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Mass spectrum of Compound 15

treated
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Chromatogram of 15 (extracted at 386.1062)
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reated Mass spectrum of M1

LY-3-125-120min-Dec3-2013-3 72 (3.725) 1: TOF MS ES+

100- OMe 342.0798 6.57e4
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364.0618
Chemical Formula: C4gH15NO4S
Exact Mass; 341.0722
Molecular Weight: 341.3810
Calculated 342.0800[M+1]*, found 342.0798
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Chromatogram of M1 (extracted at 342.0800)

reated
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Mass spectrum of M2

treated
LY-3-125-120min-Dec3-2013-3 60 (3.103) Cm (60:61)
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Chromatogram of M2 (extracted at 328.0644)

treated
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Mass spectrum of M3

treated
LY-3-125-15min-Dec3-2013-3 74 (3.834) Cm (74:75) 1: TOF MS ES+
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Chemical Formula: C4gH47NO5S
Exact Mass: 371.0827
m/z: 371.0827 (100.0%), 372.086

Chemical Formula: C,gH7NO5S
Exact Mass: 371.0827
Molecular Weight: 371.4070
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Chromatogram of M3 (extracted at 372.0906)

treated
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Mass spectrum of M4

treated
LY-3-125-120min-Dec3-2013-3 69 (3.574) Cm (69) HO OMe 1: TOF MS ES+
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Chemical Formula: CygH1NO5S
Exact Mass: 387.1140
m/z. 387.1140 (100.0%), 388.1174
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Chromatogram of M4 (extracted at 388.1219)

treated
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treated Mass spectrum of M5

LY-3-125-120min-Dec3-2013-3 32 (1.656) Cm (32) HO OMe 1: TJOF MS ES+
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Chemical Formula: C5oH1NOgS
Exact Mass: 403.1090
Molecular Weight: 403.4490

Calculated 404.1168 [M+1]*, found 404.1158
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Chromatogram of M5 (extracted at 404.1168)

treated

LY-3-125-120min-Dec3-2013-3 1: TOF MS ES+
- 3.47 404.117 0.0100D a
1007 ‘A‘ 2.23e3
] |
_ 1.66 |
= h |
3.10 ||
. 0.41 L2022 2:24 ) ][ 4.30  5.13 .06 6.53 7.36
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-125-60min-Dec3-2013-3 1: TOF MS ES+
B 3.47 404.117 0.0100D a
100 “n\ 2.25e3
] |
1
[
- m
1.66 310 |3-78 6.74
. . A\ \ : . .

1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-125-15min-Dec3-2013-3 1: TOF MS ES+
100 4.82 404.117 0.0100D a

1 4 0o 6.847.00 134
0.36 2 69 6.11 o
== 0.87 1 03 .08 :
] : 3.67 7.57
2.23.2.43 |/ 3.16 4.30 518 32 ot
MURAS A N ) A
0 L E L L L A B AL £ I L A S E L L S L E L L L I L L
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-125-Omin-Dec3-2013-3 1: TOF MS ES+
B 5.34 404.117 0.0100D a
100 456 A 201
i \ I
| I 1
o 3.73 | 523 590 ©6:58 7.10
=] 4.25 || I ‘ \ 7.31
3.41 5.80 ‘
] 1.50 1-662-/%7 2.85 “‘ f“‘\ /s | /Q\w 6.32 NN/\ l, 7.57
] 0.15 0.98 Wf\ \2 .38 [ \ /\/ 4/\/\ H‘ W\/\ f‘ '\/\_N/ \k/ \ / /\ (
0 I L R B ‘/\ ‘\‘_‘A‘/\\/‘ T T Tt “““ T T ‘\‘ et \’ ‘\—‘/ AL ‘\/‘ L — “‘ L — \“ “/‘ : ‘\(\ A ‘\_\/‘ ——— T im e

1.00 2.00 3.00 4.00 5.00 6.00 7.00



treated Mass spectrum of 18
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Chemical Formula: 020H20N204S
Exact Mass: 384.1144
Molecular Weight: 384.4500
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V25 26 120m nCRrOMAtogram of 18 (extracted at 385.1222) . . ..
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Mass spectrum of M6

treated OMe N
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Chromatogram of M6 (extracted at 342.0800)

treated
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Mass spectrum of M7

treated
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Chromatogram of M7 (extracted at 370.1113)

treated
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Mass spectrum of M8

treated H OMe
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Chromatogram of M8 (extracted at 387.1380)

treated
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treated

Mass spectrum of 4
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Chromatogram of 4 (extracted at 400.1661)

treated
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Mass spectrum of M9

treated
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Chromatogram of M9 (extracted at 386.1505)

treated
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treated

LY-3-286-120min-Dec3-2013-3 50 (2.590) Cm (50)
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Mass spectrum of M10

1: TOF MS ES+
5.55e4
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HN__N
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Chemical Formula: Cy4H21N304

Exact Mass: 415.1532
Molecular Weight: 415.4490

Calculated 416.1610 [M+1]*, found 416.1606
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Chromatogram of M10 (extracted at 416.1610)
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| \“
[
7 I
| = “\
[
, H‘
i 2. ‘\‘
| \\
O L B T \\7 — T T L B T T T T T T
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-286-30min-Dec3-2013-3 1: TOF MS ES+
100 - 2.59 416.161 0.0100D a
1.90e4
2.28
O L B T T T T L — T L B L A T T T
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-286-O0min-Dec3-2013-3 1: TOF MS ES+
_ 416.161 0.0100D a
1007 4.66 7 26 234
3.83
3.26 404 6 492 7.57
- ) ag 2.85 4.56 5.08 6.27 7.67
087
362 ‘
1 1.03 6.01 7 .88
005 ‘
0 AA h AL AN
1.00 3.00 00 5.00 6.00 7.00



Mass spectrum of 7

treated
LY-3-296-O0min-Dec3-2013-3 42 (2.170) Cm (42:43) O—L: TOF MS ES+
_ 401.1614 3.64e6
100 —N
+
[M+1] \ 0\
HN_ __N O
/
\ NH
Chemical Formula: C23H20N403
Exact Mass: 400.1535
Molecular Weight: 400.4299
Calculated 401.1614 [M+1]*, found 401.1614
O\O,
402.1641
201.0845
403.1667 ! I
] \ L201.5860 371114% 504.1103 744.0805823-2957863"2355902.4956
0H““U*l”“““:E‘M“H“:mu —_— ———— — ‘H“HH_\‘“«_HMH_H“ —m/z
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Chromatogram of 7 (extracted at 401.1614)

treated

LY-3-296-120min-Dec3-2013-3 1: TOF MS ES+

100 2.17 401.161 0.0100D a
1 163530.6 2.31e6
] Area
0 T T T T T T T T

1.00 2.00 3.00 00 5.00 6.00 00
LY-3-296-60min-Dec3-2013-3 1: TOF MS ES+
100 2.17 401.161 0.0100D a

1 131911.2 1.83e6
1 l Area
0 T T = T T T T T

1.00 2.00 3.00 .00 5.00 6.00 00
LY-3-296-30min-Dec3-2013-3 1: TOF MS ES+
100 2.17 401.161 0.0100D a

. 203973.7 2.68e6
] Area
1 3.05

Oi T T T T “‘4‘2\5"‘2“ I L — L — E—

1.00 2.00 3.00 .00 5.00 6.00 .00
LY-3-296-O0min-Dec3-2013-3 1: TOF MS ES+
100~ 2.17 401.161 0.0100D a

1 211133.8 2.70e6
] Area
- ==
0 T T T T T T T Tim e
1.00 2.00 3.00 00 5.00 6.00 00



Mass spectrum of M11

treated

LY-3-296-120min-Dec3-2013-3 18 (0.925) Cm (18) 1: TOF MS ES+
100- 403.1407 OH OMe 8.81e3

[M+1]* B —N 7 B =N 7

\ / OMe \ / OH
HN_ _N OMe HN_ _N OMe
HO—— HO——
— \ NH = — \ NH =
Chemical Formula: 022H18N404
402.0056 Exact Mass: 402.1328
Molecular Weight: 402.4100
Calculated 403.1406 [M+1]*, found 403.1407
O\O,
410.0262
407.0007
I 408.0060
| 404.1410 !
402.5044 408.5043 411.0014
I
407.5000 408.5247
I 405.9410 I
404.5207 410.4935

O ‘\‘HM\HHHHH‘ \‘m“\\‘h MHH iy “HHH\‘\M Ll ( \H\HHMMH M‘m L M\Mm\\\‘\\ i, ‘H‘Mh 1 \MHHMH H M . d\HM‘WHH“ L “‘\Hhm \‘NM“\ u_u m/Z

402 403 404 405 406 407 408 409 410 411



Chromatogram of M11 (extracted at 403.1406)

treated
LY-3-296-120min-Dec3-2013-3 1: TOF MS ES+
100 0.93 403.141 0.0100D a
] ﬁ, 8.81e3
1 |
| o077 |
] N |
f\\\
= .
] i
| »\\H 1.61
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-60min-Dec3-2013-3 1: TOF MS ES+
100- 0.93 403.141 0.0100D a
| 4.90e3
1 0.77
o: 1.50 1 66 2.382.59 3 31 5.13 7.0Q 7,26 7.52
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-30min-Dec3-2013-3 1: TOF MS ES+
1004 0.93 403.141 0.0100D a
] “”\ 3.17e3
1 I
| I
] 0.77 H
=]
:
, fyL 1300181 2.79 3.523.94 4,20 4.66 5.13 559 6.16 689 715 ; g4
O T —— L L B e L e e M \/‘ L A e s ——— = "JTA\ L A A T
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-Omin-Dec3-2013-3 1: TOF MS ES+
100- 403.141 0.0100D a
] (l 256
7 |
i
== N
[
R [
0.25 l
1 ”F\ A\ | “\‘ I \ J A\
0 "t ——————— T im e




Mass spectrum of M12

treated
LY-3-296-120min-Dec3-2013-3 32+(4.656) Cm (32) [M+1]* 1: TOF MS ES+
100- OH OMe 387.1458 7.50e4
—N —N
HN_ _N OMe HN_ _N OMe
" \_NH
Chemical Formula: Co3H1gN4O4
Exact Mass: 386.1379
Molecular Weight: 386.4110
O\O,
Calculated 387.1457 [M+1]%, found 387.1458
400.0096
372.5460
365.1061
275.9356
365.0403 4005118
f61.1320 f79.0961 305.1577 337 9703 349.1857 W { !
0 -\1lLutwLLv-J“\~n--wtﬂn1LJ~M{‘“J‘L“'hlnillhthldm“ﬂlﬂ“*'Jl'*"”ht*}*JJ‘J““‘LIJH'J}Ji£f134%‘]{?%%$>z

260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420



Chromatogram of M12 (extracted at 387.1457)

treated
LY-3-296-120min-Dec3-2013-3 1: TOF MS ES+
100 - 1.66 387.146 0.0100D a
] @ 7.50e4
1 M‘ 1.81
] | [
- =1 HHH
) ‘\\‘\
| \‘\‘
]
1 ““U’»
0 ————— T T T T T T T

1.00 2.00 3.00 .00 00 7.00
LY-3-296-60min-Dec3-2013-3 1: TOF MS ES+
100 1.?6 387.146 0.0100D a

1 | 1.81 5.03e4
] e
| 1N
= [
i [
[
i | 1]
\\‘\\‘
O: ““‘L,J\ o ) -

1.00 2.00 3.00 .00 00 7.00
LY-3-296-30min-Dec3-2013-3 1: TOF MS ES+
100 - 1.66 387.146 0.0100D a

1 1.81 5.46e4
.
0 o 1 T 1 T 1 r T T L I 1 . r T

1.00 2.00 3.00 .00 00 7.00
LY-3-296-O0min-Dec3-2013-3 1: TOF MS ES+
100- 1.66 387.146 0.0100D a

] | 1.81 1.85e3

f o

q |

| |

== M

: i

] HH 3.26 3 5.1

1 0.36 056 1.40 | 223 2.74 7°f S a1 AT 7.417 83

O e e e e L B A L B ““/Time
100 2 00 200 nn nn 7 00



Mass spectrum of M13

treated OMe
LY-3-296-60min-Dec3-2013-3 21 (1.085) Cm (21:22) — —N 1:70F MS ES+
B 433.1504 3.37e3
100 [M+1]+ \ OMe
HN_ __N OMe
(HOy,—1—

Chemical Formula: 023H29N405
Exact Mass: 432.1434
Molecular Weight: 432.4360

Calculated 433.1512 [M+1]*, found 433.1504

%

!
433.0143

!
433.2359
! !
433.0465 433.0899 ! 433.2645 433.3276 !
433.4077
00— i i i T i i —L ‘ i i i i I T i i T i i L i i “‘\“ —— I m/z
433.100 433.200 433.300 433.400



Chromatogram of M13 (extracted at 433.1512)

treated
LY-3-296-120min-Dec3-2013-3 1: TOF MS ES+
100~ 2.17 433.151 0.0100D a
] I 5.41e3
4 I
I
] I
7 I
| [
.3\7 ““
] 18 192
1 92\ _ 797.21
0] [ \1.45 |\ 243 ) ) o 6.53 6 /7\9 N 7.41
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-60min-Dec3-2013-3 1: TOF MS ES+
100~ 2.17 433.151 0.0100D a
] 3.31e3
] 1.08
] 7.05 .
1 6.47 :

ol 061 145 2.542.95 3.78 4.35 528 5.65 A 7.62
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-30min-Dec3-2013-3 1: TOF MS ES+
100~ 2.17 433.151 0.0100D a
] “f.‘ 5.90e3

] |
| I
= \‘H‘o
e o
] 1.08 192/
1 / A 7.00
: [\ L.29 Ji || 3.26 5.235.966.11 6.58 7.36
O T — e e e T L L L A L A L
1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-0min-Dec3-2013-3 1: TOF MS ES+
100~ 192, 433.151 0.0100D a
] | 217 7.88¢e3
] [
i -
[l
1 || |\
4 ‘\\ \\\
4 | |\
] | 2.38 497 \6.847-9\5 7.36 |
O T e ENL s B m o e L S e e A B —— T T L e S R m e B e e e e L T T T Im e
1.00 2.00 3.00 4.00 5.00 6.00 7.00



Mass spectrum of M14

OMe
treated — N —
LY-3-296-120min-Dec3-2013-3 28 (1.446) Cm (28:29) — 1| TOF MS ES+
) 417.1562 \  / OMe 3.96e5
100 N
[M+1]
HN__N OMe
HO
L\ _
Chemical Formula: Cy3H,oN4O4
Exact Mass: 416.1485
177.9587 Molecular Weight: 416.4370
Calculated 417.1563 [M+1]*, found 417.1562
O\O,
418.1592
193.9312
218.9849 377 5453
275.9359 I I I
455.1114 - ! !
‘ \ 692.9556 744.0793 798.9984 896.9836
0- ‘\"H.hw”m\‘ \H\ “MM‘U Lol JM H“ el J‘ H‘.‘L‘L.x‘x‘m..}‘ b ‘ m“...u‘“ J\‘H‘.‘HJ‘M‘ B — bt ‘n‘\“ USSR ( S— ( et M/ Z
100 200 300 400 500 600 700 800 900 1000



Chromatogram of M14 (extracted at 417.1563)

treated
LY-3-296-120min-Dec3-2013-3 1: TOF MS ES+
100~ 1.45 417.156 0.0100D a

] ﬁ‘ 3.28¢e5

1 I

] [

Il

] o197

1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-60min-Dec3-2013-3 1: TOF MS ES+
100- 1.45 417.156 0.0100D a

1 “\‘ 1.99e5
4 ‘H“
| I
I
[ = |
== i
| A
1 o197
O “‘\“‘\\\‘"“//\"‘fT“““\““““\““““\““““\““““\“‘

1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-30min-Dec3-2013-3 1: TOF MS ES+
100+ 1.45 417.156 0.0100D a

i 1.81e5
1 1.97
0 T T T T T T T

1.00 2.00 3.00 4.00 5.00 6.00 7.00
LY-3-296-O0min-Dec3-2013-3 1: TOF MS ES+
100+ 1.50 417.156 0.0100D a

] A 2.17 1.12e3
1 I e‘u
1 [l I
A Il |
| [
= | |
, [l 1.86 || 7.00
| LA A 1 2.33 3.00 5.96
7\0.05 0o.771.40 /| ¥ 3.78 4.614.82 5.34 % 6.58 1 736 798
O N T S \/\M T V \ \\J A T "J\\\ :N - T \7\ [ T [ [\ \\ — [\ [ T /- '\'/\ — T |m e
1.00 2.00 3.00 4.00 5.00 6.00 7.00



