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Figure S1

The infrared spectra of H,L and 1.
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Figure S2

The 'H-NMR spectra of H,L.
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Figure S3

The *C-NMR spectra of H,L.

o — [l al = ouvenoonoo o
g o og o o Loy 6g € & -
8 & 29 REHZ2 8 =
L] — —— e — L]
| | N\ N P | |
| |
b !
| li L
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 30 40 30 20 10 0 -10
1l (ppm)
Figure S4
The Calculated UV-Vis spectrum of HaL.
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Figure S5

The molecular orbital diagram of HL.
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Figure S6

The TG and DTG curves of the complex.
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Figure S7

The experimental and simulated XRD curves of the complex.
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Table S1

Bond order calculation results.

Chemical bond

Laplacian bond order

Mayer bond order
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C3-N1 1.694 1.534
C2-C3 1.133 1.154
C4-N1 0.900 0.899
Table S2
Calculation results of coordination configuration.
Zn ions PP-5 vOC-5 TBPY-5 SPY-5 JTBPY-5
Znl 31.325 4.740 1.074 2.775 4.146
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Zn2

56.461

41.125

36.973

38.884

43.903

Note:PP-5 = Pentagon; vOC-5 = Vacant octahedron; JTBPY-5 = Trigonal bipyramid; SPY-5=

Spherical square pyramid; JTBPY-5= Johnson trigonal bipyramid J1



