LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc : PLYMOUTH-XRDS-001

ALS vial : 5 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133559.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 17 22 28 rBV 55133 73613 1.87% 0.270%
2 5.051 498 504 512 rVB 110866 151249 3.83% 0.554%
3 5.445 565 571 574 rBV 3370214 3518666 89.19% 12.882%
4 6.457 737 743 746 rBV 3238547 3598471 91.21% 13.175%
5 6.828 803 806 810 rBV 948971 770609 19.53%  2.821%

6 7.398 897 903 905 rBV 2395922 2323668 58.90% 8.507%
7 8.110 1021 1024 1027 rBV 1137285 1014551 25.72% 3.714%
8 9.192 1204 1208 1211 rBV 4636302 3945206 100.00% 14.444%
9 9

.869 1319 1323 1326 rVB 1368262 1057872 26.81%  3.873%
10 10.586 1441 1445 1448 rBV 231180 198270 5.03% 0.726%
11 10.657 1453 1457 1460 rBV 2618209 2466739 62.52% 9.031%
12 11.357 1572 1576 1578 rBV 1259579 1101277 27.91% 4.032%
13 11.380 1578 1580 1583 rVV 281534 223614 5.67% ©0.819%
14 11.427 1586 1588 1591 rVB 67875 53280 1.35% ©.195%
15 11.886 1663 1666 1670 rBV 208763 186678 4.73% ©.683%
16 11.969 1676 1680 1682 rBV2 60994 68793 1.74% 0.252%
17 12.568 1778 1782 1785 rBV ~ 378725 313917 7.96% 1.149%
18 12.798 1814 1821 1823 rBV 297411 317080 8.04% 1.161%
19 12.951 1842 1847 1850 rBV 3302035 3383875 85.77% 12.389%
20 13.127 1874 1877 1880 rVB 44815 46241 1.17% 0.169%
21 13.192 1883 1888 1890 rBV3 35890 49685 1.26% 182%
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22 13.915 2004 2011 2016 rBV9 40075 124599
23 13.998 2020 2025 2027 rVV2 841371 931558 23.61%

OO Woeoe
»
=
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24 14.021 2027 2029 2034 rVB 151253 131029 3.32% 480%
25 14.474 2104 2106 2109 rBvV2 52937 46230 1.17% 169%
26 15.027 2196 2200 2204 rBV 123851 197490 5.01% 0.723%
27 15.327 2248 2251 2257 rVB 84669 100772 2.55% 0.369%
28 15.392 2258 2262 2267 rBV 95258 113598 2.88% 0.416%
29 15.457 2268 2273 2277 rBV 613310 734028 18.61% 2.687%
30 16.892 2514 2517 2523 rVB3 39042 70878 1.80% 0.259%
Sum of corrected areas: 27313536
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Jun 2023 13:24
¢ CG\JU
: 02985-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\
BF133559.D

PLYMOUTH-XRDS-001

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.051 3.93 ng 151249 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 504 (5.051 min): BF133559.D\data.ms (-498) (-) m/z 43.00 100.00%

3.0
5000 59.0
R ARREEEERNY e
60 101.1 4.80 5.00 5.20 5.40
0t el e e M/Z 59.00  46.33%
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 B I L LI LN B
4.80 5.00 5.20 5.40
101.0 m/z 58.00 15.44%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.97%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R EAREEEREY S
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.17%
5000
58.0
15‘.0 27.0 ! 72.0 100.0
ottt
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\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.586 3.75 ng 198270  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1445 (10.586 min): BF133559.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.1
5000 182.1
51.0 A ‘
10.50
152.0
b 228 R m/z 77.10 60.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— :
10.50
51.0 m/z 182.10  50.40%
Jeo | 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
T ‘ \/\\ ‘
182.0 10.50
5000 m/z 51.00 24.97%
51.0 105.0
0270 ‘ 1280 1520 \
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- e ‘
105.0 10.50
m/z 50.00 8.58%
5000 77.0
=0 178.0
0l 270 I 1330 160.0" "
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.39 ng 186678  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 80
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 56
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 56

Abundance Scan 1666 (11.886 min): BF133559[ndMarns(1663)( m/z 192.10 100.00%

43.0 730 2.1
5000
129.0

\ - i 207.1256.1 1150 12,00
s .

0 Hw‘uﬁwmw_mhi m/z 43.05 93.07%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000
129.0 1150 1200

m/z 73.00 86.85%

213.0
‘ H ﬂ 157.0185.0
O]\-ﬁl‘o\\‘l\ \\H\H\M\‘\‘H!‘\\\““\\H‘”h “\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘H\‘HH“\
miz-—-> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #67016: 1H-Indene, 2-phenyl-
192.0
1150 1200
5000 ITI z 59.95 81.09%
165.0
0 2706301150
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0 1150 1200

m/z 41.10 75.19%

5000
96.0 165.0 ‘
630 | L

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 wunknownl3.916 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13016 2.68ng 124599 Chrysene-d12 13.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 49

2 Butyl hexadecyl ether 298 C20H420 1010406-40-5 46
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 45
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 41
5 Benzo[b]1,4-dioxan-2-0l, 2-(2-th... 234 C12H1003S 312614-85-0 41
Abundance Scan 2011 (13.915 min): BF133559.D\data.ms (-2004) (- m/z 234.10 100.00%
55.0 234.1
5000
111
5.1 318.0 14.00
0 H\‘““\\h\\ %WTWWWWWW m/z 55.05 92.8900
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 T
14.00
m/z 43.10 81.54%
ok Hh,“ 2520 3690 648.
HH‘\H\‘\\H\1\\‘TH\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #197439: Butyl hexadecyl ether
57.0
——
14.00
5000 ITI z 57.00 69.19%
Uligso_z2s0
om_H“HH_HwmwHH_H“HH_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecyl ester P
57.0 14.00
m/z 83.00 62.71%
5000
5.0
i \ 238.0
- —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc : PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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.
15.327 2.75 ng 100772  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[e]pyrene 252 C20H12 000192-97-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2251 (15.327 min): BF133559.D\data.ms (-2248) (- m/z 252.05 100.00%
252.1
— .
43.0 83.0 12‘51 200.0 | 365.: 15.00 15.50
0430 830 || 16202000, | 8173 365 . Toch o5 30.10%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000
15.00 15.50
126.0 m/z 253.10 22.09%
00— T \8\7\Oi \‘“\‘“\ L \2\0?.\0\‘“\ \WH‘\ LA sy
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
— s
15.00 15.50
5000 m/z 125.10 15.07%
126.0
0l 50.0 87.0 | 163.0200.0 ‘\
T T
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00  12.82%
5000
126.0
0390 870 I ‘\\ 163.0200.0 ‘H
T A P F
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\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc : PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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|
2-Pentanone, 4-... 5.051 3.9 ng 151249 1 6.828 770609 20.0
Benzophenone 10.586 3.8 ng 198270 3 9.869 1057870 20.0
n-Hexadecanoic ... 11.886 3.4 ng 186678 4 11.357 1101280 20.0
unknown13.916 13.916 2.7 ng 124599 5 13.998 931558 20.0
Benzo[e]pyrene 15.327 2.8 ng 100772 6 15.457 734028 20.0
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