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Table S1. UV-vis absorbance maxima and extinction coefficients for 1-3 in DMSO.

UV-Vis
Amax (NM) & (Mt.cm™)
1 299 29000 = 200
381 8200 £ 100
2 298 20400 = 800
376 6000 £ 300
3 292 35000 * 4000
368 10200 % 900
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IH NMR of 1 in DMSO-ds at 25 °C and 600 MHz.
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Fig. S2. 3C{*H} NMR of 1 in DMSO-ds at 25 °C and 125 MHz.
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Fig. S3. !H NMR of 2 in DMSO-ds at 25 °C and 600 MHz.
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Fig. S4. 3C{*H} NMR of 2 in DMSO-ds at 25 °C and 125 MHz.

00'0- e
W
=
05'2- m m >
MN.N\ 0 v y ] NQ.N
GQ.N\ QN.N
266 >
I

il _zeg
80’ S 1¢66
TN 60°L
be'L~ oL
WL o vL'g
g6’ | _Ibra
orgs = — TR
228 O ==
628, o —1 622
99' 0
Ge'6- —507
116~ +—00'}

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
C?lem?cai%hift (ppm?

Fig. S5. 'H NMR of 3 in DMSO-ds at 25 °C and 600 MHz
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Fig. S6. 3C{*H} NMR of 3 in DMSO-ds at 25 °C and 125 MHz.
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Fig. S7. IR spectrum of 1.
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Fig. S8. IR spectrum of 2.
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Fig. S9.
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Fig. S10. Mitochondrial calcium uptake in permeabilized cells treated with 1. The asterisk
indicates when a bolus of Ca?* ions (7.5 pM) was added. The arrow indicates when 1 (5 uM) was
added. The fluorescence was re-normalized after addition of the ruthenium compound.
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Fig. S11. Mitochondrial calcium uptake in permeabilized cells treated with 2. The asterisk

indicates when a bolus of Ca?* ions (7.5 pM) was added. The arrow indicates when 2 (5 uM) was
added. The fluorescence was re-normalized after addition of the ruthenium compound.
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Fig. S12. Mitochondrial calcium uptake in permeabilized cells treated with 3. The asterisk
indicates when a bolus of Ca?* ions (7.5 pM) was added. The arrow indicates when 3 (5 uM) was
added. The fluorescence was re-normalized after addition of the ruthenium compound.



