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Figure S1. Mass spectrum of artemisinin-deoxyadenosine reaction products at 0.7 minutes (A), 

0.8 mins (B), 0.9mins (C), 1.1mins (D) and 1.2 mins (E).  

 

 

 

Table S1. Identification of mass fragments of artemisinin-deoxyadenosine reaction products. 

(Repeated values indicated by asterisk*) 
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Retention 

time (min) 

Main mass fragments (m/z) 

 

Identification 

0.7 251, 281, 337, 353, 399 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 337 at N1 

 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 353 at N1 

 

0.9 251*, 307*, 337* and 353* 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 353 at N6 
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1.1  251*, 283, 337*, 353*, 587 

 

Dimer being formed  

Artemisinin formed dimer 

with itself.  

 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 337 at N7 

 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 353 at N7 

 

 

 

 

 

 

 

 

 

 

Artemisinin 587 Dimer 



1.2 251*, 209, 237, 337* and, 

353* 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 337 at N9 

 

 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 353 at N9 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

   

 

 

 

 

   

 

 

 

 

 

 

 

 

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2. Mass spectrum of artemisinin-deoxyadenosine- 𝐹𝑒2+ at 0.8mins (A), 0.9mins (B), 

1.2mins (C), 1.4 (D), and 1.8 (E).  

 

 

 

 

Table S2. Identification of mass fragments of artemisinin-deoxyadenosine- 𝐹𝑒2+ reaction 

products. (Repeated values indicated by asterisk*) 
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Identification 

0.8 252, 283,305, 337, 423, 587 

and 619 

 

 

 

 

 

 

 

 

 

Deoxyadenosine 252       

 

 

 

 

 

 

 

Artemisinin 283 

 

 

 

 

 

 

 

Artemisinin 305            

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 337 



O

O

O

OO

H

HH

O

O

O

OO

H

HH

+Na

 

 

 

 

 

 

 

 

Artemisinin 587 

 

 

 

0.9 209, 237, 277, 293, 305*, 

321, 411, and 531 

 

 

 

 

 

 

1.2 277*, 321*, 337*, 346 and 

353 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

           Artemisinin + Deoxyadenosine 353 



O

O

O

O

H

H

O

O

O

O

O

H

H

H

N

N
N

N

NH2

O

OH

HO

N

N
N

N

NH2

O

OH

HO

1.9 247, 251, 265, 283*, 305*, 

328 and 587* 

 

 

 

 

 

 

 

 

 

 

 

Deoxyadenosine 247 

 

 

 

 

 

 

 

                       Deoxyadenosine 251 

 

 

 

 

 

 

 

Artemisinin 265 [M+H-H2O]+ 

 

 

 

 

 

 

 

 

 

 

Artemisinin + Deoxyadenosine 328 

 



 

 

 

  

  

 

 

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

Figure S3. Mass spectrum of artemisinin-deoxycytidine reaction products at 1.2 minutes (A), 

1.4 mins (B), 1.8 mins (C), 3.1 mins (D), and 3.6 mins (E).   
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Figure S4. Possible mechanism of deoxycytidine (dC) alkylation on the N3, N4, and 2O 

positions by Artemisinin (ART) under temperature control.  
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Figure S5. Mass spectrum of artemisinin-deoxycytidine- 𝐹𝑒2+ at 0.8mins (A), 0.9mins (B), 

1.2mins (C), 1.3 mins (D), 1.4 (E), 1.8 (F), 2.1 (G), 3.1 (H) and 3.6 (I).  
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