LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 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

5.210 371 378 397 rBV 1816283 2636572 9.84% 2.657%
6.769 635 643 659 rBV 1641104 2745722 10.25% 2.767%
1786434 2884174 10.76% 2.906%
7.581 769 781 790 rBV 924378 1458199 5.44% 1.469%
7.892 828 834 842 rBV 1417714 2268526 8.47% 2.286%
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8.734 970 977 984 rBV 915515 1605110 5.99% 1.617%
10.345 1241 1251 1260 rBVY 1009963 1972778 7.36% 1.988%
201486 372886 1.39% 0.376%
12.839 1668 1675 1683 rBVY 2171120 3286902 12.27% 3.312%
13.045 1701 1710 1717 rBV 257603 479011 1.79% 0.483%
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11 13.704 1815 1822 1826 rBV3 206209 419420 1.57% 0.423%
12 14.133 1889 1895 1899 rBV 297216 413478 1.54% 0.417%
13 14.227 1904 1911 1920 rVB2 1321386 2093453 7.81% 2.110%
14 15.092 2053 2058 2062 rVB 306247 365073 1.36% 0.368%
15 15.727 2159 2166 2175 rBV 1472456 2263869 8.45% 2.281%

16 15.957 2201 2205 2213 rBV 334083 586762 2.19% 0.591%
17 16.751 2336 2340 2344 rBV 290488 349542 1.30% 0.352%
18 16.798 2345 2348 2360 rVvB2 150439 273997 1.02% 0.276%
19 16.986 2374 2380 2385 rBV2 1424447 2109806 7.87% 2.126%
20 17.492 2461 2466 2471 rBV 243404 315738 1.18% 0.318%

21 17.668 2491 2496 2502 rBV 5825420 6788803 25.33% 6.841%
22 17.892 2530 2534 2544 rBV 425676 643842 2.40% 0.649%
23 18.827 2686 2693 2695 rBV 20655934 26798256 100.00% 27.004%
24 18.856 2695 2698 2708 rVB2 13950660 19580405 73.07% 19.731%
25 18.986 2715 2720 2725 rBV 2583182 2873356 10.72% 2.895%

26 19.039 2725 2729 2731 rBV 780972 992457 3.70% 1.000%
27 19.068 2731 2734 2740 rVB2 787781 1155881 4_.31% 1.165%
28 19.186 2751 2754 2761 rVB4 312256 442302 1.65% 0.446%
29 19.356 2779 2783 2789 rVB 483373 620416 2.32% 0.625%
30 19.409 2789 2792 2797 rBV2 200618 292409 1.09% 0.295%

31 19.627 2824 2829 2834 rBV 2962006 3784128 14.12% 3.813%
32 19.850 2864 2867 2870 rBV 334557 390671 1.46% 0.394%
33 20.092 2905 2908 2911 rBV2 301526 323185 1.21% 0.326%
34 21.192 3090 3095 3100 rVB 1972149 2487180 9.28% 2.506%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 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 21.774 3191 3194 3201 rVB2 421131 544243 2.03% 0.548%

36 23.374 3461 3466 3472 rVB2 1462687 2619114 9.77% 2.639%

Sum of corrected areas: 99237666
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120518\
Data File : BMO17907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance TIC: BM017907.D
2e+07

1.5e+07

le+07

5000000

521 7.12
6.77 7.58 :89 8.73 10.35 u

L T e S

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: BM017907.D
2e+07 1883

1.5e+07

le+07

17.67
5000000

12.84
13.05

14.23 15.73 16.99
13.70 14.13

17.49 17.89
o] o
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: BM017907.D

2e+07

1.5e+07
le+07

5000000
21.19 23.37
O e L o L o o RSN A o o B B LA A e e o L 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

7.12 39.56 ng 2884170 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 703 (7.122 min): BM017907.D (-695) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR AL R I
40.0 6.80 7.00 7.20 7.40
0 .'r,....|,-:.1.1‘.‘-,9..-J.,....,....,....,297.-.1. m/z 68.10 39.01%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR LR R

6.80 7.00 7.20 7.40
m/z 134.00 32.42%

31.0 510
o T e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
R R REEEEmas ey
6.80 7.00 7.20 7.40
5000 m/z 66.10 24 .81%
70.
o Mo | ||
O L o o o e e I HLJNLA A o o e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13916: Benzene, 1,3,5-trifluoro- R e ARE
132.0 6.80 7.00 7.20 7.40
m/z 69.10 16.33%
5000
63.0 81.0
810 480 ‘ ! ‘ ! 11\2'0 !
Ot e e e e e e e
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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.78 ng 372886 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1493 (11.769 min): BM017907.D (-1484) (-) m/z 57.05 100.00%

571.0

5000

:

11.40 11.60 11.80 12.00
m/z 43.05 67.82%

145.1

184.2 207.
o 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45544: Tridecane
57.0

-

5000

11,40 11.60 11.80 12.00
m/z 71.05 63.47%

29.0

0 113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57.0

3

11.40 11.60 11.80 12.00
m/z 41.05  44.38%

5000

113.0 1410 169.0 197.0

?

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73967: Hexadecane L I N BB
57.0 11.40 11.60 11.80 12.00
m/z 85.05 41.28%
5000 85.0
29.0
1130
oot d ) 1530 w10 1690 se70 o0 b I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4_.58 ng 479011 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 86
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72

Abundance Scan 1711 (13.051 min): BM017907.D (-1701) (-) m/z 57.10 100.00%

51.1

5000

40 1270 1541 12.80 13.00 13.20 13.40

39 173.0 198.2

01 m/z 43.10 72.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57.0
5000 85.0 L B L
12.80 13.00 13.20 13.40
29.0 m/z 71.10 64.91%
. | 1130 1410 1690 198.0
.”,.”.,”.,..”,.”.,”..“.” R e N EEERE
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane
57.0
I AR REE e LS e
12.80 13.00 13.20 13.40
5000 85.0 m/z 85.05 43.26%
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 #64575: Pentadecane
57.0 12.80 13.00 13.20 13.40
m/z 41.05 38.95%
5000 85.0
29.0
ol “ bk 220 1410 1690 212.0
L o o o o B A REEREEEEEE R I R  EREE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl13.70 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.01 ng 419420 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 47
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 38
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 38
4 Dimethvl phthalate 194 C10H1004 000131-11-3 38
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 30
Abundance Scan 1821 (13.698 min): BM017907.D (-1815) (-) m/z 163.10 100.00%
168.1
5000 571 }k
T 1 o 1331 740 1950 1380 1400
) : 194.1 : : : :
0 T n'||n|'-‘| -'-'lul'!| 2 Lv‘ﬂ-rv—r‘r‘v—rv—rv—vr—v—rv—rrv—rv—rv—rﬂ-rv—ﬂ-r’ m/z 57.10 39.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110991: Octadecane, 1-chloro-
57.0
5000 DA AR
85.0 13. 40 13. 60 13. 80 14. 00
29.0 m/z 71.10 38.81%
o 111.0133.0 161.0 189.0 217.0 245.0  288.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64590: Dodecane, 2,6,10-trimethyl-
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 43.10 37.04%
29.0 127.0
0"W'J“|t“‘|“M'ﬂ"m"wlﬂ“'|%§§R'Eﬁ?9'v"w"“|'“'|“"v"w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo- B B e
57.0 13.40 13.60 13.80 14.00
m/z 77.00 20.55%
- T kWVVMMMfV“pw/\MWMWMVMMAMWwF
29.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.49 ng 365073 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2058 (15.092 min): BM017907.D (-2053) (-) m/z 57.10 100.00%

57.1

5000

:

14.80 15.00 15.20 15.40
m/z 71.05 68.48%

) 1132 1402 169.1 2012 226.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73966: Hexadecane
57.0

5

5000

14.80 15.00 15.20 15.40
m/z 43.10 68.31%

141.0 169.0 197.0 226.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0
T T T
14.80 15.00 15.20 15.40
5000 m/z 85.05 46.74%
85.0
29.0 141.0
o Y A = N L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane B ARES e e
57.0 14.80 15.00 15.20 15.40

m/z 41.10 37.57%

5000

%

113.0 1410 169.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.56 ng 586762 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 2206 (15.963 min): BM017907.D (-2201) (-) m/z 57.10 100.00%

57.1

5000

:

15.60 15.80 16.00 16.20
m/z 71.10 73.29%

] 131 1471 169.0 196.2219.1240.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0

5

5000

15,60 15.80 16.00 16.20
m/z 43.05 67.73%

29.0

113.0 141.0 169.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane
57.0
R DR AR AR D B
15.60 15.80 16.00 16.20
5000 m/z 85.10 49.80%

Loy 112 0 141, 0 184 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55007: Tetradecane R S
57.0 15.60 15.80 16.00 16.20

m/z 41.05 38.76%

o
N
=
| o
[e0]
a1
o

5000 85.0

%

L4y 113 0 14]_ 0 169 0 198 0

29.0‘
\‘ I, ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.31 ng 349542 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 2340 (16.751 min): BM017907.D (-2336) (-) m/z 57.10 100.00%

517.1
5000 :

16.40 16.60 16.80 17.00

113.1 q411 168.2

211.3 254.1 281.0

o m/z 43.10 70.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64573: Pentadecane
57.0
5000 LA L L L L L B
85.0 16.40 16.60 16.80 17.00
29.0 m/z 71.10 70.42%
o |0 1130 1410 1680  212.0
et e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
T T T T T
85.0 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 47 .62%
29 0 113.0
. ‘ | | ) /77,1410 160.0 197.0 2250 2530  296.0
.”,””,”.q”.q”.q”.q.”w.“q.”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane AR E RS el e
57.0 16.40 16.60 16.80 17.00
m/z 41.10 35.86%
h T WW%J\/\\/VM\
29.0 113.0
226 0
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.67 64 .35 ng 6788800 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 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
5 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 86
Abundance Scan 2496 (17.668 min): BM017907.D (-2491) (-) m/z 74.05 100.00%
74.0
5000
43.1
|| 18 2272 "7 7560 1780 100
101.1 185.2 ' 270.3 : : : :
ol M L A, 28 serasssl e 05 73, 110
m/z--> 50 100 150 200 250 300 350
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000y 43.0 LR IS SUNE SR SR
17.40 17.60 17.80 18.00
m/z 43.10 31.45%
143.0
0 [luporo MO ams0 2270 2700
m/z--> 50 100 150 200 250 300 350
Abundance #100704: Hexadecanoic acid, methyl ester
74.0
17.40 17.60 17.80 18.00
5000/ 430 m/z 55.05 25.66%
143.0
| ‘J ” 101.0 1850 227.0 2700
Olwlklllq;hlwl‘ltl Y U T S S
m/z--> 50 100 150 200 250 300 350
Abundance #83693: Methyl tetradecanoate
74.0 17.40 17.60 17.80 18.00
m/z 41.10 25.06%
5000f 444
. \ ] goro M30 1990 2420
mz-> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.89 6.10 ng 643842 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 38
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 25
Abundance Scan 2534 (17.892 min): BM017907.D (-2530) (-) m/z 73.05 100.00%
431 730
5000 1291
971 171.1 2182
19 . 256.3 283.0 17.60 17.80 18.00 18.20
o} : ’ m/z 43.10 82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0

17.60 17.80 18.00 18.20
m/z 60.00 78.44%

213.0

‘_““ 157.0 185.0
01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65562: Tridecanoic acid
430 | 730
R REREE R EEs n
17.60 17.80 18.00 18.20
5000 m/z 57.10 65.84%
129.0
214.0
S
o ,.a..‘,‘.‘..“.“. : “l‘...“,‘...a,....,.... R m A ARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid N B B B B
73.0 17.60 17.80 18.00 18.20
43.0 m/z 55.05 65.12%
5000 1290
185.0 228.0
97.0
d de Ul AL 157.0
O rrry .‘..“.“,.“ ....,‘ “‘:,....,‘.... A BRARa B a e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.83 254.04 ng 26798300 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 2694 (18.833 min): BM017907.D (-2686) (-) m/z 67.05 100.00%
67.0
95.1
5000
39l 23.1150.1 263.3 "' 18/60 18.80 19.00 19.20
178.2 220.3 9 294.3 . . . .
0 Mg 2702 2208 YT ENS sar2 m/z 81.10 90.95%
m/z--> 50 100 150 200 250 300 350
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
67.0
95.0
5000 R U SN BN B
29.0 18.60 18.80 19.00 19.20
: 23.0150.0 m/z 95.10 63.67%
o Ay 2780 2030 26302980
m/z--> 50 100 150 200 250 300 350
Abundance #114386: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
95.0 18.60 18.80 19.00 19.20
5000 m/z 55.10 61.14%
29.0
23.0150.0 263.0 294.0
o lem H,'M:M LﬂﬁJfJL“HJPI&7%q B S
m/z--> 50 100 150 200 250 300 350
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0 18.60 18.80 19.00 19.20
m/z 41.10 49 _.55Y%
5000 95.0
L L omnmso apo o
m/z--> 50 100 150 200 250 300 350 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.86 185.61 ng 19580400 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2699 (18.862 min): BM017907.D (-2695) (-) m/z 55.10 100.00%

5000

18.60 18.80 19.00 19.20

o 011 3851 00 m/z 69.10 72.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

5000 .0
18.60 18.80 19.00 19.20
m/z 41.10 69.64%
37.0 180.0 222.0 264.0
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115442: 12-Octadecenoic acid, methyl ester
55.0
18.60 18.80 19.00 19.20
5000 m/z 74.10 65.85%
7.0 264.0
180.0 222.0
o O S B O 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115462: 11-Octadecenoic acid, methyl ester, (2)- e AR RS Rmms
55.0 18.60 18.80 19.00 19.20
m/z 83.10 58.78%
5000 70
264.0
180.0 222.0
o S O S
m/z--> 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20

8270-BM111218_.M Wed Dec 05 11:47:09 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.99 27.24 ng 2873360 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 2721 (18.992 min): BM017907.D (-2715) (-) m/z 74.10 100.00%
74.1
5000
43.1
1431 255.2 LA UNIUSA SRR RN I
199.2 2983 307 1aca o 18.60 18.80 19.00 19.20 19.40
o} : : : m/z 87.05 76 .52%
m/z--> 50 100 150 200 250 300 350
Abundance #116664: Octadecanoic acid, methyl ester
74.0
50001 43.0 LN SR SR B
18.60 18.80 19.00 19.20 19.40
1o 14:[3.0 109.0 2550 5050 m/z 43.10 33.86%
o! IJllI J.Il b lI . |:II'7I1'I0II | |'2|27|.0|' l. ITH— l ——— .
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 26.61%
28.0
‘ 143.0 o550 2980
101.0 199.0
0 : ‘:’ J IUJI “:l IJHIHI\ dos L: " |‘:|I-7|1.|0‘| ‘l |‘2|27|.0|' I{I TI— 1
m/z--> 50 100 150 200 250 300 350
Abundance #92264: Pentadecanoic acid, methyl ester
74.0 18.60 18.80 19.00 19.20 19.40
m/z 41.10 24 .33%
5000
43.0
Ll e 0 a0 mo
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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.04 9.41 ng 992457 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Cvcloundecene. l-methvl- 166 Cl1l2H22 088828-82-4 83
3 6-Dodecvne 166 C12H22 006975-99-1 72
4 Cvclodecene 138 C10H18 003618-12-0 70
5 9,12-Tetradecadien-1-ol, acetate... 252 C16H2802 031654-77-0 64
Abundance Scan 2729 (19.039 min): BM017907.D (-2725) (-) m/z 67.05 100.00%
67.0
95.1
5000
391 23.1 202.1 '~ 18:80 19.00 19.20 19.40
150.1 280.3
o oo iy el 292 10T 82713859 Thzz 81.05  84.67%
m/z--> 50 100 150 200 250 300 350
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 U SN SR SRR B
18.80 19.00 19.20 19.40
20,0 m/z 95.10 56.83%
. 23.0 280.0
oL Ly ,ul‘.m.&S?? 1202000 A
m/z--> 50 100 150 200 250 300 350
Abundance #33309: Cycloundecene, 1-methyl-
41.0 810
18.80 19.00 19.20 19.40
5000 m/z 55.05 56.12%
09.0 166.0
37.0 ‘
0 d{”ll'ﬁ"l"" | UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance #33268: 6-Dodecyne
67.0 18.80 19.00 19.20 19.40
95.0 m/z 41.10 52.99%
5000
29.0
ol 2o
m/z--> 50 100 150 200 250 300 350 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Oleic Acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.07 10.96 ng 1155880 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 86
2 Cvclododecane 168 C12H24 000294-62-2 80
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 72
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 35
5 5-Methyl-(E)-2-hepten-4-one 126 C8H140 102322-83-8 30
Abundance Scan 2734 (19.068 min): BM017907.D (-2731) (-) m/z 55.10 100.00%
54.1
83.1
5000
L 264.3
151.1180.2 222.2 ' 18.80 19.00 19.20 19.40
o i tgs 222 | 2ena se21 o mTeg 16 3. o5
m/z--> 50 100 150 200 250 300
Abundance #107517: Oleic Acid
54.0

5000
18.80 19.00 19.20 19.40

m/z 83.10 69.14%

264.0
38.0165.0 194.0 222.0

04
m/z--> 50 100 150 200 250 300
Abundance #34706: Cyclododecane
55.0
83.0
18.80 19.00 19.20 19.40
5000 m/z 41.10 63.60%
29.0 111.0
‘ ‘ 140.0168.0
o .Lt H.M .M ﬂ.h 4,.‘... ——— 7T
m/z--> 50 100 150 200 250 300
Abundance #107524: 9-Octadecenoic acid, (E)-
55.0 18.80 19.00 19.20 19.40
83.0 m/z 97.10 55.51%
264.0
5000
29.0 111.0
1 M 1380 1800 222.0
1 ANV VOISO AN [ E—
m/z--> 50 100 150 200 250 300 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 : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.19 3.56 ng 442302 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2755 (19.192 min): BM017907.D (-2751) (-) m/z 73.00 100.00%

73.0

5000
185.1 241.2

284.3

18.80 19.00 19.20 19.40 19.60
m/z 57.10 74 .09%

0 454.5
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid

5000

18.80 19.00 19.20 19.40 19.60
m/z 60.00 72 .65%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75072: Tetradecanoic acid
73.0
18.80 19.00 19.20 19.40 19.60
5000 129.0 m/z 43.10 67.20%
185.0
29 228.0
o .M?M.ﬂ,vi..;.ﬂ.,....,....,....,.”.,.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 18.80 19.00 19.20 19.40 19.60
m/z 71.10 49 .88%
30 129 0
185.0 2410
0....,. mh*“ b e L 3720 A S AT
m/z--> 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,11-Octadecadienoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.36 4.99 ng 620416 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 89
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 87
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 86
4 9.12-Octadecadienoic acid (Z.2)-... 354 C21H3804 002277-28-3 83
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 81
Abundance Scan 2784 (19.362 min): BM017907.D (-2779) (-) m/z 67.05 100.00%
67.0
5000 &
09.1
294.3
150.1 19.00 19.20 19.40 19.60
ol ,J.- Lo 4930 2522 .l, 30241520 nyz 81.10  74.56%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #114391: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0
19.00 19.20 19.40 19.60
- m/z 95.10 56.81%
0‘
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #114394: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
19.00 19.20 19.40 19.60
50000 g m/z 79.10 39.86%
09.0 294.0
150.0
0 "“W'I{ flJ'kiﬁ'"F?QPW""I""I""I”"I""
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #114386: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0 19.00 19.20 19.40 19.60
m/z 55.10 35.91%
5000
0
miz--> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trans-tricyclo[6.2.1.0(2.6)... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.85 3.14ng 300671  Chrysene-d12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trans-tricvclol6.2.1.0(2.6)lunde... 150 C11H18 1000215-30-1 78

2 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18
3 9.12.15-Octadecatrienoic acid. m... 292 C19H3202
4 5-Dodecvne 166 C12H22
5 Cis-3-methyl-exo-tricyclo[5.2.1.... 150 C11H18

1000215-29-2 68
000301-00-8 58
019780-12-2 55
1000215-28-9 55

Abundance

5000

164.1

205.2539 1272.1 313.2346.0

Scan 2867 (19.850 min): BM017907.D (-2864) (-)
67.1

394.1429.1

m/z 67.10 100.00%

:

19.60 19.80 20.00 20.20

0 m/z 81.10 83.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22901: Trans-tricyclo[6.2.1.0(2.6)Jundecane
67.0
121.0
5000 LA B L L L L LB
19.60 19.80 20.00 20.20
\ m/z 79.10 73.22%
0 M l |
—— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #22919: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane
67.0
109.0 IIIIIIIIIIIIIIIIIIIIIII
19.60 19.80 20.00 20.20
5000 m/z 41.05 59.23%
w9 L L e
0..l.HW.u.,.ﬁ..%....,....,..”,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #113305: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2) T
79.0 19.60 19.80 20.00 20.20
0
410 m/z 55.10 51.56%
5000
21.0
236.0
0 BRI E—
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017907.D

Aca On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane, l1l-chloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.77 4.38 ng 544243 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 92
2 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 90
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 74
4 Heptadecane 240 C17H36 000629-78-7 70
5 Nonadecane 268 C19H40 000629-92-5 70
Abundance Scan 3193 (21.768 min): BM017907.D (-3191) (-) m/z 57.10 100.00%
1.1
5000 9.1
e 21140 2160 20,80 22,00
332.3 392.3 : : : :
o oo m/z 43.10 95.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 LB R RN AR B
21140 21.60 21.80 22.00
9.0 m/z 71.10 84 .73%
oL | 141.0183.0 231. 0273 0 3430 4140
mz-> 0 50 100 150 200 250 300 350 460 450 500
Abundance #118727: Nonadecane, 1-chloro-
57.0
21.40 21.60 21.80 22.00
5000 m/z 55.10 80.04%

ﬁ h? 1(3 147.0 203.0245.0 302.0

Ol T T S T Tt T T ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156987: Disulfide, di-tert-dodecy! L B o
57.0 21.40 21.60 21.80 22.00
m/z 85.10 64.08%
5000
9.0
169.0
oty kLl ] 2190 402.0
R B o R I e e e AR RREaY  EE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\
Data File : BM017907.D

Acq On : 04 Dec 2018 17:58

Operator : JU/SJ

Sample : J5765-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
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 39.6 ng 2884170 1 7.58 1458200 20.0
Tridecane 11.77 3.8 ng 372886 2 10.35 1972780 20.0
Tetradecane 13.05 4.6 ng 479011 3 14.23 2093450 20.0
unknown13.70 13.70 4.0 ng 419420 3 14.23 2093450 20.0
Hexadecane 15.09 3.5 ng 365073 3 14.23 2093450 20.0
Eicosane 15.96 5.6 ng 586762 4 16.99 2109810 20.0
Pentadecane 16.75 3.3 ng 349542 4 16.99 2109810 20.0
Pentadecanoic aci... 17.67 64.3 ng 6788800 4 16.99 2109810 20.0
n-Hexadecanoic acid 17.89 6.1 ng 643842 4 16.99 2109810 20.0
9,12-Octadecadien... 18.83 254.0 ng 26798300 4 16.99 2109810 20.0
9-Octadecenoic ac... 18.86 185.6 ng 19580400 4 16.99 2109810 20.0
Octadecanoic acid... 18.99 27.2 ng 2873360 4 16.99 2109810 20.0
9,12-Octadecadien... 19.04 9.4 ng 992457 4 16.99 2109810 20.0
Oleic Acid 19.07 11.0 ng 1155880 4 16.99 2109810 20.0
Octadecanoic acid 19.19 3.6 ng 442302 5 21.19 2487180 20.0
9,11-Octadecadien... 19.36 5.0 ng 620416 5 21.19 2487180 20.0
Trans-tricyclo[6.... 19.85 3.1 ng 390671 5 21.19 2487180 20.0
Heptacosane, 1-ch... 21.77 4.4 ng 544243 5 21.19 2487180 20.0
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