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1. Infrared Spectroscopy data
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Figure S1. Infrared spectrum of thiosemicarbazone 1.
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Figure S2. Infrared spectrum of thiosemicarbazone 2.

100

%Transmittance

L

a5 Q3
@

T T

150¢

T T T T
3500 3000 250 2000 0 1000 500

0
Wavenumber (cm-1)

Figure S3. Infrared spectrum of thiosemicarbazone 3.



2. NMR data

'TTRMR (DMSO — d,. 500 MIIz) Water
\N
Ho /
N DMSO
FiC
NH,
E
TMS
TR
B L ..._._‘_1 SO
T Iz
= -
120 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 035 00

Chemical shift (ppm)

Figure S4. 'H NMR spectrum of thiosemicarbazone 1, in DMSO-d¢ solution.

TH NMR (DMSO  d. 500 MHz) Water
\N
HO 7/
N
FiC
NH
s
DMSO
™S
1 \ { |_M>_J -
T W T w
s 2oz oz gz =
— T —— —
120 115 110 105 100 95 90 85 0 75 70 65 G0 55 50 45 40 35 30 25 20 15 10 05 00

Chemical shift (ppm)

Figure S5. 'H NMR spectrum of thiosemicarbazone 2, in DMSO - d¢ solution.
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Figure S6. 'H NMR spectrum of thiosemicarbazone 3, in DMSO - d¢ solution.



'F{'H} NMR (DMSO — &, 376 MHz)
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Figure S7. 9F{'H} NMR spectrum of thiosemicarbazone 1, in DMSO - d¢ solution.
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Figure S8. 19F{1H} NMR spectrum of thiosemicarbazone 2, in DMSO - d¢ solution.
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Figure S9. 19F{'H} NMR spectrum of thiosemicarbazone 3, in DMSO - d¢ solution.



3. Mass spectrometry data
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Figure S10. Negative mode mass spectrum of thiosemicarbazone 1, in acetonitrile solution.
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Figure S11. Negative mode mass spectrum of thiosemicarbazone 2, in acetonitrile solution.
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Figure S12. Negative mode mass spectrum of thiosemicarbazone 3, in acetonitrile solution.



4. Theoretical data
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Figure S13. Calculated IR spectrum on thiosemicarbazone 1.
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Figure S14. Calculated IR spectrum on thiosemicarbazone 2.
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Figure S15. Calculated IR spectrum on thiosemicarbazone 3.
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