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Table S1. Full assignment of protons and "Jy i couplings for 2“

g
HSOAT\J “O\ ) Me Hea 3 O
Hs OHH Hre T 'l:e HHSH;Mea
3
O(in ppm)  proton splitting” "Juu (in Hz)
(# protons)
1.28-1.35 Me2,Me3 m (6H) -
157 H3a m (1H) -
1.95 Mel s (3H) -
195206  Hya m (1H) -
225 Hye m (1H) -
254263  Hoe m (1H) -
2.67 Me4 s (3H) -

3.20-3.32 H2s¢, H4s* m (2H) -
335344  H3sSH5S  m(2H) -

3.59-3.67 H6s° m (1H) -
3.84-3.90 H6s° m (1H) -

4.17 Ha3 q (1H) 3JHa3,Me3=7~3
424 Ho2 q (1H) =12
453 His d (1H) 2 Tttsrs—1-9
4.61 HB ‘t’ (1H) Jip 8.8
7.52-7.59¢  NH4 m (1H)? =
7.72¢ NH3¢ d (1H)° 3 i 105=6.7
8.37¢ NH2¢ d (1H)® 3 i pa2=5.6
8.87¢ NH1¢ s (1H)* =

“Data extracted from 1D "H NMR experiment carried out in D,O (20 °C, pH = 5.2) at 400 MHz.

bs = singlet, d = doublet, q = quartet, m = multiplet.

“Letter ‘s’ makes reference to sugar moiety.

?Data extracted from 1D '"H NMR experiment carried out in H,0/D,0 (9/1) (20 °C, pH = 5.2) at 400 MHz.
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Figure S1. Sections of the 800 ms 2D NOESY spectra (400 MHz) in H,O/D,0O (9:1) at 25

°C and pH = 4.90 of compound 2.
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