LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc :

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53200.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.679 384 390 404 rVB 472306 788350 8.93%  2.113%
2 7.277 652 662 676 rBvV 538807 956023 10.83% 2.562%
3 8.117 796 805 812 rBV 127755 217380 2.46% 0.583%
4 9.280 995 1003 1012 rBV 334928 627451 7.11% 1.682%
5 10.931 1271 1284 1291 rBV 178805 356490 4.04%  0.955%
6 12.329 1513 1522 1528 rBV2 61119 101839 1.15% 0.273%
7 13.363 1691 1698 1705 rBV 911877 1441051 16.32% 3.862%
8 13.557 1725 1731 1739 rBV 132166 207844  2.35% ©.557%
9 14.215 1831 1843 1846 rBV3 59366 135033 1.53% 0.362%
10 14.626 1908 1913 1919 rBV 215676 277635 3.14% 0.744%
11 14.738 1922 1932 1939 rBV 288897 525056 5.95% 1.407%
12 15.572 2070 2074 2079 rVB 250987 325383 3.68% 0.872%
13 15.977 2136 2143 2148 rBV 76256 151122 1.71% 0.405%
14 16.224 2176 2185 2192 rBV 667746 1083836 12.27%  2.905%
15 16.435 2216 2221 2224 rBV 256019 389546 4.41% 1.044%
16 17.223 2351 2355 2360 rBV 226801 291525 3.30% 0.781%
17 17.281 2360 2365 2377 rVB 94321 189609 2.15% 0.508%
18 17.481 2394 2399 2404 rBV 324587 528009 5.98% 1.415%
19 17.528 2404 2407 2414 rVB2 60405 97812 1.11% 0.262%
20 17.963 2477 2481 2485 rBV 196334 263009 2.98% 0.705%

21 18.010 2485 2489 2494 rVB 137363 178471 2.02%
22 18.139 2505 2511 2517 rVB 2508178 3189018 36.11%
23 18.374 2547 2551 2554 rBV4 67160 104395 1.18%
24 18.656 2594 2599 2611 rVB 169217 247098 2.80%
25 19.279 2699 2705 2708 rBV 6186303 8830602 100.00% 23.
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26 19.314 2708 2711 2720 rVB2 5721593 7192428 81.45% 19.276%

27 19.437 2727 2732 2737 rVB 1037773 1273936 14.43% 3.414%
28 19.531 2739 2748 2763 rBV2 270712 781285 8.85%  2.094%
29 19.796 2790 2793 2797 rVB3 70955 88474 1.00% 0.237%
30 19.854 2799 2803 2806 rVvv2 113405 142970 1.62%  0.383%
31 19.895 2806 2810 2815 rVB 116301 167994 1.90%  ©.450%
32 20.089 2838 2843 2848 rVB 1326846 1679696 19.02% 4.502%
33 20.289 2874 2877 2883 rBV3 70242 114878 1.30% ©.308%
34 20.383 2890 2893 2896 rBv2 100181 127817 1.45% ©.343%
35 20.524 2913 2917 2920 rBV 105699 129220 1.46% ©.346%

36 21.393 3062 3065 3076 rVB2 123071 223037  2.53% ©.598%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.769 3123 3129 3134 rBV 286671 494847 5.60%  1.326%
38 23.602 3425 3441 3444 rBV4 694167 2912025 32.98% 7.804%
39 25.082 3687 3693 3703 rVB2 173376 481340  5.45%  1.290%

Sum of corrected areas: 37313534
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG053200.D\data.ms
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3000000
2000000

1000000

5.679 7.277
9.280
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053200.D\data.ms
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5000000
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18.139
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053200.D\data.ms
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5000000
4000000
3000000

2000000

23.602
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Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.329 5.71 ng 101839  Naphthalene-d8 10.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 78
5 Undecane 156 C11H24 001120-21-4 72

Abundance Scan 1522 (12.329 min): BG053200.D\data.ms (-1513) (- m/z 57.15 100.00%

57.1
5000 85.2
\ ‘ U T ‘ T
145.2 12.00 12.50
113.2 184.3
0 ‘,W‘H:umh‘ ‘w”‘w‘lm‘”_umHH_‘HwHH_wwwwwm m/z 43.15  82.46%
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #59025: Tridecane
57.0
5000 e S
12.00 12.50
29.0 85.0 m/z 71.15 55.28%
o “ L | “‘ 113.0141.0  184.0
\’\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane
57.0
12.00 12.50
m/z 41.15 40.83%
5000 85.0
29.0
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200 220240260
Abundance #107218: Hexadecane T —
57.0 12.00 12.50
m/z 85.15 37.76%
5000
85.0
29.0
0 ‘\ ‘ L H‘ 113.0141.0169.0197.0 226.0
e e e T e T e e
m/z--> 20 40 60 80 100120140160 180 200 220240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.557 7.92 ng 207844  Acenaphthene-di10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 78
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72

Abundance Scan 1731 (13.557 min): BG053200.D\data.ms (-1725) (- m/z 57.15 100.00%

57.1
5000
1350 |
99.2 :
14 2
ol b y", 1402 1988 m/z 43.15  84.49%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 ==
13.50
m/z 71.15 65.53%
99.0
0 2@\0‘ I \‘\ I d‘ I \\1410 19\80
T T T ‘ T T T T T T T T ’ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
T \
13.50
5000 m/z 41.15 45.05%
99.0
oo LI LT, 240 ses0 2260
m/z--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro- —— ‘
57.0 13.50
m/z 85.15 36.36%
5000
91.0
ol 2600, ui ‘\ \Mm 1230 1750 217.0 252.0 283C sl
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Dodecane, 4,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.215 5.14 ng 135033  Acenaphthene-di10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
3 Octane, 2,3,6-trimethyl- 156 C1l1H24 062016-33-5 53
4 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 50
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 50
Abundance Scan 1843 (14.215 min): BG053200.D\data.ms (-1831) (- m/z 57.15 100.00%
57.1
5000
85.2
e =
1133 1411 1742 196.2 14.00 14.50
o‘_mUm S| P PP i it il m/z 71.10 96.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 e Pt
14.00 14.50
29.0 85.0 m/z 43.15 85.98%
113.0
0 \‘\‘\‘\ \“‘i\\H“\\“}\“1‘\\\“\\1‘\‘\\\\’\1\5\?“9\ \J\-8‘3\.\()\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
s =
14.00 14.50
5000 m/z 55.15 50.13%
29.0 “ 98.0
P A I IR T TN 1. N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33103: Octane, 2,3,6-trimethyl- — —
57.0 14.00 14.50
m/z 41.15 45.27%
5000
220 ‘ 113.0
85.0 .
0w““‘“‘MHH‘_u‘m‘:‘mw!‘wHlf"?:qu_uwuu_u . i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.626 10.58 ng 277635  Acenaphthene-di10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 1913 (14.626 min): BG053200.D\data.ms (-1908) (-

m/z 57.15 100.00%

57.1
5000 85.2
P =
14.50 15.00
127.2
Olrrrprrr bl ol i g 1922 2124 m/z 43.15 78.72%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0
5000 =T T
85.0 14.50 15.00
29.0 m/z 71.15 61.51%
0 \‘ H [ 11\\30\14\101690 2120
H\‘HH‘HH‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107221: Tridecane, 7-propyl-
43.0
= s
71.0 14.50 15.00
5000 ITI/Z 41.15 41.68%
99.0 183.0
NI I PR S (- N
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane T —
57.0 14.50 15.00
m/z 85.15 38.61%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
HW‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHHM‘HMH‘ = e
m/z--> 20 40 60 80 100120140160 180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexadecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.572  12.39 ng 325383  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86

5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34

Abundance Scan 2074 (15.572 min): BG053200.D\data.ms (-2070) (-
57.1

1000432-25-9 81

m/z 57.15 100.00%

o 882 VVJ&ANAJAAMWwv\/kJ
1550 |
11321413 :
ow_MHHWHH‘Jm“HH‘mw““1‘59‘2_1‘97_3‘”2,2??_‘ m/z 43.15 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
57.0
5000 85.0 Y |
15.50
m/z 71.15 62.80%
0L L T 01600 1070 2250
OHH‘\‘\‘\\“\H\‘HM\‘w‘\\\H‘H‘H\‘\H\\\i‘\\\‘\‘\\\\‘\]\-\917‘\()\\\’\‘1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107221: Tridecane, 7-propyl-
43.0
T T
71.0 15.50
5000 ITI/Z 85.15 37.43%
99.0 183.0
L 0 S PR s Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane Y
57.0 15.50
m/z 41.15 36.86%
5000
85.0
29.0
“H‘H‘w‘H‘M‘H‘H‘W‘H‘_‘H‘H‘w“u‘u‘w‘u‘w‘u‘u —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.977 5.76 ng 151122  Acenaphthene-di10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64
4 Dodecane 170 C12H26 000112-40-3 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59

Abundance Scan 2143 (15.977 min): BG053200.D\data.ms (-2136) (- m/z 57.15 100.00%
1

57
5000
99.3 ‘16‘00‘
O — “Hu ! u“w‘\ L13721902 | 2323 m/z 43.15 51.92%
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 17
16.00
‘o m/z 71.15 51.69%
113.
27,0
0 \“‘\ ‘\‘ “‘\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ }5‘3\0\18\‘3\()“ | \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
-
16.00
5000 m/z 41.15 29.12%
‘ 113.0 83.0
oL 210 “u L4 g0 T 230 2530
m/z--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 16.00
m/z 85.15 21.35%
5000
112.0
200 0 169.0
o by vy ZALe
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

BGO40822 .M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.435 14.76 ng 389546  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86

5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S

Abundance Scan 2221 (16.435 min): BG053200.D\data.ms (-2216) (-
57.1

1000309-19-0 86

m/z 57.15 100.00%

- /L\/\/\LVW
e
1413 183.3 1050
ol d w“““‘ ‘ F2 0833 2403 8290 nyz 43.15  75.68%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 L
16.50
99.0 m/z 71.15  58.74%
01\5-\q‘\ ‘1‘ ‘ ‘ H “‘ “‘ \“‘ \%\4“]- 9\ 1\8\3\0‘ T \%4?‘0\ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
e
16.50
5000 m/z 85.15  41.82%
Ly 7] 1410 1830 2250 2680
el — e
m/z--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- —
57.0 16.50
m/z 41.15 37.99%
5000
99.0 155.0 225.0
ol b bl b o i
m/z--> 50 100 150 200 250 300 16.50

8270-BG040822.M Wed Apr 20 14:18:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Octadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.223 11.04 ng 291525  Phenanthrene-di10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2355 (17.223 min): BG053200.D\data.ms (-2351) (-  m/z 57.15 100.00%
57.1
" WJLM/\
— —
99.1 1411 17.00 17.50
ol dd i, 18111822 | 2543 ./, 43.15  80.74%
miz-> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0
5000 —r— g
17.00 17.50
99.0 m/z 71.15 61.67%
L om0z
0 i ‘\““\ ‘\‘ \“‘\“’ \“\“\ 1‘ “\‘\ \‘\“ I — “\ LA B
miz--> 50 100 150 200 250 300
Abundance #107217: Hexadecane
57.0
— —
17.00 17.50
5000 m/z 85.15 43.70%
ol L1290 ta0 a0 200
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T T
57.0 17.00 17.50
m/z 41.15 40.27%
B MAMJ&W
0 \‘ \L‘ “\ \H\ \‘h h‘. | %4\19 ;8‘30 225.0 267.0 338.
Al Ay e —— ——
m/z--> 50 100 150 200 250 300 17.00 17.50

8270-BG040822.M Wed Apr 20 14:18:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tetradecane, 1l-iodo-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.281 7.18 ng 189609  Phenanthrene-die 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 86
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 80

Abundance Scan 2365 (17.281 min): BG053200.D\data.ms (-2360) (-  m/z 57.15 100.00%
57.1
o V\/\/VLKLMW
‘ 17.00 17.50
41 1 183 2 : ’
ol ol “ L 08 2388 m/z 71.15  81.14%
miz-> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 R S
17.00 17.50
m/z 43.15 56.72%
99.0 197.0
O \2\61\ \ ‘\H \“\ “ \‘ T ‘\ \‘].5‘?\.0\ T T “ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
17.00 17.50
5000 m/z 85.15 41.47%
] L1 R A e
miz--> 50 100 150 200 250
Abundance #45478: Dodecane — 7
57.0 17.00 17.50
m/z 55.15 28.80%
- WNW\N/b\/wwM
98.0 170.0
olzelof L8 w0 o T T
m/z--> 50 100 150 200 250 17.00 17.50

8270-BG040822.M Wed Apr 20 14:18:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.963 9.96 ng 263009  Phenanthrene-di10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Decane, 5-propyl- 184 C13H28 017312-62-8 87

Abundance Scan 2481 (17.963 min): BG053200.D\data.ms (-2477) (- m/z 57.15 100.00%

57.1
5000
—
9.2 18.00
ol dd il 14121833205 00680 m/z 43.15  76.86%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 T T
18.00
9.0 m/z 71.15 63.89%
01574 ‘\““\ ‘“‘ H‘ “‘ \“‘\“\4%‘(‘)\]_\8\3\0‘\ \2\4\0‘0\ 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
18.00
5000 ITI/Z 41.15 40.05%
oL 1] ] 14101630095,0268.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane =
57.0 18.00
m/z 85.15 38.29%
5000
ol L1 H “ 141.0183.0225.0 281.0 337.0 394.
A A A S e e e ——
m/z--> 50 100 150 200 250 300 350 18.00

8270-BG040822.M Wed Apr 20 14:18:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9-Hexadecenoic acid, methyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.010 6.76 ng 178471  Phenanthrene-die 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 97
2 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 96
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 96
4 14-Methylpentadec-6-enoic acid, ... 268 C17H3202 1000505-98-4 94
5 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 91

Abundance Scan 2489 (18.010 min): BG053200.D\data.ms (-2485) (-  m/z 55.15 100.00%

5|:
> “ﬁ&fL
= ‘
L h H Lz B
Ol L, s‘m‘!‘mm ‘ me‘x mm‘m“‘ww%%‘lﬁf m/z 41.15  69.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #158444: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 87.0 N ‘
18.00
m/z 69.15 61.66%
O \H‘H\\i‘}\\‘ ’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158398: (Z)-Methyl hexadec-11-enoate
55.0
T I
18.00
5000 ITI/Z 74.15 53.20%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158437: 7-Hexadecenoic acid, methyl ester, (2)- —— ‘
55.0 18.00
m/z 83.15 42.43%
5000
23.0152.0
194.0 236.0
NELINE ‘H 268.0
el s
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

8270-BG040822.M Wed Apr 20 14:18:10 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Pentadecanoic acid, 14-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.139 120.79 ng 3189020  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Dodecanoic acid, 1@-methyl-, met... 228 C14H2802 005129-65-7 87
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 81

Abundance Scan 2511 (18.139 min): BG053200.D\data.ms (-2505) (-  m/z 74.10 100.00%
1

74.
5000 43.1
—— —
143.1 227.3 18.00 18.50
| [y prp2 | 1883 270.4301.¢
0l i pibadh b B b b SN m/z 87,15 74.97%
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 I — ——
18.00 18.50
m/z 43.15 38.82%
| L M‘ | | 1110230 1850 2270 2700
O\‘r‘\ [“\‘1‘\‘”‘\“ o T \‘\‘\“ I T T T
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
= =
18.00 18.50
5000 m/z 55.15  32.50%
43.0
143.0
‘ \‘ |, 110 | 1850 2270 2700
ob——tplb bl = L T
miz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester = =
74.0 18.00 18.50
m/z 41.15 31.29%
5000y 43.0
0 1430 1850 o g
ol by L 2280 el
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BG040822.M Wed Apr 20 14:18:11 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Nonadecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.656 9.36 ng 247098  Phenanthrene-di10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2599 (18.656 min): BG053200.D\data.ms (-2594) (-
57.1

m/z 57.15 100.00%

w0 W\J\M
—— —
h 99.2 112 a2 18.50 19.00
ob ok d dd ) 1412 1824 221.9258.1 300. . 4315 6o.56%
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — —
18.50 19.00
m/z 71.15 60.19%
99.
0 zalo“ i H\ 1410 1830 2250 2680
T T T T ‘ \ T T T T T T T ‘ T T T T ‘ T \ T T ‘ 1
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
—— —
18.50 19.00
5000 m/z 85.15 44.77%
99.0
0 26\\‘0\‘ ‘\ u”\ \h\ h‘ H %419 1830 2250 2960
i s o et B e
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- 1 —
57.0 18.50 19.00
m/z 41.15 30.57%
- W
99.0 140.0
182.0
bbb by | T 260
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BG040822.M Wed Apr 20 14:18:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

BGO40822 .M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9,12-Octadecadienoic acid,

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.279 334.49 ng 8830600  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402
,12-Octadecadienoic acid, methy... 294 C19H3402
,15-Octadecadienoic acid, methy... 294 C19H3402
,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402

uih wNnPE
=< O LV LV LV

Abundance Scan 2705 (19.279 min): BG053200.D\data.ms (-2699) (-
67.2

002462-85-3 99
002566-97-4 99
017309-05-6 98
000112-63-0 95
013058-52-1 95

m/z 67.15 100.00%

5000 ﬂ&
‘ ‘ 19.00 19.50
78.3 263 3 : :
0 H‘w‘“““‘ ”‘“‘} L] “‘]ﬂ e o2t 3844990 sy 81,15 78.28%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
640
5000 — —
19.00 19.50
m/z 55.15  67.94%
294.0
O T U ‘ ‘\‘ thl\d‘“\ \hh\lh\ “l \“??\0 T TT ‘ \l\ T \l’ T 1T ‘ T TT ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
—r— e
19.00 19.50
5000 m/z 41.15  56.42%
o M0 20
miz--> 50 100 150 200 250 300 350 400 450
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — ==
67.0 19.00 19.50
m/z 95.15 52.24%
5000
294.0
ST S | G
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BG040822.M Wed Apr 20 14:18:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.314 272.44 ng 7192430  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 94
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94

Abundance Scan 2711 (19.314 min): BG053200.D\data.ms (-2708) (-  m/z 55.15 100.00%

58.1
5000 872

264.3
23.2 1803 2223 i 19.00 19.50
| 20

0b— H“ by b 12255 m/z 41.15  67.82%

miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
87.0

5000
19. OO 19 50
m/z 69.15 64.22%

180.0 222.0 264.0
2‘5“0“‘ “ ‘ ‘ H“ \‘ \‘\m‘m‘ u\HU\ ol el “‘ e 1“ T ‘H . ‘2‘96‘ €
miz--> 50 100 15 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester

55.0

19. 00 19 50
5000 m/z 74.15 54.54%

87.0
264.0
23.0 180.0 222.0 ‘
. H“ Hn M H‘H\ L, “ d ‘\Hn w\m m s ‘L P ;L _— “ ‘2‘96‘ C
miz-> 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester

55.0 19. OO 19 50
m/z 43.15 49.39%

264.0
180.0 222.0 206.C

m/z--> 50 100 150 200 250 300 19. 00 19 50

o

o

5000

8270-BG040822.M Wed Apr 20 14:18:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.437 48.25 ng 1273940  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83

Abundance Scan 2732 (19.437 min): BG053200.D\data.ms (-2727) (- m/z 74.10 100.00%

74.1
5000
143.1 T
3 199.2 255-2 19.50
3901 || lap9.2, | | 298.4 ;
ol aP2e L L T m/z 87.10  74.72%
miz--> 50 100 150 200 250 300
Abundance #197274: Methyl stearate
74.0
5000 T
1950
‘ 143.0 s550 2980 40.87%
199.0
O L \ \ “‘\ “ ‘Mlp\‘\ \ \“‘\ T \‘\“ \‘\ L ‘\‘\ T \“ LI
miz-> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
1950
5000 m/z 32.80%
‘ 143.0
213.0 256.0
bt ‘ Wai3p.0, | ‘ 2770, L
miz-> 100 150 200 250 300
Abundance #60758:Decandcacm,meﬁwleﬁer
74.0 19 50
m/z 28.07%
5000
29.
‘ 143.0
ob by Ty ase0
m/z--> 50 100 150 200 250 300 1950

8270-BG040822.M Wed Apr 20 14:18:15 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Tridecane, 6-propyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.383 5.17 ng 127817  Chrysene-di12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 64
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 60
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 58

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 2893 (20.383 min): BG053200.D\data.ms (-2890) (-
57.1

054833-48-6 52

m/z 57.15 100.00%

5000 W
216.2 — ——
20.00 20.50
0 .J‘,A.Jhﬁ?;?..“l277-4524-' m/z 43.15 75.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 — ——
20.00 20.50
m/z 71.15 58.66%
126.0183.0
0\\J“\‘J\‘WM\A‘\J\I\\“h\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45494: Undecane, 5-methyl-
43.0
— ——
20.00 20.50
5000 ITI/Z 85.15 46.21%
112.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 20.00 20.50
m/z 55.15 36.49%
5000 MMMNW
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Methyl 18-methylnonadecanoate  Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.524 5.22 ng 129220  Chrysene-di12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 2917 (20.524 min): BG053200.D\data.ms (-2913) (-
2

5000

0,
m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 74.15 100.00%

20.50
m/z 87.10 72.79%

Abundance #197275: Methyl stearate
74.0
5000 U \
20.50
143.0 m/z 43.15 43.09%
\ \ 199.0 255.0
O’\\\\’\\\\JM\J"‘\‘\‘\\’\\\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 100 150 200 250 300 350 400 450
Abundance #232223:Meﬂwl184nemyMOnadecanoam
74.0
P |
20.50
5000 m/z 55.15 41.19%
’ 143.0 326.0
199.0
aisollll, 1| 0z
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #232221: Eicosanoic acid, methyl ester —— ‘
74.0 20.50
m/z 41.15 26.93%
5000
143.0 326.0
15.0| |, | 1990 2690
Ol L

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Oxalic acid, isobutyl hexad...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.393 9.01 ng 223037  Chrysene-di2 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
2 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 87
3 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 81
4 Cyclotetradecane 196 C14H28 000295-17-0 78
5 8-Heptadecene 238 C17H34 002579-04-6 70

Abundance Scan 3065 (21.393 min): BG053200.D\data.ms (-3062) (-
57.1

5000

111.2

o ‘11\“1168‘3‘”2282 294.4 357.1413.4 478.4
“ b e

m/z--> 0 50 lOO 150 200 250 300 350 400 450

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000
1110
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
5000
o UL 1002200 270

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

m/z 57.15 100.00%

-

21.00 21.50
m/z 43.15 75.90%

:

21.00 21.50
m/z 55.15 61.45%

!

21.00 21.50
m/z 71.15 52.62%

:

Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0 21.00 21.50
m/z 41.15 41.30%
o WWWJ\WMN
’ ‘111.0
197.0
o_u‘w‘_”"ll"‘)‘H_‘H_H‘_‘H_m_m_m_m_ - —

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041922\
Data File : BG@53200.D

Acqg On : 19 Apr 2022 17:57

Operator : CG/JU

Sample : N2463-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzenepropanoic acid, 3,5-...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD
23.602 121.00 ng 2912030  Perylene-d12
Hit# of 5 Tentative ID MW MolForm

1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203
2 Terephthalic acid, 3,5-dimethylp... 340 C21H2404
3 2,6-di-tert-Butyl-4-(dimethylami... 263 C17H29NO
4 Cyclohexanol, 2-(dimethylaminome... 305 C18H27NO3

5 Terephthalic acid, 2-chloropheny... 346 C19H19Cl04

Abundance Scan 3441 (23.602 min): BG053200.D\data.ms (-3425) (-
57.
219.3

5000 530.¢

‘ 147.2 \ 278 2
‘l .\“ ‘ s u‘l hh\ .mﬂ L \ }h 366.4 474.3

| n
[T ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylett
57.0

o

5000

219.0 530.(
147.0 7
e d L) 2780 34504000 4740 | |

‘\\\\‘\1\\\‘\f\[!f‘\f{\\\‘\\\\‘\\f\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248799: Terephthalic acid, 3,5-dimethylphenyl pentyl es
219.0

o

5000

149.0
650 340.0

|
LA L L L B L L L B L R B B L B I |

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151996: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)pheno

o

m/

z

002082-79-3 90
1000323-59-3 25
000088-27-7 18
073806-47-0 15
1000324-03-8 15

57.15 100.00%

U

2350 24.00
m/z 27\\81 52%
2350 24.00

m/z 58/j(;\i\73 16%
2350 2400
m/z 43.15 63.86%

JU

219.0 23.50 24.00
m/z 530.45 45.49%
5000 1610
44.0
O‘H\“““""‘J“w«“ﬁh“ﬁ‘H\‘L"“ e —
miz—> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053200.D

Acqg On : 19 Apr 2022 17:57
Operator : CG/JU

Sample : N2463-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tridecane 12.329 5.7 ng 101839 2 10.931 356490 20.0
Tetradecane 13.557 7.9 ng 207844 3 14.743 525056 20.0
Dodecane, 4,6-d... 14.215 5.1 ng 135033 3 14.743 525056 20.0
Pentadecane 14.626 10.6 ng 277635 3 14.743 525056 20.0
Hexadecane 15.572 12.4 ng 325383 3 14.743 525056 20.0
Hexadecane, 2,6... 15.977 5.8 ng 151122 3 14.743 525056 20.0
Heptadecane 16.435 14.8 ng 389546 4 17.481 528009 20.0
Octadecane 17.223 11.0 ng 291525 4 17.481 528009 20.0
Tetradecane, 1-... 17.281 7.2 ng 189609 4 17.481 528009 20.0
Octacosane 17.963 10.0 ng 263009 4 17.481 528009 20.0
9-Hexadecenoic ... 18.010 6.8 ng 178471 4 17.481 528009 20.0
Pentadecanoic a... 18.139 120.8 ng 3189020 4 17.481 528009 20.0
Nonadecane 18.656 9.4 ng 247098 4 17.481 528009 20.0
9,12-Octadecadi... 19.279 334.5 ng 8830600 4 17.481 528009 20.0
9-Octadecenoic ... 19.314 272.4 ng 7192430 4 17.481 528009 20.0
Methyl stearate 19.437 48.3 ng 1273940 4 17.481 528009 20.0
Tridecane, 6-pr... 20.383 5.2 ng 127817 5 21.769 494847 20.0
Methyl 18-methy... 20.524 5.2 ng 129220 5 21.769 494847 20.0
Oxalic acid, is... 21.393 9.0 ng 223037 5 21.769 494847 20.0
Benzenepropanoi... 23.602 121.0 ng 2912030 6 25.071 481340 20.0
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