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1H and 13C NMR Spectra 

 
1H NMR (400 MHz, DMSO-d6) of 1a 
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13C NMR (101 MHz, DMSO- d6) of 1a 

 
1H NMR (400 MHz, DMSO-d6) of 1b 
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13C NMR (101 MHz, DMSO-d6) of 1b 

 
1H NMR (400 MHz, DMSO-d6) of 1c 
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13C NMR (101 MHz, DMSO-d6) of 1c 

 
1H NMR (400 MHz, DMSO-d6) of 1d 
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13C NMR (101 MHz, DMSO-d6) of 1d 

 
1H NMR (700 MHz, DMSO-d6) of 1e 

 

 
13C NMR (176 MHz, DMSO-d6) of 1e 
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1H NMR (400 MHz, DMSO-d6) of 2a 

 

 
13C NMR (101 MHz, DMSO-d6 of 2a 
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1H NMR (400 MHz, DMSO-d6) of 2b 

 

 
13C NMR (101 MHz, DMSO-d6) of 2b 



S10 

 
1H NMR (400 MHz, DMSO-d6) of 2c 

 

 

 
13C NMR (101 MHz, DMSO-d6) of 2c 
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1H NMR (500 MHz, DMSO-d6)  of 3a 

 

 

 
13C NMR (126 MHz, DMSO-d6 of 3a 
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1H NMR (400 MHz, DMSO-d6) of 3b 

 

 
13C NMR (176 MHz, DMSO-d6) of 3b 
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1H NMR (400 MHz, DMSO-d6) of 3c 

 

 

 
13C NMR (126 MHz, DMSO-d6) of 3c 
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1H NMR (400 MHz, DMSO-d6) of 3d 

 

 

 
13C NMR (126 MHz, DMSO-d6) of 3d 
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1H NMR (400 MHz, DMSO-d6) of 3e 

 

 

 
13C NMR (126 MHz, DMSO-d6) of 3e 
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1H NMR (400 MHz, DMSO-d6) of 3f 

 

 

 
13C NMR (126 MHz, DMSO-d6 of 3f 
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Exact Mass analysis 

 

Exact mass spectrum of 1a 

 

 

Exact mass spectrum of 1b 

 

 

Exact mass spectrum of 1c 
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Exact mass spectrum of 1d 

 

 

Exact mass spectrum of 1e 

 

 

Exact mass spectrum of 2a 
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Exact mass spectrum of 2b 

 

 

Exact mass spectrum of 2c 

 

 

Exact mass spectrum of 3a 
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Exact mass spectrum of 3b 

 

 

Exact mass spectrum of 3c 

 

 

Exact mass spectrum of 3d 
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Exact mass spectrum of 3e 

 

 

Exact mass spectrum of 3f 
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Determination of the purity of diiminoguanidines 

 

LCMS chromatogram of 1a 

 

 

LCMS chromatogram of 1b 

 

 

LCMS chromatogram of 1c 
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LCMS chromatogram of 1d 

 

 

LCMS Spectrum of 1e 

 

 

LCMS chromatogram of 2a 
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LCMS chromatogram of 2b 

 

 

LCMS chromatogram of 2c 

 

 

LCMS chromatogram of 3a 
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LCMS chromatogram of 3b 

 

 

LCMS chromatogram of 3c 

 

 

LCMS chromatogram of 3d 
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LCMS chromatogram of 3e 

 

 

LCMS chromatogram of 3f 
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Biological tests and IC50 determination 
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Selectivity indexes on PANC1 cancer cells 
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Excitation and emission spectra of diiminoguanidines 
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To ensure that the fluorescence diiminoguanidines can be visualised with a fluorescence microscopy 
GFP filter (λexc= 350 nm, λem = 500 nm), their fluorescence spectra were recorded with λexc= 350nm. All 
diiminoguanidines had a fluorescence maximum of intensity in the range of 500 – 550 nm. 

 

Fluorescence spectra of diiminoguanidines 1a-3f (λexc = 450 nm) 

 

 

 

!"" #"" $"" %""
"

&"""

!"""

$"""

'(F*+*I-./01I23

4+
56
7*
89
*I
9*
0:I
.*
I8
;.<

(=
5=

!"
!#
!$

!%
!&

'"
'#

'$
("
(#
($
(&
(%
()



S32 

Stability assays 

Stability was confirmed by UV-Vis. Compounds were stirred in PBS + 4% DMSO at 37°C for 3 days, and 
spectra were recorded everyday. 
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Confocal microscopy images 

 
1a rP = 0.92 ; 1b rP = 0.97 ; 1c rP = 0.94; 1d rP = 0.92; 1e rP = 0.95; 2a rP = 0.89; 2b rP = 0.89; 2c rP = 0.94; 3a rP = 0.93; 
3b rP = 0.93; 3c rP = 0.92; 3d rP = 0.92; 3e rP = 0.96; 3f rP = 0.90). Scale: 0.2cm=20μm. 


