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Fig. S1 | 'H NMR spectrum of thiosemicarbazone ligand a) whole spectrum and b) S3
zoomed spectrum.
Fig. S2 | IR spectra of the Pd(ll) complexes a) 3, b) 4, c) 5, and d) 6. sS4
Fig. S3 | 'H NMR spectrum of 3. S6
Fig. S4 | 'H NMR spectrum of 4. S7
Fig. S5 | 'H NMR spectrum of 5. S8
Fig. S6 | *H NMR spectrum of 6. S9
Fig. S7 | 3C NMR spectrum of 3. S10
Fig. S8 | 3C NMR spectrum of 6. S11
Fig. S9 | IR spectrum of 7. S12
Fig. S10 | NMR spectra of 7 a) *H and b) 13C. s13
Fig. S11 | IR spectrum of 8. S14
Fig. $12 | *H NMR spectrum of 8. S15
Fig. $13 | 13C NMR spectrum of 8. S16
Fig. $S14 | The local minimum structures of 3—8 calculated at B3LYP/LANL2DZ level of S17
theory. (Hydrogen-atoms were omitted for the clarity).
Fig. S15 | Electronic absorption spectra of 3-8 in DMF. S18
Fig. S16 | Selective frontiers molecular orbitals of 3-8. S20
Fig. S17 | TDDFT spectra of S- and N1 isomers of 8. s21
Fig. S18 | The dose response curves of 2—8 on five different cell lines. S22

S2




(£0T——m=

A

N

¥0'T
0z’
Moﬁ "G
M/ﬁ T
H/wm.o
90'C
90'T
90T
660

ﬁvno.ﬁ

%mo.ﬁ

2.5

55 4.5 3.5

6.5

11.0

12.5

LE'0T— ||i

E.Nﬂll

T
0T
Rz
at
Rgs0
90
¥

90'T
90T
7660

L0'T

ivmo.ﬁ

125 120 115 11.0 105 100 95 9.0 8.5 8.0 7.5 7.0
f1 (ppm)

13.0

b)

Fig. S1 'H NMR spectrum of thiosemicarbazone ligand a) whole spectrum and b) zoomed

spectrum.
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Fig. S2 IR spectra of the Pd(ll) complexes a) 3,b) 4, c) 5, and d) 6
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Fig. $3. 'H NMR spectrum of 3.

g

S6



10.48
7

mmmmmmmmm

hhhhhhhhh

—8.77
—8.51
—8.07
—7.93
—7.86
—7.72
—7.60
—7.35
—7.09

I T T T T 1
4 82 80 7.8 76 74 ppm

s 5glg)s e

JLMJUJ

T

11 10 9
@ e

- - == =l il ] =

Fig. S4. 'H NMR spectrum of 4.
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Fig. S5. 'H NMR spectrum of 5.
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Fig. S6. *H NMR spectrum of 6.
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Fig. S8. 3C NMR spectrum of 6.
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Fig. S11 IR spectrum of 8.
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Fig. $12. 'H NMR spectrum of 8.
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Fig. $13. 3C NMR spectrum of 8.
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Fig. S14. The local minimum structures of 3—8 calculated at B3LYP/LANL2DZ level of theory. (Hydrogen-atoms were omitted for the
clarity).
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Fig. S15 Electronic absorption spectra of 3-8 in DMF.
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Fig. S16 Selective frontiers molecular orbitals of 3—8.
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Fig. S17 TDDFT spectra of S- and N1 isomers of 8.
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Fig. S18 The dose response curves of 2—8 on five different cell lines.
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