LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM111218 .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 heiaht area % max. total
1 5.210 372 378 392 rBVY 1529381 2257598 1.83% 0.651%
2 6.775 633 644 656 rBY 1509232 2630588 2.13% 0.758%
3 7.122 696 703 711 rVB 1659346 2651413 2.15% 0.764%
4 7.581 770 781 790 rBVY 1015841 1599772 1.30% 0.461%
5 7.892 828 834 847 rVB 1223992 2053357 1.67% 0.592%
6 8.734 970 977 983 rBV 889037 1556378 1.26% 0.449%
7 10.351 1240 1252 1257 rBV2 1214892 2823913 2.29% 0.814%
8 11.775 1484 1494 1505 rBV 953037 1730791 1.40% 0.499%
9 12.839 1669 1675 1683 rBVY 1996896 2942748 2.39% 0.848%
10 13.045 1702 1710 1717 rVB2 1390267 2065879 1.68% 0.595%

11 14.133 1889 1895 1900 rBV 1755653 2252520 1.83% 0.649%
12 14.227 1903 1911 1918 rVV2 1459088 2662160 2.16% 0.767%
13 15.092 2054 2058 2063 rVB 1706082 2112729 1.71% 0.609%
14 15.733 2159 2167 2174 rVB3 1419159 2468985 2.00% 0.712%
15 15.963 2201 2206 2213 rBV 1757830 2971446 2.41% 0.856%

16 16.751 2336 2340 2345 rBV 1430750 1762362 1.43% 0.508%
17 16.804 2345 2349 2360 rVB 706842 1262471 1.02% 0.364%
18 16.986 2375 2380 2384 rBV 1511216 2294512 1.86% 0.661%
19 17.033 2384 2388 2396 rVV 2277845 3399766 2.76% 0.980%
20 17.492 2462 2466 2471 rBV 1243516 1517826 1.23% 0.438%

21 17.680 2491 2498 2502 rBV 28081526 35780079 29.02% 10.313%
22 17.909 2532 2537 2545 rVB2 1591202 2322885 1.88% 0.670%
23 18.186 2580 2584 2587 rBV 1047937 1280562 1.04% 0.369%
24 18.851 2684 2697 2699 rBV 58803901 123305783 100.00% 35.542%
25 18.880 2699 2702 2710 rVB2 52863882 80995900 65.69% 23.346%

26 18.998 2716 2722 2726 rVB 12464239 14839857 12.04% 4.277%
27 19.056 2726 2732 2734 rBV2 5584967 8383124 6.80% 2.416%
28 19.086 2734 2737 2748 rVB 5067107 8126898 6.59% 2.343%
29 19.421 2788 2794 2805 rVB2 1890784 3842801 3.12% 1.108%
30 19.639 2826 2831 2834 rVB 2295980 2917983 2.37% 0.841%

31 20.098 2902 2909 2912 rBV3 1630433 2855993 2.32% 0.823%
32 21.050 3067 3071 3076 rBV 1224647 1457197 1.18% 0.420%
33 21.192 3089 3095 3099 rBV3 2242063 4094018 3.32% 1.180%
34 21.780 3190 3195 3203 rBV4 1986404 3073370 2.49% 0.886%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM111218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.433 3300 3306 3313 rBV 2844696 4885612 3.96% 1.408%
36 22.727 3352 3356 3361 rBV2 935907 1616489 1.31% 0.466%
37 23.386 3464 3468 3473 rVB2 1281010 2135636 1.73% 0.616%

Sum of corrected areas: 346931401

8270-BM111218.M Wed Dec 05 11:49:27 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM017914.D

5e+07
4e+07
3e+07
2e+07

le+07

5.21 6.77 7/'\12 7.58 7.89 8.73 10.35 11.

—yt-—_r1t—rtr—trr--—r—rrer e A e

T T T T T T T T T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM017914.D

18.85
1$.88

5e+07
4e+07
3e+07 17.68

2e+07
19.00

- A AN 4 e A m
12.94 1 15.09 75.96 78S 17.49] 17.9 19.48.64 20.10
88.05 4433 15.76 &@ B 17 4# | 17.938.19

04
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM017914.D

5e+07
4e+07
3e+07
2e+07

16407
119 2178 2243573 2339

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 1 unknown7.12 Concentration Rank 6

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

7.12 33.15 ng 2651410 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 703 (7.122 min): BM017914.D (-696) (-) m/z 132.00 100.00%
13p.0
5000 68.1
96.0 PERARRE SRS SERLE AL
40.0 6.80 7.00 7.20 7.40
0 .l:,....,'!.1.1“?-,1..-J.,....,....,....,29‘?-.9. m/z 68.10 38.48%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0
5000 A L LR LR
6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.77%
0 S DN DAL SARLELL UARL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
13p.0
6.80 7.00 720 7.40
5000 67.0 m/z 66.05 25.19%
41.0 97.0
‘ ‘ 117.0
0----‘““--“-“- T2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine ey
13p.0 6.80 7.00 7.20 7.40
m/z 69.10 15.67%
5000
0 0o ||
G L B S UL L A LS BN W B N L LR LR
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.77 12.26 ng 1730790 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72

Abundance Scan 1493 (11.769 min): BM017914.D (-1484) (-) m/z 57.10 100.00%

51.1

5000

11.40 11.60 11.80 12.00
m/z 43.10 74.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
57.0

5000
11.40 11.60 11.80 12.00
29.0 m/z 71.10 64 .95%
0 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane
57.0
11.40 11.60 11.80 12.00
5000 85.0 m/z 41.10 42 .25%
29.0
113 0
obrrep et e 4 B30 1410 1690 1970 2250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl- I A A ma R
57.0 11.40 11.60 11.80 12.00
m/z 85.10 37.49%
5000 85.0
29.0 141.0
ol M 4 130 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 Tetradecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.05 15.52 ng 2065880 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 80
3 Pentadecane 212 C15H32 000629-62-9 72
4 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 68
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 64

Abundance Scan 1711 (13.051 min): BM017914.D (-1702) (-) m/z 57.10 100.00%
57.1
5000
12.80 13.00 13.20 13.40
Obrrr 1760 1983 m/z 43.10  72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55007: Tetradecane
57.0
5000
12.80 13.00 13.20 13.40
29.0 m/z 71.05 70.33%
o | 113.0 141.0 1690 198.0
m/z--> "éb"'ﬁb”' 60 80 100 120 140 160 180 200 220 240
Abundance #73964: Hexadecane
57.0
12.80 13.00 13.20 13.40
5000 m/z 85.10 44 .81%
85.0
29.0
o w \ il 41180 1410 1690 226.0
m/z--> ' b éo éo 160 150 150 1éo 180 200 250 250 '
Abundance #64571: Pentadecane
57.0 12.80 13.00 13.20 13.40
m/z 41.10 40.00%
5000 85.0
29.0
0 \‘ ‘\ H \‘ il \‘ 113 0 L 141 0 169 0 212 0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 180 200 250 24'10 ' 12|80 13 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 5 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.13 16.92 ng 2252520 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 92
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1894 (14.127 min): BM017914.D (-1889) (-) m/z 57.10 100.00%

517.1
5000 .

1131 1415 9122 13180 14.00 1420 1440
o 1692 m/z 43.10  73.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.80 14.00 14.20 14.40
m/z 71.10 68.86%

o ' 113.0 141.0 1690 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0

85.0 13.80 14.00 14.20 14.40
5000 m/z 85.10 44 .58%
29.0
0 LD g 11?0‘\ 1410 1690 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0 13.80 14.00 14.20 14.40

m/z 41.10 42 _.52%

5000
85.0
29.0
| ‘\ | 1180 1410 1690 282.0

NN M AN S A S AL NN EN————_— T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. 00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 15.87 ng 2112730 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tritetracontane 605 C43H88 007098-21-7 90

Abundance Scan 2058 (15.092 min): BM017914.D (-2054) (-) m/z 57.10 100.00%

51.1
5000 85.1

39 | 131 g4 926.3 1480 1500 15,20 1540
Obrrr el el el ol o 1AL 1692 1972 2263 m/z 71.10 70.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73966: Hexadecane
57.0

5000
14180 15,00 15,20 1540
m/z 43.10 69.77%

0 : " 1410 169.0 1970 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0

85.0 14.80 15.00 15.20 15.40
5000 m/z 85.10 46.59%
29.0
,,,,,,,,, EEEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0 14. 80 15.00 15.20 15.40

m/z 41.10 38.86%

5000 85.0
29.0 141.0
| ‘ [ 1130 | 169.0

e e bt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.75 15.36 ng 1762360 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2340 (16.751 min): BM017914.D (-2336) (-) m/z 57.10 100.00%
57.1
o WN\_\J\/\‘_/“A
NN AU SR
113.1 141 2 16.40 16.60 16.80 17.00
0 169.2 197.2 225.3 254.3281.0  326.1 n/z 71.10 73 . 19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane
57.0
85.0
5000 AU PURRRE B
16,40 16.60 16.80 17.00
29.0 m/z 43.10 68.67%
Ly 1301410 169.0 1970 240.0
m/z--> ﬁbm%mmmmmmmmmmmﬁ
Abundance #64571: Pentadecane
57.0
16.40 16.60 16.80 17.00
0
5000 85.0 m/z 85.10 50.83%
29.0
o | ‘ | 113014101600 2120
m/z--> %b&%@mmmmmmmmmmﬁ
Abundance #55007: Tetradecane EBERRE R st
57.0 16.40 16.60 16.80 17.00
m/z 41.10 37.50%
5000 85.0 NWW\J\/\‘_W
29.0
0 “ ” L ‘113 0 14]_ 0 169.0 198 0
s> 3 060 B0 100 150 14D 160 140 200 230 340 200 w0 A6 o> | | 1640 16,60 16,80 1765 "
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.80 11.00 ng 1262470 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
2 Hexadecane 226 C16H34 000544-76-3 50
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 46
4 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 2348 (16.798 min): BM017914.D (-2345) (-) m/z 57.10 100.00%

%

5000
16.40 16.60 16.80 17.00 17.20
3 ST . 2113 2483 2822 m/z 71.10 88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT
85.0 16. 40 16 60 16 80 17. 00 17. 20
29.0 113.0 m/z 184.10 63.57%
0 | bbbty e 2 2530, 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 43.10 48_.36%
85.0
29.0
o LU w 113.0 141.0 169.0 197.0 226.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- A B E n EE ettt
57.0 16.40 16.60 16.80 17.00 17.20
m/z 85.10 48_.30%
- i \A/\/\J\/\‘/wuv
113 0
0 “ ‘ Lo T, 1410 1830 2110 239.0 2670 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16 60 16 80 17. 00 17. 20

8270-BM111218_.M Wed Dec 05 11:49:33 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 10 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.49 13.23 ng 1517830 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 2466 (17.492 min): BM017914.D (-2462) (-) m/z 57.10 100.00%
57.1
85.1
5000
113.1 17.20 17.40 17.60 17.80
141.1
obrrrtbd b [ 24111692 211223032683 | nzo 71 10 75.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99477: Nonadecane
57.0
5000 85.0
17.20 17.40 17.60 17.80
20.0 m/z 43.10 67 .86%
' 113.0 141.0 169.0 197.0 2250  268.0
0 Y et 2t N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0
17.20 17.40 17.60 17.80
5000 85.0 m/z 85.10 52 .56%
290 113.0
0 ‘ I I 14101690197022502530281030903380
m/z--> 25 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122578: Tridecane, 1-iodo- AR ARE RS T S
57.0 17.20 17.40 17.60 17.80
m/z 41.10 36.39%
5000 85.0
28.0
183.0
m/z--> mmeommmmmmmmmnmmmwmmmmo ﬂ%ﬂ%ﬂmﬂ%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 11 Pentadecanoic acid, 14-meth...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.68 311.88 ng 35780100 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 86

Abundance Scan 2498 (17.680 min): BM017914.D (-2491) (-) m/z 74.10 100.00%
741
5000
43.1
17.40 17.60 17.80 18.00
o} m/z 87.05 74 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 L L UL I B
17.40 17.60 17.80 18.00
m/z 43.10 30.47%
o 185.0 227.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75097: Tridecanoic acid, methyl ester
74.0
17.40 17.60 17.80 18.00
5000 m/z 55.10 25.95%
43.0
J150) | | || jioro 1430 1850
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100704: Hexadecanoic acid, methyl ester A mE R e
74.0 17.40 17.60 17.80 18.00
m/z 41.10 23.96%
5000 43.0
143.0
| M “ 101.0 1850 2270 2700
OHWA”PHAHL.LN””.”.””.A.L”M”.AHM”.””.”.””W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00

8270-BM111218_.M Wed Dec 05 11:49:35 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 12 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.91 20.25 ng 2322890 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 91
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
Abundance Scan 2537 (17.909 min): BM017914.D (-2532) (-) m/z 73.00 100.00%
73.0 192.1
43.1
5000 J
256.1 1760 17'20 1800 18 90

2272 17. 60 17. 80 18. oo 18 20

0 2830 8261 m/z 192.10 91.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43.0

5000 e e
17.60 17.80 18.00 18.20

m/z 60.00 76.77%

. 0 4710 2130 2560
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #50623: Phenanthrene, 1-methyl-
192.0

1760 17.80 18.00 18.20
5000 m/z 43.10 71.70%
5.0
63.0 96.0  139.0

165.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #50614: Anthracene, 9-methyl-

0
17.60 17.80 18.00 18.20
m/z 41.10 63.94%

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.60 17.80 18.00 18.20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 13 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.19 11.16 ng 1280560 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 2585 (18.192 min): BM017914.D (-2580) (-) m/z 57.10 100.00%
51.1
85.1
LN VRIS AR B B
113.1 1412 17.80 18.00 18.20 18.40 18.60
ol \ ,J. L 721692197 2095 2253.22822 3850 iy 71.10  77.88%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
85.0
5000 RSB DR
17. 80 18. oo 18. 20 18 40 18. 60
113, m/z 43.10 61.92%
0 23'0.\ LA .141 0169.0197.0225.0253,0 282.0
m/z--> éo 100 1éo 260 2éo 360 3%0
Abundance #115570: Heneicosane
57.0
650 17.80 18.00 18.20 18.40 18.60
5000 ‘ m/z 85.10 52.51%
29.0 113.0
oLl | Ly L 0016001070225 00500 2960
m/z--> éo 160 150 260 250 300 3%0
Abundance #91036: Octadecane e B o B
57.0 17.80 18.00 18.20 18.40 18.60
m/z 41.10 29.38%
5000 85.0
29.0
oL Ll [10141.0160.0107.0225,0 2540
m/z--> % @ 150 2& @ ﬁo 3% ﬂmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 14 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.85 1074.79 ng 123306000 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 2697 (18.851 min): BM017914.D (-2684) (-) m/z 67.05 100.00%
67.0
5000
09.1
150.1 263.3294.3 18.60 18.80 19.00 19.20
220.3
o | 418722208 TPV 35513892 o gd 10 92.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114381: 10,13-Octadecadienoic acid, methyl ester
67.0
2000 18.60 18.80 19.00 19.20
29.0 09.0 294.0 m/z 95.10 65.37%
150.0 263.0
i Aioh g0 2200 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #114386: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
" 1860 18.80 19.00 19.20
5000 m/z 55.10 59.03%
09.0
29.0
150.0 263.0294.0
o le{glnp,ﬂlldhﬂ“u jalgl0200 - |
m/z--> 50 100 150 200 250 300 350 400
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0 18.60 18.80 19.00 19.20
m/z 82.10 47 _47%
5000
iogo
o bl L0 epomeo
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 15 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.88 706.00 ng 80995900 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 87
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 83
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 83
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 64
Abundance Scan 2702 (18.880 min): BM017914.D (-2699) (-) m/z 55.10 100.00%
97.1
5000
18.60 18.80 19.00 19.20
296.3
o! 330.2 367.3398.3 m/z 69.10 78.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester
54.0
5000 87-0
18.60 18.80 19.00 19.20
230 m/z 74.10 77.81%
' 180.0 222.0 264.059¢
0 'f”'!'I""I""{""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #115433: 6-Octadecenoic acid, methyl ester
41.0| 74.0
| 18.60 18.80 19.00 10.20
5000 m/z 83.10 69.08%
10.0 264.0
L 141.0 180.0 2220
0 . IJ i I|I A
m/z--> 50 100 150 200 250 300 350 400
Abundance #115446: 16-Octadecenoic acid, methyl ester
55.0 18.60 18.80 19.00 19.20
m/z 41.10 63.30%
5000 870
l 264.0
23.0 222.0
0 ||| ‘: |”"| ‘:‘l‘|“|‘I“|‘“|“|”‘|EL|8|LO.?||il|| |||2?‘6|.0||||||||||||
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 16 Octadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.00 129.35 ng 14839900 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83

Abundance Scan 2722 (18.998 min): BM017914.D (-2716) (-) m/z 74.05 100.00%

74.0

5000
43.1
143.1

255.3
199.2 18. 60 18. 80 19. OO 19.20 19.40
| \ 111 | 208.3

oAl dr [ 2 a0 se2 e e 75 84
m/z--> 50 100 150 200 250 300 350
Abundance #116657: Octadecanoic acid, methyl ester J\

74.0
5000 430 LA B L L L L L L LB

1860 18.80 19.00 19.20 19.40
m/z 43.10 32.34%

143.0 298.0
255.0 :
ool | LU ol oo om0
m/z--> 50 100 150 200 250 300 350
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
18.60 18.80 19.00 19.20 19.40
5000 m/z 55.10 26.22%
28.0
‘ 143.0 2550 2980
199.0 ‘
Y e O AN
m/z--> 50 100 150 200 250 300 350
Abundance #83690: Methyl tetradecanoate
74.0 18.60 18.80 19.00 19.20 19.40
m/z 41.10 22.51%
5000
43.0
ol blddo |y
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 17 Hexadecanoic acid, 15-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.10 13.95 ng 2855990 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 95
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83

Abundance Scan 2909 (20.098 min): BM017914.D (-2902) (-) m/z 74.05 100.00%

.0

5000

143.1

2161 2833 500 19.80 20.00 20.20 20.40

366.2  429.2 475.3

0 m/z 87.05 77 .36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108886: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000
19.80 20.00 20.20 20.40
143.0 284.0 m/z 43.10 38.06%
O i N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130938: Eicosanoic acid, methyl ester
74.0

19.80 20.00 20.20 20.40
5000 m/z 55.10 35.96%

29. 143.0
Al 27 oz o =0
o= e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108874: Heptadecanoic acid, methy! ester B B A Eame
74.0 19.80 20.00 20.20 20.40
m/z 41.10 29.72%
5000
2L, o o
0.hu,N.hw..m,..n.i”.Jr..”,....,”..,..”,...., R BEARE Bamee s
m/z--> 50 100 150 200 250 300 350 400 450 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 18 Docosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
21.05 7.12 ng 1457200 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 96
3 Hexacosanoic acid. methvl ester 410 C27H5402 005802-82-4 90
4 Octacosanoic acid. methvl ester 438 C29H5802 055682-92-3 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 81
Abundance Scan 3071 (21.050 min): BM017914.D (-3067) (-) m/z 74.05 100.00%

.0

5000

143'1 _/\IIIIIIIIIIIIIIIIIII
311.3

199.1 2553 354.4 20.80 21.00 21.20 21.40

o 422.2 473.4513.3 m/z 87.10 77 .69%

mz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #142870: Docosanoic acid, methyl ester

.0

5000
20.80 21.00 21.20 21.40
143.0 mlommn m/z 43.10 41_.70%
199.0 255.0 :
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116666: Octadecanoic acid, methyl ester
74.0
A R
20.80 21.00 21.20 21.40
5000 m/z 55.10 28.88%
143.0
mll 199.0 255.0298.0
N O T B ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158462: Hexacosanoic acid, methy! ester S RREmsma S
74.0 20.80 21.00 21.20 21.40
m/z 57.10 26.09%
5000
143.0
. \‘Mh“ 199.0 2550 311.0 367.0410.0
R A L L B AL s e A R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 80 21. OO 21. 20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 19 9-Octadecenoic acid (Z)-, 2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.78 15.01 ng 3073370 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. 2-hvdr... 356 C21H4004 003443-84-3 97
2 13-Octadecenal. (2)- 266 C18H340 058594-45-9 91
3 Z.Z2-6.13-0Octadecadien-1-ol acetate 308 C20H3602 1000131-07-0 90
4 9-Octadecenoic acid (2)-. 2.3-di... 356 C21H4004 000111-03-5 83
5 cis-7,cis-11-Hexadecadien-1-yl a... 280 C18H3202 052207-99-5 56
Abundance Scan 3195 (21.780 min): BM017914.D (-3190) (-) m/z 57.10 100.00%
57.1
5000
1551 5, ; 2643 21140 7160 2150 2900
207.1 309.3 - - - -
o 355.2  431.3 4855 538.3 m/z 55.10 72 920
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143486: 9-Octadecenoic acid (2)-, 2-hydroxy-1-(hydroxymet...
54.0
5000 98.0 264.0 e
21140 21.60 21.80 22.00
m/z 43.10 71.57%
51.0 221.0 325 0
0 B e T o S B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98133: 13-Octadecenal, (2)-
55.0
21.40 21.60 21.80 22.00
5000 m/z 71.10 70.14%
.0
ok ‘ § 14901950 248.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121918: Z,Z-6,13-Octadecadien-1-ol acetate e EARRs RS
43.0 21.40 21.60 21.80 22.00
m/z 45.05 57.12%
5000
5.0
o ‘l i ,149.0191.0 248.0 3080
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017914.D

Aca On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : 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 20 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.43 45.75 ng 4885610 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 3-Dimethvlaminopropvl methacrvla... 170 C9H18N20 005205-93-6 72
3 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 64
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
5 Cyclopropane, (methoxymethyl)- 86 C5H100 001003-13-0 59
Abundance Scan 3306 (22.433 min): BM017914.D (-3300) (-) m/z 58.10 100.00%
54.1
5000 /\\J\
P A
157.1 22.20 22.40 22.60 22.80
Ol b w1121 Dy 22222671 82033604 427.4 4834 5402 | “nzy 72 05 7.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27829: N,N-Dimethyloctylamine
58.0
5000
22.20 22.40 22.60 22.80
m/z 55.10 6.40%
oL 1000 1570
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #36720: 3-Dimethylaminopropyl methacrylamide
58.0
' 22.20 22.40 22.60 22.80
5000 m/z 157.10 6.12%
o L ),990 1700
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36779: N,N-Dimethyl-2-cyclohexyloxyethylamine o e B B T
58.0 22.20 22.40 22.60 22.80
m/z 41.10 5.63%
ol 171.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\
Data File : BM017914.D

Acq On : 04 Dec 2018 22:11

Operator : JU/SJ

Sample : J5771-09 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_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]
unknown7 .12 7.12 33.1 ng 2651410 1 7.58 1599770 20.0
Tridecane 11.77 12.3 ng 1730790 2 10.35 2823910 20.0
Tetradecane 13.05 15.5 ng 2065880 3 14.23 2662160 20.0
Pentadecane 14.13 16.9 ng 2252520 3 14.23 2662160 20.0
Hexadecane 15.09 15.9 ng 2112730 3 14.23 2662160 20.0
Heptadecane 16.75 15.4 ng 1762360 4 16.99 2294510 20.0
Hexadecane, 2,6,1... 16.80 11.0 ng 1262470 4 16.99 2294510 20.0
Nonadecane 17 .49 13.2 ng 1517830 4 16.99 2294510 20.0
Pentadecanoic aci... 17.68 311.9 ng 35780100 4 16.99 2294510 20.0
n-Hexadecanoic acid 17.91 20.3 ng 2322890 4 16.99 2294510 20.0
Eicosane 18.19 11.2 ng 1280560 4 16.99 2294510 20.0
10,13-Octadecadie... 18.85 1074.8 ng 123306000 4 16.99 2294510 20.0
9-Octadecenoic ac... 18.88 706.0 ng 80995900 4 16.99 2294510 20.0
Octadecanoic acid... 19.00 129.3 ng 14839900 4 16.99 2294510 20.0
Hexadecanoic acid... 20.10 13.9 ng 2855990 5 21.20 4094020 20.0
Docosanoic acid, ... 21.05 7.1 ng 1457200 5 21.20 4094020 20.0
9-Octadecenoic ac... 21.78 15.0 ng 3073370 5 21.20 4094020 20.0

6

N,N-Dimethyloctyl... 22.43 45.8 ng 4885610 23.39 2135640 20.0
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