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The HRMS spectrum of !SN-labeled enaminone 1a and the corresponding

product 3a isolated from the isotope labeling experiment
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Calculated: CoH;,"NO [M + H]* 163.0884, found 163.0884.
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Calculated: Cy4H23N,04S, [M + H]" 467.1094, found 467.1097.

'H and 3C NMR spectra of all products

S2



vy~
295~

090°L;
8.0/
260°/1
AN S
Ak
292’11
£82'L7
06€'L;
mwﬂ._ﬁm
88€'L

1671~
9161

m%.h._,
51

: =L
___
f&
O=0=pq
o4
N,.\.
20
\ o
Q =
-4 .o“ms n“
Wc UL_, +00¢€
g s L
- =90¢

<
en
Gy
o
5
8038 o
| &
a7
=
Z
=




Y

H3C

5
ZLhl ____ b
Yl— . | i
A
9512 spcal- -8
8L'1e TR
F4
-
i N \
@\, 'd
o} ]
&
pL9Ly
90'LL+

oo =1
E

R

52971 )

8122l

0p' 2211 2

78z}

Zr6ZL-; -8
166214, i

m;m;__

GL0EL 9
G6'eEL

pO'8EL [

ol » 3
SpopLy

61

40°16)- L2

80
£1

90

{ppm)
S4

I3C NMR spectrum of 3a
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G3 #26-34 RT: 0.14-0.18 AV:9 NL: 1.57ES8
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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=

HRMS spectra all of new compounds
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G7 #26-38 RT: 0.14-0.20 AV: 13 NL: 1.19E7
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G12 #23-40 RT: 0.13-0.21 AVY: 18 NL: 9.40E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
10 593.1588

[Le]

o}

~J

o))

594.1595

R elative Abundance
OHH?III\?HH?IIII?\H\%HH?IIII?HH?\III?HH?

595.1575

w

596.8981

N

596.1576

=

594,9003 598.6957
P3P s 597.1359  597.9012 £ 99,8992
593.6359 | ) 959036 [ 5og3863 | |so7.4574 | | 599.1327 %%

593 594 595 596 597 598 599 600
nmyz

HRMS spectrum of 3e

S50



G5 #26-35 RT: 0.14-0.19 AV: 10 NL: 459E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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G24#32 RT: 017 AV:1 NL: 3.41E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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G8 #29 RT: 0.16 AV:1 NL: 3.03E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
10 4451201

501.0706

[Le)

o}

~I

519.1390

[o))]

R elative Abundance
?IIII?H\\?HH?IIII?\H\L?HHH?IIII?HH?\III?HII?

W

536.1653 593.1578

610.1841

485.1129 633.1503 667.1765

N

429.0887 461.1149 559 1315

389.1116
411.0938

=

486.1132

577.1260 [ M 642.2106 691.1361
b Lo

il ’ n \hm.. ‘ m \ ‘ M\I“ b \I\ b ‘| L “J i

L J
N \‘II\\ll\\\‘I\\Il\lll‘\\\\‘\l\\lll\\ I\\\ll\ll \\H‘\\II III\|I\\\‘I\\\ I\\Il\\H‘\\II‘III\‘H\\‘I\\Ill\\I‘\\\I‘\III‘\I\\‘HI\‘

400 450 500 550 600 650 700
myz

HRMS spectrum of 3h

S53



G6 #31 RT: 0.17 AV:1 NL: 6.99E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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G10 #30 RT: 0.16 AV:1 NL: 3.95E7
T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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G11 #29 RT: 016 AV:1 NL: 9.47E7

T: FTMS +c ESI Full lock ms [185.0000-700.0000]
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90 #40 RT: 0.55 AV:1 NL: 2.81E7
T: FTMS + p ESIFull ms [150.00-2000.00]
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