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Figure S1. Overlays of Neu5Ac2en (1) (C atoms: cyan) and NeuS5Ac9Ns2en (3), Neu5Gc9Ns2en (4),
or Neu5AcN39N3s2en (5) (Compounds 3-5, C atoms: green) in the crystal structures of human NEU2
(A) and V. cholerae sialidase (B). The surfaces of proteins are colored according to the electrostatic
potential. Positive potentials are shown in blue, negative potentials are in red, and neutral potentials are
in white.
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'H NMR spectrum of NeuSAc9Ns2en (3)
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13C NMR spectrum of Neu5Ac9Ns2en (3)
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'H NMR spectrum of Neu5Gc9Ns2en (4)
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13C NMR spectrum of Neu5Gc9Ns2en (4)
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'H NMR spectrum of NeuSAcN39Ns2en (5)
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13C NMR spectrum of Neu5AcN39Ns2en (5)
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'H NMR spectrum of NeuSAc90Me2en (6)

T T T T T T T T T T T T T T T

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0
f1 (ppm)

/ /// //

- - - N - N [ [

—— T —————————————
58 57 56 55 54 53 52 51 50 49 48 47 46 45 44 43 42 41 40 f:{? 3.)8 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 20
ppm

S9



13C NMR spectrum of NeuSAc90Me2en (6)
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'H NMR spectrum of NeuSAcONPro2en (7)
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13C NMR spectrum of Neu5AcONPro2en (7)
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