LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57
Operator : CG\JU

Sample : 05257-05

Misc :

ALS vial : 9 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136156.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 16 rVB 295902 388963 12.39%  1.959%
2 5.069 503 507 514 rVB 54066 70145 2.23% 0.353%
3 5.458 567 573 576 rBV 2536504 2568490 81.82% 12.939%
4 6.457 736 743 746 rBV 2320532 2566076 81.75% 12.927%
5 6.816 801 804 808 rBV 700326 535974 17.07% 2.700%

6 7.381 895 900 903 rBV 1694248 1721566 54.84% 8.673%
7 8.099 1018 1022 1025 rBV 919890 699110 22.27%  3.522%
8 9.181 1201 1206 1209 rBV 3890540 3139087 100.00% 15.813%
9 9.857 1317 1321 1324 rBV 952217 772490 24.61%  3.891%
10 10.651 1451 1456 1459 rBV 2009179 1910037 60.85% 9.622%

11 11.345 1571 1574 1577 rBV 811731 736513 23.46% 3.710%
12 11.369 1577 1578 1582 rVB 149787 95531 3.04% 0.481%
13 11.887 1662 1666 1670 rBV2 176059 173047 5.51% 0.872%
14 12.563 1778 1781 1785 rBV 214002 197333 6.29%  ©.994%
15 12.681 1795 1801 1806 rBV3 31015 44699 1.42% ©.225%

16 12.792 1815 1820 1824 rBV 180167 193288 6.16%

Q.
17 12.951 1842 1847 1850 rBV 2686374 2348916 74.83% 11.833%
18 13.892 2001 2007 2011 rBVS 23918 58010 1.85% ©.292%
19 14.004 2020 2026 2029 rBv2 583337 620887 19.78% 3.128%
20 14.028 2029 2030 2033 rVB 97340 56595 1.80% ©.285%
21 15.051 2200 2204 2208 rBV 92827 153818 4.90% ©.775%
22 15.363 2252 2257 2262 rBV 59099 75732 2.41% 0.382%
23 15.422 2263 2267 2273 rVW 73521 96304 3.07% 0.485%
24 15.492 2273 2279 2287 rVWW 421375 537110 17.11% 2.706%
25 16.992 2529 2534 2543 rVB3 22684 50117 1.60% ©.252%
26 17.451 2606 2612 2618 rVB2 18971 40898 1.30% 0.206%
Sum of corrected areas: 19850736
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Nov 2023 15:57
¢ CG\JU
: 05257-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
BF136156.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57
Operator : CG\JU

Sample : 05257-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  14.51 ng 388963 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 10 (2.146 min): BF136156.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.0 H\‘\H\‘\H\‘\\H‘\\H‘\\
9.0 2.202.302.402.502.60
O 2 Wiz 43.65  38.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R N
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 29.53%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
0\\‘\H\‘\H\‘H!\‘H!‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 25.23%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ERRRE e aaRaR Y
73.0 2.202.302.402.502.60
m/z 41.05 12.50%
5000
45.0
29.0
0‘w‘HWp‘HHwu‘u?%gu‘wh‘_‘H‘Hu‘m‘w‘uw‘u‘_‘u PR TR T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57
Operator : CG\JU

Sample : 05257-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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.
5.069 2.62 ng 70145 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 507 (5.069 min): BF136156.D\data.ms (-503) (-) m/z 43.00 100.00%
59.0
5000
101.0
| 83.0 4.80 5.00 5.20 5.40 .
ol m/z 59.00 61.67%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I B LR
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.62%
27'9 il w‘ 8?7'0
O\\\‘\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
A R RAR
4.80 5.00 5.20 5.40
5000 m/z 57.95 18.11%
43.0 101.0
. 83.0
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR R R e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.42%
5000 41.0
ol 0o Iy
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF103023.M Tue Nov 07 11:55:28 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57
Operator : CG\JU

Sample : 05257-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.887 4.70 ng 173047  Phenanthrene-di10 11.345
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1666 (11.887 min): BF136156.D\data.ms (-1662) (- m/z 60.00 100.00%
60.0
5000 1291 k\
— .
11.50 12.00
[ — m/z 43.05 99.91%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 oo 3
129.0 11.50 12.00
213.0 m/z 73.00 96.32%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T 7
11.50 12.00
5000 129.0 m/z 55.05 81.55%
185.0
228.0
015‘0?5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid e —
43.0 73.0 11.50 12.00
m/z 41.05 79.62%
5000 129.0
199.0
s e
osol WM WALI A U0 1L ] il
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\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57

Operator : CG\JU

Sample : 05257-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.363 2.82 ng 75732  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2257 (15.363 min): BF136156.D\data.ms (-2252) (- m/z 252.10 100.00%
25p.1
w M
67.0 12501 207.0 3021 355. 1500 1550
o870 1] 1609 2070, J 3021 35 . yc6.10  27.43%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 A ' Jk‘
15. 00 15.50
m/z 253.10 22.15%
125.0
0390 830 | 2000 |
T ‘ L ‘ T T T ‘ L ‘ 1T T L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0
LU
15.00 15.50
5000 m/z 125.00 12.23%
126.0
0390 870 ‘\\ 161.0 200.0 ‘H
A A
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0 15.00 15.50
m/z 251.10 12.00%
5000
126.0
0L 50.0 870 , | 163,0200.0 | o
T A e sl S :
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136156.D

Acqg On : 06 Nov 2023 15:57
Operator : CG\JU

Sample : 05257-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
Butane, 2-metho... 2.146 14.5 ng 388963 1 6.816 535974 20.0
2-Pentanone, 4-... 5.069 2.6 ng 70145 1 6.816 535974 20.0
n-Hexadecanoic ... 11.887 4.7 ng 173047 4 11.345 736513 20.0
Benzo[e]pyrene 15.363 2.8 ng 75732 6 15.492 537110 20.0
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