Synthesis of 3C3-B6 vitamers labelled at three
consecutive positions starting from *Cs-propionic acid
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NMR spectra of new compounds
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S1. 'H spectrum of ethyl 2-bromo)(**Cs)propionate



2061 — -3
o

0917~ 3 [N r

9617~

24
frdhs AN Fere

mm.mm/ STt 4
2zor L] TN _ T b
om.ovW s = =
98°0% ST
€5°T
bS'T = Fovt
L g SS'T L

¥8'T
S8'T —_
S8'T
98'T
98’1 L
88T

€179 — -

LTy
8T'v
8Tt
6T'v
6T'v
[\Ia4
L1474
1144
wy
jxad
jxad
jxad
iz4a4
rad
(743
Uy

!

T
80

T
90

Chemical Shift (ppm)
T
4.0

= WNQ 4

T
100

1753
8L'v
6LV
08t
8
[4:a4
£8'v
80°'S
oT's

T
110

T
120

o1’s
s
[4A%]
E€T'S
v1'S

§2. BC spectrum of ethyl 2-bromo)(*Cs)propionate
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S3. 'H spectrum of ethyl 2-(1,3-dioxoisoindolin-2-y1)(**Cs)propionate
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S4. 3C spectrum of ethyl 2-(1,3-dioxoisoindolin-2-yl)(*Cs)propionate
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S5. 'H spectrum of ('3Cs)alanine hydrochloride
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S6. 3C spectrum of (**Cs)alanine hydrochloride
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S7. 'H spectrum of butyl (*Cs)alaninate hydrochloride
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§8. 13C spectrum of butyl (**Cs)alaninate hydrochloride
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S9. 'H spectrum of butyl-N-formyl-(**Cs)alaninate



B6LET —
S9°8T
99'8T
66'8T
00’61
€0'6T
LT°6T
LT°6T

§9°0¢ \

£9°0€

859
£6'9% W
6T°LY
vS'LY \

€459
vL'S9
SL°89

94’59

09T v

PP 09T

;sun
£8°2LT

[4% A3 \

PIELT

CH,

100
Chemical Shift (ppm)

90

180 170 160 150 140 130 120 110

90

§10. 3C spectrum of butyl-N-formyl-(*Cs)alaninate
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S11. 'H spectrum of 5-butoxy-4-(**Ci)methyl(4,5-*C2)oxazole
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§12. 3C spectrum of 5-butoxy-4-(1*Ci)methyl(4,5-3C2)oxazole
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$13. 'H spectrum of 2-(3Ci)methyl-3-hydroxy-4,5-epoxydimethyl(2,3-°C2)pyridine
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$14. 13C spectrum of 2-('3Ci)methyl-3-hydroxy-4,5-epoxydimethyl(2,3-3C2)pyridine
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$15. 'H spectrum of (*Cs)pyridoxine
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§16. 3C spectrum of (1*Cs)pyridoxine
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$17.'H spectrum of (3Cs)N-(pyridoxylidene)methylamine
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§18. 13C spectrum of (*Cs)N-(pyridoxylidene)methylamine
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$19.'H spectrum of (*Cs)pyridoxal
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§20. 13C spectrum of (1*Cs)pyridoxal
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$21. 'H spectrum of (*Cs)N-(pyridoxylidene)hydroxylamine
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§22. 3C spectrum of (*Cs)N-(pyridoxylidene)hydroxylamine
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§23.'H spectrum of (*Cs)pyridoxamine
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§24. 3C spectrum of (*Cs)pyridoxamine
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