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Synthesis schemes for studied analogs
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Scheme S1 Synthetic route for 5-selenocyanato-2’-deoxyuridine.

N

O

OH

OH

NH

O

O

O

S OO

CF3

N

O

OH OH

NH

O

O

OH

N

O

OH OH

NH

O

O N-phenyl-bis
(trifluoromethanesulfonimide)

Br2, H2O, 
pyridine

Scheme S2 Synthetic route for 5-trifluoromethanesulfonyl-2’-deoxyuridine.
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Scheme S3 Synthetic route for 1,3-dimethyl-5-trifluoromethanesulfonyluracil.
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Scheme S4 Synthetic route for 5-cyanomethyluracil.
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Identification of radiolysis products for 5-selenocyanato-2’-deoxyuridine 

(SeCNdU)

Fig. S1 MS/MS spectrum (in negative ionization mode) of SeCNdU and ion identities.
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Fig. S2 MS/MS spectrum (in negative ionization mode) of dU-Se-Se-dU and ion identities.

Fig. S3 MS/MS spectrum (in negative ionization mode) of SeO2HdU and ion identities.
*This fragmentation may result from the possible [2,3]-sigmatropic rearrangement for α,β-unsaturated selenoorganic 

compounds [A. Nakamura and M. Nakada, Synthesis, 2013, 45, 1421–1451].
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Identification of radiolysis products for 5-trifluoromethanesulfonyl-2’-

deoxyuridine (OTfdU)

Fig. S4 MS/MS spectrum (in negative ionization mode) of OTfdU and ion identities.
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Fig. S5 MS/MS spectrum (in negative ionization mode) of dU and ion identities.

Fig. S6 MS/MS spectrum (in negative ionization mode) of OHdU and ion identities.
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NMR spectra of synthesized analogs

Fig. S7 1H NMR spectrum of SeCNdU.
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Fig. S8 13C NMR spectrum of SeCNdU.
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Fig. S9 1H NMR spectrum of OTfdU.
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Fig. S10 13C NMR spectrum of OTfdU.
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Fig. S11 13C NMR spectrum of OTfDMU.
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Fig. S12 1H NMR spectrum of OTfDMU.
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Fig. S13 1H NMR spectrum of CH2CNU.

Fig. S14 13C NMR NMR spectrum of CH2CNU.


