SUPPORTING INFORMATION

A concise stereoselective synthesis of orthogonally protected lanthionine and S-
methyllanthionine derivatives
Steven L. Cobb and John C. Vederas*
Department of Chemistry, University of Alberta, Edmonton, AB, Canada, T6G 2N§

"H NMR and "*C NMR spectra for compounds reported.
"H NMR purity determination of 19a and 19b.
"H NMR purity determination of 20a and 20b.



/_\OI
Lo /—j/ _”hnI 1
(o]

eqod 3600% ‘D 0°LZ = dme3 TWAIOW <- D 0'LZ Gwe3 ‘(W3d Grz'z B eEOlece ‘3xe § 'O O3 ‘3eI) OTA OF OT FEX 00F



09 o8 00T 0zt oFT 091 08T

600" BT

//ﬂ\nvI
osoJ\/zf 10
I3

LEO"69T

STL 8BS
682799

eqoxd =BOOPE ‘D 0'LZ = dWe3 [WNIOE <- D 0°(Z due3 ‘(wdd (L0'(C @ SUOIESW {T O3 ‘JeI) OFA UBY CID AT MM 00T



L' .
" - 80'Z
) ¢ e ]
T ¢ . n w h
— 1 — 1 1 — 1 1 1 1 1 _ _ _
i <— iﬂ — . 24
j f i % %
=]
s_o{ “N-8nd
o]

9030 1600M ‘D 0°L = w83 TWNI0W <- D 0°iz dwey ‘(wid sz'( @ (196D O3 ‘3&3) (16D ©F QT HEK OO



09 o8 00T 0zt oFT 09T 08T

H

//J\‘AV
=l .
5_04\, -and
o}

£9% 18
ozr*zs

LET"SS

9L8°BST
TLYELY

9SC ILT

000" Lt

959719 —
6LE"Z9
et eL

€89°9L

888° €I
6Py 62T

oqoad x600¥e ‘D 0° LT = dEe3 (YR3OS <- D ‘L2 dwe3 ‘(mdd 0Ll 3 £10aD ©3 ‘3Ox) £10aD UY £ID OT MM 00T



mn'e 861
00 *"'s
ey ey pdy ey ey

OH

8
EO/‘\«lemsﬁ
H

oqo3d 360008 ‘D 0'LZ = GEe3 TWNIOE < D 0T dmey ‘(wdd 92 L @ CTIAD ©3 “3&3) (TIAD ©F AT MM 00



[/}4 o¥ 09 08 00T 0zt oFT 09T 08T
1 1 1 * 1 1 1 1 %
2 5
- g
- L3 “
“ ~
w
a
¢
ssa s 3
sei 83 484
o
2 -
-
B
-
@ ]
2 »
>
s
OH
8nNo .
1 ‘N-8N\d
H
(o]

oqoad x600¥e ‘D 0° LT = dEe3 (YR3OS <- D ‘L2 dwe3 ‘(mdd 0Ll 3 £10aD ©3 ‘3Ox) £10aD UY £ID OT MM 00T



OH
=]
S_OJ_\hzlmsE

il o

oqo3d 16009 ‘D 0'LT = SEe3 TWNIOE < D O°LT dmey ‘(wdd 92 L @ S e



wdd 0z o¥ 09 08 00T 0zr o%T 09T 08T

3 &
o | o m
Mw.u.. m w
o o @
s % =
-
w
w
| 2
B8Rz
Lew ok
“MGD ®
CH
J
ano .
1 N-8WNd - -
I - »
(0] b m
3
~ ~

oqoad x600ye ‘D 0° LT = dEe3 (N3O <- D 0'(Z dwe3 ‘(mdd 0 (L 3 £10aD ©3 ‘3Ox) £1DaD UT £ID AT MM 00T



JOH
8
s_o/:U/z-ms&
i

oqoxd 36000 ‘D 0°LT = GWe3 TWNION < D O0°LZ dwey ‘(wdd 92°¢ @ CTOAD ©3F “3&X) (TIAD ®F AT *EK 000

10



B8N0

¥6Z6T

N-8Nd

T

£88°1S

7567 15—

9L8 88T
TLOTPLT

POT TET

000" LL

606'L9—
£89°9L
e Le—

050749

BI8°ETT

ZIS" 62T

oqoad x600¥E ‘D 0° (T = dEe3 [NIOW <- D 02 dwe3 ‘(udd 0° (L @ £1DQD ©3 ‘FOx) £10aD UY CID AT MM 00T

11



00'T  96°9 z6°T
o't 00'T -
Py e ey e e

€ v s 9 L

OH
=]
EOJMZ\mEQ

I

TrlFr N

oqo3d 36009 ‘D 0°LZ = W3 TWNION <- D 0°LZ dwe3 ‘(wdd 92°L @ CTIAD ©3 “3&I) CTOAD ®F AT BEK 00F

12



T08°8T

OH
=]
S_Oszlm_z&

z

T88°1S

QET"ZS

teerss—

6987°8ST

PYIELT

OLP TET

zZT S
651°L9

000" L&

£89°9L
et

LYBTETT
LTS 6ZT

oqoad x600¥e ‘D 0°LZ = dEe3 [YN3OW <- D 0'(Z dwe3 ‘(mdd 0t (L @ £1DQD ©3 ‘FOx) £1DaD UY £ID AT MM 00T

13



60°¢E so'te 61
0L §6°0 0wz
ey ey by oty by gl
T z € S 9 L
1 1 | PR T PR S S T | P | PR S SR T T
r T - 5: ~ ._. a _ _
- L~ — Rl \\‘ \\!
—
-

oqo3d 360098 ‘D 0'LZ = GEe3 TWNIOE < D 0T dmey ‘(wdd 92 L @ CTIAD ©3 “3&X) (TIAD ©F AT 2NN 00

14



wdd 0z o¥ 09 08 00T 0zTY (1124 09T 08T
| | |
Y Y =\ T R Aw
I & =
5 » o
s
8 .
) sgg ¢ :
g% s
» -
-~
< 3
P
1
O/m\\o
i) _ ‘Z\ oo - =
0y .' .o
0 GNd = 3
- w

oqoad x6ogse ‘D 0°LZ = dEe3 (Un3aw <- D 0'(e dme3 ‘(mdd 0 (L B £1DGD ©3 ‘JOx) £1IAD U £ID AT MM 00T

15



" otz 00z
00"t wz 20°E
A e ] iy e
€ v s 9 L 8

IR L )

i:\\ I J

0q03d 36000 ‘D 0°LZ = N3 TWNION < D 0°LZ ey ‘(wdd 92° ¢ @ CTIAD O3 *3&3) (TIAD ®F AT *EM 0OF

16



O/w\\o
=] A
SJNF_. °

O  8wd

876y

€I0"ES —

B6T°SS

09 08 00T 0zt oFT 09T 08T

LS8 LS

000" L&
L
TezUset
LOB76ST
99z 891

189°9L
Lie

9Lz Ly

STT PIT
88ST0ET

oqoad x6ogse ‘D 0°LZ = dEe3 (UN3aw <- D 0'(e dme3 ‘(mdd 0Ll B £10GD ©3 ‘3Ox) £1IAD U £ID AT MM 00T

17



or'g e oz
96°0 602 661
by pley o | i iy
T z € v S 9 L

oqoxd 36009 ‘D 0°LT = GWe3 THNION < D O°LZ dwey ‘(wdd 92°¢ @ CTOAD ©3F “383) (TIAD ®F AT MM 000

18



0z o¥ 09 08 00T ozt oFT 09T 08T

LLetser
0787 65T
€6Z°891

-
o
o P
-~
3 34
e w un <] o .
. w
o ow N - o ' »
@ o N o ~
2242 i
w e "N

BRI RIT
ST O0ET

oqoad x600se ‘D 0Lz = dEe3 (YR3OS <- D 0'(Z dwe3 ‘(mdd 0 (L 3 £10aD ©3 ‘3ex) £10aD UT £ID OT MM 00T

19



oqo3d 360098 ‘D 0'LZ = SEe3 TWNIOE < D 0°LT dmey ‘(wdd 92 L @ CTIAD ©3 “3&X) (TIAD ®F AT AN 00

20



wdd 0z o¥ 09 08 00T 0zY (1124 091 08T
| 1 1 1 | 1 1 1 1 1
oo |
| T 1 RS T T
8 5
®
»
s N
B 2 2 a m 34
. [ ~ 8 m HE- I
sy o 3
2 ¥
v O
o_ .0 13 "
. 8 z 3
WO N, © 4 a
| . © @
0 SNd

oqoad x600¥e ‘D 0° Lz = dEe3 (N3O <- D 0'(Z dwe3 ‘(mdd 0 (L 3 £10aD ©3 ‘3ex) £10aD UT £1D AT MM 00T

21



] e |\| |\|

and

oqo3d 360008 ‘D 0'LZ = GEe3 TWNIOE < D 0T dmey ‘(wdd 9z L @ CTIAD ©3 “3e3) (TIAD ©F AT NN 00

22



100 Miz 10 €13 in CDCL3 (ref, to CDCL3 € 77.0 ppm), temp 27.0 € -> actual temp = 27.0 C, né00gz probe
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100 Wiz 10 €13 in €DCL3 (ref. to CDC13 € 77.0 ppm), temp 27.0 € -> actual temp = 27.0 C, mé00gz probe
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100 Mz 1D €13 in CDCLl3 (ref., to CDCl3 € 77.0 ppm), temp 27.0 € -> actual temp = 27.0 C, né00gz probe
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100 Mz 10 €13 in €OC13 (ref. to ¢DC13 @ 717.0 ppm), temp 27.0 € -> actual temp = 27.0 C, m400gz probe
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100 Mnz 1D €13 in CDC13 (ref. to CDCL3 @ 77.0 ppm), temp 27.0 C -> actual temp = 27.0 C, =é00gz probe
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100 Mz 10 €13 in €DCLl3 (ref. to CDC13 @ 77.0 ppm), temp 27.0 € -> actual temp = 27.0 C, mé00gz probe
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