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Figure 1. IH-NMR Spectrum of thiadiazole derivative 1.
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Figure 2. IH-NMR Spectrum of thiadiazole derivative 2.
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Figure 3. 1IH-NMR Spectrum of thiadiazole derivative 3.
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Figure 4. 13C-NMR Spectrum of thiadiazole derivative 1.



4 0of 9

Int. J. Mol. Sci. 2019, 20, x FOR PEER REVIEW

=
88'zc—
r £
8820155 a
1
-
3
=) 8
2980T~ 2| =
ST60T &}
3
[~
N
-
£0'62T—=
L] L
~ 88'20T—
irm 2980T
3l ST'60T—
13
SE'9ST——r [ -
£8'8ST~ v 4| .
mw.mmﬁvw [ o eoeet
o
i
¥6'09T— 55—
L3
3 i
SE'98T
. L8'8ST~
68'851
1R $6'091
. =~
6L89T % 6L'891

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

170

ppm

Figure 5. 13C-NMR Spectrum of thiadiazole derivative 2.
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Figure 6. 13C-NMR Spectrum of thiadiazole derivative 3.
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Figure 7. Crystal Structure of 1 (Atom numeration according to the cif file).
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Table 1. Atomic distances from crystallographic structure. The labels are related to the Figure S7.

Atom1 Atom2 Length
c3 N2 1.313(5)
c3 N3 1.345(5)
c3 sS4 1.740(4)

c1p c5 1.451(4)
c1p c2p 1.410(4)
C1ipP CeP 1.395(5)
C5 N1 1.315(5)
c5 s4 1.743(4)
c2p c3p 1.381(4)
c2p o1 1.362(4)
C3p cap 1.396(5)
C3p H3P 0.90(4)
cap c5pP 1.400(4)
cap 02 1.354(4)
Cc5pP H5P 0.950

C5P CeP 1.374(5)
CeP H6P 0.95(4)
N2 N1 1.380(4)
N3 H3A 0.75(6)
N3 H3B 1.10(6)
01 H1 0.91(5)
02 H2 0.93(6)

Table 2. Interatomic angles from crystallographic structure. The labels are related to the Figure S7.

Atom1 Atom2 Atom3 Angle
N2 c3 N3 123.6(3)
N2 c3 sS4 114.1(3)
N3 c3 sS4 122.3(3)
C5 C1p c2p 120.5(3)
C5 C1p CeP 121.9(3)
c2p Cc1p cepP 117.6(3)
C1P c5 N1 122.7(3)
c1p c5 S4 124.9(2)
N1 c5 S4 112.4(2)
C1ipP c2pP C3p 120.9(3)
C1p c2p 01 121.7(3)
Cc3p c2p 01 117.4(3)
c2p c3pP cap 120.1(3)
c2p c3pP H3P 118(3)
c4pP Cc3pP H3P 122(3)
Cc3pP c4pP C5pP 119.7(3)
c3pP cap 02 117.6(3)
C5P cap 02 122.7(3)
c4p Cc5pP H5P 120.2
c4pP C5P cepP 119.4(3)
H5P C5P cepP 120.4
C1ipP CeP C5P 122.3(3)
c1p C6P H6P 119(2)
C5P cepP H6P 118(2)
c3 N2 N1 111.8(3)
c5 N1 N2 114.3(3)
c3 N3 H3A 120(4)
c3 N3 H3B 117(3)

H3A N3 H3B 122(5)
c2p o1 H1 108(4)
cap 02 H2 116(3)
C3 S4 C5 87.5(2)
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Symm. operation
X,Y,Z
-1/2+x,-1/2+y,-1/2+z
1-x,-1/2+y,1.5-z
X,1/2-y,-1/2+z
X,1/2-y,-1/2+z

Length
1.778
1.842
2.236
1.757
2.558

Atom2
H1
H3B
H3A
N2
N1

Atom1
N1
02
o1
H2
H2

Table 3. Intermolecular contacts. The labels are related to the Figure S7.
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Figure S8. Comparison of the IR Spectra of thiadiazole derivatives 1(top),2(middle),and 3 (bottom).
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Figure 9. Comparison of the IR Spectra of thiadiazole 1(top), and its corresponding Cu(Il) and Zn (II)

complexes 4 and 5 (middle and bottom, respectively).
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Figure 10. Comparison of the IR Spectra of thiadiazole 2 (top), and its corresponding Cu(Il) and Zn
(IT) complexes 6 and 7 (middle and bottom, respectively).
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Figure 11. UV-Vis spectra of the thiadiazole derivatives 1-3 and their corresponding Cu(II) and Zn(II)

complexes 4-7.
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Figure 12. Steady state fluorescence spectra of the thiadiazole derivatives 1-3 and their corresponding
Cu(Il) and Zn(II) complexes 4-7. The spectra recorded using the excitation wavelength Ae= 290 nm.



