LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134586.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 6 14 22 rBV 65796 90164 2.23% 0.278%
2 5.028 490 500 509 rVB 96546 129799 3.21% 0.400%
3 5.422 562 567 570 rBV 3984810 3903504 96.62% 12.039%
4 6.428 732 738 740 rBV 3509851 3915283 96.91% 12.076%
5 6.622 768 771 777 rBV 119865 95118 2.35% ©.293%
6 6.792 797 800 804 rVB 1374770 1112725 27.54% 3.432%
7 7.357 890 896 898 rBV 2436056 2462759 60.96% 7.596%
8 8.069 1014 1017 1021 rBV 1595227 1434368 35.50% 4.424%
9 9.151 1196 1201 1204 rBV 4743377 4039919 100.00% 12.460%
10 9.269 1217 1221 1225 rVB 743833 625003 15.47% 1.928%
11  9.804 1308 1312 1313 rBV 415181 319811 7.92% 0.986%
12 9.828 1313 1316 1319 rVB 1595539 1333052 33.00% 4.111%
13 9.951 1331 1337 1341 rBvV2 50217 48512 1.20% 0.150%
14 10.616 1445 1450 1453 rBV 2386317 2110177 52.23% 6.508%
15 11.316 1565 1569 1571 rBV 1281503 1188579 29.42% 3.666%
16 11.333 1571 1572 1576 rVB 198428 141454 3.50% 0.436%
17 11.386 1576 1581 1584 rVB 60051 54860 1.36% 0.169%
18 11.816 1650 1654 1656 rBV 69723 61761 1.53% 0.190%
19 11.851 1656 1660 1665 rvv2 422819 444995 11.01% 1.372%
20 11.927 1669 1673 1675 rBV2 56485 54977 1.36% 0.170%
21 12.051 1691 1694 1699 rVB2 78978 76932 1.90% 0.237%
22 12.369 1745 1748 1751 rBV 40618 45616 1.13% 0.141%
23 12.527 1771 1775 1778 rBV 345571 284723 7.05% 0.878%
24 12.639 1792 1794 1799 rVB2 102810 96204 2.38% 0.297%
25 12.727 1806 1809 1810 rBvV2 70348 62654 1.55% ©.193%
26 12.757 1811 1814 1817 rVB 290331 259902 6.43% 0.802%
27 12.910 1836 1840 1843 rBV 3889381 3351060 82.95% 10.335%
28 13.086 1868 1870 1873 rVB 68498 55856 1.38% 0.172%
29 13.121 1873 1876 1879 rBV2 33730 49271 1.22% 0.152%
30 13.151 1879 1881 1884 rVwV 67804 58737 1.45% 0.181%
31 13.186 1884 1887 1890 rvVv2 56403 61146 1.51% 189%

32 13.680 1967 1971 1974 rBV 1595792 1293491 32.02%
33 13.821 1992 1995 2002 rVB2 390547 415800 10.29%
34 13.957 2013 2018 2021 rBV 1156163 1112626 27.54%
35 13.980 2021 2022 2025 rVB 125206 89006 2.20%

OWkR WO
N
[o]
N
B

36 14.463 2101 2104 2113 rVB4 202435 272012 6.73% ©0.839%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.604 2125 2128 2132 rBV 138459 159162 3.94% 0.491%
38 14.992 2190 2194 2205 rVB 102897 217492 5.38% 0.671%
39 15.104 2210 2213 2215 rBV 57893 56767 1.41% 0.175%
40 15.292 2242 2245 2251 rVB 56161 74217 1.84% 0.229%
41 15.351 2252 2255 2260 rBV 57288 73701 1.82% 0.227%

42 15.421 2262 2267 2271 rBV 562838 689679 17.07%  2.127%

Sum of corrected areas: 32422874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134586.D\data.ms

4000000 5422

6.428

3000000
7.357

2000000
6.792

1000000

2.169 5.028 6.622

o

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF134586.D\data.ms
9.151

4000000 12.910

3000000
10.616

2000000
8.069 9.828

11.316

1000000 9.269

9.804 11.851 12.5212.757
9.951 118386 118182051 12.36012163%27 || 188HEH6
0 e — — :

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF134586.D\data.ms

4000000

3000000

2000000

1000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.028 2.33 ng 129799 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202

2 Acetic

acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000123-42-2 59
001116-98-9 25

3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 500 (5.028 min): BF134586.D\data.ms (-490) (-) m/z 43.00 100.00%
43.0
59.0
5000
10l.1 4.80 5.00 5.20 5.40
Ll | 83.0 . . . 3E?
it m/z 59.00 52.05%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
N
5000 L LI L A I LA
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.90%
15.0 101.0
‘ ml i \‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
59.0
T RARREEEEE
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 16.86%
0 126.0142.0
e N B ammaea o SR
m/iz--> 20 40 60 80 100 120 140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester B ARRSREEREY
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.05%
5000
59.0
27‘0 101.0
OHH““‘H“;HM“HH"HH‘HH‘HH‘H R e RS R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF080123.M Thu Aug 03 04:40:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33

Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.269 9.38 ng 625003  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
3 Diacetamate 193 C10H11NO3 002623-33-8 53
4 Acetaminophen 151 C8HONO2 000103-90-2 53
5 Metacetamol 151 C8HINO2 000621-42-1 53
Abundance Scan 1221 (9.269 min): BF134586.D\data.ms (-1217) (-) m/z 43.05 100.00%
109.1
5000 151.1
o RAREEEEEEE R R
‘ 69‘ 1 9.00 9.20 9.40 9.60
Ot b L2081 00 10 67.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \\\‘\\\/\\‘\\\\‘\\\\’\\\\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 39.51%
0 \]-\5\9\ \‘\ \"‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ T \ \ ‘ TT 1 T ‘ T \‘\ T ‘J\-\g\z\‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
B EEmaEEE S
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 23.08%
0 32.0 79.0
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67529: Diacetamate RN e R RS S
109.0 9.00 9.20 9.40 9.60
m/z 69.10 14.25%
5000 151.0
43.0
80.0 193.0
Y N VO N RN BN e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF080123.M Thu Aug 03 04:40:08 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.851 7.49 ng 444995  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
Abundance Scan 1660 (11.851 min): BF134586.D\data.ms (-1656) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
= —
‘ 157.2185.1 2132 256.2 11.50 12.00
0“WH‘““‘ m/z 72.95 97.50%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
97.0 157018502130 256.0 m/z 60.00 91.44%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
43.0 T [
11.50 12.00
5000 129.0 m/z 57.10  78.36%
185.0
228.0
101.0
0 15.0 157.0
T T o e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid - —
43.0 73.0 11.50 12.00
m/z 41.05 75.90%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁWWAWWMMMWHH_JHJHW‘HWHHM‘H_ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.680 23.25 ng 1293490  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 53
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 52
4 N-(4-Fluorophenyl)-3-phenyl-2-pr... 337 C17H11F4NO2 1000492-37-5 50
5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 50
Abundance Scan 1971 (13.680 min): BF134586.D\data.ms (-1967) (- m/z 131.00 100.00%
131.0
5000
77.1
— —
00 ‘ | 1730 219.1 2oa1 13.50 14.00
ob ad bbbl 1730 L 2641 3072 ;115,05 37.56%
m/z--> 50 100 150 200 250 300
Abundance #153419: Cinnamyl cinnamate
131.0
5000 —— ——
13.50 14.00
77.0 219.0 m/Z 117.05 33.08%
0 390\ . “\ ‘ \‘\ ‘\ \L 173.0 I 2660
T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance
131.0
— 2
13.50 14.00
5000 m/z 103.05 29.43%
77.0
0 41.0 174.0 254.0
— T
m/iz--> 50 100 150 200 250 300
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one — ——
131.0 13.50 14.00
m/z 77.10 22.67%
5000
77.0
410 ‘ ‘ 188.0
0 P S D S — — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.821 7.47 ng 415800  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan1995(13821num BF134586.D\data.ms (-1992) (- m/z 57.10 100.00%
97.1
5000
— ——
1] * 1821 2482 302 13.50 14.00
ol L R T 20 2982 8021 ys 43.10 99.18%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 — .
13.50 14.00
m/z 55.10 95.35%
L \\“ | 1300 1820 2230 2800
\\\\‘\ \\\’\\\\ \‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
— ——
13.50 14.00
5000 m/z 83.10 89.61%
0 19.0 139.0 182.0 224.0 266.0
B e . A o
m/iz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ T
57.0 97.0 13.50 14.00
m/z 97.10 80.36%
5000
9.0
Olgm \‘\ il ‘\ ‘ ‘ \H\ 1l \‘\ h :!'810 2220 264.0 308.0
R e o a a S AR S T P e
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF080123.M Thu Aug 03 04:40:10 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.463 4.89 ng 272012  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 1-Tricosene 322 C23H46 018835-32-0 94

Abundance Scan 2104 (14.463 min): BF134586.D\data.ms (-2101) (- m/z 57.10 100.00%
57.1
5000 111 m
1450
67.0 240.1 ) : :
ol ‘w‘ﬁu ww‘l‘w‘“‘ ‘% Dot 208.1385.1 410 55 g5 99.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 T
14.50
m/z 83.10 89.82%
40.0
0 \“\ ‘ “\“\‘\ T ]( ‘“\‘\]\_9\6‘.9\ T \2‘6\6\\0\ BN N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 970
——
14.50
5000 m/z 43.10 88.10%
. 140.0 1960 336.0 VAJMN/\M
e e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester ——
57.0 14.50
m/z 97.10 80.92%
5000 11.0
169.0
ol LI Tarzozsso  aos -
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF080123.M Thu Aug 03 04:40:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 7 1,3-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.604 2.86 ng 159162  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 80
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
3 2-Pyrrolidinemethanol, 1-acetyl-... 185 C9H15NO3 042366-60-9 27
4 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 27
5 Pyrrolidin-1-yl phenyl ketoxime 190 C11H14N20 1000144-18-3 22

Abundance Scan 2128 (14.604 min): BF134586.D\data.ms (-2125) (-] ' m/z 70.10 100.00%

70.1
149.0
5000 261.1

—— S
T/ P = =
e b L L2970 L 3882 )z 149.00  71.98%

b
el
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0

5000 — —
14.50 15.00

m/z 112.10  45.52%

M h \\\ o170 | 3040 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance
70.0 112.0
261.0 ; ,

T
14.50 15.00
5000 167.0 m/z 57.10  43.64%

o229 207.0 304.0 361.0 MJ\JM
B e N
miz--> 50 100 150 200 250 300 350

Abundance #60320: 2-Pyrrolidinemethanol, 1-acetyl-, acetate (ester) — ‘
70.0 14.50 15.00
m/z 261.10 43.25%

5000 112.0
27.0‘
0 L d g 185.0

m/z--> 50 100 150 200 250 300 350 14.50 15.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33

Operator : CG\JU

Sample : 03842-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 8 Benzo[e]pyrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.292 2.15 ng 74217  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2245 (15.292 min): BF134586.D\data.ms (-2242) (- m/z 252.05 100.00%
25p.1
w M
= —
68.1 12\50 197.9 1 1500 1550
O S8 Al 3979, | 3159 3684 . yce.10  27.12%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 — -
15.00 15.50
m/z 253.05 24.83%
125.0
0390 830 | 2000 |
\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
— —
15.00 15.50
5000 m/z 125.00 13.28%
126.0
0 50.0 87.0 163.0200.0
e e L A
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene 7 —
252.0 15.00 15.50
m/z 126.00 12.15%
5000
126.0
039:0 870, ‘\\ 163,0200.0, ‘H ‘ |
R I e e T e B B B e e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
BF134586.D

: 02 Aug 2023 18:33
¢ CG\JU
: 03842-02

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9 Perylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.351 2.14 ng 73701  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Perylene 252 C20H12 000198-55-0 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[e]pyrene 252 C20H12 000192-97-2 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 2255 (15.351 min): BF134586.D\data.ms (-2252) (- m/z 252.05 100.00%
252.1
126.1 — AR
410 85.1 \ 201.9 291.1329.2 375.1 1500 1559
0“”““7‘Nuk““ e . e S e e m/z 250.05 22.76%
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0
5000 = s
15.00 15.50
126.0 m/z 253.05 19.71%
039.0 87.0 ‘\\ 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
— —
15.00 15.50
5000 m/z 126.10 17.70%
126.0
039.0 84.0 200.0
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[Kk]fluoranthene o —
252.0 15.00 15.50
m/z 125.00 11.77%
5000
126.0
o g0yl w0 | "
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF080123.M Thu Aug 03 04:40:14 2023

Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080223\
Data File : BF134586.D

Acqg On : 02 Aug 2023 18:33
Operator : CG\JU

Sample : 03842-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-... 5.028 2.3 ng 129799 1 6.792 1112730 20.0
2,4,7,9-Tetrame... 9.269 9.4 ng 625003 3 9.828 1333050 20.0
n-Hexadecanoic ... 11.851 7.5 ng 444995 4 11.316 1188580 20.0
Cinnamyl cinnamate 13.680 23.3 ng 1293490 5 13.957 1112630 20.0
5-Eicosene, (E)- 13.821 7.5 ng 415800 5 13.957 1112630 20.0
1-Nonadecene 14.463 4.9 ng 272012 5 13.957 1112630 20.0
1,3-Benzenedica... 14.604 2.9 ng 159162 5 13.957 1112630 20.0
Benzo[e]pyrene 15.292 2.1 ng 74217 6 15.421 689679 20.0
Perylene 15.351 2.1 ng 73701 6 15.421 689679 20.0
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