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Fig. S1 IR spectrum of HL.
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Fig. S2 IR spectrum of Complex 1.
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Fig. S3 IR spectrum of complex 2.
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Fig. S4 IR spectrum of complex 3.
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Fig. S6 1D polymeric chain bifurcated hydrogen bonding as well as oxygen-oxygen interaction of complex
3.



UV-VIS Spectrum
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Fig. S7 DFT calculated UV-visible spectrum A Ligand, B Complex 1, C Complex 2, D Complex 3.

Complex 1

Complex 2 Complex 3
Fig. S8 DFT calculated optimized structure of HL and copper(ll) complexes 1-3.
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Fig. S9 DFT calculated HOMO-LUMO molecular orbital energy level diagram for HL.



2 )

7
_,-é . & _“_ @ f\‘“

o

e i * ey

ol 687 nm -
¥ b4 ’

% 'l‘/.r‘ N‘! .\f.".

i
B! 758 nm *
LUMO LUMO+3
-2.757eV -0.931eV
630 Nnm
584 nm
562 nm
[ | @
2 542 nm
2 2 -
o *
= P 4 _
b a/. { od » 4’. {
8 / . 4 +9 ’. 4
)4 A PR
J L Akl P 1
" ) J — & ‘
‘f" Y "‘ ’
& <
HOMO-1
HOMO -6.612eV
-3.718eV

Fig. S10 DFT calculated HOMO-LUMO molecular orbital energy level diagram for complex 1.
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Fig. S11 DFT calculated HOMO-LUMO molecular orbital energy level diagram for complex 2.
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Fig. S12 DFT calculated HOMO-LUMO molecular orbital energy level diagram for complex 3.



