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1. 'H NMR spectrum of ethanol-dg
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2. *H NMR spectrum of DMSO-dg
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3. H NMR spectrum of ethyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1a)
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4, 13C NMR spectrum of ethyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1a)
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5. *H NMR spectrum of ethyl 2,7,7-trimethyl-5-oxo-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1b)
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6. 13C NMR spectrum of ethyl 2,7,7-trimethyl-5-oxo0-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1b)
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7.*H NMR spectrum of ethyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1c)
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8. 3C NMR spectrum of ethyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1c)
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9. 'H NMR spectrum of ethyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1d)
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10. 13C NMR spectrum of ethyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1d)
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11. *H NMR spectrum of ethyl 4-(3-bromophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1e)
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12. 13C NMR spectrum of ethyl 4-(3-bromophenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1e)
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13. 'H NMR spectrum of ethyl 4-(2-chlorophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1f)
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14. 13C NMR spectrum of ethyl 4-(2-chlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1f)
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15. 'H NMR spectrum of ethyl 2,7,7-trimethyl-5-oxo-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1g)
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16. 13C NMR spectrum of ethyl 2,7,7-trimethyl-5-oxo-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1g)
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17. 'H NMR spectrum of ethyl 4-(3,4-dimethoxyphenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in
Ethanol-dg: (1h)
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18. 13C NMR spectra of ethyl 4-(3,4-dimethoxyphenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1h)

P IS P B s 23S 2 ThoonmofhoTannore ©

S B $E5IS @ dog g Sina daohasandges ¢

e g  S5S3F 3 5383 S ARNR IITHAAARNIET =
N2 N I e

Jag « ~ @

32 S i

82 g B2

| \/

— T T —— T T
114 113 112 111 110 109 57.0 56.0 55.0

T T T T T T T T T T T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 (110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm

11



19. 'H NMR spectrum of ethyl 4-(4-fluorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1i)
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20. 13C NMR spectrum of ethyl 4-(4-fluorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1i)
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21. 1°F NMR spectrum of ethyl 4-(4-fluorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1i)
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22. 'H NMR spectrum of ethyl 2,7,7-trimethyl-4-(4-nitrophenyl)-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1j)
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23. 13C NMR spectrum of ethyl 2,7,7-trimethyl-4-(4-nitrophenyl)-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1j)
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24. *H NMR spectrum of ethyl 4-(2-methoxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in EtOD-dg: (1k)
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25. 13C NMR spectrum of ethyl 4-(2-methoxyphenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1k)
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26. 'H NMR spectrum ethyl 4-(3-ethoxy-4-hydroxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate
in Ethanol-de: (11)
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27.13C NMR spectrum ethyl 4-(3-ethoxy-4-hydroxyphenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate:
(11)
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28. '"H NMR spectrum of ethyl 4-(3-hydroxyphenyl)-2,7,7-trimethyl-5-0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1m)
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29. 13C NMR spectrum of ethyl 4-(3-hydroxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1m)
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30. '"H NMR spectrum of methyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1n)
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31. 13C NMR spectrum of methyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1n)
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32. '"H NMR spectrum of methyl 2,7,7-trimethyl-5-0x0-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in Ethanol-dg:
(10)
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33. 13C NMR spectrum of methyl 2,7,7-trimethyl-5-oxo-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (10)
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34. 'TH NMR spectrum of methyl 4-(4-bromophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in
Ethanol-ds: (1p)
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35. 13C NMR spectrum of methyl 4-(4-bromophenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1p)
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36. 'H NMR spectrum of methyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in
Ethanol-d¢: (1q)
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37. BC NMR spectrum of methyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate:
(1a)
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38. IH NMR spectrum of methyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in
Ethanol-dg: (1r)
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39. 13C NMR spectrum of methyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1r)
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40. 'H NMR spectrum of methyl 4-(4-hydroxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1s)
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41. 3C NMR spectrum of methyl 4-(4-hydroxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1s)
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42. 'H NMR spectrum of methyl 2,7,7-trimethyl-5-oxo-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate in Ethanol-dg:
(1)
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43. 13C NMR spectrum of methyl 2,7,7-trimethyl-5-oxo-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1t)
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PART 2
FT-IR



44, FT-IR spectra of ethyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-o0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1a)
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45. FT-IR spectra of ethyl 2,7,7-trimethyl-5-oxo-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1b)

%T

2862 35cm-1

528.05cm-1

695.08cm-1

32163
1070.44cm-1
: *1381.76cm1
10- 3280.27Tcm-1 1613.80cm-1 1212.51cm-1
5 T T T T 14a\5 19“‘1 T T 1
4000 3500 " 3000 2500 2000 1500 1000 500400
cm-1

46. FT-IR spectra of ethyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1c)
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47. FT-IR spectra of ethyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1d)
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48. FT-IR spectra of ethyl 4-(3-bromophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1e)
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49.

FT-IR

spectra

of ethyl

4-(2-chlorophenyl)-2,7,7-trimethyl-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate:
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50. FT-IR spectra of ethyl 2,7,7-trimethyl-5-0x0-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1g)
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51. FT-IR spectra of ethyl 4-(3,4-dimethoxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1h)

%T

B85

8O

T
604
504
40
301
20
10-

H

-1

M

B
|

f
J ’“” 832.15am-1

. 3213"2940 B2em-1
3279.726m1

L
ol
leJJ' i
*m1$?m1

?30 Eﬂcrrl 1
784. 94!:11-1

1504 58!:1'" 1
i 1861
| 3311"’11& ‘T'L‘

1513,

76cm-1

1073 1

. |

el L)

3500 3000 2500

cm-1

1500

1000 500400

28



52. FT-IR spectra of ethyl 4-(4-fluorophenyl)-2,7,7-trimethyl-5-0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1i)
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53. FT-IR spectra of ethyl 2,7,7-trimethyl-4-(4-nitrophenyl)-5-oxo0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1j)
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54. FT-IR spectra of ethyl 4-(2-methoxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1k)
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55. FT-IR spectra of ethyl 4-(3-ethoxy-4-hydroxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate:
(21)
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56. FT-IR spectra of ethyl 4-(3-hydroxyphenyl)-2,7,7-trimethyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1m)
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57. FT-IR spectra of methyl 4-(4-chlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1n)
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58. FT-IR spectra of methyl 2,7,7-trimethyl-5-oxo0-4-phenyl-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (10)
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59. FT-IR spectra of methyl 4-(4-bromophenyl)-2,7,7-trimethyl-5-0x0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1p)
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60. FT-IR spectra of methyl 4-(2,4-dichlorophenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1q)
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61. FT-IR spectra of methyl 4-(4-methoxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1r)
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62. FT-IR spectra of methyl 4-(4-hydroxyphenyl)-2,7,7-trimethyl-5-ox0-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1s)
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63. FT-IR spectra of methyl 2,7,7-trimethyl-5-oxo-4-(p-tolyl)-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate: (1t)
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Low Resolution Mass
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File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

C: \MSDCHEM\ 1\DATA\AK005.D

Pablo

26 Jul 2016
Instrumen

Muestra le,

msalta, dip

1

11:26

C21H24BrNO3

using AcgMethod MSALTA

MW=417.09

Abundance

2 5e+07

2e+07

1.5e+07

5000000

TIC: AKDO5.D
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T T T
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Scan 402 (3.063 min): AKDD5.D
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

: msalta,

C:\MSDCHEM\ 1\DATA\AKODG.D

Pablo

26 Jul 2016
Instrumen

Muestra 1f,

dip

11:38

C21H24C1NO3

1
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using AcgMethod MSALTA
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

: 26 Jul 2016

C: \MSDCHEM\ 1\DATA\AK007.D

Pablo

11:52
Instrumen

Muestra lq.

msalta, dip

1

C22H2TNO3

MW=353.20

using AcgMethod MSALTA

Abundance
1.4e+07

1.2e+07:

B000000:

G000000:
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2000000

TIC: AKDO7.D
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Scan 318 (2446 min): AKDOT.D
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

C:\MSDCHEM" 1\DATA\AKO08.D

Pablo

26 Jul 2016
Instrumen

12:08

C23H25N05

Muestra 1h,

msalta,
1

dip

MW=359.20
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File
Operator
Acquired
Instrument

Sanple Name:

Misc Info

Vial Number:

C:\MSDCHEM\ 1\DATA\AK009.D

Pablo

26 Jul 2016 13:54
Instrumen

Muestra 1i, C21H24FNO3

msalta, dip

1

MW=357.17

using AcgMethod MSALTA

Abundance
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File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

C: \MSDCHEM' 1\DATA\AK010.D

Pablo

26 Jul 2016 14:05
Instrumen

Muestra 1. C21H24N205

msalta, dip

1

MW=384.17
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File : C:\MSDCHEM\1\DATA\AKO011.D

Operator : Pablo

Acquired : 27 Jul 2016 8:38 using AcgMethod MSALTA
Instrument : Instrumen

Sample Name: Muestra 11, C22H27NO4 , MW=369.19

Misc Infeo : msalta, dip

Vial Number: 1

Abundance
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Scan 384 (2.780 min): AKO11.D
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File : C:\MSDCHEM‘1\DATA\AK012.D
Operator

Pablo
Acquired : 27 Jul 2016 8:49 using AcgMethod MSALTA

Instrument : Instrumen

Sample Name: Muestra 12, C20H22C1NO3 , MW=359.13
Misc Info : msalta, dip

Vial Number: 1
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Scan 345 (2.640 min): AKO12.D

344
spa274 228300 45,5328

O P e b e b e b

|miz—= 40 60 80 100 120 140 160 180 200 220 240

260 280 300 320 340 360 380 400

asa

371383 380

565
T

420 440 460 480 500 520 540

40

560

T
580

820
T
800 620




File
Operator
Acquired
Instrument

C:\MSDCHEM' 1\ DATA\AKO13.D

Pablo

27 Jul 2016 9:01
Instrumen

using AcgMethod MSALTA

Sample Name: Muestra 13, C20H23NO3 . MW=325.17

Misc Info

msalta, dip

Vial Number: 1

Abundance
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File
Operator
Acquired
Instrument

C:\MSDCHEM' 1\ DATA\AK014.D

Pablo

27 Jul 2016 9:19
Instrumen

using AcgMethod MSALTA

Sample Name: Muestra 14, C20H22BrNO3 , MW=403.08

Misc Info

msalta, dip

Vial Number: 1
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File
Operator
Acquired
Instrument

Sanple Name:

Misc Info

C:\MSDCHEM\ 1\DATA\AK015.D

Pablo

27 Jul 2016
Instrumen

Muestra 15,

msalta, dip

10:32 using AcgMethod MSALTA

C20H21C12N03 MW=3593.09

Vial Number: 1

Abundance
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Sample Name:

Misc Info

[
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Scan 436 (3.315 min): AKD15.0
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C:\MSDCHEM' 1\ DATA\AK016.D

Pablo

27 Jul 2016
Instrumen

Muestra 16,

msalta, dip

10:49 using AcgMethod MSALTA

C21H25N04 MW=355.18

Vial Number: 1
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File : C:\MSDCHEM\1\DATA\AK017.D

Operator : Pablo

Acquired : 27 Jul 2016 11:00 using AcgMethod MSALTA
Instrument : Instrumen

Sample Name: Muestra 17, C20H23NO4 , MW=341.1&

Misc Info : msalta, dip

Vial Number: 1

bundance TIC: AKD17.D
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File : C:\MSDCHEM‘1\DATA\AK018.D

Operator : Pablo

Acquired : 27 Jul 2016 11:11 using AcgMethod MSALTA

Instrument : Instrumen

Sample Name: Muestra 18, C23H29NO5 , MW=399.20

Misc Info : msalta, dip

Vial Number: 1

Abundance TIC: AKD18.D
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

C:\MSDCHEM\1\DATA\AK01%9.D

Pablo

27 Jul 2016
Instrumen

Muestra 19,

msalta, dip

1

11:23 using AcgMethod MSALTA

C21H25NO4 MW=355.18
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C:\MSDCHEM\ 1\DATA\AK020.D

Pablo

27 Jul 2016
Instrumen

Muestra 20,

msalta, dip

1

11:34 using AcgMethod MSALTA

C21H25N03 MwW=339.18
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PART 4
High Resolution Mass



Data File AKDO1TSP.D Sample Name
Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI 4G_TSP.M
Acquired Time 7/26/2016 11:29:42 AM IRM Calibration Status [Success
DA Method UA.m Comment
Compound Table
FIass FITIT |
Error Comp.
Tgt Formula Tgt Mass 0bs. Mass Tgt Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H24 CIN O3 373.1445 373.1437 91.43 -2.03 373.1428 6.67|Formula
Tgt Formula Tgt Mass Obs. Mass Tgt Score  Mass error (ppm) obs. m/z Find
Cpds
Alaorith
C21H24CIN O3 373.1445 373.1437 91.43 -2.03 373.1428 Find By
Formula

x10 8
1441

1.2

14
0.8
0.6
0.4
0.2

6.670

Cpd 1: C21 H24 CI N O3: +EI EIC(373.1439, 375.1418) Scan AKO01TSP.D

0

4

5

8

6 7
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 5 [Cpd 1: C21 H24 CIN O3: + FBF Spectrum (6.007-6.173 min) AKDO1TSP.D Subtract
1.754 373.§428
qEd [C21H24CINO3]+
1.251
14
0.751
0.54
0.254
T T T T T T 0 I T T T T T
345 350 355 360 365 370 375 385 390 385 400

Counts vs. Mass-to-Charge (m/z)
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Data File AKDO2TSP.D Sample Name

Position 1 Instrument Name GCQTOF

Operator Name Acq Method ORGANICA_FEI 4G_TSP.M
Acquired Time 7/26/2016 12:05:22 PM IRM Calibration Status [success |
DA Method UA.m Comment

Compound Table

FIass FITRT |
Error Comp.
Tgt Formula Tgt Mass 0Obs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H25 N O3 339.1834 339.1863 74.09 8.52 339.1863 6.289|Formula
Tgt Formula Tgt Mass 0bs. Mass Tgt Score  Mass error (ppm) obs. m/z Find
Cpds
Alnorith
C21 H25 N O3 339.1834 339.1863 74.09 8.52 339.1863 Find By
Formula
x10 5 Cpd 1: C21 H25 N O3: +El EIC(339.1829) Scan AKO02TSP.D
744 6.289 1
64
5 4
4
34
24
1 4
G T T T T T T T T T T T
1 2 3 9 10 1

4 5 6 7
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 5 [Cpd 1: C21 H25 N O3: + FBF Spectrum (5.720-6.233, 6.240, 6.246 ... min) AKOD2TSP.D Subtract

35 339} 863
[C21HZENO3]+

34
2.54
2]
1.54
1
0.5
01 . . ; L . . . .

315 320 325 330 335 340 345 350 355 360 365
Counts vs. Mass-lo-Charge (miz)
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Data File AKDO3TSP.D Sample Name Unavailable
Position Unavailable Instrument Name Unavailable
Operator Name Unavailable Acq Method
Acquired Time Unavailable IRM calibration Status
DA Method UA.m Comment Sample information is unavailable
Compound Table
FIass FITIT |
Error Comp.
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H23 Cl2 N O3 407.1055 407.1065 05.66 2.49) 407.1062 6.828|Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score | Mass error (ppm) ohs. m/z Find
Cpds
Alaorith
C21H23Cl2N O3 407.1055 407.1065 95.66 2.49 407.1062 Find By
Formula
x10 6 |Cpd 1: €21 H23 CI2 N O3: +EI EIC(407.1050, 409.1024) Scan AK003TSP.D
1444 al 6.828 1
1.2
1 4
0.84
0.6+
H,C” 0
0.4
j HiC™ °N
0.2 3 H
05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 8 85 9 95 10 105

MS Zoomed Spectrum

Counts vs. Acquisition Time (min)

x10 %
1.6
1.4
1.24
14
0.84
0.64
0.44
0.2
[4]

407.
[C21H23

Cpd 1: C21 H23 CI2 N 03! + FBF Spectrum (6.266-6.504, 6.954-7.166 min) AKOO3TSP.D Subtract

062
LIZNO3)+

380

P S 1 .

385

390

395

400 405

410 415 420

Counts vs. Mass-to-Charge (m/z)
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Data Filename

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Commeent

Expected Barcode

AKDOATSP.D

GOGTOF
ORGAMICA_EI_4G_TSP.M

S o veod A

Sample Name

Position

Uzer Name
Acquired Time  7/26/2016 12:48:37 PM

Sample Amount

Dual Inj Vol TuneMName ahunes.eitune.sxml
TunePath D:\MassHunter\GCMSY 117200 TuneDateStamp 7/26/2016 10:46:36 AM
\
MSFirmwareVersion G.7200.01.13 DperatorMame
RunCompletedFlag  True Acquisition SW MassHunter GC/MS
Version Acquisition B.07.00
SP2.1654 2%-Aug-2013
Copyright © 1985-2013
Agilent Technologies, Inc.
User Chromatograms
Fragmentor Voltage Collision Energy 0 Ionization Mode  EI
w10 7 |*El TIC Scan AKOO4TSP.D
T *7.181 1
5
44
3.
o]
1.
D- T T T T T T T T T T T T T T T T T
05 1 1. 2 245 3 35 4 4.5 5 65 @6 G.5 7 75 8 85

Integration Peak List

Counts wvs. Acquisition Timea {min)

Peak [Start [RT End Height Area Area %
1 .20 7.181] 7.541 52799138.41 14418640893 100
User Spectra
Spectrum Source Collision Energy Ionization Mode
Peak (1) in "+ TIC Scan - AKDOMTSP.D" 1] H
10 4 [C22 H27 N Q4: +El Scan (6.204-6.247 min, 14 Scans) AKDD4TSF.D Subtract
6+ ZGZ_[445
. [C15 H29 N 03]+
4
3|
2] 62,9902 HsC
1_
0 i |||.-..J~Jl|m ..|.I. Il _.Li.l‘; L N,

50 100 150

200 250

[

300 350

400
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Data File AKOO5TSP.D Sample Name
Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/26/2016 1:08:51 PM IRM Calibration Status _
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H24 Br N 03 417.094 417.096 76.61 4.94 419.0969 7.013|Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) oabs. m/z Find
Cpds
Alnorith
C21 H24 Br N O3 417.094 417.096 76.61 4.94 419.0969 Find By
Formula
x10 6 |Cpd 1: C21 H24 Br N O3: +El EIC(417.0934, 419.0916) Scan AKOO5TSP.D
1.447 7.013 1
1.2
14
0.81
0.6
0.41
0.2
0 - S —— | B = N S N —
05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 8 85 9 95 10

MS Zoomed Spectrum

Counts vs. Acquisition Time (min)

»x10 & |[Cpd 1: C21 H24 Br N O3: + FBF Spectrum (6.215-6.808, 6.818 ... min) AKOOSTSP.D Subtract

419.pg69
25 [C21Hi24BrNO3]+
2]
154
14
0.5
0 1

390

395

400 405

410

415 420 425 430 435 440

Counts vs. Mass-to-Charge (m/z)
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Data File AKOOBTSP.D Sample Name

Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/26/2016 1:40:33 PM IRM Calibration Status _
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H24 CIN O3 373.1445 373.1461 91.04 4.39 373.1457 7.308)Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) oabs. m/z Find
Cpds
Alnorith
C21H24CIN O3 373.1445 373.1461 91.04 4.39 373.1457 Find By
Formula
x10 6 |Cpd 1: C21 H24 CIN O3: +EI EIC(373.1439, 375.1418) Scan AKODETSP.D
1.441 7.308 1
1.2
1
0.8+
0.6+
0.4
0.2
0

05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 8 85 9 95
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 %
1.754
1.54
1.254
14
0.754
0.54
0.254

Cpd 1: C21 H24 CIN O3: + FBF Spectrum (6.153-6.365, 7.444-7.613 min) AKOOETSP.D Subtract

373.§457
[C21H24CINO3]+

345 350 355 360 365 370 375 380 385 390 395 400
Counts vs. Mass-to-Charge (m/z)
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Data Filename AKDO7TSP.D Samiple Name

Sample Type Position i |

Instrument Name GOOTOF User Name

Acg Method ORGANICA_EL_4G_TSP.M Acquired Time  7/26/2016 1:58:45 PM
IRM Calibration Status [ oA Method UA.m

Comment

Expected Barcode Sample Amount
Dual Inj Vol TuneMName atumes.situne xml
TunePath D:\MassHunter\GCMSY 117200 TuneDateStamp 7/26/2016 11:55:23 AM
\
MSFirmwareVersion G.7200.01.13 OperatorMame
RunCompletedFlag True Acquisition SW MassHunter GC/MS
Version Acguistion B.O7.00
SP2.1654 29-Aug-2013
Copyright © 1983-2013
Agilent Technologies, Inc
User Chromatograms
Fragmentor Voltage Collision Energy 0 Ionization Mode  EI
<ia 7 |+E1 TIC Scan AKOOTTSP.D
11 *6.695 1
3.54
3]
254
2]
1.54
1
0.54
04 : 1 : : : : : : t - -
1 2 3 4 5 G 7 B 9 10 1
Counts va_ Acquisition Time (mimn)
Integration Peak List
Peak [Start [RT End Height Area Area %0
1 5,574 5659 7.016 3298445252 788602954.9 100
User Spectra
Spectrum Source Collision Energy Ionization Mede
Peak (1) in "+ TIC Scan - AKDOTTSP.D" 1] H

»x10 5 +E| Scan (5.874-5 980, 5,987, 5,993 .., min, 42 Scans) AKDOTTSP.D Subtract
3 " 2621468
2.5
2_
1.51 53,2000
14 [C22 H27 N O3]+
v 178.0514
51 C9 H8 N O3]+
62.9903 L 1 ||
ol TS P S N T . ; ; ; ; ;
50 100 150 200 250 300 350 400 450 500 550 GO0 G50

Counts va. Mass-ta-Charge {m/iz)
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Data File
Position
Operator Name
Acquired Time

AKOOBTSP.D
il

7/27/2016 8:55:10 AM

Sample Name
Instrument Name

Acq Method

IRM Calibration Status

GCQTOF
ORGANICA_EI 4G_TSP.M

DA Method UA.m Comment
Compound Table
FI3ss FITIT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C23 H29 N O5 399.2046 399.2062 091.12 4.07 399.2056 6.926]Formula
Tot Formula Tgt Mass 0bs. Mass Tgt Score  Mass error (ppm) aobs. m/z Find
Cpds
Alnorith
C23 H29 N O3 399.2046 399.2062 91.12 4.07 399.2056 Find By
Formula
x10 5 |Cpd 1: C23 H28 N O5: +E| EIC(399.2040) Scan AKO08TSP.D
741 6.926 1
E 4
54
4
3 +
2 4
1 4
G T T T T T T T T T T T
1 2 3 4 5 3] 74 8 9 10 11

Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

»x10 & [Cpd 1: C23 H28 N O + FBF Spectrum (6.522-6.710, 7.220-7.720 min) AKDOBTSP.D Subtract
- CH, 399 p056
&5 o CH, [C23HZBNOS]+
1.24 )
14
0.84
0.6 HSC/\O
0.4
0.2 HC™ N
0 ) : ; g p T : ) : 3 ;
375 380 385 390 395 400 405 410 415 420 425

Counts vs. Mass-to-Charge (m/z)
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Data Filename AKDOSTSP.D Sample Name

Sample Type Position 1

Instrument Name GCOTOF User Name

Acg Method ORGANICA_EI 4G_TSP.M Acquired Time  7/27/2016 9:15:23 AM

IRM Calibration Status EE= o Method UAm

Comment

Expected Barcode Sample Amount

Dual Inj Vol TuneName ahunes.eitune.sml

TunePath D:\MassHunter\GCMS| 117200 TuneDateStamp 7272016 7:13:13 AM

\

MSFirmwareVersion G.7200.01.13 DperatorMame

RunCompletedFlag True Acquisition SW MassHurter GC/MS
Wersion Acquisition B.07.00

SP2.1654 29-Auwg-2013

Copyright © 1985-2013
Agilent Technologies, Inc.

User Chromatograms

Fragmentor Voltage Collision Energy 0 Ionization Mode  EI

w10 7 |FEI TIC Scan AKOOSTSP.D

1 Y8675

5.

44

a4

24

14

0- T T T T T T T T T T T

1 2 3 5] g9 10 11
Counis vs. Acquisition Timea {min)
Integration Peak List
Peak Start RT End Height Area Area %o
1 5.278 6.675 7.765 53445320.85 1570038458 100|

User Spectra

Spectrum Source Collision Energy Ionization Mode
Peak (1) in "+ TIC Scan - AKDOSTSP.D" 0 =H
x10 & [*El Scan (5.278-5.646, 7.344-7.348 _.. min, 238 Scans) AKDDITSP.D' Subtract
2621446
14 [C15 H20 N O3]+
0.8+
0.6+
041 357.1741
0.2 Lma et 178.0505 [C21 H24 F M O3]+
[C6 HE}+ [CO HE N Q3]+
0 . L (I R ol § Ll

50 100 150 200 250 300 350 400 450 s00 550 600 650

Counts vs. Mass-to-Charge {miz)
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Data File AKO10TSP.D Sample Name

Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/27/2016 9:47:51 AM IRM Calibration Status _
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C21 H24 N2 05 384.1685 384.1697 94.68 3.02] 384.1692 7.033|Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) oabs. m/z Find
Cpds
Alnorith
C21 H24 N2 05 384.1685 384.1697 94.68 3.02 384.1692 Find By
Formula
%10 5 |Cpd 1: C21 H24 N2 O5: +EI EIC(384.1680) Scan AKO10TSP.D
31 7.033 1
2.54
2 4
1.54
14
0.54
G T T T T T T T T T T T
1 2 3 4 5 3] 74 8 9 10 11

Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 %
14

0.84
0.6
0.4

0.2 4

o}

Cpd 1: C21 H24 N2 O5: + FBF Spectrum (6.699-7.391 min) AKO10TSP.D Subtract

384 692
[C21H24N205]+

360 365 370 375 380 385 390 395 400 405
Counts vs. Mass-to-Charge (m/z)
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Data File AKD11TSP.D Sample Name

Position i Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI 4G_TSP.M
Acquired Time 7/27/2016 10:10:06 AM IRM Calibration Status [Success
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score | (ppm) | Obs.mjz Ret.T |Algorith
Find By
C22 H27 N 04 369.194 369.1951 94.59 3.03] 369.1946 6.331|Formula
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) Obs. m/z Find
Cpds
Alnarith
C22 H27 N 04 369.194 369.1951 94.59 3.03 369.1946 Find By
Formula
x10 5 Cpd 1: C22 H27 N O4: +El EIC(369.1935) Scan AKO11TSP.D
74 6.331 1
64
54
4 <
3 4
24
14
a 4.639

05 1 15 2 25 3 35 4 45 & 55 6 65 7 75 8
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 5 [Cpd 1: C22 H27 N O4: + FBF Spectrum (5.930-6.106, 6.513-6.887 min) AKD11TSP.D Subtract

369.) 946
[C22H2fNO4}+

1.4
1.24

1_
0.8
0.6
0.4
0.2

ol , , i , , ,

345 350 355 360 365 370 375 380 385 390 395
Counts vs. Mass-lo-Charge {m/z)
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Data File AKO12TSP.D Sample Name

Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/27/2016 10:25:41 AM IRM Calibration Status _
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C20 H22 CIN O3 359.1288 359.1282 02,28 -1.62 359.1275 6.679)Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) oabs. m/z Find
Cpds
Alnorith
C20H22CIN O3 359.1288 359.1282 092.28 -1.62 359.1275 Find By
Formula
x10 6 |Cpd 1: C20 H2Z2 CIN O3: +EI EIC(359.1283, 361.1261) Scan AK012TSP.D
11 6.679 1
1.2
1 4
0.84
0.6
0.4
0.2
G T T T T T T T T T T T
1 2 3 4 5 3] 74 8 9 10 11
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
»x10 & [Cpd 1: C20 H2Z CIN O3: + FBF Spectrum (6.027-6.205, 6.867-7.096 min) AKD12TS5P.D Subtract
1 3590275
154 [C20H22CINO3]+
1.254
14
0.75-
0.54
0.251
0 L . . .

335 340 345 350 355 360 365 370 375 380 385
Counts vs. Mass-to-Charge (m/z)
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Data File AKD13TSP.D Sample Name

Position i Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI 4G_TSP.M
Acquired Time 7/27/2016 10:45:32 AM IRM Calibration Status [Success
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score | (ppm) | Obs.mjz Ret.T |Algorith
Find By
C20 H23 N O3 325.1678 325.1678 97.57 0.11] 325.1673 6.239|Formula
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) Obs. m/z Find
Cpds
Alnarith
C20H23 N O3 325.1678 325.1678 97.57 0.11 325.1673 Find By
Formula
x10 5 Cpd 1: C20 H23 N O3: +El EIC(325.1672) Scan AK013TSP.D
74 6.239 1
E 4
54
4 <
3 4
24
14
G T T T T T T T T T T T
1 2 3 4 5 3] 7 8 9 10 11

Counts vs. Acquisition Time (min)

MS Zoomed Spectrum
x10 5 [Cpd 1: C20 H23 N O3: + FBF Spectrum (5.730-5.965, 5.971 ... min) AKD13TSP.D Subtract
1.4+ 325.1673
19] [C20HZBNO3]+
14
0.84
0.6+
0.4
0.2
4] : : ] :

300 305 310 315 320 325 330 335 340 345 350
Counts vs. Mass-lo-Charge {m/z)
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Data Filename
Sample Type
Instrument Name
Aog Method

IRM Calibration Status
Comment

AKOD14BTSP.D

GOQTOF
ORGANICA_EI_4G_TSP.M

S st

Samiple Name

Position

User Name

Acquired Time

7/28/2016 12:45:36 PM

UA.m

Expected Barcode Sample Amount
Dual Inj Vol TuneMName atumes.situne xml
TunePath D:\MassHunter\GCMS| 117200 TuneDateStamp 7/28/2016 10:43:43 AM
\
MSFirmwareVersion G.7200.01.13 OperatorMame
RunCompletedFlag True Acquisition SW MassHunter GC/MS
Version Acquistion B.O7.00
SP2.1654 29-Aug-2013
Copyright € 1989-2013
Agilent Technologies, Inc.
User Chromatograms
Fragmentor Voltage Collision Energy 0 Ionization Mode  EI
<10 7 |+E1 TIC Scan AKOT4BTSP.D
11 1
354
3_
25
2]
154
1
0.54 ~6.302
U- T T T T T T T T T T T
1 2 3 4 5 G 7 10 1
Counts va. Acquisition Time (mimn)
Integration Peak List
Peak [Start [RT End Height Area Area %
1 6,054 65302 6.491 2284811.21 36745645,33 100
User Spectra
Spectrum Source Collision Enargy Ionization Mode
Peak (1) in "+ TIC Scan - AKD14BTSR.IV 1] H
10 4 C14 H1& N O3; +E| Scan (6.080-6.114 min, & Scans) AKD14BTSP.D Subtract
8 248.)287
[C14 H18 M O3+
&
4
9.
62,9901 403.0674
0 | 149.0469 216.1020) | 3129742 '
50 100 150 200 250 300 350 400 450 500 550 GO0 65O

Counts ve. Mass-ta-Charge {m/iz)
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Data File AKD15TSP.D Sample Name Unavailable
Position Unavailable Instrument Name Unavailable
Operator Name Unavailable Acq Method
Acquired Time Unavailable IRM calibration Status
DA Method UA.m Comment Sample information is unavailable
Compound Table
FIass FITIT |
Error Comp.
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C20 H21 Cl2 N O3 393.0898 393.0914 92.35 4 393.091 6.355|Formula
Tat Formula Tgt Mass 0Obs. Mass Tgt Score | Mass error (ppm) ohs. m/z Find
Cpds
Alaorith
C20H21Cl2N O3 393.0898 393.0014 92.35 4 393.001 Find By
Formula
x10 5 |Cpd 1: C20 H21 CI2 N O3; +EI EIC(393.0893, 395.0868) Scan AKO15TSP.D
11 Cl 6.355 1
1.54
1.254
1 4
0.754
0.5
0.251
N
0 Jd.
o5 1 15 2 25 3 35 4 45 5 65 6 65 7 75 85 9 95
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 4 [Cpd 1: C20 H21 CI2 N O3: + FBF Spectrum (6.076-6.937 min) AKD15TSP.D Subtract
3.54 3g3.poto
7 [C20H21(I12NO3]+
2.5
2 4
1.5
14
0.54
0 L L L L L L ! I I 1 L L L L L
365 370 37s 380 385 390 395 400 405 410 415 420

P S 1 .

Counts vs. Mass-to-Charge (m/z)
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Data Filename AKDLIETSP.D Samiple Name
Sample Type Position i |
Instrument Name GOOTOF User Name
Acg Method ORGAMNICA_EL_4G_TSP.M Acquired Time  7/27/2016 12:22:19 PM
o Calbraton sovs N 0~ e A
Comment
Expected Barcode Sample Amount
Dual Inj Vol TuneMName atumes.siune xml
TunePath D:\MassHunter\GCMS| 117200 TuneDateStamp 7/27/2016 10:20:48 AM
\
MSFirmwareVersion G.7200.01.13 OperatorMame
RunCompletedFlag True Acquisition SW MassHunter GC/MS
Version Acguistion B.O7.00
SP2.1654 29-Aug-2013
Copyright © 1983-2013
Agilent Technologies, Inc
User Chromatograms
Fragmentor Voltage Collision Energy 0 Ionization Mode  EI
<ia 7 |+E1 TIC Scan AKO16TSP.D
511 ~7.217 1
4
3]
24
1
04 : 1 : : ;i ; ! i . - -
1 2 3 4 5 G 7 B 9 10 1
Counts va_ Acquisition Time (mimn)
Integration Peak List
Peak [Start [RT End Height Area Area %0
1 6,134 7.217] 7.727 4573476447 1256108048 100
User Spectra
Spectrum Source Collision Energy Ionization Mede
Peak (1) in "+ TIC Scan - AKD16TSP.D" 1] H
104 +E| Scan (6.134-6 237 min, 32 Scans) AKI16TSP.D Subtract O/CH3
2481287
4 [C14 H18 N O3+
3 353.1629
52,9901 [C21 H23 N O4]+
2]
1
115.0539 L
CaHT)
0 ! [. L ! luiu J.uI LLiall h.ll.lll.llI ! ! ! | ! !
a0 100 150 200 250 300 as0 400 450 500 550 B00 G650

Counts va. Mass-ta-Charge {m/iz)
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Data File AKO17TSP.D Sample Name
Position 1 Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/27/2016 12:41:43 PM IRM Calibration Status _
DA Method UA.m Comment
Compound Table
FTass FITRT |
Error Comp.
Tgt Formula Tagt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C20 H23 N 04 341.1627 341.1633 06.95 1.69| 341.1628 7.35|Formula
Tot Formula Tgt Mass 0bs. Mass Tgt Score  Mass error (ppm) aobs. m/z Find
Cpds
Alnorith
C20 H23 N 04 341.1627  |341.1633 96.95 1.69 341.1628  Find By
Formula
x10 5 |Cpd 1: C20 H23 N O4: +E| EIC(341.1622) Scan AKO17TSP.D
1 7.350 1
3.54
3
2.5
2 4
1.5
1 4
0.51 6.489
G T T T T T T T T T T T
1 2 3 4 5 8 9 10 11

6 7
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x105|Cpd 1: C20 H23 N O4(§[BF Spectrum (7.015-7.347, 7.370-7.757 min) AKO17TSP.D Subtract
341.) 628
1] [C20H2BNOA}+
0.8
0.6
0.4
0.2
0 " r T n - ; e " g ; ; "
315 320 325 330 335 340 345 350 355 360 365

Counts vs. Mass-to-Charge (m/z)
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Data File AKO18TSP.D Sample Name

Position e Instrument Name GCQTOF
Operator Name Acq Method ORGANICA_EI_4G_TSP.M
Acquired Time 7/27/2016 1:17:49 PM IRM Calibration Status [success
DA Method UA.m Comment
Compound Table
|y F-1-3 FITRT |
Error Comp.
Tgt Formula Tgt Mass 0bs. Mass Tat Score | (ppm) | Obs.m/z Ret.T |Algorith
Find By
C23 H29 N O5 399.2046 399.2053 96.53 1.9] 399.2048 6.884|Formula
Tgt Formula Tgt Mass 0Obs. Mass Tgt Score  Mass error (ppm) Obs. m/z Find
Cpds
Alnorith
C23 H29 N O5 399.2046 399.2053 96.53 1.9 399.2048 Find By
Formula
x10 5 |Cpd 1: C23 H28 N OS5: +E| EIC(399.2040) Scan AK018TSP.D
475]1 6,884 1
1.5
1.254
1
0.754
0.5
0.254
G T T T T 0 T T T T T T
1 2 3 9 10 1

4 5 6 7
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum
x10 4 |Cpd 1: C23 H29 N O5: + FBF Spectrum (6.579-7.413 min) AKD18TSP.D Subtract

CH 399.p048

5] OH (7% (cosnzbnos+
N 0
3
2

H,C™ YO
14
. H,e” N , I

375 380 ' '385 390 395 400 405 410 415 420 425
Counts vs. Mass-lo-Charge (miz)
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Data Filename AKD19TSP.D Samiple Name

Sample Type Position i |

Instrument Name GOOTOF User Name

Acg Method ORGAMNICA_EL_4G_TSP.M Acquired Time  7/27/2016 1:41:10 PM

IRM Calibration Status [ oA Method UA.m

Comment

Expected Barcode Sample Amount

Dual Inj Vol TuneName atunes. i tune.xml

TunePath D:\MassHunter\GCMS| 117200 TuneDateStamp 7/27/2016 11:39:36 AM

\

MSFirmwareVersion G.7200.01.13 OperatorMame

RunCompletedFlag True Acquisition SW MassHunter GC/MS
Version Acguistion B.O7.00

SP2.1654 29-Aug-2013
Copyright © 1983-2013
Agilent Technologies, Inc

User Chromatograms

Fragmentor Voltage Collision Energy 0 Ionization Mode  EI

%10 7 |

&4

+El TIC Scan AKD19TSP.D
1 -

i 2 3 4 5 6 7 8 4 10 11
Counts va_ Acquisition Time (mimn)

Integration Peak List

Peak

Start  |RT End Height Area Area %0

1

7.053 8.284 B.916 61197703.77] 2131638407 100|

User Spectra

Spectrum Source Collision Energy Ionization Mede
Peak (1) in "+ TIC Scan - AKD19TSP.D" 1] H
w10 5 |*El Scan (7.053 min) AKD19TSP.D Subtract
1 2621452
N [C15 H20 N O3]+ OH
0.8
4 S
0.6 H,C™ O
0.4 4
02629902 168.0811 383.2102 HaC u
i 1 [C12 H10 M)+ i l [C23 H29 N O4]+
0 l L . ) 1kl | L L M 1

50 100 150 200 250 300 350 400 450 500 550 600
Counts va. Mass-to-Charge {m/iz)
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Data Filename AKD20TSP.D Sample Name

Sample Type Position 1

Instrument Name GCOTOF User Name

Acg Method ORGANICA_EI 4G_TSP.M Acquired Time  7/27/2016 2:00:4% PM
IRM Calibration Status EE= o Method UAm

Comment

Expected Barcode Sample Amount

Dual Inj Vol TuneName ahunes.eitune.sxml

TunePath D:\MassHunter\GCMS| 117200 TuneDateStamp 7/27/2016 11:57:25 AM

\
MSFirmwareVersion G.7200.01.13 DperatorMame
RunCompletedFlag True Acquisition SW MassHurter GC/MS
Wersion Acquisition B.07.00

SP2.1654 2%-Aug-2013
Copyright © 1985-2013
Agilent Technologies, Inc.

User Chromatograms

Fragmentor Voltage Collision Energy 0 Ionization Mode  EI

x10 7 [*EI TIC Scan AKO20TSP.D
441
a
2
14
0- T T T T T T T T T T T
1 2 3 5] g9 10 11
Counis vs. Acquisition Timea {min)
Integration Peak List
Peak Start RT End Height Area Area %o
1 5.593 6.792 7.934 37743952.939 1123274532 100|
User Spectra
Spectrum Source Collision Energy Ionization Mode
Peak (1) in "+ TIC Scan - AKDZOTSP.D" 0 =H
x10 5 +El Scan (5.593-5.759, 7.543-7.553 .. min, 169 Scans) AKQO20TSF.D Subtract
1.64 2481286
1.4 [C14 H18 N O3]+
1.2
14
0.8+
0.6
0.4+ 3391827
0.2 93 9906 [C21 H25 N O3]+
oL CAN Pl | e S A . | . . . .
a0 100 150 200 250 oo 350 400 450 500 550 600 650

Counts vs. Mass-to-Charge {miz)
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