: n. d. denotes too weak signal to be detected.
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