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NMR, HRMS and IR spectra of free ligands and ruthenium complexes 1,2,3 and 4
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INMR Spectrum of Syringaldehyde curcumin

PROTON_01
1H NMR, 400 MHz, AutoX_DB
NM-167
CDCI3
10 Jun 2019
+ m
O:l [=2]
cow
Mm@
T QYoo
RN s
— o~ !
o 0 in 1 &N oo =
[ S N o0 M~ =]
- 0 .
1! J J 1 \I/
q T -ill— _j|{ E'_ S
— M~ — =]
- @ o i ~
T NI T Lt ‘I-‘ T o T T T :-‘ T T T T T T T T
8.0 75 70 6.5 6.0 55 50 45 40 35 3.0 25 2.0 15 1.0 05 0.0
f1 (ppm)
CARBON_01
13C NMR, 100 MHz, AutoX_DB
NM-167
CDCI3
11 Jun 2019
mmm
oo
888
NE=E:"]
=K
NN
~
o Nern 88 S S @
@ S0 gd | |
— FN A 'T HI
! [ ! .
| L1 |

180 170 160 150 140 130 120 110 100 90 80 70 60
f1 (ppm)

50 40 30 20

10

(



NMR Spectrum of complex 1
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2D NMR measurements confirming the structure of complex 1
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NMR of Complex 3
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NMR of Complex 4

18’

1H NMR, 400 MHz,

IL-15fp

PROTON_01
CD30D

AutoX_DB

26 Apr 2021

s9'L
992
€8¢
sge>
608
%R

F95°Z1

940

66°C
+5'S
86'T
£T°C

8b'C
STy
PEV

6£°¢
68'C
00°¢

w0

f1 (ppm)

1H NMR, 400 MHz,

JL-15fp

CARBON_01
CD30D

AutoX_DB

26 Apr 2021

9E'85 ——

99'+0T —~

e
PUSZI
16°52T 7
p1'62T 7
PTBET 7
ozoer

L078FT ——

k68T —

160 150 140I 130 120 110 100 90

80

f1 (ppm)



HR-MS data

Complex 1
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Complex 2

©3Bh31n404Ru: C30 H31 N4 04 Rul pa Chra 1
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Complex 3

c4Thd47ndoBRu: C47 H47 M4 O8 Rul pa Chrg 1
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Complex 4

c43h38nd408Ru: C43 H38 N4 O8 Rul pa Chrg 1
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IR Spectra
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Complex 1
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Complex 3
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Complexes 1 and 2
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Complexes 1 and 3
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Table S1 Eigenvalues provided by the Principal component analysis, based on active variables NF-«B,
FGF-2 and MMP-9, in correlation with IC50 values reflecting cytotoxicity.

Variable Eigenvalue % _total Cl_JmuIatlve Cumulative %
variance Eigenvalue
NF-xB 1.804357 45.10894 1.804357 45.1089
FGF-2 1.331217 33.28042 3.135574 78.3894
MMP-9 0.706521 17.66303 3.842095 96.0524
1Cs0 0.157905 3.94761 4.000000 100.0000

Table S2 Correlation matrix of factor coordinates generated by PCA, corresponding to the variations of
ICso, NF-xB, FGF-2 and MMP-9 in A2780 cells following the time-dependent treatment with the series of
novel synthesized ruthenium complexes 1-4.

Variable Factor 1 Factor 2 Factor 3 Factor 4
NF-«xB 0.764701 0.506585 -0.325586 0.229341
FGF-2 -0.351237 0.881138 -0.241306 -0.204939
MMP-9 -0.630277 -0.387184 -0.668951 0.073109

1Cso 0.836046 -0.385063 -0.307882 -0.240753
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Figure S1 The intracellular activated NF-xB p65 in treated A2780 cells (a) correlates well with FGF-2 secreted
by the cells (nonparametric Spearman correlation coefficient r = 0.4665, p value 0.0398), and (b) increases
inversely proportional to MMP-9 (r = -0.4592, p value 0.0425). As well, it is a significant negative correlation
between (c) the compounds cytotoxicity and FGF-2

(r=-0.5604, p value 0.0290).
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Stability studies of complexes 1-4 in methanol and stock solution (ethanol:water; 1:20)

Complex 1 in methanol

Operator: PCcl19216812\hp

Created: 13. 6. 2022 11:45:22
Spectrophotometer: GENESYS 108 UV-Vis
Serial number: 2L9P364001

Firmware: 4.003

Baseline: 13. 6. 2022 11:45:22
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Complex 2 in Methanol

Operator: PC19216812\hp
Created: 14. 6. 2022 11:55:03
Spectrophotometer: GENESYS 108 UV-Vis
Serial number: 21.9P364001
Firmware: 4,003
Baseline: 14. 6. 2022 11:55:03
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nm
—— JL9a v MeOH 24hod.dsp 7a —— JL9vMeOH R1k10 hod.dsp 4
—— JL9vMeCH 48hod.dsp 2 —— JL9vMeCOH 72hod.dsp 2

21




Complex 3 in Methanol

Operator: PC19216812\hp
Created: 13. 6. 2022 12:06:12
Spectrophotometer: GENESYS 10S UV-Vis
Serial number: 2L.9P364001
Firmware: 4.003
Baseline: 13. 6. 2022 12:06:12
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2
1 t+
200 300 400 500 600 700 800
nm
— JL16 vMeOH R1K10 hod.dsp 5 —— JL16 v MeOH 24hod.dsp 9
——— JL16 vMeOH 48hod.dsp 4 JL16 v MeOH 72hod dsp 4
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Complex 4 in Methanol

Operator: PC19216812\hp
Created: 13. 6. 2022 12:01:46
Spectrophotometer: GENESYS 108 UV-Vis
Serial number: 2L.9P364001

Firmware: 4.003

Baseline: 13. 6. 2022 12:01:46

200 300 400 500 600 700 800

JL15 v MeOH R1k1 O hod.dsp 4 e
— JL15vMeOH 48hod.dsp 3 —

JL15 v MeOH 24hod.dsp 8
JL15 v MeOH 72hod.dsp 3
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Complex 1 in ethanol + water

Operator: PCl19216812\hp

Created: 13. 6. 2022 12:14:49

Spectrophotometer: GENESYS 108 UV-Vis

Serial number: 2L9P364001

Firmware: 4.003

Baseline: 13. 6. 2022 12:14:49
A

200 300 400 500

600 700 800

JL7 v EtOH+H20 48hod.dsp 5

——  JL7¥ vEtOH+H20 0 hod.dsp 6 —

JL7 v EtOH+H20 24 hod.dsp 1
JL7 v EtOH+H20 72hod.dsp 5
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Complex 2 in ethanol + water

Operator: PC19216812\hp
Created: 13. 6. 2022 12:26:36
Spectrophotometer: GENESYS 10S UV-Vis
Serial number: 2L9P364001
Firmware: 4.003
Baseline: 13. 6. 2022 12:26:36
A
06T

0.0 ! ' + ! : ' ' : ! 4
200 300 400 500 600 700 800
nm
—— JL9% vEtOH+H20 O hod.dsp 7a — JL9 v EtOH+H20 24 hod.dsp 2
JL9 v EtOH+H20 48hod.dsp 6 JL9 v EtOH+H20 72hod.dsp 6
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Complex 3 in ethanol + water

Operator: PC19216812\hp
Created: 13. 6. 2022 12:34:22
Spectrophotometer: GENESYS 10Ss UV-Vis
Serial number: 2L9P364001
Firmware: 4,003
Baseline: 13. 6. 2022 12:34:22
A
3 -

+ + + 4 + + + + —— ¥ y 1
200 300 400 500 600 700 800
nm
— JL16 v EtOH+H20 Ohod.dsp 9 — JL16 vEtOH+H20 24hod dsp 5
JL16 v EtOH+H20 48hod.dsp 8 JL16 v EtOH+H20 72hod.dsp 8
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Complex 4 in ethanol + water

Spectrum: JL15 v EtOH+H20 Ohod.dsp
Description: 8
Operator: PCc19216812\hp
Created: 13. 6. 2022 12:30:02
Spectrophotometer: GENESYS 108 UV-Vis
Serial number: 2L9P364001
Firmware: 4.003
Baseline: 13. 6. 2022 12:30:02
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JL15 v EtOH+H20 Chod.dsp 8
JL15 v EtOH+H20 48hod.dsp 7

JL15a v EtOH+H20 24 hod.dsp 4
JL15a v EtOH+H20 72hod.dsp 7a
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