LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG®56977.D

Acqg On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc :

ALS Vvial : 12  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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56977.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.441 317 324 335 rVB 131377 208656  2.35% 0.837%
2 5.923 398 406 415 rBvV 326038 536518 6.04% 2.153%
3 7.544 674 682 691 rBV 355545 613767 6.91% 2.463%
4 8.414 823 830 837 rVB 63943 110135 1.24% 0.442%
5 9.588 1022 1030 1042 rVB 204929 385986 4.34% 1.549%
6 11.251 1306 1313 1319 rVB 79860 145095 1.63% 0.582%
7 13.654 1715 1722 1731 rVB 534182 842963 9.48%  3.382%
8 15.022 1950 1955 1962 rVB 125705 205447  2.31% 0.824%
9 15.821 2083 2091 2095 rBV 72566 101970 1.15% 0.409%
10 16.503 2201 2207 2216 rBV 424184 637041 7.17% 2.556%
11 16.679 2232 2237 2240 rBV2 71483 99399 1.12% ©.399%
12 17.766 2415 2422 2425 rBV 153114 248495 2.80% 0.997%
13 17.807 2425 2429 2433 rVB 108704 162720 1.83% 0.653%
14 18.382 2522 2527 2533 rVB 1043305 1340142 15.08% 5.377%
15 18.612 2560 2566 2573 rBV2 169350 291230 3.28% 1.169%

16 18.829 2596 2603 2606 rBvV3 53962 111365 1.25% ©0.447%
17 19.522 2713 2721 2723 rBV 6731465 8888071 100.00% 35.662%
18 19.546 2723 2725 2734 rVB2 3331883 4075354 45.85% 16.352%

19 19.663 2740 2745 2750 rBV 559576 669726 7.54%  2.687%
20 19.722 2750 2755 2758 rBV 245121 340957 3.84% 1.368%
21 19.792 2763 2767 2773 rVV 334801 530495 5.97% 2.129%
22 19.857 2773 2778 2786 rVB6 65653 124867 1.40% 0.501%
23 20.115 2818 2822 2825 rBV2 61407 97721 1.10% 0.392%
24 20.157 2825 2829 2835 rVB 324410 446423 5.02% 1.791%
25 20.333 2853 2859 2865 rBV 886162 1169351 13.16% 4.692%
26 20.638 2907 2911 2918 rVB 115650 181936 2.05% ©.730%
27 20.738 2923 2928 2932 rBV2 103834 139340 1.57% ©.559%
28 22.066 3148 3154 3162 rBV3 231647 655746  7.38% 2.631%
29 22.136 3162 3166 3176 rVB 181952 330700 3.72% 1.327%
30 24.498 3561 3568 3576 rBvV2 114430 399589 4.50% 1.603%
31 25.297 3698 3704 3719 rVB2 78474 246172 2.77%  ©.988%
32 25.461 3724 3732 3745 rVB2 115448 365803 4.12%  1.468%

33 25.631 3753 3761 3769 rBV2 77341 220070  2.48% ©0.883%

Sum of corrected areas: 24923250
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056977.D\data.ms
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2000000

1000000
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O\\\\‘\\\\‘\\\\‘\\\\A‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\A|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\
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Abundance TIC: BG056977.D\data.ms
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19/546
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. : 2
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Abundance TIC: BG056977.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.441 37.89 ng 208656  1,4-Dichlorobenzene-d4 8.414

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17

Abundance Scan 324 (5.441 min): BG056977.D\data.ms (-317) (-) m/z 43.15 100.00%

43.
59.3
5000
101.2 e EEaERREEEEE
5.20 5.40 5.60 5.80
IR 83.2 5
O+ e e e e e m/z 59.25 63.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI LN B
5.20 5.40 5.60 5.80
59.0 m/z 101.15  20.00%
101.
270 w0 T
O H‘\H\‘\H\‘HH‘!\!\[\!{\‘HH‘\\\\’\\\\‘HH‘\H\’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
A A ARRRERRE
5.20 5.40 5.60 5.80
m/z 58.15 14.73%
5000 41.0 101.0 /
27,
ol 140 L Ll 730 870 | 170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- R AR
59.0 5.20 5.40 5.60 5.80
m/z 41.25 9.92%
41.0
5000
86.0
0 H‘H‘W‘H‘_‘H‘Mcwwwh‘u‘wﬁu‘w‘k‘u%ﬂ%p‘w‘u‘u‘ S\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.821 9.93 ng 101970  Acenaphthene-di0 15.028
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Dodecane 170 C12H26 000112-40-3 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
Abundance Scan 2091 (15.821 min): BG056977.D\data.ms (-2083) (- | m/z 57.20 100.00%
571.2
1550  16.00
113.3 : :
141.3
o‘H‘HHWumeHJM»Mnh_m‘pu‘_fgﬁfw‘uWH‘WH‘WHH m/z 43.25 84.20%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000 = -
15.50 16.00
m/z 71.20 70.99%
29.0
O TTT ‘ \‘\‘\ \“‘} T \“ “ \WH} T “H‘\ T \““J-\]\-‘”\ ‘ \‘\]-\4?.‘]: \OH]_‘\G? \O‘ELHQZ \(\)\ T ’ TTTT ’ TT \\2’6\% \(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
57.0
s A
15.50 16.00
5000 m/z 41.25 54.11%
85.0
29.0
L ot
0‘HwhukHw‘MwmHWHMMM‘MHWH‘WHH_H‘VHWH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90190: Pentadecane T T
57.0 15.50 16.00
m/z 85.20 50.67%
5000 85.0
29.0
113.0
ok A | A0 os00 2120 et e
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 3 Carbonic acid, eicosyl viny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.679 8.00 ng 99399  Phenanthrene-d10 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Octadecane 254 (C18H38 000593-45-3 86
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2237 (16.679 min): BG056977.D\data.ms (-2232) (-~ | m/z 57.25 100.00%

57.3
5000

I 93 1317ms  sa0s 16.50 17.00
oh \L‘M“LNMM b m/z 43.20 75.55%

m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0

5000 bl S
16.50 17.00

m/z 71.25 70.56%

99.0
O T ‘\ ‘\‘ ‘ ‘\ ‘“‘ \H‘\ ““ \“ T ‘]\_4\‘1.‘0‘\ ]\-8\3;0‘ T T T T ‘2\68\.(\) T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

T .
16.50 17.00

5000 ITI/Z 41.25 48.36%
7.0
ool Ll L2000 220w
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane 7 —
57.0 16.50 17.00
m/z 85.25 45.03%
5000
99.0
ANRAEDVECEETL I I Y PR N
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 4 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.382 107.86 ng 1340140  Phenanthrene-d10 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 97
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83

Abundance Scan 2527 (18.382 min): BG056977.D\data.ms (-2522) (- | m/z 74.15 100.00%
74.2
50001 433
143.3 227.3 [ aen
‘ H HM‘ 152 185.3 270.4 18.00 18.50 .
0 v allp LT b e b m/z 87.15  75.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0
18. 00 18 50

m/z 43.25 39.23%

143.0
185.0
\’H\\‘HHH‘\\“\“\“\‘\‘\\“‘\\:I-HS‘Q‘H“\\H‘HH‘\‘H\“\\\\2‘2\\8\9\\\\‘\\\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0

o

18. OO 18 50
5000 ITI z 55.25 33.70%
43.0
143.0
0 ‘u \“ ‘\‘ il \1150 171.0199. 022\70 270.0
\’\\\\‘\\\\‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 18. OO 18 50

m/z 41.20 32.33%

5000{ 43.0
0 L 4110230 150 zzi0_amo

m/z--> 20 40 60 80 100120140160180200220240260280 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.611 23.44 ng 291230  Phenanthrene-di0 17.760
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 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2566 (18.612 min): BG056977.D\data.ms (-2560) (- | m/z 73.15 100.00%
73.2
43.3
5000
ool o
256.4 18.50 19.00
(o] m/z 60.15 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
1\
5000 129.0 T I
18.50 19.00
157.0 145 02130 2560 m/z 43.25 76.40%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
R
43.0 18.50 19.00
5000 129.0 m/z 55.20 75.39%
171.0
214.0
I
ol b Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75713: Dodecanoic acid == e
73.0 18.50 19.00
43.0 m/z 41.20 73.17%
5000
129.0
157.0 200.0
101.0 ‘
0 ‘w‘lH“,‘;‘H“!““‘M,“MMW‘HH‘Wm‘}“uH‘W‘HWH“HHWHWHW == ===
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.829 8.96 ng 111365 Phenanthrene-d10 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 83
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 50
3 1-(4-Fluorophenyl)-4,5-dimethyli... 190 C11H11FN2 1000443-18-7 42
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
5 Pyrimidine, 2-chloro-5-phenyl- 190 C10H7CIN2 022536-62-5 30

Abundance Scan 2603 (18.829 min): BG056977.D\data.ms (-2596) (- | m/z 190.15 100.00%
2

5000

Ma

\ f
241.2 18.50 19.00

94.7
133.3 163.2

0 m/z 189.15 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64925: 4H-Cyclopenta[deflphenanthrene
190.0
5000 o e
18.50 19.00
95.0 m/z 192.15  37.92%
. 630 | 13701630 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
- g
18.50 19.00
5000 ITI/Z 191.20 24.87%
950 13401620
wo o 7
[ SR SR VN A WA | VRS AR -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #64494: 1-(4-Fluorophenyl)-4,5-dimethylimidazole
190.0 18.50 19.00
m/z 187.15 23.39%
5000
95.0 122.0148.0
210 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.522 715.35 ng 8888070  Phenanthrene-d10 17.760
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, methy... 294 C19H3402 002566-97-4 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96
Abundance Scan 2721 (19.522 min): BG056977.D\data.ms (-2713) (- | m/z 67.25 100.00%
67.3
5000
09.2
T
263.4 19.50
0 37 H‘H‘ ‘Hh ’ Hh‘ H\ H 1187 3 220 3 — ‘H : ‘29‘4‘1 m/z 81.25 84.21%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
19.50
290 09.0 m/z 55.20  65.08%
294.C
ol L | ) u“ AT ‘uh I Huu‘ m W .. 2230 2630770
m/z--> 100 150 200 250
Abundance #191926. 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
T
19.50
5000 m/z 95.25 57.62%
09.0
‘\ M ! u‘\ L i L4 262.0 294.C
oL —— I e R T R R
m/z--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- —— ‘
67.0 19.50
m/z 41.25 54.70%
5000
02.0 294.C
oL L U | 209 1702200 203077 A
m/z--> 50 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04

Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.546 328.00 ng 4075350  Phenanthrene-di0 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 96
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94

Abundance Scan 2725 (19.546 min): BG056977.D\data.ms (-2723) (-~ | m/z 55.25 100.00%
55.3
264.4
222.3 T T
‘ 23 3 180.3 ‘ ‘ 19.50
0L— H“ “ MH\ \‘ HMH\H‘HM mh\hu\h oy “u P i r— L ‘296"1 ITI/Z 41.25 76.25%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 T w
19.50
230 m/z 69.25 70.25%
‘ ‘ 180.0 222.0 264.0 296 C
02‘5“0“ d‘ ‘H“ \‘ \‘\H‘m‘m”\‘h ull ‘M‘ 1 e ‘u‘ ] ‘“‘ — ‘
miz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0] 74.0
—
19.50
5000 ITI/Z 43.25 59.17%
oL H“\ ‘H t
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester —— ‘
74.0 19.50
m/z 74.15 58.92%
5000
41.0 264.0
10.0
ILLL 020
ol LI : \ L a0 0| e At
miz--> 50 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.663 53.90 ng 669726  Phenanthrene-di10 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 81
Abundance Scan 2745 (19.663 min): BG056977.D\data.ms (-2740) (- | m/z 74.15 100.00%
74.2
5000 43.2 /M
1432 255.3 —r— T
“ 19%3 208.2 19.50 20.00
ol M i, w ol ‘ Y I E m/z 87.15  76.40%
m/z--> 150 200 250 300
Abundance #197275. Methyl stearate
74.0
5000 —t —
43.0 19.50 20.00
143.0 m/z 43.20 43.27%
h‘ | | 1110 ‘ 1990 2550 298
O\\\\‘\‘\‘”\‘ \‘\\\“\\\‘\“\\\\‘\‘\\\“
miz--> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
—— —
19.50 20.00
5000 m/z 55.25 34.65%
43.0
‘ 143.0
130 256.0
o ——" ‘\ MHT‘l‘OL ““\‘%820 ‘\‘\‘H‘\HH
m/z--> 100 150 200 250 300
Abundance #197352: HeMadecanmcacm 16-methyl-, methyl ester —— ——
74.0 19.50 20.00
m/z 41.25 30.83%
5000
28.0
143.0 2550 298¢
199.0 ‘
OWM 0 Y O NS VO
m/z--> 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 6
R.T. EstConc Area Relative to ISTD R.T.
19.722  27.44 ng 340957  Phenanthrene-di0 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 96
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 94
3 Linoelaidic acid 280 C18H3202 000506-21-8 93
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
5 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 90
Abundance Scan 2755 (19.722 min): BG056977.D\data.ms (-2750) (- | m/z 67.15 100.00%
67.2
5000 ﬂ&f‘
09.2 — ——
280.4 19.50 20.00
0 | “‘hu Lbt27, 19322258 TP 7 s1.15 78.13%
miz--> 50 100 150 200 250
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
19.50 20.00
2o 09.0 m/z 55.20 62.77%
. 150.0 280.0
oL ‘\“ ‘i“‘[‘“‘l H}H \‘ \‘HH\‘\HM \}\ “:!'8‘2"0‘ ‘22‘3‘0‘ — J .
m/z--> 50 100 150 200 250
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
—— —
19.50 20.00
5000 m/z 41.25 53.90%
09.0
280.0
29 LI o0
ol il ALl b g £%001820 2200 |
m/z--> 50 100 150 200 250
Abundance #173566: Linoelaidic acid —— ——
67.0 19.50 20.00
m/z 95.20 50.97%
5000
09.0
290 ‘ 280.0
150. :
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.857 10.05 ng 124867 Phenanthrene-di0 17.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 2778 (19.857 min): BG056977.D\data.ms (-2773) (- | m/z 73.15 100.00%

73.2
5000
129.2 2413
185.3

284.4
19 50 20 00
356.
0! Hu‘\‘w“‘\ “\‘\h‘ L “\‘ e m/z 43.20 95.50%

m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0

5000
129.0 1950 2000
29. 185.0 228.0 m/z 60.15 86.26%
ok ““ m\\hh nh” ML al ‘ \‘m‘\ — “\‘ R A
m/z--> 50 100 150 2000 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
; N\/\A/\AA -}
1950 2000
5000 129.0 ITI/Z 41.25 84.80%
199.0 2420
ok \MLAM ‘\‘\‘ ““‘ ey
m/z--> 100 150 200 250 300 350
Abundance #60690: Undecanoic acid o —
60.0 19.50 20.00
m/z 55.20 77.73%
5000
129.0
1860
oleg Mw AWV
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On 4 Apr 2023 23:04

Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: 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 Pyrene, 1-methyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
20.638 5.55 ng 181936  Chrysene-d12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 59

Abundance Scan 2911 (20.638 min): BG056977.D\data.ms (-2907) (- | m/z 216.20 100.00%
216.2
2050 2100
55.1 107.8 : :
161.2 250.2 292.
ol bl P08 il 992 SIS 7 215015 72.23%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = SRR
20.50 21.00
95.0 m/z 213.15 23.80%
0 \2\7\0\ ‘6\3-9\ \““H\ I %6\3\0\ “L f \“H\ LA I
miz--> 50 100 150 200 250
Abundance #94572: 11H-Benzo[b]fluorene
216.0
/\/\NV\ T T ‘ T T ‘ T
20.50 21.00
5000 m/z 217.15 15.02%
107.0
0280 630 | | 1630 |
"
m/z--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 20.50 21.00
m/z 107.75 7.73%
5000
108.0
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.738 4.25 ng 139340  Chrysene-d12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 70
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 7H-Benzanthrene 216 C17H12 000199-94-0 53

Abundance Scan 2928 (20.738 min): BG056977.D\data.ms (-2923) (- | m/z 216.20 100.00%

216.2
5000 74.2
2050 2100
143.2 28‘33 326.3 N . o
0° A S SRR m/z 215.15 89.76%
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = ‘

20.50 21.00
m/z 74.15 42.85%

95.0 )
0-— \5\0‘.(\)\ T \““H\ T \}6\3\-0\“‘1 f \“H\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzolb]fluorene
216.0
e TR
20.50 21.00
5000 ITI/Z 87.10 34.38%
108.0
57.0 \ 163.0 ‘
-t~
m/z--> 50 100 150 200 250 300 350
Abundance #94577: 11H-Benzo[a]fluorene
216.0 20.50 21.00
m/z 213.10 19.02%
5000
108.0
o 630 | 1630 | \
L B T TR B B e e e A = —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56977.D

Acq On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 14 Benzo[j]fluoranthene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.297  22.37 ng 246172  Perylene-d12 25.631
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 89
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 3704 (25.297 min): BG056977.D\data.ms (-3698) (- | m/z 252.15 100.00%
25p.2
w Mﬂ
L\ ‘ T T ‘ T
125.2 1733 1 25.00 25.50
o822 L Ar33 ., N 30013414 3891 5 259,15 33.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene
252.0
5000 oot e
25.00 25.50
126.0 m/z 253.20  28.22%
O\\‘\\8\3.\0‘i 200.0 L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[K]fluoranthene
252.0
T —
25.00 25.50
5000 ITI/Z 251.25 11.93%
126.0
ol 7o | oo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene T —T
252.0 25.00 25.50
m/z 248.10 7.88%
5000
126.0
039.0 830 ‘\\ 2000, | L“WWW\
e - —
m/z--> 50 100 150 200 250 300 350 400 25.00 25.50

8270-BGO33023.M Wed Apr 05 14:01:14 2023 Page: 16



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG®56977.D

Acqg On : 4 Apr 2023 23:04
Operator : CG/JU

Sample : 02176-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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|
2-Pentanone, 4-... 5.441 37.9 ng 208656 1 8.414 110135 20.0
Nonadecane 15.821 9.9 ng 101970 3 15.028 205447 20.0
Carbonic acid, ... 16.679 8.0 ng 99399 4 17.760 248495 20.0
Tridecanoic aci... 18.382 107.9 ng 1340140 4 17.760 248495 20.0
n-Hexadecanoic ... 18.611 23.4 ng 291230 4 17.760 248495 20.0
4H-Cyclopenta[d... 18.829 9.0 ng 111365 4 17.760 248495 20.0
9,12-Octadecadi... 19.522 715.4 ng 8888070 4 17.760 248495 20.0
9-Octadecenoic ... 19.546 328.0 ng 4075350 4 17.760 248495 20.0
Methyl stearate 19.663 53.9 ng 669726 4 17.760 248495 20.0
9,12-Octadecadi... 19.722 27.4 ng 340957 4 17.760 248495 20.0
Tetradecanoic acid 19.857 10.1 ng 124867 4 17.760 248495 20.0
Pyrene, 1-methyl-  20.638 5.5 ng 181936 5 22.083 655746 20.0
11H-Benzo[b]flu... 20.738 4.3 ng 139340 5 22.083 655746 20.0
Benzo[j]fluoran... 25.297 22.4 ng 246172 6 25.631 220070 20.0
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