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Tab. S1 Crystal data of the Pt(Il) complexes

Pt (II)
C1 C2 C3 C4 C5 Co
complexes
Empirical C12H13N802Pt C12H14N8PtS szngNgPtS C24H23N8PtS C18H26N8PtS C14H18N8Pt
formula S4 4 4 4 4 S4
Formula
. 629.67 593.64 717.77 746.83 677.8 621.69
weight
Crystal system  orthorhombic  monoclinic monoclinic triclinic monoclinic monoclinic
Space group Pbca P2,/n P2,/n P-1 P2,/n P2,/c
a/A 12.0032(7) 4.0079(3) 8.35800(10)  8.8378(6) 9.62910(10)  8.8524(2)
b/A 9.1694(4) 17.0621(10)  9.46980(10) 11.4663(9) 8.75510(10)  4.00670(10)
c/A 19.1587(12) 12.9516(6) 16.0146(2) 14.3741(12)  14.4580(2) 27.1392(6)
o/° 90 90 90 68.768(8) 90 90
pB/° 90 95.180(5) 99.0950(10)  82.547(6) 91.1320(10)  90.532(2)
v/° 90 90 90 78.354(6) 90 90
Volume/A3 2108.65(19) 882.06(9) 1251.60(3) 1327.25(19)  1218.63(3) 962.56(4)
Z 4 2 2 2 2 2
GOOF 1.171 1.025 1.104 0.997 1.03 1.116
R, =
Final R R;=0.0342, R;=0.0231, R;=0.0463, R;=0.0399, !
. R; =0.0464, 0.0282,
indexes [[>=2c wR, = wR, = wR, = wR, =
wR, =0.0877 wR, =
D] 0.0741 0.0617 0.0773 0.0996
0.0757
. R, =
Final R R;=0.0524, R;=0.0251, R;=0.0861, R;=0.0412,
. R; =0.0799, 0.0306,
indexes [all wR, = wR, = wR, = wR, =
wR;, = 0.0965 wR, =
data] 0.0847 0.0631 0.0957 0.1015
0.0778
CCDC.No 2015666 2015667 2015669 2015670 2015671 2015668
Tab. S2 Bond Angles /° for C1-C6.
C1 C2 C3 C4 C5 Co
S1'-Pt1-S1 180.0 180.0 180.0 180.0 180.0 180.0
N2!-Pt1-S1 83.1(2) 82.98(17) 97.33(7) 82.7(2) 97.69(7) 97.25(10)
N2-Pt1-S1 96.9(2) 97.02(17) 82.67(7) 97.3(2) 82.31(7) 82.75(10)
N2-Pt1- S1! 83.1(2) 82.98(17) 97.33(7) 82.7(2) 97.69(7) 97.25(10)
N2!-Pt]1-S1! 96.9(2) 97.02(17) 82.67(7) 97.3(2) 82.31(7) 82.75(10)
N2!-Pt1-N2 180.0 180.0 180.0 180.0 180.0 180.0
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Tab. S3 Bond Lengths /A for C1-C6

C1 2 C3 c4 cs c6
Pt1-S1 2.288(3) 2.2968(19) 2.280009)  2.294(3)  2.2800(8)  2.2867(10)
Pt1-S1! 2.288(3) 2.2969(19) 2.280009)  2.294(3)  2.2800(8)  2.2867(10)
Pt1-N2 2.015(8) 2.023(6) 2.022(2) 2012(7)  2.024(3)  2.020(3)
Pt1-N2! 2.015(8) 2.023(6) 2.022(2) 2012(7)  2.024(3)  2.020(3)

Tab. S4 1Cs, values of the tested compounds against different cell lines for 72 h.

Complexes ICs (,MM)a
A549 A549cisR HL-7702
K,PtCly >40 >40 >40
L1 > 40 > 40 >40
L2 38.63 £2.09 >40 >40
L3 31.74+1.93 >40 >40
L4 27.98 £1.79 >40 >40
L5 25.68 £1.28 38.26 +£1.87 >40
L6 23.09+1.02 33.55+£1.64 3126 +1.17
C1 9.43 +0.44 13.35£0.52 18.73 £0.83
C2 7.92 +£0.31 11.50 +0.41 16.68 +0.67
C3 7.03 +£0.28 8.11£0.30 13.13+£0.45
C4 6.26 £0.21 7.36 £ 0.41 11.52+0.54
Cs5 449+0.18 6.65 +0.32 9.25+0.43
Cé 2.55+0.12 3.18£0.17 7.09 £0.31
Cisplatin 8.15+0.39 25.97+0.85 7.14£0.22
Table S5 Acute toxicity of C6 (alive/total)
5 umol/kg 10 umol/kg 15 pmol/kg 20 pmol/kg 25 umol/kg

Ceé 10/10 3/10 5/10 6/10 9/10
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Fig. S1 The stability of UV-Vis spectra of the complexes (C1-C6) in PBS at different

times.

075+ 075 075
Cl —u c2 c3 o

0604 A 24h 0.60 | 24h 0.60 \ ) 24h
2 €-|‘ ———48h » A 48h s “ A 48h

0454 | 0451 1 0.45
g A g [ g K
£ fo = /| k=
g 030+ /| g 030 ot L g o030
o A \ = [ \ = \
Lo | L 5% <r:015‘;,-“‘ N < o1s

h“' Nhoss ! i\ \ o
0004 | 00o{ | E— 000{ V —
\
200 300 400 500 600 700 800 200 300 400 500 600 700 800 200 300 400 500 600 700 800
Wavelength (nm) Wavelength (nm) Wavelength (nm)
075 075 - 075
c4 o o T c6 o

0.60 24h 0604 /| 24h 0.604 24h

P /. —48h W EE T 48h
1 f
2 045 I SQoas4 || | | 2 045
. /| s e 5]
< AR £ k/ | £
S 030 -~/ | S 030 / | S 030
w 1 w \ vl \
S \ s 2 '\ ; 2
N \
0.15 b\ < 015/ | \ < o1s | \\
| ’\| Bpemeas - e { \‘.| . | N e =SSN
000y |I T 000 | E— 0.00{ |/
| v \
200 300 400 500 600 700 800 00 300 400 500 600 700 800 200 300 400 500 600 700 800

Wavelength (nm)

Wavelength (nm)

Wavelength (nm)

Fig. S2 The stability of UV-Vis spectra of the complexes (C1-C6) in DMEM at

different times.
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Fig. S3 Detection of cytotoxicity after C1 and C6 (5 uM) treatment using fluorescent
probes (double staining with calcein-AM/PI) for 24 h.

184.99

Relative Abundance
(4,
9

1 169.98

171.08 186.99
176.01 218.08 0.96 24228
|
ISARLARSS

202.09 216.10 2

|, 18400|[| 18811 19901 | 21001 21610 | 22100 29797 || 23910 248.97
T | AN RARN RAAS RARE RAAS RARS LA RARS RRAS LA RAAN RARS RALN RARS RARS DAL RARY RAAN| LA RS RARS LARS RALN RAAN RARS LARS RARS RARY AR RARI RARY | T

150 160 170 180 190 200 210 220 230 240 250

m/z

Fig. S4 The ESI-MS of L1.

1 153.01 157.03 167.04
[0} T Tt

100 199.01

Relative Abundance
(%)
T

104 184.99 201.01

176.01
o 157.03 167.04 171.08 7470 179.02 |1se.99 198.00 | | ‘2,9,2.09 20797 21501 21808 22503 230.12 23910 542 28 248.97
I e e e s e L et o ot e e e e A Wittt s e s
150 160 170 180 190 200 210 220 230 240 250
m/z

Fig. SS The ESI-MS of L2.

S6



Relative Abundance

Relative Abundance

@
=3

133
=}

IS
=)

w
=3

N
=]

=)

100+

<
N

@
=3

133
=}

IS
o

w
S

N
=]

=)

203.92

206.92

212.92 21592

238.95

220.01 224.93

227.98 233"93

24106 24795

263.04

265.04

269.09

271.14

284.99 297.98

o @
=]
S

201.0

202
t

1

09 207.97

2
|

15.01
L

220 230 240

T
260

Fig. S6 The ESI-MS of L3.

%1,8.08 225,03 230\-‘12
T T T

239.10
| 24228 24897
T T

263.01

254].94 262.24 %6‘5.00
LA LA R Aaad RARI RRA AR

T
270

T T T
280 290 300

277.02

279.02

l 280.02 28(‘;-97 i2,8,9‘.91 |'2'94'99
it T

o @

00

LAARI RRAN RAR KAM
210

1 T
220 230 240

T
250
m/z

260

Fig. S7 The ESI-MS of L4.

S7

SARLARRLAARS!
280 290

™
300



Relative Abundance

Relative Abundance

100+

©
T

o
N
s

W B o o
=3 [= (=} (=3
v e Teres Tevn T s Ty

N
=}

=)

203.92
Tt

208.00
L 1 ]

21516 22100 5
L [

24.96
|
T

235.91' | ‘
i 1 L

241.06

297.24
239.04

23601 | |[24305 20317

263.04
4.28 289.04 286.12 29?-05 | |
prirfrerr

257‘.99I A 27100 27 '
T f

244.99 253.02
| |
Tt T

200

100+

@©
T

o
N
s

N W F [ [
=} S [=) (=} t=}
e e T T T I

=)

T
210

220

215.04

230

22897

230.99

240

= T f T
250

m/z

Fig. S8 The ESI-MS of LS.

17T 1
260 270 280 290 300

260.01

253,03
297.24
295.95

249.91

279.98
264.97 269.94 ‘

238.99 24494 287.97

I

o @
=]
S

T
260 270 280 290 300

Fig. S9 The ESI-MS of L6.

S8



n n n o u o u o u u u n
. B8 8§ %88 8B B EEE ;g  f
05T— —
pEE— - = 10 3
. €0 E00'€
Lo Al pEE~ H
—
G
o
=
L o
]
o
v
8L e &
] H L
18c | B M 757 .
19 60 oz P e
8L %mm,o | wi) ] »wmw
L8 b6 T 887 =8 e
6L 2960 - Nﬂw*
'L 26'0 =)
s = —
] N
[=)]
5 °
= €5
L~ sLll— — Ep60
€Ll — — Foo1

S9

10

Fig. S11 '"H NMR spectrum of L2.




13000

12000

11000

10000

8000

8000

7000

6000

5
3
2
ot
o

1000

0§T—

EeiE—

0z'L
0z'L
LeL
[44%
[44%
£T'L
FTL
pTL

53 n“\w
98'L:

98°L
98'L
L8
S6'L
96°L
6E'8
orol—

orgl—

E86'0

Q01

beo

Fig. S12 '"H NMR spectrum of L3.

2 2 2 2 2 2 2@ 2 2 2 2 @ 2 2 o °
27— =S0'E
0$'T—
cEE—
'L
mmn/.
mxn/ Fol'y
mmn%
PRL =¥60
8L a0
6L FZ0°'1
mi.\.
8¢'8
96'6— —— Fl101
60T1— —_— 0l

f1 (ppm)
Fig. S13 '"H NMR spectrum of L4.

S10



11573

/
0
1

8.26
7.93
7.92
7.81
7.81
749
333
—2.50
—1.53

 S—

1.00-

165000

60000

33000

I-50000

145000

40000

33000

-30000

25000

20000

15000

10000

5000

= 19.15=

T T T T m T T T T T T T T T T T T T T T T T T T T T
40 13.56 13.0 12,6 12.0 116 11.0 10.5 10.0 9.6 9.0 86 80 7.6 7.0 656 60 66 60 45 40 35 30 2.6 2.0 5§ 1.0 05 0.0

£1 (ppm)

Fig. S14 '"H NMR spectrum of L5.

11.30
—R.40
791
7.91
177
7.76

/
hes

335
{330
—2.50

- A

al

1.029
0,91~
.85+
0,88~
6.00=

5.5 130 12.5 120 1.5 110 10.5 10.0 95 8.0 &5 15 7.0 &5 6.0 55 50 45 40 3.5 30 25 20 L5 L0 0.5
£l Gon)

°

Fig. S15 '"H NMR spectrum of L6.

S11

L

—

e
5
g

55000

50000

45000

{40000

33000

30000

(25000

-20000

15000

10000



8.16
815
8.10
8,09
8.04
—3.51
2.50

i
t

SR L A
Pt ]
=]
e
< o<
T T T T T T T T T T T T T T T T T T T T T T T T
10 1.5 1.0 105 10.0 95 9.0 85 80 775 7.0 &5 55 5.0 4.5 40 35 3.0 25 20 15 .0 0.5

6.0
£1 (ppm)

Fig. S16 '"H NMR spectrum of C1.

8.51
8,50

3

1

1

1

1
3.66
3.05
3.04
—2.50

J
i

T T T T
125 12.0 1.6 11.0 10.5 10.0 95 9.0 85 8.0 7.5

Fig. S17 '"H NMR spectrum of C2.

S12



~35000

30000

25000

20000

15000

10000

~5000

0sT—

15€—
6l'L
6l'L
61
0Z'L
1L
17t
WL
€74
£2L
&L
6E'L
£5'LA
s}
1L
€%
g5ed
60'8
:,mv
L8’

EE0L—

F1ET
8¢
IR
=6LE
=81

=00

T

T

T

T

T

T

3.5 3.0 26 20 1.5 1.0 0.5 0.0

4.0

65 60 55 50 45

£1 (ppm)
Fig. S18 '"H NMR spectrum of C3.

7.5

8.0

9.0 8.5

L0 135 130 12.5 12.0 11.5 11.0 10.5 10.0 9.5

6500
000

5500

~5000

4300

4000

3500

-2500

~2000

1500

1000

500

500

EZig==

ST

Ll
8Z'L
6L
6L
[k}
208
_.N,m\

1001 —

E009

=01y
951

061
Sl

Eea'l

6.0

] f.ﬂfl 5(;:;]‘1)
Fig. S19 '"H NMR spectrum of C4.

8.0

S13



7500

8.58
8.30
8.25
8.25
7.91
7.90
1.39

Vit
l
1

7000

|
!

oPR28 =

o [1.87 =
97
w 208 7
o 18,00
T
g

20 1.5 1.0 10.5 10,0 85 9.0 6 L0 65 &

0
£1 (pp)

Fig. S20 '"H NMR spectrum of CS5.

66 60 4.5 40 35 30 2.5 2.0

o0y N of [~ =
= o OO g — “
o6 = > R |
S ! +5000
+4500
+4000
13500
13000
+2500
12000
+1500
+1000
+500
Al 1
=]
wvi o o0 —_—
b=ty o
cicic o
T T T T T T T T T T T T
13 12 1 10 9 g 7 5 4 3 2 1
£1 (ppm)

Fig. S21 '"H NMR spectrum of C6.

S14



Relative Abundance

N

Relative Abundance

95

85
80
75

65

60

55

45

565.96

564.96

538.05

545.40 548.94

T'o

566.96

568.96

570.96

585.17
Lot

595.3
T

07
501

B.8.8.8

®

@
=3
1

~

g S ()]
ATH T AThiR

o ¢ R8s 53 a3
e P R o P P P B P BT

IN)

0

539.05 |
507.16 510.86 521.17 526.04 536.05 l | 541.05 | |550.93 558.10 562.96
|‘l‘||“"“ 1‘.| L s A ‘I‘L‘ NS II‘ b ‘I ; ‘I‘

510 520 530 540 550 560
m/z

Fig. S22 The ESI-MS of C1.

593.99

594.99

592.9

596.99

562.95 597.99

570

622.03

580.29
T

580

630.97 636.04 639.05

590

o
@

0

556.08 | | | 56595
et b

560 570 580

577.02 580.98
.
e

59099 | [59999 60801 61320
bbb

et
590 600 610
m/z

Fig. S$23 The ESI-MS of C2.

S15

620

630

640



Relative Abundance

Relative Abundance

Relative Abundance

100+

663.45
1
T

672.87 67848
T

685.43

698.05 701.41

718.02
719.02

717.0:

70851 715.02
I |

720.02

722.03
oo
T T T T T T T

736.54 74147
Lot )
LARA RS A

749.89

757.50

W B o o
=3 [= =} (=}
T Terea T T T Tre e

N
=}

=)

0

701.41

708.51 712.07

T
670

680

72253
Il

LS AR N R RARI AR RAS) A RAA
690 700

T
710
m/z

s
720

730

Fig. S24 The ESI-MS of C3.

746.06

745.05

736.54 743.I05
L

747.06

748.05

750.06

740

T
750

792.60

1
760

~
o

N W S 4] =3 ~
=} S (=} =] =3 (=}
v D T T T T Tee T

=)

0

T
710

T
720

635.41 639.41

726.27
Frerprre e
730 740

T
750
m/z

A [ 752.06
]

Fig. S25 The ESI-MS of C4.

650.13 65538 66345
LBARS RARE RARS RARS

667.18

678.09

677.0

675.08
I

679.09

680.09

682.09
\ | 68687 691.86
T T T T T T T

T
780

700.88
T

T
790

708.51
T

T
800

)

T
640

1
T T
650 660

T
670
m/z

680

690

Fig. S26 The ESI-MS of CS5.

S16

700

T
710

720



Relative Abundance

622.02

623.02
621.0:

625.02
576.97
626.03

579.97
572411 11, 58517 5?3|-?9 59918 6?‘7-06 ,, 61320 61902 [ 62803 63604 64398 654.98 657.99 66345
fropesirbio k] e A bty byt

™ 1
0 580 590 600 610 620 630 640 650 660 670
m/z

Fig. S27 The ESI-MS of C6.

S17



