LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139664.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 5 13 22 rVB 1505078 2358279 100.00% 13.231%
2 5.081 498 508 518 rBvV 90786 136341 5.78% 0.765%
3 5.487 571 577 595 rVB 1272306 1684221 71.42% 9.450%
4 6.493 742 748 767 rBV 1267160 1739768 73.77% 9.761%
5 6.863 806 811 816 rBV 481142 578147 24.52%  3.244%

6 7.422 900 906 916 rBV 862793 1138881 48.29% 6.390%
7 8.145 1023 1029 1037 rBV 586841 734725 31.16% 4.122%
8 9.216 1206 1211 1216 rBV 1538795 1955553 82.92% 10.972%
9 9.757 1299 1303 1307 rBV 24598 37187 1.58% 0.209%

9.898 1322 1327 1338 rBV 631593 793066 33.63% 4.450%

11 10.610 1443 1448 1453 rBV 231870 292351 12.40%
12 10.686 1456 1461 1468 rBV 755495 983037 41.68%
13 11.192 1542 1547 1552 rBV2 68482 101630 4.31%
14 11.386 1575 1580 1588 rBV 513332 752022 31.89%
15 11.604 1613 1617 1623 rBV2 41966 73578 3.12%
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16 11.910 1665 1669 1681 rBV2 123060 220432 9
17 12.592 1782 1785 1790 rVB 142071 180943 7
18 12.822 1820 1824 1829 rBV 134918 185002  7.84%
19 12.969 1844 1849 1857 rVB 1025153 1301322 55
20 14.022 2023 2028 2041 rVB2 443528 798582 33.
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21 15.063 2200 2205 2213 rBV 185893 398168 16.88%
22 15.363 2252 2256 2262 rVB 103464 165949 7.04%
23 15.427 2263 2267 2272 rVW 124831 189723 8.04%
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24 15.492 2273 2278 2292 rVB 344793 628423 26.65% 526%
25 15.945 2352 2355 2362 rVB 42676 72189  3.06% 405%
26 16.951 2521 2526 2536 rVB2 68984 154468 6.55% ©.867%
27 17.398 2596 2602 2614 rVB 55512 121573 5.16% ©.682%
28 18.574 2795 2802 2812 rVB 15472 47700  2.02%  0.268%

Sum of corrected areas: 17823260

8270-BF100124 .M Mon Oct 07 ©3:08:54 2024 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139664.D\data.ms
2.169

1400000
5.487 6.493

1200000

1000000
7.422

800000

600000
6.863

400000

200000
5.081

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

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: BF139664.D\data.ms
9.216

1400000
1200000 12.969

1000000
800000 10.686
9.898
600000 8.145

400000

12.5922.82
200000
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e
0 \

: — — — — — —
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: BF139664.D\data.ms

1400000
1200000
1000000

800000
14.022

600000
15.492
400000 15.063
19337
200000 15.945 16951 17308
/\fJVV\/\

0\‘\ T T T T \\\W—‘/\\\\A
Time--> 13.50 14.00 1450 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\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23

Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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.
2.169 81.58 ng 2358280 1,4-Dichlorobenzene-d4 6.863
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 13 (2.169 min): BF139664.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R ARARERARESEIENS
‘ 91 2.202.302.402.502.60
Ol B2 m/z 43.05  47.10%
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 T[T TT 17T
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  31.81%
29.0
O\‘H\\“HH“f\f\‘\!\fg‘\o\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 S
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.27%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRaREEE A e
73.0 2.202.302.402.502.60
m/z 41.05 15.49%
5000 43.0
58.0
29.0 ‘ 87.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘HM‘H
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\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.081 4.72 ng 136341 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 508 (5.081 min): BF139664.D\data.ms (-498) (-) m/z 43.10 100.00%
59.1
5000
ARAEEERNEEES
‘ 83.0 101.1 4.80 5.00 5.20 5.40

Ol bl e m/z 59.10 53.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.07%
31\'0 L | 83.0 |
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.10 15.37%
41.0
29.0 101.0
Ol 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e RARRNEEEEE T
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.58%

5000 41.0

29.
T |
0 15.0 \“ ‘\ \‘ \H‘ I 7#0 ‘ 98.0 a1\ /‘\HH’A‘/\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23

Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1
Quant Method
Quant Title : ASP BNA STANDARDS FOR 5
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

POINT CALIBRATION

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M

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

Relative to ISTD

R.T. EstConc Area
10.610 7.37 ng 292351
Hit# of 5 Tentative ID

Acenaphthene-d10

1 Benzophenone

2 Azobenzene

3 Benzoic acid, 2-(benzoylthio)thi...
4 Benzoic acid, phenyl ester

5 Ethanone, 2-(5-nitrotetrazol-2-y...

182 C13H1e0
182 C12H10ON2
341 C17H11NO3S2
198 C13H1e02
233 CSH7N503

000119-61-9 96
000103-33-3 52
1000258-72-7 47
000093-99-2 47
1000310-77-2 47

Abundance Scan 1448 (10.610 min): BF139664.D\data.ms (-1443) (- m/z 105.10 100.00%
105.1
182.1
5000
51.1
1050 1100
bt 2420} 274 m/z 77.85 69.23%
miz--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000
1050 1100
510 m/z 182.10  52.66%
0\‘\‘\}\\“\\‘\\\\“‘\\\H\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #56777: Azobenzene
77.0
182.0 1050 1100
5000 ITI/Z 51.10 32.86%
0 39.4 ﬂls.o I ‘
e e
m/z--> 50 100 150 200 250 300
Abundance #249497: Benzoic acid, 2-(benzoylthio)thiazol-4-yl ester =yl P
105.0 10.50 11.00
m/z 50.10 10.01%
5000
51.0
0 1 140.0 178.0 2210 341.C
e e T T T T T k5 —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 5.86 ng 220432  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Nonanoic acid 158 C9H1802 000112-05-0 60
Abundance Scan 1669 (11.910 min): BF139664.D\data.ms (-1665) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 e
‘ H‘ ‘ 1711 256.1 12.00
0“WHHMMM“MﬁWwwWNmeqwuﬂm‘whhwuuwhuwulwuw m/z 60.00 90.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 T
129.0 12.00
213.0 m/z 73.05 88.79%
T
01\4?.\-9\‘1\ HH\H \M{‘\ ‘HH\ \Hh[“\ f”‘fu‘\‘ “IH\‘\ T ‘ T \ ‘ T \‘\ T ‘ \‘\ \‘N‘ TT H’\‘\H‘HH“ TTT \‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid
73.0
—
43.0 12.00
5000 m/z 57.10 75.53%
129.0
171.0 214.0
0140,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 41.10 74.39%
5000
129.0
185.0 228.0
(VY SRMSISIAN| /N 106 N | | S RO VS —r—
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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.
15.363 5.28 ng 165949  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2256 (15.363 min): BF139664.D\data.ms (-2252) (- m/z 252.10 100.00%
252.1
5000
125.1 15.00 15.50
0,400 740 | 16312001, | 2991 ./, 250.10  29.49%
miz-> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 — ASAT
15.00 15.50
m/z 253.10 19.91%
125.0
0 50.0 83.0 , | 158.0 200.0 |
L ‘ T T T ‘ T T ‘ L ‘ L T T T T ’ L
miz--> 50 100 150 200 250 300
Abundance #138563: BenzolKk]fluoranthene
252.0
— — =
15.00 15.50
5000 m/z 125.10 11.91%
126.0
O 82O |00,
miz--> 50 100 150 200 250 300
Abundance #138551: Perylene “ —
252.0 15.00 15.50
m/z 126.05 11.10%
5000
125.0
oll7.0 50.0 830 \H 163.0 200.0 ||
e B e e S F —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.945 2.30 ng 72189  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2355 (15.945 min): BF139664.D\data.ms (-2352) (- m/z 57.10 100.00%
57.1
5000 AWL
16.00
- u“ A ! u“u“‘ “““41‘1“ 88123122791 n/z 43.10 57.35%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 L
16.00
m/z 71.10 53.75%
\\\\‘1!\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
16.00
5000 m/z 85.10 39.90%
ol h‘ I H | 141 0183.0225.0 281.0 337.0 394.
A e
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T
57.0 16.00
m/z 55.10  23.82%
5000
9.0
0 15@1 Il H i h‘ | ] 141 01783 0225.0 296.0
e e T e ——
m/z--> 0 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139664.D

Acqg On : 04 Oct 2024 18:23
Operator : RC/JU

Sample : P4257-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.169 81.6 ng 2358280 1 6.863 578147 20.0
2-Pentanone, 4-... 5.081 4.7 ng 136341 1 6.863 578147 20.0
Benzophenone 10.610 7.4 ng 292351 3  9.898 793066 20.0
n-Hexadecanoic ... 11.910 5.9 ng 220432 4 11.386 752022 20.0
Benzo[e]pyrene 15.363 5.3 ng 165949 6 15.492 628423 20.0
Heptacosane 15.945 2.3 ng 72189 6 15.492 628423 20.0
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