LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample - G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

2.753 6 11 21 rBv 169300 351373 21.39% 2.411%
2.835 21 25 30 rvw 74652 107745 6.56% 0.739%
rvB2 13329 18479 1.12% 0.127%
4.774 350 355 367 rVB 105843 150093 9.14% 1.030%
5.250 430 436 446 rBv 672104 968149 58.94% 6.643%
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6.848 701 708 723 rBV 689150 1061346 64.61% 7.283%
7.195 760 767 777 rBV 687043 1082443 65.89% 7.427%
rBv 251658 381466 23.22% 2.618%
7.976 893 900 907 rVvB 497382 780470 47.51% 5.355%
8.816 1036 1043 1052 rBV 405416 629732 38.33% 4.321%
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11 10.444 1314 1320 1331 rBV 353866 564496 34.36% 3.873%
12 12.923 1734 1742 1750 rBV 889306 1290222 78.54% 8.853%
13 13.764 1878 1885 1893 rBV 55942 78187 4.76% 0.537%
14 14.304 1970 1977 1985 rBV2 514384 750937 45.71% 5.153%
15 15.791 2224 2230 2243 rBV 624528 929632 56.59% 6.379%

16 17.042 2437 2443 2452 rBV2 656832 927602 56.47% 6.365%

17 17.430 2500 2509 2522 rBV2 58698 97242 5.92% 0.667%
18 17.947 2593 2597 2605 rBV5 10842 24262 1.48% 0.166%
19 18.805 2738 2743 2751 rBV 168022 250569 15.25% 1.719%
20 19.375 2836 2840 2844 rVB3 14117 17210 1.05% 0.118%
21 19.674 2885 2891 2898 rBV 1347808 1642735 100.00% 11.272%
22 20.315 2995 3000 3004 rBV 37825 46193 2.81% 0.317%
23 20.932 3101 3105 3116 rBV 197327 291577 17.75% 2.001%
24 21.137 3137 3140 3144 rVB 20413 23563 1.43% 0.162%

25 21.225 3149 3155 3160 rBV 856888 1059508 64.50% 7.270%

26 23.452 3526 3534 3545 rBV 560701 1048285 63.81% 7.193%

Sum of corrected areas: 14573516
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016470.D
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Abundance TIC: BG016470.D
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1000000
12.92

800000
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016470.D
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21.23
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

2.84 5.65 ng 107745 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 26 (2.841 min): BG016470.D (-21) (-) m/z 73.10 100.00%
7B
5000 %S
43
55 87
| 207 2.80 2.90 3.00 3.10 3.20
e e e e e e e || M7z 43.100  28.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BN IR RARAN LARRN RARRR N
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.41%
2 0l
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 18.29%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 10.63%
5000 43 87
15 72
'"W'w"ﬂ"??”l'l'“'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown4.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.77 7.87 ng 150093 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 Guanidine 59 CH5N3 000113-00-8 38
4 4-Ethyl-3-octanol 158 C10H220 019781-26-1 28
5 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 28

Abundance Scan 354 (4.768 min): BG016470.D (-350) (-) m/z 43.10 100.00%
a3
59
5000
101
53|| 3 g3 . 440 4.60 4.80 5.00 5.200
e I B LA s m/z 59.10 65.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 LAARSE AR RARAE SRR
101 440 460 480 500 5.20
28 59 m/z 101.10 29.60%
70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
5000 59 m/z 58.10 17.23%
25 31 37 83 oz %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
3 59 440 4.60 4.80 500 5.20
m/z 41.10 8.20%
5000 18
28
12 | AN ‘ ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown7.19 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.19 56.75 ng 1082440 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 766 (7.189 min): BG016470.D (-760) (-) m/z 132.00 100.00%
5000 68
96 80 700 790 7.40 7.60
40 54 J 6.80 7.00 7.20 7.40 7.60
B :|-.|.7.7, 87 | Meus W m/z 68.10 37.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 S
5000 S A L I
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 31.87%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.55%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl TP e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.64%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 .1§?. 0 VRN & G—
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Pentadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.43 2.10 ng 97242 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol 228 C15H320 000629-76-5 94
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
5 1-Tetradecanol 214 C14H300 000112-72-1 74
Abundance Scan 2509 (17.430 min): BG016470.D (-2500) (-) m/z 83.10 100.00%
55
43
5000
125
17.20 17.40 17.60 17.80
S— 100154 179 196 m/z 55.10 95.82%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75205: 1-Pentadecanol
41 55 69 83
97
5000
2 11 17.20 17.40 17.60 17.80
125 m/z 97.10 84.23%
as | Ul L L | 139 154167 182 210
m/z--> 25 45 éo 85 160 150 110 160 180 260 250
Abundance
41 5
69
83 17.20 17.40 17.60 17.80
5000 97 m/z 69.10 80.69%
29 111
“ 125 139 153 168 196
m/z--> 25 45 éo 85 160 150 140 160 180 260 250
Abundance #83798: 1-Hexadecanol
43 55 17.20 17.40 17.60 17.80
69 83 m/z 43.10 74.08%
97
5000
29 111
M‘mmmmm 224
m/z--> 25 45 60 100 150 140 160 180 260 250 1750 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.80 5.40 ng 250569 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 98
2 1-Octadecene 252 C18H36 000112-88-9 96
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 1-Heptadecanol 256 C17H360 001454-85-9 91

Abundance Scan 2742 (18.799 min): BG016470.D (-2738) (-) m/z 83.10 100.00%

5000

_;:::::====_

125 e R
139153167182 209224 18.40 18.60 18.80 19.00 19.20

m/z 69.10 91.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)-
55
a1 | 99 g3
5000 97
18.40 18.60 18.80 19.00 19.20
111 m/z 55.10 90.42%
2
J 1 | 125130154168182196 204 252
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 83
97 18.40 18.60 18.80 19.00 19.20
5000 29 m/z 97.10 87.67%

111
125149 252
154168182196210224238

WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene RS EE e o
18.40 18.60 18.80 19.00 19.20
m/z 57.10 79.16%

5000

125

!
-

139154168182196210224238 266
_r'_l_'_'—r'_l_l_'—r'_'_l_'—rl_'_l_'—rl_r
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample : G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclopentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.93 5.50ng 201577  Chrysene-di2 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cyclopentadecane 210 C15H30 000295-48-7 95

2 1-Heneicosyl formate

3 1-Heptadecanol

4 1-Hexadecanol

5 Bromoacetic acid, hexadecyl ester

340 C22H4402
256 C17H360
242 C16H340
362 C18H35Bro2

077899-03-7 91
001454-85-9 91
036653-82-4 91
005454-48-8 91

Abundance Scan 3105 (20.932 min): BG016470.D (-3101) (-) m/z 83.10 100.00%
57
5000 111 JK\~W~\
139 20.60 20.80 21.00 21.20
3 | 167 191208 : ' : '
b o 20 200508 27 3% Tm/z 97.10 90.72%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55
83
5000
i 20.60 20.80 21.00 21.20
29 m/z 57.10 89.76%
e wze
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
B e S SBER
20.60 20.80 21.00 21.20
5000 " m/z 55.10 79.52%
139 167 106 220 266 294 322340
T e e I e ST aL
m/z--> 50 100 150 200 250 300 350
Abundance #92320: 1-Heptadecanol EBRRE s Bt
55 g3 20.60 20.80 21.00 21.20
m/z 69.10 79.26%
5000
111
29
u‘\ WL 139 168 210 23g
lll| |||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016470.D

Acq On : 16 Apr 2015 23:44

Operator : TP/1Z

Sample - G1890-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.84 5.7 ng 107745 1 7.66 381466 20.0
unknown4 .77 4.77 7.9 ng 150093 1 7.66 381466 20.0
unknown7 .19 7.19 56.8 ng 1082440 1 7.66 381466 20.0
1-Pentadecanol 17.43 2.1 ng 97242 4 17.04 927602 20.0
5-Octadecene, (E)- 18.80 5.4 ng 250569 4 17.04 927602 20.0
Cyclopentadecane 20.93 5.5 ng 291577 5 21.23 1059510 20.0
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