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(a) mode 94 (b) mode 101

Figure ESI-1 The swing vibration modes of hydrogen atoms at the 3,5 position of benzene on NCN ligand.
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Figure ESI-2 Huang-Rhys factor vs vibration normal modes, for Ir-0.

ESI-2



0.05

0.10

0.15

0.20

0.25

0.30

 1000  1100  1200  1300  1400  1500  1600

H
u

a
n

g
-R

h
y
s
 f

a
c
to

r

Vibration normal modes, cm
-1

Figure ESI-3 Huang-Rhys factor vs vibration normal modes, for Ir-1.
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Figure ESI-4 Huang-Rhys factor vs vibration normal modes, for Ir-2.
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Figure ESI-5 Huang-Rhys factor vs vibration normal modes, for Ir-3.
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Figure ESI-6 Huang-Rhys factor vs vibration normal modes, for Ir-4.
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(c) mode 130 (d) mode 136

(e) mode 141 (f) mode 163

Figure ESI-7 Extra stretching vibration mode introduced by CH3O group, in Ir-2.
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