Supporting Information

Synthesis and crystallographic characterization of heteroleptic Ir(III) complexes
containing the N-oxide functional group and crystallographic characterization of
Ir(III) N-oxide precursors.
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Figure S1: HRMS of compound 1.
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Figure S2: HRMS of compound 2.
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Figure S3: HRMS of compound 3.
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Figure S4: HRMS of compound
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Figure S5: HRMS of compound 6.



S PV VRN

. A
woh bR, p b b Hoow
o w0 o OO W < P~ (=N L s o
oQ « qTOOoO " —a o o
—— o M —— —
‘i T - T v T - T v T v T - T v T - T T T
85 20 as BOD 75 0 a5 80 13 a0 45
Mipnm)
‘H “ \\| |‘r
J\h ’\ J. I i

056 -106.2 -106.8 -107.4 -1080 -108.6 -109.2 -109.8 -110.4

Figure S6: 'H NMR (above) and °F NMR (below) of compound 1 in CDCls.
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Figure S7: 'TH NMR (above) and YF NMR (below) of compound 2 in CDCls.
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Figure S8: 'H NMR of compound 3 in CDCls.
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Figure S9: 'H NMR of compound 4 in CDCls.
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Figure S10: 'H NMR (above), F NMR (below, left), and 3 P NMR (below, right) of
compound 6 in DMSO-ds.
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Figure S11: Resonance contributors of pyrazine N-oxide and compound 1.



Figure S12: Packing diagram of 1 - 1.25(THF).



Figure S13: Packing diagram of 2 - 0.5(DCM),0.5(H:0).



Figure S14: Packing diagram of 3 - 2(DCM).



Figure S15: Packing diagram of 4 - 2(DCM).



Figure S16: Packing diagram of 5.



Figure S17: Packing diagram of 6 - (DCM).



Figure S18: Packing diagram of 6 - 0.5(DCM),0.5(Etz0).



Figure S19: Packing diagram of 7 - (DCM).



Figure S20: Packing diagram of 8.



