LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140475.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 5 12 20 rVB 1131411 1742335 100.00% 9.312%
2 5.498 574 579 600 rBV 1050285 1383084 79.38% 7.392%
3 6.504 745 750 775 rBV 1091335 1484721 85.21% 7.935%
4 6.869 807 812 818 rBV 715088 898132 51.55% 4.800%
5 7.428 901 907 918 rBV 709067 943737 54.17% 5.044%
6 7.686 946 951 963 rBV 31577 55026 3.16% 0.294%
7 8.151 1024 1030 1049 rBV 913959 1195961 68.64% 6.392%
8 8.369 1063 1067 1079 rBV 11779 19639 1.13% 0.105%
9 9.222 1207 1212 1223 rBV 1286807 1702851 97.73% 9.101%
10 9.298 1223 1225 1235 rVB4 11643 19349 1.11% 0.103%
11  9.904 1323 1328 1340 rBV 958444 1302647 74.76% 962%
12 9.998 1341 1344 1351 rVB6 10586 18060 1.04% 097%
13 10.327 1394 1400 1404 rBV3 11384 20073 1.15%

14 10.616 1444 1449 1457 rBV 206482 278733 16.00%
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15 10.698 1457 1463 1473 rBV 658885 910980 52.29% 869%
16 10.810 1478 1482 1491 rVB4 22047 47015 2.70% 0.251%
17 11.210 1546 1550 1554 rBV2 34257 53806 3.09% ©.288%
18 11.251 1554 1557 1559 rVVv3 16612 21597 1.24% ©.115%
19 11.280 1559 1562 1569 rVB3 32866 50234 2.88% 0.268%
20 11.345 1569 1573 1576 rBv4 14028 17496 1.00% 0.0947%

21 11.398 1576 1582 1591 rBV 884373 1342078 77.03%
22 11.921 1665 1671 1682 rBV3 165800 341582 19.60%
23 12.010 1683 1686 1693 rVB2 38655 74280  4.26%
24 12.610 1784 1788 1792 rBV 245231 290082 16.65%
25 12.839 1822 1827 1833 rVB 226768 318458 18.28%
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26 12.980 1846 1851 1859 rVB 983974 1283830 73.68%
27 14.039 2023 2031 2043 rVB2 632147 1124176 64.52%
28 14.662 2134 2137 2142 rBV 100742 135792  7.79%
29 15.092 2205 2210 2218 rBV 172045 360928 20.72%
30 15.398 2258 2262 2268 rVB 96118 144977  8.32%
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31 15.462 2268 2273 2278 rW 97183 151768 8.71%
32 15.527 2278 2284 2301 rVB 461566 796836 45.73%
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33 17.021 2533 2538 2546 rVB2 46091 97776 5.61% 523%
34 17.474 2611 2615 2626 rVB 36273 83529 4.79% 446%
Sum of corrected areas: 18711568

8270-BF111324.M Wed Nov 20 05:17:38 2024 Pag 1



8270-BF111324.M Wed Nov 20 05:17:38 2024 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140475.D\data.ms

1200000 163 6.504
5.498 '

1000000

800000
6.869 7.428
600000

400000

200000

7.6t

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘I\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF140475.D\data.ms

9.222

1200000
12.980

904
1000000 6151 9.90 11.398

800000
10.698
600000

400000 12.61G2 839
106 11.921

200000 ‘ME@ 010
8.369 298 &m 0310 5

0 — — T : — ‘ —r—r ‘ — —
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: BF140475.D\data.ms

1200000
1000000
800000 14.039
600000 15.527

400000
14662 15092

200000 135962

17.021 17.474

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\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58

Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.163 38.80 ng 1742340 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance  Scan 12 (2.163 min): BF140475.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
ST
01 2.202.302.402.502.60
Ob et 2 e m/z 43.10  37.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L L L LA R R
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10 26.33%
29.0
M‘ \‘\“ LQ‘O ‘\
O\‘\\\\‘\\\\‘f\f\‘\f\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 S —
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 55.05 25.62%
27.0
0 H\ ‘m \“ i 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl-  RRERAERAREE S
73.0 2.202.302.402.502.60
m/z 41.05 12.20%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e SN ——
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\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 4.28 ng 278733  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 2-Pyrazoline-3-carbonitrile, 1-b... 199 C11H9N30 067872-68-8 47
Abundance Scan 1449 (10.616 min): BF140475.D\data.ms (-1444) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.1 — ——
10.50 11.00
152.1
b el e 2288 20700 7 77,10 66.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
510 m/z 182.10  52.25%
0 27.0 L 126.0 152.0
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\\‘\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
—— —
10.50 11.00
5000 182.0 m/z 51.10 25.14%
51.0
L I | 150.0 I
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone ek e
105.0 10.50 11.00
183.0 m/z 181.10 8.72%
77.0 ’
5000 51.0
0 ‘\ m‘ ‘ 127.0 154.0 “ /\/\ It}
R e R e e =y
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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.
11.922 5.09 ng 341582  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Dodecanoic acid 200 C12H2402 000143-07-7 46
Abundance Scan 1671 (11.921 min): BF140475.D\data.ms (-1665) (-} | m/z 73.05 100.00%
431
5000
129.1 192.1
—
157.1
I \‘ M \ L ‘227'225\6'3 220
O brrrprere el M H‘p m‘m‘mmwm_mmwmm_ m/z 43.10  82.42%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 17
129.0 12.00
213.0 m/z 60.00 81.00%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\\\““HH‘N“\H\‘H‘HH‘H‘H‘\‘H‘N‘H\\‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—
43.0 12.00
5000 129.0 m/Z 41.10 72.28%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 57.10 71.06%
o T MJW
199.0
s e
ST 0 10 8 O o O P W -
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.663 2.42 ng 135792  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 76
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 38
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 35
5 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 27

Abundance Scan 2137 (14.662 min): BF140475.D\data.ms (-2134) (- m/z 70.10 100.00%

91 149.0
261.1
5000

H h 4 1 rio1 12z 14.50 15.00
oLl LULIRORE, | ] 2121 | | 3242 7 149.00  82.53%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 17 T
14.50 15.00

m/z 261.10  54.27%

67.0
Zﬁ ‘ | \h ‘“L‘ | a0r0 | [a0a0 3070
1 ‘ T T ‘ T T ‘ L ‘ L ‘ T T ‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0

e e
14.50 15.00

5000 m/z 112.10  46.85%

67.0
261.0
=4 )L
T “\ ‘\‘ o “\‘ T ““w L } I “20‘5‘(‘) T ‘\ ™ \3\3\3\0‘ T
m/z--> 50 100 150 200 250 300 350

Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester — —
261.0 14.50 15.00

m/z 57.10  43.85%

o

o

5000 70.0

149.0

0220 . 100 |

F

219'0\
\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.398 3.64 ng 144977  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 97
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
Abundance Scan 2262 (15.398 min): BF140475.D\data.ms (-2258) (| m/z 252.10 100.00%
252.1 n
5000
125.1 ‘ 15.00 15.50
0399740 | 16312001, 3261 ;o519  29.27%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.10 21.27%
125.0
0l 50.0 830 | 158.0 2000 . |
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 #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.10 13.02%
126.0
o oo | mweo |
m/iz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 126.00 9.98%
5000
126.0
0l50.0 87.0 , | 163.0 200.0 | L
T e o P
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140475.D

Acqg On : 19 Nov 2024 15:58
Operator : RC/JU

Sample : P4889-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.163 38.8 ng 1742340 1 6.869 898132 20.0
Benzophenone 10.616 4.3 ng 278733 3 9.904 1302650 20.0
n-Hexadecanoic ... 11.922 5.1 ng 341582 4 11.398 1342080 20.0
1,3-Benzenedica... 14.663 2.4 ng 135792 5 14.039 1124180 20.0
Benzo[e]pyrene 15.398 3.6 ng 144977 6 15.527 796836 20.0
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