LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140755.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 6 16 rVB 544051 783199 46.65% 6.541%
2 2.240 20 25 33 rVB 21019 33820 2.01% 0.282%
3 5.087 504 509 525 rVB 104738 164892 9.82% 1.377%
4 5.504 575 580 600 rVB 901487 1270215 75.66% 10.609%
5 6.510 746 751 777 rVB 893829 1323854 78.86% 11.057%

6 6.869 807 812 819 rBV 298188 362537 21.59% 3

7 7.434 902 908 0918 rBV 643426 850737 50.68% 7.105%

8 7.686 944 951 961 rBV 17695 37935 2.26% ©

9 8.151 1024 1030 1046 rBV 340550 462199 27.53% 3
9.222 1207 1212 1222 rBV 1345875 1678808 100.00% 14.021%

11  9.904 1323 1328 1340 rVB 372528 489537 29.16%
12 10.616 1444 1449 1458 rBV 203806 260651 15.53%
13 10.698 1458 1463 1477 rBV ~ 575898 782745 46.63%
14 10.927 1498 1502 1509 rBV 18292 23810 1.42%

Pooa NP
l
w
N
B

15 11.398 1577 1582 1591 rBvV2 321975 507696 30.24% 240%
16 11.474 1591 1595 1601 rVB 23159 33361 1.99% 0.279%
17 11.927 1663 1672 1677 rBV3 24446 59113 3.52%  0.494%
18 12.016 1683 1687 1694 rVB2 16821 32145 1.91% ©.268%
19 12.616 1784 1789 1794 rBV 111254 146487 8.73%  1.223%
20 12.845 1821 1828 1834 rBV 97249 152173 9.06% 1.271%

21 12.980 1845 1851 1860 rBV 963071 1218956 72.61% 10.181%

22 13.168 1877 1883 1887 rBV 13937 27514 1.64%  0.230%
23 13.280 1898 1902 1910 rVB4 17919 27049 1.61% 0.226%
24 13.798 1986 1990 1992 rBV 13533 18835 1.12% ©.157%
25 14.051 2023 2033 2046 rBV2 295464 561478 33.45% 4.689%
26 15.115 2209 2214 2229 rVB2 59215 168997 10.07% 1.411%
27 15.421 2263 2266 2271 rVB 28309 40948 2.44%  ©.342%
28 15.486 2274 2277 2282 rW 39023 61355 3.65% ©.512%
3.

29 15.551 2282 2288 2304 rVB 220733 392251 23.36%

Sum of corrected areas: 11973297
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 05 Dec 2024 18:11
: RC/JU
: P5100-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
BF140755.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BF140755.D\data.ms

5.504 6.510

7.434
128

6.869

5.087
.240

L L L L L B L I L B L I L L B L L B L L LB IR

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

7.6t

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF140755.D\data.ms
9.222

12.980

10.698

9.904

8.151 11.398

10.6

L 10.927 11192016 131828

0
Time-->

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 T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF140755.D\data.ms

14.051 15.551

15.115 19.4486
13.798

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

8270-BF112124.M Fri Dec 06 04:19:46 2024

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
2.128 43.21 ng 783199 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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (2.128 min): BF140755.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
91 2.202.302.402.50
Ol 22 e m/z 43.10 35.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T T[T T[T TrT
43.0 2.202.302.402.50
' 87.0 m/z 87.10  26.89%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“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 R
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 24.66%
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 EmEAmEREEE N
73.0 2.202.302.402.50
m/z 41.10 11.67%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ R A RS RERREAS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 9.10 ng 164892 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 509 (5.087 min): BF140755.D\data.ms (-504) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 A RARREEEE R
| “ 83.0 4.80 5.00 5.20 5.40 .
-yt m/z 59.10 61.31%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L LA L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 22.32%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Ammm R
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.34%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime e RERREEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.01%
5000
101.0
15.0 ‘
obbp il 00800 | LA
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 10.65 ng 260651  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47

Abundance Scan 1449 (10.616 min): BF140755.D\data.ms (-1444) (-] ' m/z 105.10 100.00%

105.1
77.1
182.1
5000
51.1 e —
10.50 11.00
152.1
bl 2260 T mjz 77.10 68.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 o S
10.50 11.00
51.0 m/z 182.10 54.11%
| l | 1260 1520
O ‘\\\\‘\\\\‘\\\M\‘\\\\‘\\\\‘\\\\‘\\\H\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

—

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile
0

105.0
——t —
77.0 10.50 11.00
5000 m/z 51.10 25.16%
51.0
152.0
27.0 ‘
0} AL v S (S A

Tk P
10.50 11.00

105.
m/z 181.10 10.37%
77.0
5000
51.0
O 1280 1580 1O e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 2.33 ng 59113  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 76
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 70
Abundance Scan 1672 (11.927 min): BF140755.D\data.ms 1663)( m/z 192.10 100.00%
5000 /\]M
43.0 R LY
960 1291 1651 12.00
0 m/z 191.10 63.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 T T T M\\ /\\/\f/\\
12.00
165.0 m/z 189.10  29.96%
0 39.0 63 0 | M 116. 0139 0 We gl
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67020: Anthracene, 9-methyl-
192.0
5 Ay
12.00
5000 ITI/Z 73.00 29.49%
96.0
0 390 630 | 13901650 m
H“H‘w"H"H‘_“w“u“u‘_“w“u‘u T
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ
Abundance #67029:Anﬂwacene,1—methyL ﬁ “
12.00
m/z 60.00 24.02%
5000
82.0 165.0
ol16.0 39.0 ] ] 115.0139.0 L
A E e A ARERREamEEsa —— ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.421 2.09 ng 40948  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
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 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2266 (15.421 min): BF140755.D\data.ms (-2263) (- m/z 252.10 100.00%
252.1
5000
125.1 15.50
207 1 .
0431 869 , | 16612005 | . 2951 855 . 2se.10  29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0
5000 ‘A‘ 1
15.50
126.0 m/z 253.15 19.92%
0390 870 | ‘\\ 161.0 2000 |
T ‘ L T TT L ‘ T \ L T T T ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
—
15.50
5000 m/z 125.10 11.78%
125.0
0390 830 | 2000 |
e
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[Kk]fluoranthene T
252.0 15.50
m/z 126.00 9.75%
5000
126.0
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140755.D

Acqg On : 05 Dec 2024 18:11
Operator : RC/JU

Sample : P5100-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.128 43.2 ng 783199 1 6.869 362537 20.0
2-Pentanone, 4-... 5.087 9.1 ng 164892 1 6.869 362537 20.0
Benzophenone 10.616 10.7 ng 260651 3  9.904 489537 20.0
Phenanthrene, 2... 11.927 2.3 ng 59113 4 11.398 507696 20.0
Benzo[e]pyrene 15.421 2.1 ng 40948 6 15.551 392251 20.0
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