LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc . WC-CTW2-BL-03

ALS Vvial : 18 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 M\Methods\8270-BM071724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@46717.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.358 60 63 69 rBv 86842 106625 2.79% 0.343%
2 4.681 279 288 297 rBV 95260 140213 3.67% 0.450%
3 5.128 358 364 377 rBV 1740584 2388510 62.48% 7.673%
4 6.687 621 629 638 rBV 1727897 2577631 67.43%  8.281%
5 7.481 758 764 771 rVB 452731 689674 18.04% 2.216%
6 8.628 947 959 969 rBV 1120027 1751833 45.82% 5.628%
7 10.246 1226 1234 1240 rBV 536311 871025 22.78%  2.798%
8 10.998 1357 1362 1369 rBV 53801 92603  2.42% 0.297%
9 12.745 1652 1659 1667 rBV 2559696 3700499 96.80% 11.888%
10 14.128 1887 1894 1901 rBV 734294 1083348 28.34% 3.480%
11 14.192 1901 1905 1912 rVB 44699 65626 1.72% 0.211%
12 14.369 1929 1935 1936 rBV3 34518 51175 1.34% 0.164%
13 15.186 2067 2074 2079 rBV2 34897 55549 1.45% 0.178%
14 15.628 2142 2149 2158 rBV 2015819 2726345 71.32%  8.759%
15 16.880 2357 2362 2366 rBV 759163 1075306 28.13%  3.455%
16 16.928 2366 2370 2376 rVB 348666 486441 12.72% 1.563%
17 17.016 2381 2385 2392 rVB 93777 121709 3.18% 0.391%
18 17.292 2428 2432 2437 rVB 59832 82300 2.15% 0.264%
19 17.763 2507 2512 2515 rBV 47166 62959 1.65% 0.202%
20 17.816 2515 2521 2529 rVV3 347315 520648 13.62% 1.673%
21 17.951 2539 2544 2549 rBV3 62943 105498 2.76% 0.339%
22 18.269 2595 2598 2601 rBV 29535 40498 1.06% 0.130%
23 18.304 2601 2604 2609 rVB2 53217 67461 1.76% 0.217%
24 18.692 2666 2670 2676 rBV5 28080 43871 1.15% ©0.141%
25 18.827 2689 2693 2699 rBvV3 31513 52137 1.36% 0.167%

26 18.951 2709 2714 2720 rBV 657985 906898 23.72%
27 19.11@ 2737 2741 2746 rBV3 141314 192767 5.04%
28 19.316 2768 2776 2781 rBV 593248 917069 23.99%
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29 19.539 2809 2814 2825 rVB 3222798 3822926 100.00% 12.282%
30 19.821 2859 2862 2866 rVB 76843 83023 2.17% 267%
31 19.921 2876 2879 2884 rBV 54463 67193 1.76% 216%

32 20.851 3033 3037 3045 rVB3 284469 490137 12.82%
33 21.110 3074 3081 3085 rBV3 995362 1767444 46.23%
34 21.151 3085 3088 3097 rVB 344004 499412 13.06%
35 21.892 3211 3214 3225 rVB6 188965 350152 9.16%
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36 23.009 3399 3404 3410 rBV 313663 760442 19.89%  2.443%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample . P3246-11

Misc . WC-CTW2-BL-03

ALS Vvial : 18 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_M\Methods\8270-BM071724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.621 3503 3508 3517 rVB 199439 458798 12.00% 1.474%
38 23.745 3523 3529 3536 rBV 268169 567230 14.84% 1.822%
39 23.874 3544 3551 3558 rBV 562767 1284224 33.59% 4.126%

Sum of corrected areas: 31127199
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc . WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM046717.D\data.ms

3000000

12.74
2500000

2000000
5.128 6.687

1500000

8.628
1000000

500000 7.481 10.246

3.358 4.681 L 10.998 L
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM046717.D\data.ms

19.539
3000000

2500000

15.62
2000000 5628

1500000
21.110

1000000
14.128 16.880 18.9549 314

20.831'151 21.892
198221 A

500000 16928 17.816
11
1400369 15186 | DIP 29217 YB9HB A 81692

Lo B L s e o L eSS

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM046717.D\data.ms

3000000
2500000
2000000
1500000
1000000 23.874

23.009
5
500000 233

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.358 3.09 ng 106625 1,4-Dichlorobenzene-d4 7.481

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 40
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Acetic acid, cyano-, 2-methoxyet... 143 C6HINO3 010258-54-5 9
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9

Abundance  Scan 63 (3.358 min): BM046717.D\data.ms (-60) (-) m/z 45.05 100.00%

45.0
5000 k
R EEREREEmE
3.20 3.40 3.60
ol 890 2068 /7 43,00 29.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 LANLENL LL  LL L
3.20 3.40 3.60
m/z 61,00 8.02%
O \\\].\9‘"9\”\\““1‘\\\“‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9474: 2-Hexanol, 3-methyl-
45.0
RS mmmmE
3.20 3.40 3.60
5000 m/z 42.00 6.97%
70.0
0 15\0 ‘M\ ‘ " ‘\M \‘\ | 10;"0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #344: Isopropyl Alcoho
45.0 3.20 3.40 3.60
m/z 43.95 6.46%
5000
15.0
ool iy e00
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc . WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.681 4.07 ng 140213 1,4-Dichlorobenzene-d4 7.481

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 40
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 37
Abundance Scan 288 (4.681 min): BM046717.D\data.ms (-279) (-) m/z 42.95 100.00%
5000
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
4.40 4.60 4.80 5.00
73.1
0l e 2980 s 5900 54.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B BN R
4.40 4.60 4.80 5.00
101.0 m/z 101.00 24.70%
O\\\\‘\‘\“\\““\\\‘}“\7\3\.\0“\\\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R E RARRaEEESE T
4.40 4.60 4.80 5.00
m/z 58.00 13.49%
5000 101.0
27.0
oHH_‘WH‘HM!ﬂuHu_m,mm‘w_m,w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e
43.0 4.40 4.60 4.80 5.00
m/z 41.00 11.61%
5000 101.0
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.999 2.13 ng 92603 Naphthalene-d8 10.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 91
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 80
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 53
4 2-Hexen-4-yne, 2-methyl- 94 C7H1e0 058275-93-7 50
5 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 47
Abundance Scan 1362 (10.998 min): BM046717.D\data.ms (-1357) (- m/z 94.00 100.00%
94.0
5000 77.0
510 152.1 e
R L
0b s nw‘s mm : u:h L N m/z 76.95  37.49%
m/z--> 20 100 120 140
Abundance #30117 l Phenoxypropan -2-0
94.0
5000 LN
11.00
7.0 1520  m/z 152.@5  26.95%
45.0 ‘
0\\\\‘2\7\9\\““\‘\“\\“\”\\\“‘\\\‘\‘\!\J-]\-g‘\o\\\‘\\\‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:1—Propano|3—phenoxy—
94.0
N
11.00
5000 m/z 51.00 20.27%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19879: Ethanol 2-phenoxy-
94.0 11.00
m/z 39.05 18.22%
5000
77.0 138.0
i ) )]
ohrrrrct M\lwo o W
m/z--> 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.816 9.68 ng 520648 Phenanthrene-d10 16.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 38
Abundance Scan 2521 (17.816 min): BM046717.D\data.ms (-2515) (- | m/z 73.00 100.00%
43.0 73.0
5000 192.1
- 5
‘ 17.50 18.00
ol W m/z 43.05  93.48%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 = imaal
129.0 17.50 18.00
213.0 m/z 59.95 88.18%
H ‘ 171.0 ‘
ol 1170 P P S
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
43.0 73.0
— e
17.50 18.00
5000 129.0 m/z 41.10 86.84%
171.0
s
0L— ‘\‘ ‘} \‘ ‘H‘\\ “H‘w‘ \\‘H“\ {‘\H il “ ‘h“ b ‘ — “ . e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid s —
43.0 73.0 17.50 18.00
m/z 55.10 81.62%
5000 129.0
‘ 199.0 2420
fo) ‘\‘ W ‘H‘H “HM\‘\‘ “h‘\L M\‘u} “‘ ‘l‘eﬂ‘q“ ‘i . “\ - s —
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.110 2.18 ng 192767  Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 2741 (19.110 min): BM046717.D\data.ms (-2737) (- m/z 43.05 100.00%

4’2
5000 129.0
185.1

2412284.1 i —
19.00 19.50
oL “\ ‘\H ey ‘\m‘ M by Lo ik M“L“ —_— “35“5‘2‘ m/z 73.00 88.42%

mi/z--> 5 100 150 200 250 300 350

Abundance #179091: Octadecanoic acid

N
w

5000 129.0 - —
19.00 19.50
284.0 P
‘ 185.0 2410 ‘ m/z 55.05 78.41%
O T \‘\ H‘ “M‘ h‘ \‘ ‘ ‘\ \‘ T \ “ \‘ T ‘\ \‘ “\ T \‘\ ‘ T T T ‘ L
10

miz--> 50 0 150 200 250 300 350
Abundance #46966: n-Decanoic acid
73.0
P b
129.0 19.00 19.50
5000 ITI/Z 41.10 75.82%
UL | 2720
oLl
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e P ——
43.0 19.00 19.50
m/z 60.00 74.54%
5000 284.0
3.0 129.0
‘ 185.0 2410
0 \‘\M ‘uh\“ M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' gttt ol
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_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.851 5.55 ng 490137  Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3037 (20.851 min): BM046717.D\data.ms (-3033) (- | m/z 43.10 100.00%
3.1
7.0
5000
234.0 T T
“‘ 68.2 ‘ ‘ 20.50 21.00
ol A Mu” bl 4, 28113269 4300 ., 5510 98.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 — e
11.0 20.50 21.00
‘ m/z 57.10 88.73%
0\\“f““\T\‘H‘\“‘T\‘\‘\“\7\\0\‘\\\\‘\\\\3‘0\8\0\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.0 970
— ——
20.50 21.00
5000 m/z 83.05 81.29%
o UL 20 200 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene o —
57.0 20.50 21.00
m/z 97.05 77 .88%
B I ”L
ol Ll s 170 23802920 3640 1 cred el
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc . WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 13-Tetradecen-1-o0l acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.892 3.96 ng 350152  Chrysene-d12 21.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 86
2 1-Docosene 308 C22H44 001599-67-3 83
3 1-Nonadecene 266 C19H38 018435-45-5 83
4 1-Heneicosanol 312 C21H440 015594-90-8 80
5 1-Tricosene 322 C23H46 018835-32-0 64

Abundance Scan 3214 (21.892 min): BM046717.D\data.ms (-3211) (+ | m/z 55.10 100.00%
55.1 97.1
5000
— ——
%39 0 1010 2541, 35613974  21.50 22.00
0L | ‘i““ bl Iy \Hu m m \uu\m\u\ Lyl H\‘ \‘ IS ‘\‘ R m/z 97.10 94.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
97.0
5000 — ——
21.50 22.00
m/z 83.10 91.12%
L0 1000 asso
O\\\“\\‘H‘\\H‘h\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209740: 1-Docosene
57.0
— ——
21.50 22.00
5000 111.0 m/z 43.10 80.39%
308.0
OLSJ L \\\ |Lj80zs0 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene — —
43.0 97.0 21.50 22.00
m/z 69.10 69.70%
- WJLWW
I
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample : P3246-11

Misc WC-CTW2-BL-03

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.621 7.15 ng 458798  Perylene-di12 23.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
Abundance Scan 3508 (23.621 min): BM046717.D\data.ms (-3503) (- | m/z 252.10 100.00%
252.1
1250 1410 23.50 24.00
bt 8 b 2R AL BLL STLS 430 y,; o510 28.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
5000 pa=d, A
23.50 24.00
125.0 m/z 253.10  23.90%
ol7.0 740 \H 200.0, ||
\\\\‘\\\\‘f\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzol[e]pyrene
252.0
— —5
23.50 24.00
5000 m/z 251.10 8.74%
125.0
0 740 | | 200.0, |
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene T —
252.0 23.50 24.00
m/z 125.00 6.27%
5000
126.0
NI RN TR S
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46717.D

Acqg On : 19 Jul 2024 00:40

Operator : MA/JU

Sample . P3246-11

Misc . WC-CTW2-BL-03

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@71724.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|
Propylene Glycol 3.358 3.1 ng 106625 1 7.481 689674 20.0
2-Pentanone, 4-... 4.681 4.1 ng 140213 1 7.481 689674 20.0
1-Phenoxypropan... 10.999 2.1 ng 92603 2 10.246 871025 20.0
n-Hexadecanoic ... 17.816 9.7 ng 520648 4 16.881 1075310 20.0
Octadecanoic acid 19.110 2.2 ng 192767 5 21.110 1767440 20.0
1-Docosene 20.851 5.5 ng 490137 5 21.110 1767440 20.0
13-Tetradecen-1... 21.892 4.0 ng 350152 5 21.110 1767440 20.0
Perylene 23.621 7.2 ng 458798 6 23.874 1284220 20.0
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