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Table S1. Photophysical data of 4-9

Solutions ?

Compounds

A (NM) Ay (M) O
4 274,298, 345, 362 367, 386,406 0.44
5 254,278, 296, 352, 370, 388 412, 435, 460(shoulder) 0.39
6 289, 321, 371, 389 400, 418(shoulder) 0.66
7 279, 302, 352, 369 384, 403, 423 0.69
8 260, 279, 301, 355, 377, 395 420,445, 474(shoulder) 0.38
9 296, 319, 351, 392 403,425(shoulder) 0.45

a: in THF (5 uM); b: Using quinine sulfate in 0.1 H,SO4 (OF = 0.546) as the standard.
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Figure S1 The optimized molecular structures of 8 (a) and 9 (b) calculated by semi-empirical quantum

mechanical method (AM1 force field).
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Figure S2 Cyclic voltammetry diagrams of compounds 7-9 in anhydrous CH,Cl, with 0.1 M Bu,NBF, as

electrolyte at a scan rate of 50 mV-s!
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Figure S3 The optimized configurations for compounds 4, 5, 6 calculated by the B3LYP/6-31G method on

Gaussian 09w software.
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Figure S4 The optimized configurations for compounds 7, 8,9 calculated by the B3LYP/6-31G method on

Gaussian 09w software.
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Figure S5 '"H NMR (400 MHz, CDCl;) spectrum of compound 1.
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Reflectron Mode
Data: LR-47-Ln0001.L17 5 Mar 2013 11:50 Cal: 5 Mar 2013 13:02

Kratos PC Axima CFR V2.3.1: Mode default_linear_neg, Power: 70, P.Ext. @ 370 (bin 57)
Yolnt. 49 mV[sum= 1084 mV] Profiles 1-22 Smooth Av 5 -Baseline 80
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Figure S6 MALDI/TOF MS spectrum of compound 1.
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Figure S7 '"H NMR (400 MHz, CDCl;) spectrum of compound 2.

Reflectron Mode
Data: LR-223-Ln0001.J20 14 Aug 2013 17:48 Cal: 14 Aug 2013 17:50

Kratos PC Axima CFR V2.3.1: Mode default_linear_neg, Power: 80, P.Ext. @ 420 (bin 57)
Soint. 227 mV[sum= 9071 mV] Profiles 47-86 Smooth Av 5 -Baseline 80
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Figure S8§ MALDI/TOF MS spectrum of compound 2.
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Figure S9 '"H NMR (400 MHz, CDCl;) spectrum of compound 3.
Reflectron Mode
Data: LR-350-LO001.E7 17 Oct 2013 11:36 Cal: 18 Oct 2013 14:24
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 65, P.Ext. @ 654 (bin 57)
Yolnt. 119 mV[sum= 7251 mV] Profiles 55-115 Smooth Av 5 -Baseline 80
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Figure S10 MALDI/TOF MS spectrum of compound 3.
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Figure S11 '"H NMR (400 MHz, DMSO-d6) spectrum of compound 4.
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Figure S12 3C NMR (100 MHz, DMSO-d6) spectrum of compound 4.
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Reflectron Mode

Data: LR-48-L0001.K17 5 Mar 2013 11:51 Cal: 5 Mar 2013 13:03
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 43, P.Ext. @ 306 (bin 57)
Yolnt. 1170 mV[sum= 28073 mV] Profiles 1-24 Smooth Av 5 -Baseline 80
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Figure S13 MALDI/TOF MS spectrum of compound 4.
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Figure S14 'H NMR (400 MHz, DMSO-d6) spectrum of compound 5.
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Figure S115 *C NMR (100 MHz, DMSO-d6) spectrum of compound 5.
Reflectron Mode
Data: LR-269-L0001.J15 5§ Sep 2013 16:23 Cal: 27 Dec 2013 13:54
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 50, P.Ext. @ 256 (bin 57)
%alnt. 493 mV[sum= 9371 m\] Profiles 17-35 Smooth Av 20 -Baseline 80
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Figure S16 MALDI/TOF MS spectrum of compound 5.
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Figure S17 '"H NMR (400 MHz, DMSO-d6) spectrum of compound 6.
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Figure S18 3*C NMR (100 MHz, DMSO-d6) spectrum of compound 6.
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Reflectron Mode

Data: LR-270-L0001 K15 5 Sep 2013 16:24 Cal: 27 Dec 2013 15:26
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 40, P.Ext. @ 590 (bin 57)
%alnt. 282 mV[sum= 7605 mV] Profiles 10-36 Smooth Av 20 -Baseline 80
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Figure S19 MALDI/TOF MS spectrum of compound 6.
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Figure S20 '"H NMR (400 MHz, CDCl;) spectrum of compound 7.
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Figure S21 3C NMR (100 MHz, CDCl;) spectrum of compound 7.
Reflectron Mode
Data: LR-451-L0001.M9 13 Dec 2013 13:16 Cal: 27 Dec 2013 21:16
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 50, P.Ext. (@ 754 (bin 57)
Yalnt. 489 mV[sum= 7827 mV] Profiles 10-25 Smooth Av 20 -Baseline 80
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Figure S22 MALDI/TOF MS spectrum of compound 7.
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Figure S23 'H NMR (400 MHz, CDCl;) spectrum of compound 8.
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Figure S24 3C NMR (100 MHz, CDCl;) spectrum of compound 8.
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Reflectron Mode

Data: LR-452-L0001.L9 13 Dec 2013 13:17 Cal: 27 Dec 2013 21:50
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 53, P.Ext. (@ 804 (bin 57)

Yalnt. 198 mV[sum= 5171 mV] Profiles 26-51 Smooth Av 20 -Baseline 80
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Figure S25 MALDI/TOF MS spectrum of compound 8.
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Figure S26 'H NMR (400 MHz, CDCl;) spectrum of compound 9.
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Figure S27 3C NMR (100 MHz, CDCl;) spectrum of compound 9.
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Reflectron Mode

Data: LR-453-L0001.K9 13 Dec 2013 13:18 Cal: 27 Dec 2013 22:59
Kratos PC Axima CFR V2.3.1: Mode default_linear, Power: 50, P.Ext. @ 1036 (bin 57)
Yalnt. 145 mV[sum= 3480 mV] Profiles 16-39 Smooth Av 20 -Baseline 80
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Figure S28 MALDI/TOF MS spectrum of compound 9.
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