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Figure S1: HR mass spectrum of BODIPY 3
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Figure S2: '"H NMR spectrum of BODIPY 3 recorded in CDCl;
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Figure S3: 3C NMR spectrum of BODIPY 3 recorded in CDCl;
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Figure S4:

9F NMR spectrum of BODIPY 3 recorded in CDCls. Inset shows the expansion
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Figure S5: ''B NMR spectrum of BODIPY 3 recorded in CDCl;. Inset shows the expansion.
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Figure S6: Partial '"H-'H COSY spectrum of BODIPY 3 recorded in CDCls.
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Figure S7: HR mass spectrum of BODIPY 4
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Figure S8: '"H NMR spectrum of BODIPY 4 recorded in CDCl;
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Figure S9: 3C NMR spectrum of BODIPY 4 recorded in CDCl;

11




Current Data Parameters

De~oM NAME MR-SK-AEDPDPM-19F
LR EXPNO . 4
39299 PROCNO 1
Svww :
Yo F2 - Acquisition Parameters
V Date_ 20140219
Time 19.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgfhiggn.2
TD 131072
SOLVENT CDC13
NS 17
DS 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
B o ‘™ RG 187.27
& & 8 -;- DH 4.400 usec
: d d g DE 6.50 usec
: 3 3 3 TE 296.8 K
v % w b} D1 1.00000000 sec
D11 0.03000000 sec
D12 . 0.00002000 sec
TDO 1
I
I CHANNEL f1 ========
470.5453180 MHz
19F
13.50 usec
40.00000000 W
======== CHANNEL f2 ========
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG [2 waltzlé
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.34327999 W
T T T F2 - Processing parameters
SI 6
-145.0 ppm SF 470.5923770 MHz
WDW EM
SsB 0
LB 0.30 Hz
GB S
PC 1.00
T T T T i T T T T 1 T T T T T
-60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 ppm

Figure S10: '°F NMR spectrum of BODIPY 4 recorded in CDCl;. Inset shows the expansion.
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Figure S11: ''B NMR spectrum of BODIPY 4 recorded in CDCl;. Inset shows the expansion
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Figure S12: '"H-'H NOESY spectrum of BODIPY 4 recorded in CDCls.
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Figure S13: Partial 'H-"H COSY spectrum of BODIPY 4 recorded in CDCls;.

15




Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
lnte&zi: MRK-SK-ABIIRRBAO: +MS, 0.0-0.2min #2-13, 100%=80696]
103
689.1894
1021
0 s53533  ssaza
| Y 583.3966 612.4182 641.4395
Tun Y Sr—— r|. S A (1 | W v VOTTT PHI TR
525 550 575 600 625 650 675 700 725 m/z
Intens. 675.1740 +MS, 0.0-0.2min #2-13, 100%=80696
[%H
103_
677.1746 689.1894
1021 691.1907
669.1759
i { l 683,194 |
101 a Aol . VARSI TV | N U VO N T T ' N
670 675 680 685 690 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
676.1766 1 C35H33BF2N4ORu 676.1768 -1.9 231.8 1 10000 215 even -

Figure S14: HR mass spectrum of BODIPY 1
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Figure S15: "H NMR spectrum of BODIPY 1 recorded in CDCl;
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Figure S16: °C NMR spectrum of BODIPY 1 recorded in CDCl;
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Figure S17: 'F NMR spectrum of BODIPY 1 recorded in CDCls. Inset shows the expansion.
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Figure S18: ''B NMR spectrum of BODIPY 1 recorded in CDCl;. Inset shows the expansion.
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Figure S20: Partial '"H-'"H COSY spectrum of BODIPY 1 recorded in CDCl;.
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Figure S21: Partial '"H-'H NOESY spectrum of BODIPY 1 recorded in CDCl;.
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Figure S22: a) Absorption, b) emission spectra of BODIPY 4 (5 uM) recorded in different

solvents. Excitation wavelength used was 488 nm.
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Figure S23: a) Absorption, b) emission spectra of BODIPY 1 (5 uM) recorded in different

solvents. Excitation wavelength used was 488 nm.
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Figure S24: Reduction wave of the cyclic voltammogram of BODIPY 4 in dichloromethane

containing 0.1 M tetrabutylammonium perchlorate as the supporting electrolyte recorded at a

50 mV s! scan rate.
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Figure S25: Cyclic voltammogram of BODIPY 1 in dichloromethane containing 0.1 M

tetrabutylammonium perchlorate as the supporting electrolyte recorded at a 50 mV s*! scan rate.
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Figure S26: Comparison of reduction waves of the cyclic voltammograms of BODIPYs 1 and 4
in dichloromethane containing 0.1 M tetrabutylammonium perchlorate as the supporting

electrolyte recorded at a 50 mV s-! scan rate.
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