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treated

m /z
100 200 300 400 500 600 700 800 900 1000

%

0

100
LY-3-125-0m in-Dec3-2013-3 88 (4.558) Cm  (88:89) 1: TO F M S ES+

3.24e6386.1062

342.0799
281.1731139.9889

408.0881

793.1846

409.0907

424.0614
749.1584426.0598 520.3400 603.5342

794.1876

795.1861

796.1870 !
885.5203

!
965.4791

Mass spectrum of Compound 15

Calculated 386.1062 [M+1]+, found 386.1062

[M+1]+



treated

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100
LY-3-125-120min-Dec3-2013-3 1: TOF MS ES+

386.106 0.0100Da
9.65e3

Area

3.47
595.7 4.56

483.5

LY-3-125-60min-Dec3-2013-3 1: TOF MS ES+
386.106 0.0100Da

1.05e5
Area

4.56
6007.7

3.47
463.2

LY-3-125-15min-Dec3-2013-3 1: TOF MS ES+
386.106 0.0100Da

1.87e6
Area

4.56
117014.0

3.47
206.1

LY-3-125-0min-Dec3-2013-3 1: TOF MS ES+
386.106 0.0100Da

2.60e6
Area

4.56
168384.8

Chromatogram of 15 (extracted at 386.1062)



treated

m/z
250 260 270 280 290 300 310 320 330 340 350 360 370

%

0

100
LY-3-125-120min-Dec3-2013-3 72 (3.725) Cm (71:72) 1: TOF MS ES+

6.57e4342.0798

296.2199

256.3003

267.1935
279.0937

281.1732

311.2188

305.1593

335.2191
312.1945

319.2206

364.0618

343.0835

349.1841
350.9865

370.1105

371.1171

Mass spectrum of M1

Calculated 342.0800[M+1]+, found 342.0798

[M+1]+



treated

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100
LY-3-125-120min-Dec3-2013-3 1: TOF MS ES+

342.08 0.0100Da
5.08e4

Area

3.73
3725.7

LY-3-125-60min-Dec3-2013-3 1: TOF MS ES+
342.08 0.0100Da

7.32e4
Area

3.73
5015.2

4.56
309.2

LY-3-125-15min-Dec3-2013-3 1: TOF MS ES+
342.08 0.0100Da

2.18e5
Area

3.73
14090.0

4.56
6814.4

LY-3-125-0min-Dec3-2013-3 1: TOF MS ES+
342.08 0.0100Da

1.54e5
Area

4.56
9729.0

3.73
2716.8

Chromatogram of M1 (extracted at 342.0800)



treated

m /z
326 327 328 329 330 331 332 333 334

%

0

100
LY-3-125-120m in-Dec3-2013-3 60 (3.103) Cm  (60:61) 1: TOF M S ES+

8.65e3328.0642

!
326.0910

327.2308
!

327.1532

329.0668

328.2331

332.8865

330.0634
329.8450

!
331.2107

!
330.8817

!
332.2038

!
333.1704

!
334.0903

Mass spectrum of M2

Calculated 328.0644 [M+1]+, found 328.0642

[M+1]+



Chromatogram of M2 (extracted at 328.0644)
treated

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100

0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

%

0

100
LY-3-125-120min-Dec3-2013-3 1: TOF MS ES+

328.064 0.0100Da
6.02e3

Area

3.10
495.4

LY-3-125-60min-Dec3-2013-3 1: TOF MS ES+
328.064 0.0100Da

4.30e3
Area

3.10
347.2

LY-3-125-15min-Dec3-2013-3 1: TOF MS ES+
328.064 0.0100Da

1.39e3
Area

LY-3-125-0min-Dec3-2013-3 1: TOF MS ES+
328.064 0.0100Da

92
4.354.150.82

0.72
0.25

0.510.36

3.522.07

1.971.40

1.29
1.61 1.76

3.312.17
3.05

2.64

2.54

2.79

2.95
3.21

3.94

3.67

7.46

7.364.82

4.51

6.956.47
5.03 6.01

5.85
6.37

6.58

6.68

7.21
7.83

7.72



treated

m/z
360 370 380 390 400 410 420 430 440 450

%

0

100
LY-3-125-15min-Dec3-2013-3 74 (3.834) Cm (74:75) 1: TOF MS ES+

2.27e4372.0897

367.2090
365.1055

394.0716381.2963

382.3014

!
387.3191

413.2665397.2689

403.7527

437.2355

423.2370 427.2565

451.2749

Mass spectrum of M3

Calculated 372.0906 [M+1]+, found 372.0897

or

[M+1]+



Chromatogram of M3 (extracted at 372.0906)
t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 5 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 7 2 . 0 9 1  0 . 0 1 0 0 D a
1 . 2 9 e 3

A r e a

L Y - 3 - 1 2 5 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 7 2 . 0 9 1  0 . 0 1 0 0 D a

3 . 8 1 e 3
A r e a

3 . 8 3
2 9 3 . 6

L Y - 3 - 1 2 5 - 1 5 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 7 2 . 0 9 1  0 . 0 1 0 0 D a

1 . 5 0 e 4
A r e a

3 . 8 3
1 1 1 2 . 8

L Y - 3 - 1 2 5 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 7 2 . 0 9 1  0 . 0 1 0 0 D a

1 . 0 5 e 3
A r e a



treated

m/z
374 376 378 380 382 384 386 388 390 392 394 396 398 400 402 404 406

%

0

100
LY-3-125-120min-Dec3-2013-3 69 (3.574) Cm (69) 1: TOF MS ES+

7.46e4388.1215

381.2978373.1124 !
379.2129

!
383.2197

389.1247

390.1224 !
393.2127 400.0089 402.0087 !

405.2239

Mass spectrum of M4

Calculated 388.1219 [M+1]+, found 388.1215

[M+1]+



Chromatogram of M4 (extracted at 388.1219)
t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 5 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 8 8 . 1 2 2  0 . 0 1 0 0 D a
7 . 4 6 e 4

A r e a

3 . 5 7
4 4 5 8 . 7

L Y - 3 - 1 2 5 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 8 . 1 2 2  0 . 0 1 0 0 D a

7 . 2 8 e 4
A r e a

3 . 5 7
4 6 8 4 . 7

L Y - 3 - 1 2 5 - 1 5 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 8 . 1 2 2  0 . 0 1 0 0 D a

4 . 0 4 e 4
A r e a

3 . 5 7
2 5 5 8 . 3

L Y - 3 - 1 2 5 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 8 . 1 2 2  0 . 0 1 0 0 D a

1 . 0 8 e 3
A r e a



treated

m/z
404.080 404.100 404.120 404.140 404.160 404.180

%

0

100
LY-3-125-120min-Dec3-2013-3 32 (1.656) Cm (32) 1: TOF MS ES+

1.16e3404.1158

!
404.0668 !

404.0852

!
404.1718

Mass spectrum of M5

Calculated 404.1168 [M+1]+, found 404.1158

[M+1]+



Chromatogram of M5 (extracted at 404.1168)
t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 5 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 0 4 . 1 1 7  0 . 0 1 0 0 D a
2 . 2 3 e 3

3 . 4 7

1 . 6 6

0 . 4 1
3 . 1 0

2 . 6 42 . 0 2 5 . 1 34 . 3 0 7 . 3 66 . 5 36 . 0 6

L Y - 3 - 1 2 5 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 4 . 1 1 7  0 . 0 1 0 0 D a

2 . 2 5 e 3
3 . 4 7

3 . 1 0
1 . 6 6 2 . 6 42 . 3 8

3 . 7 8
7 . 5 27 . 0 56 . 7 44 . 4 1 5 . 3 4 6 . 0 1

L Y - 3 - 1 2 5 - 1 5 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 4 . 1 1 7  0 . 0 1 0 0 D a

1 3 4
4 . 8 2

4 . 0 90 . 3 6 2 . 6 9
0 . 8 7 1 . 0 3

2 . 4 32 . 2 3
1 . 3 5

3 . 6 7
3 . 1 6 4 . 3 0

6 . 8 4
6 . 1 1

5 . 0 8
5 . 1 8 6 . 3 2

7 . 0 0

7 . 2 6
7 . 5 7 7 . 7 7

L Y - 3 - 1 2 5 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 4 . 1 1 7  0 . 0 1 0 0 D a

2 0 1
5 . 3 4

4 . 5 6

3 . 7 3
3 . 4 11 . 6 61 . 5 0

0 . 9 80 . 1 5
2 . 0 7 2 . 8 5

2 . 3 8

4 . 2 5
5 . 2 3 6 . 5 85 . 9 0

5 . 8 0
6 . 3 2

7 . 1 0
7 . 3 1

7 . 5 7



treated

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100
LY-3-128-0min-Dec3-2013-3 49 (2.539) Cm (48:49) 1: TOF MS ES+

4.43e6385.1225

342.0804

193.0653
206.0280

791.2173

386.1254

407.1041

408.1068 769.2352
447.0435

!
674.9456

792.2203

793.2189
794.2197

942.1005

Mass spectrum of 18

Calculated 385.1222 [M+1]+, found 385.1225

[M+1]+



t r e a te d

T im e
1 .0 0 2 .0 0 3 .0 0 4 .0 0 5 .0 0 6 .0 0 7 .0 0

%

0

1 0 0

1 .0 0 2 .0 0 3 .0 0 4 .0 0 5 .0 0 6 .0 0 7 .0 0

%

0

1 0 0

1 .0 0 2 .0 0 3 .0 0 4 .0 0 5 .0 0 6 .0 0 7 .0 0

%

0

1 0 0
L Y - 3 - 1 2 8 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 8 5 .1 2 2  0 .0 1 0 0 D a
2 .0 6 e 6

A r e a

2 .5 4
1 4 7 2 5 7 .3

3 .2 1
8 7 4 .4

L Y - 3 - 1 2 8 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 5 .1 2 2  0 .0 1 0 0 D a

2 .7 1 e 6
A r e a

2 .5 4
1 9 6 5 6 4 .9

3 .2 1
1 5 8 5 .2

L Y - 3 - 1 2 8 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 5 .1 2 2  0 .0 1 0 0 D a

3 .3 5 e 6
A r e a

2 .5 4
2 7 5 9 4 6 .8

3 .2 1
1 2 9 3 .8

Chromatogram of 18 (extracted at 385.1222)



treated

m /z
140 160 180 200 220 240 260 280 300 320 340 360

%

0

100
LY-3-128-0m in-Dec3-2013-3 49 (2.539) Cm  (48:49) 1: TO F M S ES+

8.60e5342.0804

193.0653

177.9586

158.0038
130.0089

206.0280

218.9850 231.0596 275.9350 305.1580 340.0641

343.0833

344.0796

372.5454

Mass spectrum of M6

Calculated 342.0800 [M+1]+, found 342.0804

[M+1]+



t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 8 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 4 2 . 0 8  0 . 0 1 0 0 D a
6 . 5 9 e 5

A r e a

2 . 5 4
5 2 0 4 7 . 7

3 . 2 1
1 7 5 . 1

L Y - 3 - 1 2 8 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 4 2 . 0 8  0 . 0 1 0 0 D a

5 . 2 4 e 5
A r e a

2 . 5 4
3 6 7 9 7 . 3

3 . 2 1
3 5 2 . 0

L Y - 3 - 1 2 8 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 4 2 . 0 8  0 . 0 1 0 0 D a

4 . 0 6 e 5
A r e a

2 . 5 4
2 7 5 6 1 . 6

1 . 9 2
2 8 8 . 3

3 . 2 1
2 0 1 . 6

Chromatogram of M6 (extracted at 342.0800)



treated

m/z
200 220 240 260 280 300 320 340 360 380 400

%

0

100
LY-3-128-120min-Dec3-2013-3 56 (2.901) Cm (56) 1: TOF MS ES+

2.58e4370.1110

218.9841

207.9852

250.1779

242.2844

229.1423

326.0854

275.9354
261.1311

!
305.1577

!
280.9846

301.0735
307.1533

349.1835

327.0881

371.1136
388.1208

Mass spectrum of M7

Calculated 370.1113 [M+1]+, found 370.1110

[M+1]+



t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 8 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 7 0 . 1 1 1  0 . 0 1 0 0 D a
2 . 5 8 e 4

A r e a

2 . 9 0
1 4 4 0 . 2

L Y - 3 - 1 2 8 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 7 0 . 1 1 1  0 . 0 1 0 0 D a

1 . 1 1 e 4
A r e a

2 . 9 0
6 0 4 . 4

L Y - 3 - 1 2 8 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 7 0 . 1 1 1  0 . 0 1 0 0 D a

2 0 53 . 1 6
2 . 6 9

1 . 1 4

0 . 7 2

1 . 5 0

2 . 0 7

6 . 0 6

4 . 5 1
3 . 5 2

3 . 8 3
4 . 0 4 5 . 0 8 5 . 3 4

5 . 7 5

6 . 9 5

6 . 6 8

7 . 5 7

Chromatogram of M7 (extracted at 370.1113)



treated

m/z
350 360 370 380 390 400 410 420 430 440 450

%

0

100
LY-3-128-120min-Dec3-2013-3 38 (1.968) Cm (38:39) 1: TOF MS ES+

9.43e5387.1376

369.1270

365.1054
349.1843

370.1301
372.5453

409.1194

388.1405

389.1371
400.0084

410.1223

425.0930
411.1191
412.1194

449.0595426.0959
448.9965

Mass spectrum of M8

Calculated 387.1380 [M+1]+, found 387.1376

[M+1]+



Chromatogram of M8 (extracted at 387.1380)
t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 1 2 8 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 8 7 . 1 3 8  0 . 0 1 0 0 D a
6 . 1 9 e 5

A r e a

1 . 9 7
4 9 1 3 7 . 0

L Y - 3 - 1 2 8 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 7 . 1 3 8  0 . 0 1 0 0 D a

3 . 3 6 e 5
A r e a

1 . 9 7
2 9 6 2 4 . 9

L Y - 3 - 1 2 8 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 7 . 1 3 8  0 . 0 1 0 0 D a

7 6 2
2 . 6 9

2 . 0 2

1 . 6 10 . 3 6 1 . 4 5
2 . 1 2

6 . 4 2
3 . 2 1

2 . 9 0

6 . 2 1
6 . 0 6

3 . 8 3 3 . 9 9 5 . 2 34 . 5 6 5 . 7 0

6 . 7 9 7 . 1 0

7 . 5 2 7 . 8 8



treated

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100
LY-3-286-0m in-Dec3-2013-3 49 (2.539) Cm (49:50) 1: TOF MS ES+

2.26e6400.1664

177.9584

179.9911 370.1193

401.1693

861.2449

402.1720
511.0802 821.3052

!
744.0872

863.2447
864.2466

950.1749

Mass spectrum of 4

Calculated 400.1661 [M+1]+, found 400.1664

[M+1]+



Chromatogram of 4 (extracted at 400.1661)

t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 8 6 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 0 0 . 1 6 6  0 . 0 1 0 0 D a
1 . 0 5 e 6

A r e a

2 . 5 9
7 4 6 9 7 . 0

7 . 2 1
1 2 9 8 . 5

L Y - 3 - 2 8 6 - 3 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 0 . 1 6 6  0 . 0 1 0 0 D a

1 . 2 9 e 6
A r e a

2 . 5 9
9 6 4 3 1 . 1

7 . 2 6
3 8 5 . 3

L Y - 3 - 2 8 6 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 0 . 1 6 6  0 . 0 1 0 0 D a

1 . 1 7 e 6
A r e a

2 . 5 4
1 2 7 1 7 4 . 3



treated

m/z
250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
LY-3-286-120min-Dec3-2013-3 43 (2.228) Cm (43) 1: TOF MS ES+

3.68e4386.1499

372.5453
365.1058

275.9355
365.0397

400.0097

402.0055

416.0049
692.9565

!
467.9694

561.9144 656.9333
!

791.0286

Mass spectrum of M9

Calculated 386.1505 [M+1]+, found 386.1499

HN N

OH

NH

HN N

OH

NH

[M+1]+



Chromatogram of M9 (extracted at 386.1505)
t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 8 6 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 8 6 . 1 5 1  0 . 0 1 0 0 D a
3 . 6 8 e 4

2 . 2 3

2 . 1 2

L Y - 3 - 2 8 6 - 3 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 6 . 1 5 1  0 . 0 1 0 0 D a

1 . 0 1 e 4
2 . 2 3

2 . 1 2

6 . 0 6

L Y - 3 - 2 8 6 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 6 . 1 5 1  0 . 0 1 0 0 D a

3 0 8
2 . 5 9

0 . 4 1
2 . 0 71 . 8 1

1 . 4 01 . 0 8 2 . 3 8

3 . 6 72 . 6 9

3 . 5 2

5 . 8 0
3 . 8 8 4 . 8 7

4 . 0 4 5 . 4 4

6 . 2 1
7 . 0 06 . 5 3

7 . 6 2
7 . 8 3



treated

m/z
410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

%

0

100
LY-3-286-120m in-Dec3-2013-3 50 (2.590) Cm (50) 1: TOF MS ES+

5.55e4416.1606

!
416.0042

438.1216

422.1478

423.1509

437.2366

439.1239

!
440.1191 !

448.9991 !
469.1888

!
475.9581482.9584

Mass spectrum of M10

Calculated 416.1610 [M+1]+, found 416.1606

Chemical Formula: C H N O
Exact Mass: 415.1532

Molecular Weight: 415.4490

HO
HN N OMe

OMe

OMe

NH

[M+1]+



Chromatogram of M10 (extracted at 416.1610)
t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 8 6 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 1 6 . 1 6 1  0 . 0 1 0 0 D a
5 . 5 5 e 4

2 . 5 9

2 . 2 8

L Y - 3 - 2 8 6 - 3 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 1 6 . 1 6 1  0 . 0 1 0 0 D a

1 . 9 0 e 4
2 . 5 9

2 . 2 8

L Y - 3 - 2 8 6 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 1 6 . 1 6 1  0 . 0 1 0 0 D a

2 3 44 . 6 6

3 . 8 3

2 . 0 70 . 7 2

0 . 5 6

0 . 0 5

0 . 8 7 1 . 9 7
1 . 0 3

3 . 2 6

2 . 8 5
2 . 3 8

3 . 6 2

4 . 0 4
4 . 5 6

6 . 6 3
5 . 4 94 . 9 7

5 . 0 8
6 . 4 2

6 . 2 7

6 . 0 1

7 . 2 6

7 . 4 6

7 . 5 7

7 . 6 7

7 . 8 8



treated

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100
LY-3-296-0min-Dec3-2013-3 42 (2.170) Cm (42:43) 1: TOF MS ES+

3.64e6401.1614

201.0845
201.5860 371.1141

402.1641

403.1667 863.2355823.2957504.1103
!

744.0805
!

902.4956

Mass spectrum of 7

Calculated 401.1614 [M+1]+, found 401.1614

[M+1]+



Chromatogram of 7 (extracted at 401.1614)

t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 9 6 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 0 1 . 1 6 1  0 . 0 1 0 0 D a
2 . 3 1 e 6

A r e a

2 . 1 7
1 6 3 5 3 0 . 6

L Y - 3 - 2 9 6 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 1 . 1 6 1  0 . 0 1 0 0 D a

1 . 8 3 e 6
A r e a

2 . 1 7
1 3 1 9 1 1 . 2

L Y - 3 - 2 9 6 - 3 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 1 . 1 6 1  0 . 0 1 0 0 D a

2 . 6 8 e 6
A r e a

2 . 1 7
2 0 3 9 7 3 . 7

3 . 0 5
4 2 5 . 2

L Y - 3 - 2 9 6 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 1 . 1 6 1  0 . 0 1 0 0 D a

2 . 7 0 e 6
A r e a

2 . 1 7
2 1 1 1 3 3 . 8



treated

m/z
402 403 404 405 406 407 408 409 410 411

%

0

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

8.81e3403.1407

402.0056

!
402.5044

410.0262
407.0007

!
404.1410

405.9410!
404.5207

408.0060

407.5000

!
408.5043

!
408.5247

411.0014

!
410.4935

Mass spectrum of M11

Calculated 403.1406 [M+1]+, found 403.1407

[M+1]+



Chromatogram of M11 (extracted at 403.1406)
t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 9 6 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 0 3 . 1 4 1  0 . 0 1 0 0 D a
8 . 8 1 e 3

0 . 9 3

0 . 7 7

1 . 6 1
6 . 7 4

L Y - 3 - 2 9 6 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 3 . 1 4 1  0 . 0 1 0 0 D a

4 . 9 0 e 3
0 . 9 3

0 . 7 7

1 . 5 0 7 . 2 67 . 0 02 . 3 81 . 6 6 2 . 5 9 5 . 1 33 . 3 1 7 . 5 2

L Y - 3 - 2 9 6 - 3 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 3 . 1 4 1  0 . 0 1 0 0 D a

3 . 1 7 e 3
0 . 9 3

0 . 7 7

1 . 5 0 4 . 6 61 . 8 1 4 . 2 03 . 9 42 . 7 9 3 . 5 2 6 . 8 96 . 1 65 . 1 3 5 . 5 9 7 . 1 5 7 . 8 3

L Y - 3 - 2 9 6 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 0 3 . 1 4 1  0 . 0 1 0 0 D a

2 5 6
6 . 7 4

6 . 6 3
4 . 9 7

1 . 9 2
1 . 5 0

1 . 2 9
0 . 2 5 0 . 9 3

4 . 7 7
3 . 2 6

3 . 1 02 . 6 4
3 . 9 9

5 . 8 55 . 0 8 7 . 3 1

7 . 7 7



treated

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

%

0

100
LY-3-296-120min-Dec3-2013-3 32 (1.656) Cm (32) 1: TOF MS ES+

7.50e4387.1458

372.5460
365.1061

275.9356

261.1320
365.0403

305.1577279.0961 349.1857337.9793

400.0096

400.5118

!
411.1726

Mass spectrum of M12

Calculated 387.1457 [M+1]+, found 387.1458

[M+1]+



Chromatogram of M12 (extracted at 387.1457)

t r e a t e d

T im e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 9 6 - 1 2 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

3 8 7 . 1 4 6  0 . 0 1 0 0 D a
7 . 5 0 e 4

1 . 6 6

1 . 8 1

L Y - 3 - 2 9 6 - 6 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 7 . 1 4 6  0 . 0 1 0 0 D a

5 . 0 3 e 4
1 . 6 6

1 . 8 1

L Y - 3 - 2 9 6 - 3 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 7 . 1 4 6  0 . 0 1 0 0 D a

5 . 4 6 e 4
1 . 6 6

1 . 8 1

L Y - 3 - 2 9 6 - 0 m in - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
3 8 7 . 1 4 6  0 . 0 1 0 0 D a

1 . 8 5 e 3
1 . 6 6

0 . 3 6 0 . 5 6 1 . 4 0

1 . 8 1

6 . 4 75 . 1 83 . 2 62 . 2 3 2 . 7 4
3 . 8 3 4 . 7 74 . 6 1

5 . 4 9 6 . 8 4
7 . 4 1 7 . 8 3



treated

m/z
433.100 433.200 433.300 433.400

%

0

100
LY-3-296-60min-Dec3-2013-3 21 (1.085) Cm (21:22) 1: TOF MS ES+

3.37e3433.1504

!
433.0143

!
433.0899

!
433.0465

!;433.1243

!
433.2359

!
433.1931

433.3276433.2645 !
433.4077

!;433.3576

Mass spectrum of M13

Calculated 433.1512 [M+1]+, found 433.1504

[M+1]+



Chromatogram of M13 (extracted at 433.1512)

t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 9 6 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 3 3 . 1 5 1  0 . 0 1 0 0 D a
5 . 4 1 e 3

2 . 1 7

1 . 0 8
1 . 9 21 . 4 5 7 . 2 16 . 7 96 . 5 32 . 4 3 7 . 4 1

L Y - 3 - 2 9 6 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 3 3 . 1 5 1  0 . 0 1 0 0 D a

3 . 3 1 e 3
2 . 1 7

1 . 0 8

0 . 6 1 1 . 4 5
7 . 0 5

6 . 4 75 . 6 53 . 7 82 . 9 52 . 5 4 5 . 2 84 . 3 5
7 . 2 1

7 . 6 2

L Y - 3 - 2 9 6 - 3 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 3 3 . 1 5 1  0 . 0 1 0 0 D a

5 . 9 0 e 3
2 . 1 7

1 . 0 8 1 . 9 2
1 . 2 9 7 . 0 06 . 1 15 . 9 63 . 2 6 5 . 2 3 6 . 5 8 7 . 3 6

L Y - 3 - 2 9 6 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 3 3 . 1 5 1  0 . 0 1 0 0 D a

7 . 8 8 e 3
1 . 9 2

2 . 1 7

7 . 0 56 . 8 4
4 . 9 72 . 3 8 7 . 3 6



treated

m /z
100 200 300 400 500 600 700 800 900 1000

%

0

100
LY-3-296-120m in-Dec3-2013-3 28 (1.446) Cm  (28:29) 1: TO F M S ES+

3.96e5417.1562

177.9587

193.9312
218.9849 372.5453

275.9359

418.1592

455.1114 !
744.0793692.9556

!
798.9984

!
896.9836

Mass spectrum of M14

Calculated 417.1563 [M+1]+, found 417.1562

HO

N

HN N OMe

OMe

OMe

NH

Chemical Formula: C23H20N4O4
Exact Mass: 416.1485

Molecular Weight: 416.4370

[M+1]+



Chromatogram of M14 (extracted at 417.1563)
t r e a t e d

T i m e
1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0

1 . 0 0 2 . 0 0 3 . 0 0 4 . 0 0 5 . 0 0 6 . 0 0 7 . 0 0

%

0

1 0 0
L Y - 3 - 2 9 6 - 1 2 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +

4 1 7 . 1 5 6  0 . 0 1 0 0 D a
3 . 2 8 e 5

1 . 4 5

1 . 9 7

L Y - 3 - 2 9 6 - 6 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 1 7 . 1 5 6  0 . 0 1 0 0 D a

1 . 9 9 e 5
1 . 4 5

1 . 9 7

L Y - 3 - 2 9 6 - 3 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 1 7 . 1 5 6  0 . 0 1 0 0 D a

1 . 8 1 e 5
1 . 4 5

1 . 9 7

L Y - 3 - 2 9 6 - 0 m i n - D e c 3 - 2 0 1 3 - 3 1 :  T O F  M S  E S +
4 1 7 . 1 5 6  0 . 0 1 0 0 D a

1 . 1 2 e 3
1 . 5 0

0 . 0 5
0 . 7 7 1 . 4 0

2 . 1 7

1 . 8 6 7 . 0 05 . 9 63 . 0 02 . 3 3 4 . 8 23 . 7 8 4 . 6 1 5 . 3 4 6 . 5 8 7 . 9 37 . 3 6


