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Figure S1 Countour plots of the spin density of the lowest-lying triplet state geometry of complex Ir-2 (isovalue 0.002).
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Figure S2. Contour plots of transition density matrices upon the S;—S; and T|—S, transition for Ir-1 and Ir-2.
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Figure S3. Effect of pH on emission spectra of Ir-1 and Ir-2 in CH;CN-PBS (20 mM, v/v = 1:4)
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Figure S4. Time course of the reaction between the probe and H,0,
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!H NMR of Bthc
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'H NMR of Ir-1
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'H NMR of Bthc-bpe
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'H NMR of Ir-2

PO @M OM — 0 — O @0mM O @ — @ P~ @ 0
S Cd -0 0D D@ D0 DW M — O @ = 04 0@
D@ DN TN AN~ NN~ —— @0
[ [ [N o oo od o

(| IRIEIIRy)

732

.20 §.150
ppm (t1 1
| T T T T | T T T T | T
) 7.50 7.00
ppm i)
| 1 !
1 I |
I [ 1
I l
Powow o ¥ Ll vy b
[l - = e o
ol O Lan =:] S o
O~ 0 =G E=3 P e [=1]
T T I T T T T | T T T T | T T T T | T T T T | T T | | T T
8.0 7.0 6.0 5.0 4.0 30 2.0
ppm it}

S7



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014

3C NMR of Ir-2
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