LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acqg On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc :

ALS Vvial : 17 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-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55316.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.802 421 428 439 rBV 234341 407561 6.20% 1.651%
2 7.418 696 703 714 rBV 253552 449917 6.85% 1.822%
3 8.276 842 849 857 rVB 185348 306070 4.66%  1.240%
4 9.451 1040 1049 1059 rBV 154410 285446  4.35% 1.156%
5 11.108 1324 1331 1337 rBV 246114 454194 6.91% 1.839%
6 13.517 1734 1741 1750 rVB 384707 610720 9.30% 2.473%
7 14.069 1827 1835 1840 rBv4 30076 68361 1.04% 0.277%
8 14.210 1853 1859 1864 rBV 41213 68278 1.04% 0.277%
9 14.616 1922 1928 1937 rBvV2 39128 81921 1.25% 0.332%
10 14.892 1963 1975 1981 rBV 356459 597313 9.09% 2.419%
11 14.950 1981 1985 1991 rVB 40900 66018 1.01% 0.267%
12 15.280 2033 2041 2048 rVB2 43177 86218 1.31% 0.349%
13 15.691 2100 2111 2116 rVB3 40070 89903 1.37% 0.364%
14 15.926 2146 2151 2161 rVB 71031 129576 1.97% ©.525%
15 16.366 2220 2226 2232 rBV 265799 410796  6.25% 1.664%

16 17.624 2434 2440 2443 rBV 388695 580800 8.84%
17 17.665 2443 2447 2453 rVB 518290 755013 11.49%
18 17.753 2458 2462 2467 rWW 93167 136682 2.08%
19 18.247 2542 2546 2552 rVB 1227281 1532099 23.32%
20 18.482 2581 2586 2592 rBV2 141879 329215 5.01%

R OO0 WN
Ul
Ul
»
B

21 18.540 2592 2596 2601 rVB 135116 195943 2.98%
22 18.687 2616 2621 2624 rBV2 133285 244602 3.72% ©.991%
23 19.381 2733 2739 2741 rBV 4870024 6568684 100.00% 26.602%
24 19.410 2741 2744 2754 rVB2 3445761 4875458 74.22% 19.745%
25 19.533 2760 2765 2770 rBV 847028 1070469 16.30%
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R

26 19.592 2772 2775 2781 rVW3 120779 263456 4.01%
27 19.657 2782 2786 2792 rVB 787788 1171980 17.84%
28 20.021 2843 2848 2854 rVB 814280 1175066 17.89%
29 20.197 2874 2878 2882 rVB 585143 722836 11.00%
30 21.895 3162 3167 3174 rBV2 380282 957491 14.58%

WN D DR
N
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]
R

Sum of corrected areas: 24692086
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
BGO55316.D

: 27 Oct 2022 2:54

: CG/JU

: N5238-05 2X

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Time-->
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Abundance TIC: BG055316.D\data.ms
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191410
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13.517 14.892 16.366 1]71 ;:3 N
| 1meea4.616)956.2805.651926 :
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Time-->

4000000

3000000

2000000

1000000

Abundance TIC: BG055316.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG®55316.D

Acq On : 27 Oct 2022 2:54

Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Naphthalene, 1,6-dimethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
14.069 2.29 ng 68361  Acenaphthene-d1e 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 1835 (14.069 min): BG055316.D\data.ms (-1827) (- | m/z 156.00 100.00%
156.0
5000 [\/\
74.0 115.0 /\\\ i " ]
43.0 H . 14.00
o b 22 m/z 141.00 67.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 f\]\ \
14.00
115.0 ITI/Z 155.00 41.72%
39.0 77.0
O' ‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
R ALY WA N
14.00
5000 m/z 115.00 22.86%
115.0
39.0 o
0! RSN
m/z--> 20 40 60 80 100120140160180200220240260 NWW{j\M
Abundance #33132: Naphthalene, 2,6-dimethyl- FEHA LA A ‘
156.0 14.00
m/z 162.00 20.44%
5000
77.0 115.0 (\ m
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Naphthalene, 2,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.210 2.29 ng 68278  Acenaphthene-d1e 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 1859 (14.210 min): BGO55316 D\data.ms (-1853) (- = m/z 156.00 100.00%
56.0
5000 /V\
115.0 AL
75.9
s [0 1Al ot
ob———w Py b Al 7 m/z 141.00  95.20%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 f\ /\ J\
14. OO 14 50
m/z 155.00 35.67%
76.0
O T T \39‘\ ()“ L ‘h H‘H‘\ ‘\ J‘-’]-\O T M\ T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
) o
14.00 14.50
5000 ITI/Z 115.00 23.41%
115.0
39.0 77.0 “
) Y T P B | —
miz--> 50 100 150 200 250 M
Abundance #33134: Naphthalene, 1,7-dimethyl- i i
156.0 14.00 14.50
m/z 152.95 15.59%
5000
115.0
39.0 77.0 ‘
ol S d L
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.691 3.01 ng 89903  Acenaphthene-d1e 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetradecane 198 C14H30 000629-59-4 58
3 Heptadecane 240 C17H36 000629-78-7 58
4 Nonadecane 268 C19H40 000629-92-5 58
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 52

Abundance Scan 2111 (15.691 min): BG055316.D\data.ms (-2100) (- | m/z 57.00 100.00%
1.0

5
5000
155.0

—
‘ 99.0 ‘ 15.50 16.00
- \‘\‘ ’u\‘m\\!\ e u\“ i ‘MH‘ u\“‘ N ?8“2"0‘ m/z 43.00 65.31%

m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0

5000

o

T
15.50 16.00
m/z 71.00 63.70%

99.0
26\0 ‘h\ ‘H\ H‘ i ‘\14;0w 1830 2250 2820
T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0

T
15.50 16.00

o

5000 m/z 84.95 37.91%
99.0
olzsol |10 amo w0
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane —— e
57.0 15.50 16.00

m/z 41.00 31.27%

- W
99.0

ok ‘h“ ’ ‘\!\ I u“ A \\141'0 182.0 249'0

— :
miz--> 50 100 150 200 250 15.50 16.00

8270-BG102422.M Thu Oct 27 16:07:13 2022 Page: 5



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BGO
. 27
. CGg/
: N52

17

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\

55316.D
Oct 2022 2:54
Ju
38-05 2X
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.247 52.76 ng 1532100  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2546 (18 247 min): BG055316.D\data.ms (-2542) ( | m/z 74.00 100.00%
74.0
5000
143.0 N o
227.1 18.00 18.50
39 ‘ 185.1 270.1
ol ‘h ) 41.309.0, “‘ e b SR 3280 sz 87.00  72.16%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
18.00 18.50
143.0 m/z 43.00 32.58%
‘ I | 1850 2270 2700
O T \H“\ “ M\ h“ \“\ ‘\ T ‘ \ \‘ \‘\ “ T \‘\ ‘\ ‘ T } L ‘ L
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1800 1850
5000 m/z 55.00 27.56%
(T M ‘ 430 1850 227.0 270.0
ok “M‘w MP?FX‘_Hu_m_m_m
m/z--> 100 150 200 250 300
Abundance #109337:Tndecanok:add,nnﬁhyleyer
74.0 1800 1850
m/z 41.00 24.39%
5000
143.0
Ll | 1850 2280
ol by L
m/z--> 50 100 150 200 250 300 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.482 11.34 ng 329215 Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 86
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
Abundance Scan 2586 (18.482 min): BG055316.D\data.ms (-2581) (- | m/z 192.00 100.00%
192.0
129.0 aen
18.50
o w‘M‘w‘“‘w L] oy i L 20029303810 101 00 60.15%
m/z--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 U
18.50
m/z 73.00 46.32%
94.0 ‘
O\\\\5]‘"9‘\\‘\“‘\\\];51“2;&)\‘\“‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67024: Anthracene, 2-methyl-
192.0
=
18.50
5000 m/z 43.00 38.52%
39.0 83.0 139.0 |
0\\\\‘\‘1\‘\”‘\\\‘\‘\“\‘\‘ T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl- =
192.0 18.50
m/z 60.00 37.91%
5000
o 390 960 1300| | A
e e A
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Anthracene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.540 6.75 ng 195943 Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 2596 (18.540 min): BG055316.D\data.ms (-2592) (- | m/z 192.00 100.00%
192.0
RN
500 || 150 wJ 18.50
ol 500 1) 1909 | 2320 2780 3341 . 191 00 60.26%
miz--> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 = :
18.50
m/z 189.00  30.00%
5 390 960 1390 |
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #67029: Anthracene, 1-methyl-
192.0
RN
18.50
5000 m/z 193.00 16.37%
82.0
PNL VU N N SR
miz--> 50 100 150 200 250 300
Abundance #67023: Anthracene, 2-methyl- T
192.0 18.50
m/z 190.00  15.59%
5000
96.0
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.687 8.42 ng 244602  Phenanthrene-di0 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 1-Aminocyclopentanecarboxylic ac... 375 C19H34C1NO4 1000329-17-1 35
5 1-Aminocyclopentanecarboxylic ac... 389 C20H36C1NO4 1000329-17-2 25

Abundance Scan 2621 (18.687 min): BG055316.D\data.ms (-2616) (- | m/z 190.00 100.00%
19D.0
5000
94.5
= =
241.1 18.50 19.00
ol 390l A4S L 2920 3440 1 189.00  99.50%
m/z--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 = =
94.0 18.50 19.00
4 m/z 192.00  38.59%
ol 390 \‘\ 1370, |
\\\\‘\\\\\\\\‘\\\’\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— —
18.50 19.00
5000 m/z 191.00 37.48%
94.0
0 HH_‘H“,‘m_m_m,‘
m/z--> 50 100 150 200 250 300 350
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) T T
190.0 18.50 19.00
42.0
m/z 94.50  28.75%
5000 122.0 MMM
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.381 226.19 ng 6568680  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
Abundance Scan 2739 (19.381 min): BG055316.D\data.ms (-2733) (- | m/z 67.00 100.00%
67.0
w /k_
09.1 — AN
‘ 150.0 263.1 19.00 19.50
206.1 :
ol \;“‘HM ‘HHM‘L L f, 2950 PT305.03440 ;8105 81.44%
m/z--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — Ry
19.00 19.50
09.0 m/z 55.00 65.58%
149.0
0 \“‘H‘“ “h“\““‘\“‘“\ W“ T T \2‘6\?\0\ \“ LA B e
miz--> 50 100 150 200 250 300 350
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
— —
19.00 19.50
5000 m/z 95.05 55.34%
09.0 294.0
150.0
LAdpir,, 2200
ol LN g T
m/z--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester — ——=5
67.0 19.00 19.50
m/z 41.00 51.39%
5000
09.0
27. ‘ 150.0
' 294.0
oLl L\“M ‘\‘\Hw‘uhwuh‘ L2230 PO - AW
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.410 167.89 ng 4875460  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 86
Abundance Scan 2744 (19.410 min): BG055316.D\data.ms (-2741) (- | m/z 55.00 100.00%
55.0
- M
—5
19.50
ol 306.1347.9 400.  n/z 9.0  71.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 1
7.0 19.50
264.0 m/z 74.00 71.26%
L g o000
ok ‘““ Uu‘\‘ | “‘h‘““’\ \M g - ‘ ““ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
=
19.50
5000 m/z 41.00 58.81%
| 180.0222.07%40
ol -l
m/z--> 50 100 150 200 250 300 350 400
Abundance #194421: 14-Octadecenoic acid, methyl ester —=5
55.0 19.50
m/z 83.00 58.19%
5000
7.0
264.0
L 200020
IR R Y i o i I AW
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BG102422.M Thu Oct 27 16:07:25 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.533 36.86 ng 1070470  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2765 (19 533 min): BG055316.D\data.ms (-2760) (- ' m/z 74.00 100.00%

74.0
5000
143.0 A :
| ‘ 199.1 255 2298 1 19.50
ol L ST [ 290054403881 0 g7 00 74.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197276: Methyl stearate
74.0
5000 o —
19.50
143.0 25502980 m/Z 43.00 35.37%
‘ ‘ 199.0 ‘ ‘
O \\‘\\““‘\“\‘“‘\“"\‘\‘\\‘\\\‘\“\‘\\\“‘\“\\\"\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
T T
19.50
5000 ITI/Z 55.00 27.67%
143.0
# ¥ ‘ 213.0256.0
owmw‘ P O P S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester Y
74.0 19.50
m/z 41.00 23.00%
5000
28.0
143.0 255'0298.0
W e T
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acq On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.592 9.07 ng 263456  Phenanthrene-die 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 97
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 93
4 Linoelaidic acid 280 C18H3202 000506-21-8 93
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 93
Abundance Scan 2775 (19.592 min): BG055316.D\data.ms (-2772) (- | m/z 67.00 100.00%
67.0
w jk_
19.50 |
144.4 .
0 m‘;“um“l A “h‘ Llbo. 2070 2801 3640 430 ., g1.60 71.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 = :
19.50
m/z 55.00 56.48%
JJ“ 0 280.0
O' ‘H‘“ “ \m\ml\“‘\l\SWZ\(‘)\\\\‘\\!‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
1
19.50
5000 m/z 41.00 54.00%
‘ ‘ 280.0
A i R
m/z--> 50 100 150 200 250 300 350 400
Abundance #173577: 10E,12Z-Octadecadienoic acid —=5 ‘
67.0 19.50
m/z 95.00 50.71%
5000
280.0
so L 000 70 L
m/z--> 50 100 150 200 250 300 350 400 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55316.D

Acqg On : 27 Oct 2022 2:54
Operator : CG/JU

Sample : N5238-05 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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|
Naphthalene, 1,... 14.069 2.3 ng 68361 3 14.892 597313 20.0
Naphthalene, 2,... 14.210 2.3 ng 68278 3 14.892 597313 20.0
Eicosane 15.691 3.0 ng 89903 3 14.892 597313 20.0
Hexadecanoic ac... 18.247 52.8 ng 1532100 4 17.624 580800 20.0
Phenanthrene, 2... 18.482 11.3 ng 329215 4 17.624 580800 20.0
Anthracene, 1-m... 18.540 6.8 ng 195943 4 17.624 580800 20.0
4H-Cyclopenta[d... 18.687 8.4 ng 244602 4 17.624 580800 20.0
9,12-Octadecadi... 19.381 226.2 ng 6568680 4 17.624 580800 20.0
16-Octadecenoic... 19.410 167.9 ng 4875460 4 17.624 580800 20.0
Methyl stearate 19.533 36.9 ng 1070470 4 17.624 580800 20.0
9,12-Octadecadi... 19.592 9.1 ng 263456 4 17.624 580800 20.0
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