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                   *         |         *         |         *         |            
TK2     : ------------------------------MGAFCQRPSSDKEQEKEKKSVICVEGNIAGGKTTC :  35 
Dm-dNK  : -----------------------------MAEAASCARKGTKYAEGTQPFTVLIEGNIGSGKTTY :  36 
HSV1-TK : MASYPCHQHASAFDQAARSRGHNNRRTALRPRRQQEATEVRPEQKMPTLLRVYIDGPHGMGKTTT :  65 
                                                                                  
                                                                                  
              *         |         *         |         *         |         *       
TK2     : LEFFSNAT---DVEVLTEPVSKWRNVRGHNPLGLMYHDA-------------SRWGLTLQTYVQ- :  83 
Dm-dNK  : LNHFEKYKN--DICLLTEPVEKWRNVNGVNLLELMYKDP-------------KKWAMPFQSYVT- :  85 
HSV1-TK : TQLLVALGSRDDIVYVPEPMTYWRVLGASETIANIYTTQHRLDQGEISAGDAAVVMTSAQITMGM : 130 
                                                                                  
                                                                                  
                   |         *         |         *         |         *            
TK2     : -LTMLDRHTRPQV------------SSVRLMERSIHSARYIFVENLYRSGKMPEVDYVVLSEWFD : 135 
Dm-dNK  : -LTMLQSHTAPTN------------KKLKIMERSIFSARYCFVENMRRNGSLEQGMYNTLEEWYK : 137 
HSV1-TK : PYAVTDAVLAPHIGGEAGSSHAPPPALTLIFDRHPIAALLCYPAARYLMGSMTPQAVLAFVAL-- : 193 
                                                                                  
                                                                                  
              |         *         |         *         |         *         |       
TK2     : WILRNMDVSVDLI---VYLRTNPETCYQ-RLKKRCREEEKVIPLEYLEAIHHLHEEWLIKGSLF- : 195 
Dm-dNK  : FIEESIHVQADLI---IYLRTSPEV-AYERIRQRARSEESCVPLKYLQELHELHEDWLIHQRRP- : 197 
HSV1-TK : -IPP------TLPGTNIVLGALPEDRHIDRLAKRQRPGER-LDLAMLAAIRRVYG-LLANTVRYL : 249 
                                                                                  
                                                                                  
                   *         |         *         |         *         |            
TK2     : ----------------------------------------------------------------- :   - 
Dm-dNK  : ----------------------------------------------------------------- :   - 
HSV1-TK : QCGGSWREDWGQLSGTAVPPQGAEPQSNAGPRPHIGDTLFTLFRAPELLAPNGDLYNVFAWALDV : 314 
                                                                                  
                                                                                 
              *         |         *         |         *         |                
TK2     : ------PMAAPVLVIEADHHMERMLELFEQNRDRILTPENRKHCP-------------------  : 234 
Dm-dNK  : -------QSCKVLVLDADLNLENIGTEYQRSESSIFDAISSNQQPSPVLVSPSKRQRVAR----  : 250 
HSV1-TK : LAKRLRSMHVFILDYDQSPAGC--RDALLQLTSGMVQTHVTTPGSIPTICDLARTFAREMGEAN  : 376 

 

Fig. S1. Sequence alignment of TK2 with Dm-dNK and HSV-1 TK. Black boxes indicate 

completely conserved amino acid residues while gray boxes indicate semi-conserved. TK2 

and Dm-dNK have approximately 55 % sequence homology whereas TK2 and HSV-1 TK 

have approximately 20 % sequence homology.  

 

 

 

 

 

Copies of 1H NMR spectra  

Figure S2: 6a, DMSO-d6, 25 °C, 300 MHz. 
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Figure S3: 6b, DMSO-d6, 25 °C, 300 MHz. 
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Figure S4: 6c, DMSO-d6, 25 °C, 300 MHz. 
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Figure S5: 9a, DMSO-d6, 25 °C, 300 MHz. 
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Figure S6: 9b, DMSO-d6, 25 °C, 300 MHz. 
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Figure S7: 9c, DMSO-d6, 25 °C, 300 MHz. 
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Figure S8: 12a, DMSO-d6, 25 °C, 300 MHz. 
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Figure S9: 12b, DMSO-d6, 25 °C, 300 MHz. 
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Figure S10: 13b, DMSO-d6, 25 °C, 300 MHz. 
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Figure S11: 18, DMSO-d6, 25 °C, 300 MHz. 
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Figure S12: 19, DMSO-d6, 25 °C, 300 MHz. 
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Copies of 13C NMR spectra  

Figure S13: 6c, DMSO-d6, 25 °C, 75 MHz. 
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Figure S14: 9b, DMSO-d6, 25 °C, 75 MHz. 
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Figure S15: 12a, DMSO-d6, 25 °C, 75 MHz. 
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Figure S16: 12b, DMSO-d6, 25 °C, 75 MHz. 
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Figure S17: 13b, DMSO-d6, 25 °C, 75 MHz. 
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Figure S18: 18, DMSO-d6, 25 °C, 75 MHz. 
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S20 

 

The purity of the final analogues was assessed by HPLC and PDA detection (190-400 nm) using a 

reverse phase column (Phenomenex Luna 3.0 μm C18, 100 x 2.00 mm) with a linear gradient of 
10−100% B over 9 min, where A is 0.1% formic acid in H2O and B is 0.1% formic acid in CH3CN at a 
flow rate of 0.4 mL/min).  
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