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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 '"H NMR spectra

Figure S2: 6a, DMSO-d,, 25 °C, 300 MHz.
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Figure S3: 6b, DMSO-dg, 25 °C, 300 MHz.
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Figure S4: 6¢, DMSO-dg, 25 °C, 300 MHz.
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Figure S5: 9a, DMSO-d,, 25 °C, 300 MHz.
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Figure S6: 9b, DMSO-dg, 25 °C, 300 MHz.
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Figure S7: 9¢, DMSO-dg, 25 °C, 300 MHz.
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Figure S8: 12a, DMSO-dq, 25 °C, 300 MHz.

A

Ao,

JL

|

e

S9



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2010

Figure S9: 12b, DMSO-dg, 25 °C, 300 MHz.
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Figure S10: 13b, DMSO-dg, 25 °C, 300 MHz.
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Figure S11: 18, DMSO-dq, 25 °C, 300 MHz.
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Figure S12: 19, DMSO-dg, 25 °C, 300 MHz.
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Copies of *C NMR spectra

Figure S13: 6¢, DMSO-dg, 25 °C, 75 MHz.
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Figure S14: 9b, DMSO-d,, 25 °C, 75 MHz.
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Figure S15: 12a, DMSO-d, 25 °C, 75 MHz.
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Figure S16: 12b, DMSO-dq, 25 °C, 75 MHz.
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Figure S17: 13b, DMSO-dq, 25 °C, 75 MHz.
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Figure S18: 18, DMSO-dq, 25 °C, 75 MHz.
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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 um 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 H,O and B is 0.1% formic acid in CHsCN at a

flow rate of 0.4 mL/min).
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