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Figure S1.'H- and *C-NMR spectra of compound 3

S1

4000



O wn M 0 WO aQ ~
O © (== MM [eXe]
g T T T o™ —
v N ~ S
OH
WO o
OH °
(o] - o)
HO
OH
5
]
1
|
]
T i 5
8 S4 & & &
o o oo o
T T Lp T . T T T T T T T T T T T L T b T T T T T i T T T T
50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06
f1 (ppm)
£3 R : ¢ =sg 8 )
585 & = Py €I ¥ s
\ | I N4 I 5000
4500
OH +4000
\/YO . H
°
[¢] - 0
HO 3500
OH
5
3000
2500
2000
1500
1000
]
1
] ]
‘ . | +500
|
,L‘ L._JL R— —— " l - e
ade madad LA (e anlle gl it ! L La ot Vi e
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

Figure S2. 'H- and *C-NMR spectra of compound 5.
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Figure S3.'H- and 3C-NMR spectra of compound 8c.
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Figure S4. ESI-MS spectra of the reaction mixtures of the esterification of 2 performed with 16
equivalents of 4 (reaction stopped after 3 hours)
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Figure S5. (a) '"H NMR (selected data) of the reaction mixture performed with equimolar amounts of 2 and 4
after 4 hours. (b) '"H NMR (selected data) of the reaction mixture performed with 2 equivalents of 4 after 3.5
hours. (c) "HNMR (selected data) of the reaction mixture performed with 3 equivalents of 4 after 3 hours.
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Figure S6. 'H-NMR analyses (selected data) for the time course study of the esterification of 2
performed with 2 equivalents of 4
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Column: Zorbax SB-C18 150 x 4.6 mm

Flow rate: 1 mL/min,

Mobile phase: water/acetonitrile {or ethanol} + 0.05% formic acid

Acetonitrile {or ethanol} gradient: i} isocratic at 1% for 4 min; ii} from 1% to 20% in 3G min; iii}) washing at 90%.

Figure S7. HPLC chromatogram of the esterification of 2 performed with 2 equivalents of 4
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