LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc :

ALS Vvial : 14 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135266.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 12 15 26 rVvB2 20873 42572 1.46% 0.183%
2 5.016 492 498 509 rVB 44028 66915 2.29% 0.287%
3 5.404 559 564 567 rBV 2782698 2670006 91.26% 11.462%
4 6.410 730 735 738 rBV 2495385 2641875 90.30% 11.341%
5 6.763 791 795 798 rBV 860585 726478 24.83%  3.119%

6 7.328 886 891 894 rBV 1828594 1735477 59.32% 7.450%
7 8.039 1008 1012 1015 rBV 1126388 922330 31.53% 3.960%
8 9.122 1190 1196 1199 rBV 3355538 2925585 100.00% 12.559%
9 9.798 1306 1311 1314 rBV 1141539 940567 32.15% 4.038%

10 10.592 1442 1446 1449 rBV 1467165 1336413 45.68% 5.737%
11 11.292 1561 1565 1567 rBV 867348 820846 28.06%  3.524%
12 11.316 1567 1569 1572 rVV 261616 216271 7.39% 0.928%
13 11.363 1573 1577 1581 rVB 43698 44959 1.54% 0.193%
14 11.527 1600 1605 1613 rBV2 28776 46611 1.59% ©.200%
15 11.792 1646 1650 1653 rBV2 68478 68117 2.33%  ©0.292%
16 11.827 1653 1656 1661 rVV2 215891 217867 7.45%  0.935%
17 11.904 1666 1669 1672 rBV 67895 67260 2.30% ©.289%
18 12.122 1703 1706 1710 rVB 58757 52545 1.80% ©.226%
19 12.433 1756 1759 1762 rBV 36855 35526 1.21% 0.153%
20 12.510 1768 1772 1775 rBV 616889 536460 18.34% 2.303%
21 12.598 1785 1787 1789 rBV2 51557 46846 1.60% ©0.201%
22 12.698 1801 1804 1806 rBV3 47252 49426 1.69% 0.212%
23 12.739 1806 1811 1814 rVB 511932 497631 17.01% 2.136%
24 12.886 1832 1836 1840 rVV 2184780 2053188 70.18% 8.814%
25 12.963 1843 1849 1852 rBV2 30664 48039 1.64% ©.206%
26 13.045 1860 1863 1865 rBV3 29847 36432 1.25% 0.156%
27 13.069 1865 1867 1871 rVB 60500 56322 1.93% 0.242%
28 13.139 1872 1879 1881 rBv2 43175 62553 2.14%  ©.269%
29 13.174 1881 1885 1887 rBV 46168 45698 1.56% 0.196%
30 13.586 1952 1955 1959 rVB 43209 38785 1.33% 0.167%
31 13.692 1969 1973 1976 rBV 59382 68832 2.35% 295%

32 13.810 1988 1993 1999 rBV3 83028 165919 5.67%
33 13.945 2010 2016 2019 rBV2 739170 1042080 35.62%

[CRCIFNE GG
N
N
N
xR

34 13.974 2019 2021 2024 rVB 223508 179336 6.13% 770%
35 14.051 2031 2034 2036 rVB 70408 56227 1.92% 241%
36 14.333 2079 2082 2086 rVB4 50928 59301 2.03% ©0.255%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc :

ALS Vvial : 14 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.380 2086 2090 2092 rBV3 39287 48776 1.67% ©0.209%
38 14.457 2100 2103 2106 rBV2 89884 88195 3.01% ©0.379%
39 14.533 2109 2116 2117 rBV2 85291 146221 5.00% 0.628%
40 14.586 2122 2125 2129 rBv3 113748 162543 5.56% 0.698%
41 14.627 2130 2132 2134 rBV 46693 40636 1.39% 0.174%
42 14.715 2144 2147 2153 rVB 109852 204889 7.00% 0.880%
43 14.768 2153 2156 2160 rBV 61275 65587 2.24% 0.282%
44 14.874 2172 2174 2178 rVB2 39481 35445 1.21% ©.152%
45 14.986 2189 2193 2196 rBV 238969 333645 11.40% 1.432%
46 15.068 2204 2207 2210 rVB2 45944 42024 1.44% 0.180%
47 15.286 2241 2244 2250 rVB 149311 187063 6.39% 0.803%
48 15.351 2251 2255 2261 rBV 163754 217198 7.42% ©.932%
49 15.415 2261 2266 2270 rBV 502187 614927 21.02% 2.640%
50 15.657 2304 2307 2311 rVB3 50688 64898  2.22% ©.279%
51 15.892 2344 2347 2351 rVB2 57439 77208 2.64% 0.331%
52 16.704 2480 2485 2492 rVB8 34852 75665 2.59% 0.325%
53 16.886 2511 2516 2527 rVB2 70803 157800 5.39% ©.677%
54 17.333 2588 2592 2601 rvVB2 54847 109884 3.76% 0.472%
Sum of corrected areas: 23293899
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135266.D\data.ms

3000000
5.404

2500000 6.410

2000000 7.328
1500000

1000000 6.763

500000

2.175 5.016

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: BF135266.D\data.ms
9.122

o

3000000
2500000
12.886
2000000

1500000 10.592

8.039 9.798
1000000 11.292

500000
11{316 11.827

.363.52711.792042.122 12,432
0 g _ Hhasssori1 192002122 124

— — T — — — — ‘ P
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF135266.D\data.ms

13.00

3000000

2500000

2000000

1500000

1000000

500000
17.333

O T ‘ T T T T ‘ T T T ‘ T T ‘ 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\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.827 5.31 ng 217867  Phenanthrene-di10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 1656 (11.827 min): BF135266.D\data.ms (-1653) (- m/z 43.10 100.00%
431 |73.0
T —
11.50 12.00
Y I— m/z 59.95 96.98%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — e
129.0 11.50 12.00
213.0 m/z 73.00 95.28%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 83.63%
199.0
101.0 157.0 2420
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #109279: Tetradecanoic acid = b
73.0 11.50 12.00
43.0 m/z 55.05 79.04%
5000 129.0
185.0
H 228.0
0;§RWAMNJWmwk%_ﬁuLM‘HHMAW‘HWHH_!HMHW‘ . —
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\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.810 3.18 ng 165919  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1993 (13.810 min): BF135266.D\data.ms (-1988) (- m/z 57.05 100.00%
b7.0
o ¢kawwwmmj\wﬂv/w”ww¢
I “ 13.50 14.00
68 0 222 9 : :
(pa— ‘ | M‘wl‘w“‘ pa e SSET2R0 o nyz 43.10 93.56%
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.10 91.36%
b L0 me0 o g
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0 97.0
— ——
13.50 14.00
5000 m/z 83.05 77 .70%
. 1390 159 0 224.0 266.0
e e e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester “ —
57.0 13.50 14.00
97.0 m/z 97.05 70.30%
h #M/\Jl\ﬁkw
ol® 5.0 ‘ h\ ‘M‘ 18292240 269.0 3704
P : . R e e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Di-isononyl phthlate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.533 2.81 ng 146221  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 83
2 Phthalic acid, nonyl 4-octyl ester 404 C25H4004 1000314-84-2 58
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 53
4 Phthalic acid, cycloheptyl nonyl... 388 C24H3604 1000322-83-4 50
5 Phthalic acid, isohexyl 5-methox... 364 C21H3205 1000314-89-7 50
Abundance Scan 2116 (14.533 min): BF135266.D\data.ms (-2109) (- m/z 149.00 100.00%
149.0
5000
57.1
H ‘ \ 254.1 3549 5.4de |
ol el “w Pl 10,2040, | 2991 8549 47 57.10 33.76%
mlz--> 100 150 200 250 300 350 400
Abundance #312480: Di-isononyl phthlate
149.0
5000 — :
43.0 14.50
m/z 71.10 29.34%
293.0
0 H ~ 207.0 3610 418
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400
Abundance
149.0
1T \
14.50
5000 m/z 43.00 27 .04%
293.0
o 43.0 104.0
B O
m/z--> 50 100 150 200 250 300 350 400
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester ——
149.0 14.50
m/z 41.00 19.12%
43.0
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl4.586 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.586 3.12 ng 162543  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 46
2 Phthalic acid, monohexyl ester 250 C14H1804 024539-57-9 46
3 2-(Heptyloxycarbonyl)benzoic acid 264 C15H2004 024539-58-0 45
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 43
5 2-((2-Ethylbutoxy)carbonyl)benzo... 250 C14H1804 091401-46-6 38
Abundance Scan 2125 (14.586 min): BF135266.D\data.ms (-2122) (- m/z 149.00 100.00%
149.0
70.1
5000 261.1
T \
‘ m ﬂ 188.2 318.1356.1 14.50
ol b il 3, | 1882 L PIBESS0L s 70010 71.84%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 1
14.50
67.0 m/z 57.05 53.46%
029# ‘” T \L — } I \2(‘)7\\0\ 7 \‘ T L :\30‘4\9 \347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance
149.0
T \
14.50
5000 m/z 261.10 44 .74%
104.0
56.0
olbmtfltphn Ly 4 L2900
m/z--> 50 100 150 200 250 300 350
Abundance #152928: 2-(Heptyloxycarbonyl)benzoic acid = e ' [
149.0 14.50
m/z 43.10 36.81%
5000 JWMM
104.0
ol 280 UL L amozea0 _—
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Phthalic acid, 2-(2-methoxy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.716 6.66 ng 204889  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 78
2 Phthalic acid, 2-(2-methoxyethyl... 434 C26H4205 1000314-93-3 59
3 Phthalic acid, nonyl 2-pentyl ester 362 C22H3404 1000315-48-1 53
4 Phthalic acid, 2-ethylhexyl phen... 354 C22H2604 1010315-51-4 53
5 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 50

Abundance Scan 2147 (14.715 min): BF135266.D\data.ms (-2144) (- m/z 149.00 100.00%

149.0
50001 43.1

—
293.1 14.50 15.00

“\. : \‘u‘ Ll “9

4.0 207.0
0b— Wbl m/z 43010 42.33%
mfz--> 50 100 150 200 250 300 350 400
Abundance #312480: Di-isononyl phthlate
149.0
5000 — —
43.0 14.50 15.00

m/z 57.10  39.85%

293.0
HH“HS.O m‘\ | 207.0 | 361.0 418.
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0

o

5000 m/z 71.10 36.76%
45.0
104.0 2930
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #271779: Phthalic acid, nonyl 2-pentyl ester —— —r
149.0 14.50 15.00

m/z 55.10  24.10%

5000 W/WM

o 9 1040 | | 2370 2930
i S —

T \
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42

Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 6 Phthalic acid, 3,3-dimethyl...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.768 2.13 ng 65587  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 59
2 Phthalic acid, 3,3-dimethylbut-2... 376 C23H3604 1000357-00-8 53
3 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 50
4 Phthalic acid, hept-2-yl nonyl e... 390 C24H3804 1000356-97-6 50
5 Phthalic acid, 2-ethylhexyl phen... 354 C22H2604 1010315-51-4 50

Abundance Scan 2156 (14.768 min): BF135266.D\data.ms (-2153) (- m/z 149.00 100.00%
149.0
5000
43.1
—— —
204.1 293.1 14.50 15.00
Ligro ) | P20t a7y a
O T T A m/z 43.10 32.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #312483: Di-isononyl phthlate
149.0
5000 — ——
14.50 15.00
430 m/z 57.05 30.48%
: 293.0
| | 1040
O\\\’\\\\“\\\\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
—— —
14.50 15.00
5000 m/z 71.10 22.18%
85.0
o 41.0 275.0 361.0
B A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #312601: 1,2-Benzenedicarboxylic acid, decyl octyl ester —— ——
149.0 14.50 15.00
m/z 55.10 21.21%
5000
43.0
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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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\BF091423\
BF135266.D

: 14 Sep 2023 21:42
¢ CG\JU
: 04399-03

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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

7 Benzo[e]pyrene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.286 6.08 ng 187063  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 91

Abundance Scan 2244 (15.286 min): BF135266.D\data.ms (-2241) (- m/z 252.10 100.00%
252.1 p
5000
12‘5-1 1660 ) 15.00 15.50
ol431 870 | 16201980, | 3020 353: ./, 259,10  29.47%
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 21.51%
125.0
0390 830 | 2000
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
e T
15.00 15.50
5000 m/z 125.10 13.54%
126.0
0 50.0 87.0 163.0200.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[Kk]fluoranthene T 7
252.0 15.00 15.50
m/z 125.95 11.15%
5000
126.0
ool aoo UL
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 8 Pentadecanal- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.657 2.11 ng 64898 Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecanal-

2 1,13-Tetradecadiene

3 Cyclopentadecanol

4 9-Octadecen-1-o0l, (Z)-
5 Hexadecanal

226 C15H300
194 C14H26
226 C15H300
268 C18H360
240 C16H320

002765-11-9 62
021964-49-8 60
004727-17-7 58
000143-28-2 58
000629-80-1 58

Abundance Scan 2307 (15.657 min): BF135266.D\data.ms (-2304) (- m/z 57.05 100.00%
57.0
96.0
5000
—— —
| 440 19012271 2810 557, 15.50 16.00
oA A m/z 43.10  97.54%
miz--> 50 100 150 200 250 300 350
Abundance #107139: Pentadecanal-
82.0
41.0
5000 - AU
15.50 16.00
m/z 82.00 95.49%
24.0
O \“‘\L\“‘\“\“\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
—— —
15.50 16.00
5000 96.0 ITI/Z 55.10 82.05%
0 o e WWMW
B N W e e
m/z--> 50 100 150 200 250 300 350
Abundance #107155: Cyclopentadecanol T —
55.0 15.50 16.00
m/z 96.05 74.78%
96.0
5000
‘ ‘ 370 208.0
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9 Dodecane, 2-methyl-6-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.892 2.51 ng 77208  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 74
2 Pentadecane 212 C15H32 000629-62-9 74
3 Tetracosane 338 C24H50 000646-31-1 74
4 Nonadecane 268 C19H40 000629-92-5 72
5 Hexadecane 226 Cl16H34 000544-76-3 72
Abundance Scan 2347 (15.892 min): BF135266.D\data.ms (-2344) (-} | m/z 57.10 100.00%
57.1
2000 MLJ\/\—V;‘
9.0 266.1 [N T T
‘ ‘ | | [ fer1 2111 354. 15.50 16.00
0Ltk b L AT el 394 43,100 62.61%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — e
15.50 16.00
m/z 71.10 52.70%
9.0 140.0
182.0
O\\\‘\““\h‘““‘\‘\‘\h \\\“\‘\22\6\.(\)‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.10 41.50%
018.0 90 1410 2120
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane — —
57.0 15.50 16.00
m/z 41.00 19.07%
9.0
el R e e e A — ——
m/z--> 50 100 150 2000 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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@ Benzo[b]triphenylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.704 2.46 ng 75665  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 53
2 Picene 278 C22H14 000213-46-7 46
3 Benz[a]anthracene-7,12-dicarboni... 278 C20H1ON2 035215-32-8 46
4 Estra-1,3,5,7,9,15-hexaen-17-one... 278 C19H1802 056588-53-5 43
5 Pyridine-3-carbonitrile, 2-oxo-4... 278 C16H10N20S 1000304-72-3 43
Abundance Scan 2485 (16.704 min): BF135266.D\data.ms (-2480) (- m/z 278.10 100.00%
278.1
57.0
5000
' /\/\/\M/\/‘/‘\/\\‘/\/\"‘A\ . —
138.1
1709 239.1 327. 16.50 17.00
0" m/z 57.05 63.22%
m/z--> 50 100 150 200 250 300
Abundance #171329: Benzo[b]triphenylene
278.0
5000 —r— ——
16.50 17.00
139.0 m/z 43.10 45.68%
Ot—— “‘\7‘\3-\(‘) \1‘06\"9“‘\““\ T \2?7\(\)\ L T T
miz-> 50 100 150 200 250 300
Abundance
278.0
—— —
16.50 17.00
5000 ITI/Z 55.00 36.64%
0. 39.0 74.0 139.0  187.0 224.0
—— T T T
miz--> 50 100 150 200 250 300
Abundance #171285: Benz[a]anthracene-7,12-dicarbonitrile P ——
278.0 16.50 17.00
m/z 82.00 34.65%
5000
0l 430 990 1904740 2240 |
e P ——
m/z--> 50 100 150 200 250 300 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135266.D

Acqg On : 14 Sep 2023 21:42
Operator : CG\JU

Sample : 04399-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
n-Hexadecanoic ... 11.827 5.3 ng 217867 4 11.292 820846 20.0
Heptadecyl trif... 13.810 3.2 ng 165919 5 13.945 1042080 20.0
Di-isononyl pht... 14.533 2.8 ng 146221 5 13.945 1042080 20.0
unknown14.586 14.586 3.1 ng 162543 5 13.945 1042080 20.0
Phthalic acid, ... 14.716 6.7 ng 204889 6 15.415 614927 20.0
Phthalic acid, ... 14.768 2.1 ng 65587 6 15.415 614927 20.0
Benzo[e]pyrene 15.286 6.1 ng 187063 6 15.415 614927 20.0
Pentadecanal- 15.657 2.1 ng 64898 6 15.415 614927 20.0
Dodecane, 2-met... 15.892 2.5 ng 77208 6 15.415 614927 20.0
Benzo[b]triphen... 16.704 2.5 ng 75665 6 15.415 614927 20.0
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