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1. Optimization of reaction conditions 

Table S1. Optimization of reaction conditions of 5-FU and bromopropyne 

 
Ratio of bromopropyne and 5-FU Reaction time (d) Yield of 6 (%)a,b 

0.5:1 2 13 

1:1 2 23 

1.5:1 2 50 

2:1 2 74 

2.5:1 2 81 

2:1 0.5 65 

2:1 1 71 

2:1 3 81 

2:1 4 82 
a characterization of compound 6: colorless needle crystal, mp 97–98°C [lit1 96.3-97.8°C]; IR (KBr) cm–1: 3200, 

3098, 2832, 1758, 1700, 1289, 1153, 903, 842; 1H NMR (600 MHz, DMSO-d6) δ 8.29 (d, J = 6.6 Hz, 1H, ArH), 4.563 

(d, J = 2.4 Hz, 2H, N-CH2-C), 4.556 (d, J = 2.4 Hz, 2H, N-CH2-C), 3.50 (t, J = 2.4 Hz, 1H, C≡CH), 3.20 (t, J = 2.4 Hz, 1H, 

C≡CH).; 13C NMR (150 MHz, DMSO-d6) δ 156.3 (d, J = 27.2 Hz), 148.9, 139.6 (d, J = 227.4 Hz), 128.8 (d, J = 33.8 Hz), 

78.8, 78.3, 77.0, 74.0, 38.7, 31.2. 
b no compound 2 was detected by 1H NMR characterization. 

 

 

 



General Papers ARKIVOC 2022, ix, S1-S20 

Page S3 ©AUTHOR(S) 

2. Copies of 1H and 13C NMR spectra 

1H NMR spectra of 1-propargyl-3H-5-FU (2) 

 

13C NMR spectra of 1-propargyl-3H-5-FU (2) 
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1H NMR spectra of 1-allyl-5-Fu (4) 

 
13C NMR spectra of 1-allyl-5-Fu (4) 
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1H NMR spectra of 3-allyl-5-Fu (5) 

 
13C NMR spectra of 3-allyl-5-Fu (5) 
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1H NMR spectra of 1-propargyl-3-propargyl-5-FU (6) 

 
13C NMR spectra of 1-propargyl-3-propargyl-5-FU (6) 

 



General Papers ARKIVOC 2022, ix, S1-S20 

Page S7 ©AUTHOR(S) 

1H NMR spectra of 3-propargyl-5-Fu (7) 

 
13C NMR spectra of 3-propargyl-5-Fu (7) 
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1H NMR spectra of 1-N-Boc-3-N-Boc-5-FU (8) 

 
13C NMR spectra of 1-N-Boc-3-N-Boc-5-FU (8) 
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1H NMR spectra of 3-N-Boc-1H-5-FU (9) 

 
13C NMR spectra of 3-N-Boc-1H-5-FU (9) 
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1H NMR spectra of 3-N-Boc-1-propargyl-5-FU (10) 

 
13C NMR spectra of 3-N-Boc-1-propargyl-5-FU (10) 
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1H NMR spectra of 1-N-Boc-3H-5-FU (11) 

 
13C NMR spectra of 1-N-Boc-3H-5-FU (11) 
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1H NMR spectra of 1-N-Boc-3-propargyl-5-FU (12) 

 
13C NMR spectra of 1-N-Boc-3-propargyl-5-FU (12) 
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1H NMR spectra of 1-N-Boc-3-allyl-5-FU (13) 

 
13C NMR spectra of 1-N-Boc-3-allyl-5-FU (13) 
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1H NMR spectra of 3-N-Boc-1-allyl-5-FU (14) 

 

13C NMR spectra of 3-N-Boc-1-allyl-5-FU (14) 
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3. HRMS spectral data 

HRMS spectra of 1-propargyl-5-Fu(2) 

 
 

HRMS spectra of 3-allyl-5-Fu(5) 
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HRMS spectra of 3-propargyl-5-Fu(7) 

 

 

 

 

HRMS spectra of 1,3-diBoc-5-Fu(8) 
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HRMS spectra of 3-Boc-5-Fu(9) 

 
 

 

 

 

 

HRMS spectra of 1-propargyl-3-Boc-5-Fu(10) 
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HRMS spectra of 1-Boc-3-propargyl-5-Fu(12) 

 

 

 

 

 

HRMS spectra of 1-Boc-3-allyl-5-Fu(13) 
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HRMS spectra of 1-allyl-3-Boc-5-Fu(14) 
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