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1. NMR solution spectra of 2,4-dithiouracil
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Fig. S1 1H NMR
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Fig.S2 13C NMR
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Fig. S3 HSQC
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Fig. S4 HMBC
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Fig. S5 1H-1H COSY













2. NMR solution spectra of the Au and Cu complexes 
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Fig.S6 1H NMR of the Au complex
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Fig. S7 1H NMR of the Cu complex
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Fig.S8 HSQC of the Au complex
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Fig.S9 HSQC of the Cu complex













3. ATR and Raman spectra
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Fig.S10 Raman of 2,4-dithiouracil
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Fig.S11 ATR of 2,4-dithiouracil
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Fig. S12 Raman of the Au complex
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Fig. S13 ATR of the Au complex
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Fig. S14 Raman of the Cu complex
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Fig. S15 ATR of the Cu complex


4. NMR solid state spectra of the complexes
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Fig.S16 1H solid state NMR of Au complex

[image: ] Fig.S17 13C CP MAS NMR of Au complex
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Fig.S1813C CPPI MAS NMR of Au complex
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Fig.S19 1H solid state NMR of Cu complex


[image: ]
Fig.S20 13C CP MAS NMR of Cu complex



[image: ]
Fig.S2113C CPPI MAS NMR of Cu complex
image1.png
PL-24DTu

Fo)] [em H‘@ E@
13.64 12.50 7 50
¥

4

e

T T T T T T T T T T
105 95 90 85 80 75 70 65 60
ft (ppm)




image2.png
PL2AOR 5 3 9 sE+08
& & L =
[ [ | I 6408
sE+08
F4E+08
F4E+08
H4E+08
F3E+08
F2E+08
F2E+08
F2E+08
1E+08
SE+07
—-—J——-————L——-—————-———-L—————-—‘——— o
F-sE+07

195 190 185 180 175 170 165 160 155 150 145 140 135 130 125 120 115 110
f1 (pom)




image3.png
PL-24DTu

e

140
[150
F160

Li7o

Ft (ppm)




image4.png
PL-24DTu

mmmk;

{651.1366
.

g2 mn\

—emamang /asunu)

(zsus_s'n\

14

13

F1 (ppm)




image5.png
Fa0

ka5

5.0

r5.5

6.0

(udd) 1y

r6s

70

75

re.s

F9.0

24DTu

4.0

45

50

5.5

6.0

o8

7.0

75

85




image6.png
FSEH06

F4E+06

F4E+06

HE+06

F3E+06

F2E+06

F2E+06

F2E+06

F1E+06

FSE+0S

461 = —

PM-2,4-DTu-Aulll
0(s) K(s)
13.62 1243
AG) )
1413 12.88
L i

L)

1227
M A
RO (]
g 1 g & =
N 33

1




image7.png
PM-2,4-DTu-CullAc

D(s) B () 1(d) H(d)
12.26 10.80 728 581
c) Als) E(m) F(m) K(d)
1243 11.00 8.33 739 545
W ikl i —
vy T L [ Yo
A8 g2 3 RS 3 8
T T T T T T T T T T S
125 us 75 70 60 55

105 95 50 85 80
(ppm)




image8.png
9.0

85 80

7.5

7.0

65 6.0

55 50 45
2 (ppm)

4.0

35

3.0

25

20

Fi (ppm)




image9.png
PM-2,4-DTu-CullAc

‘ (umszvzs_uu}

on mn\

IS N I P I

f1 (ppm)




image10.png
Raman Intensity

2,4-DTu_700mW

3
&
|
354
3
304 |
@
3
|
254
<
8 ‘§
204 |
8 I
15 = &V
2 |1 B
0 2 5] s 7
g 2 &
104 | o 8 s |
| T 8 |
2 |58¥) Fl7 4 g
054 8 ‘\*T\“ | 3 ‘t
\ \\A.MU‘ 8 ‘\‘ I I
00 BN _JuWUY U‘LJWM\__JKJL\_)VN
P S e N e e e :
4000 3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 14[)[) 120[) 1000 800 600 400 200

Wavenumber cm-1




image11.png




image12.png
4-DTU+Aull_300_mW

2,

2062 —

054

T
o

15+

Aysus| uewey

00

1200 1000 800 600 400 200

1400

1600

2400 2200 2000 1800

3800 3600 3400 3200 3000 2800 2600

4000

Wavenumber cm-1




image13.png
2_4_DTu+Au_lll

=158
e
%
KMHHH@
e
B — - T
o —
P— s8zk
= 9z
p——
0¥
_— "
I ———
S = 00l
T T T T T T
o ) 9 o © °
8 8 S 8 2 R

[%] souepiusuel)

1600 1400 1200 1000 800 600

1800

2000

2400 2200
‘Wavenumber cm-1

2800 2600

3600 3400 3200 3000

3800




image14.png
Raman Intensity

2,4-DTU+Cu(ll)_150mW

014

012 4

0.10 4

°
8
L

°
8
L

°
®
|

0.02 4

Tl
0.00 st sttnbiun st sty it L

4000

— 3101
— 3018

= — 2911

|
|
LN T i e

— 978

— 80

3800 3600

3400 3200

3000

2800 2600

2400 2200 2000 1800
Wavenumber cm-1

1

00

1400

1200

1000

800 600




image15.png
PM_2,4-DTU+Cu(lhac

— 29€C

— 8062
— 9662
— 8.0¢

— 98€€

[9%] @ouennwsues]

3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 1200 1000 800 600
‘Wavenumber cm-1

3800




image16.tiff
S0 e—
LEG—
€9 —

leel—





image17.tiff
ber—

69H —
€lel—

€orl—
6°LG)—
6291~
yoLL—

L'68L—

ppm

220 200 180 160 140 120 100 80 60 40 20

240




image18.tiff
N <
[} o -
@ = ai
T T i
T T T T T T T T T T T T T T
240 220 200 180 160 140 120 100 80 60 40 20 -20 ppm




image19.tiff
7.6

—4.6

—29

20

15

10

T
-10 ppm




image20.tiff
Sor—

PO~
€0ct—

8'0G1—
VIS —
L9 —
8¢LL—

ppm

220 200 180 160 140 120 100 80 60 40 20

240




image21.tiff
—172.8
—167.7
40.5

T T T T T T T T T T T T T T T
240 220 200 180 160 140 120 100 80 60 40 20 0 -20 ppm




