LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc :

ALS Vvial : 19 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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 10 19 26 rBV 1344994 2145464 97.11% 10.484%
2 5.110 503 513 525 rBB 83084 131770 5.96% 0.644%
3 5.504 574 580 585 rBV 1352346 1835885 83.09% 8.971%
4 6.510 744 751 756 rBV 1380156 1954330 88.45% 9.550%
5 6.881 809 814 819 rVvB 328359 405553 18.36% 1.982%
6 7.445 904 910 915 rBvV 948969 1261661 57.10% 6.165%
7 7.698 949 953 957 rBB 36851 44279 2.00% 0.216%
8 8.163 1027 1032 1037 rBV 411325 507016 22.95% 2.478%
9 9.239 1209 1215 1220 rBV 1763259 2209423 100.00% 10.797%

9

.916 1325 1330 1335 rBV 647056 823609 37.28%

IN
[
N
Ul
3R

11 10.633 1444 1452 1459 rBV 168397 210607  9.53%
12 10.704 1459 1464 1479 rBV 1236275 1602849 72.55%
13 11.404 1578 1583 1591 rBV 545974 736351 33.33%
14 11.474 1591 1595 1599 rBV 54232 74666 3.38%

NO WP
Bl
O
00
B

15 11.933 1664 1673 1678 rBV 397334 572103 25.89% 796%
16 12.016 1684 1687 1696 rVB2 45472 83609 3.78%  ©.409%
17 12.451 1757 1761 1765 rBV 18025 24122 1.09% 0.118%
18 12.539 1773 1776 1781 rVB 17792 22353 1.01% ©.109%
19 12.616 1784 1789 1795 rBV 390746 508160 23.00%  2.483%
20 12.715 1802 1806 1813 rBV 54285 80169 3.63% ©.392%

21 12.845 1820 1828 1833 rBv2 223819 361512 16.36% 1.767%

22 12.892 1833 1836 1843 rVB3 23043 34002 1.54% 0.166%
23 12.992 1844 1853 1858 rBV 1593260 2055001 93.01% 10.042%
24 13.063 1859 1865 1870 rBV3 28771 52059 2.36% ©.254%
25 13.168 1876 1883 1888 rVB2 58557 102333 4.63% ©.500%
26 13.239 1888 1895 1898 rBV 55431 82109 3.72% 0.401%
27 13.274 1898 1901 1904 rVB2 23162 28020 1.27% ©0.137%
28 13.674 1967 1969 1975 rVB 25596 35324 1.60% 0.173%
29 13.792 1984 1989 1991 rBV3 36434 51634  2.34% 0.252%
30 13.821 1991 1994 2000 rVv3 29341 74774  3.38% 0.365%
31 13.886 2001 2005 2022 rVV5 121663 322319 14.59% 1.575%
32 14.039 2024 2031 2046 rVV3 493856 1044119 47.26% 5.102%
33 14.515 2108 2112 2115 rBV3 23585 37759 1.71% 0.185%
34 14.562 2116 2120 2126 rVB3 30628 53547 2.42%  0.262%
35 14.674 2135 2139 2143 rBV 26587 42317 1.92% ©.207%

36 14.898 2173 2177 2185 rVB 77283 105892 4.79% 0.517%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12

Operator : RC/JU

Sample : P3929-03

Misc

ALS Vvial : 19 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.080 2204 2208 2219 rVB2 66554 161983 7.33% 0.792%
38 15.386 2256 2260 2266 rVB 26187 43795 1.98% 0.214%
39 15.445 2266 2270 2276 rVV 33545 53400 2.42% 0.261%
40 15.515 2276 2282 2294 rVB 270323 435187 19.70% 2.127%
41 16.980 2527 2531 2540 rVB2 13216 28443 1.29% 0.139%
42 17.421 2603 2606 2613 rVB 12459 24210 1.10% 0.118%

Sum of corrected areas: 20463718
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Sep 2024 18:12
: RC/JU
: P3929-03

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
BF139332.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000
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1200000

1000000

800000

600000
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o

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
2.204 105.80 ng 2145460 1,4-Dichlorobenzene-d4 6.881

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 19 (2.204 min): BF139332.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
87.1
R A B
‘ Lg 1 2.20 2.40 2.60
0“H‘w‘Hﬂﬂ»‘Mumju‘wtM‘M‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.05 48.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B B BB
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10 32.48%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“HH‘\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 e
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.76%
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 R e
73.0 2.20 2.40 2.60

m/z 41.05 16.26%

5000 43.0
58.0
29.0 ‘ 87‘-0
| ‘ | | |

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
5.110 6.50 ng 131770 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 513 (5.110 min): BF139332.D\data.ms (-503) (-) m/z 43.10 100.00%
3.1
5000 59.1
T A
‘ 83.0 1011 4.80 5.00 5.20 5.40
Obrprrrepreetileer el et et M/z 59.1@ 51.41%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L LR B B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 15.69%
0 29'\0 L m‘ 83\'0
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R A maaaE R
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 13.58%
29.0
‘ 101.0
Obeprrbt el e 780 e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  EEEmmaRE TSR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.87%
5000 41.0
0 \H \‘ \‘ 1l 3.0 12\6'0 142.0 )
e e e T e e e e e  RARRamEaEE
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 5
R.T. EstConc Area Relative to ISTD R.T.
10.633 5.11 ng 210607  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 52
3 N-cyanobenzamide 146 C8HEN20 015150-25-1 47
4 5-0x0-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
5 Ethanedione, diphenyl- 210 C14H1e02 000134-81-6 47
Abundance Scan 1452 (10.633 min): BF139332.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
Ol gt 1282 T myz 77.10 66.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ——
10.50 11.00
510 m/z 182.10  54.43%
RECH 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—r— —
182.0 10.50 11.00
5000 m/z 51.10 30.89%
51.0 105.0
0270 ‘ 128.0 15ﬁ'° \
L L e R s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25636: N-cyanobenzamide — =
105.0 10.50 11.00
m/z 50.10 10.56%
77.0
5000
51.0
0270 | o | 126.0146.0
B AR ma 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\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 15.54 ng 572103  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1673 (11.933 min): BF139332.D\data.ms (-1664) (- m/z 43.05 100.00%
430 731
5000
129.1
192.1 =
B T =2
O it Mm“m‘m bt ST T m/z 73010 86.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00  85.48%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
==
12.00
5000 129.0 m/z 41.05 75.62%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 74.93%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ =
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\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.015 2.27 ng 83609  Phenanthrene-dle 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
5 1,1'-Biphenyl, 4,4'-difluoro- 190 C12H8F2 000398-23-2 17

Abundance Scan 1687 (12.016 min): BF139332.D\data.ms (-1684) (- m/z 189.10 100.00%
189.1
5000 NVJ\
94.5 /LA
12.00
ol 390, 2 L 18 B0 T M mz 190,18 97.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 Ao :
940 12.00
4 m/z 192.10  35.53%
ol 300 630 | | 11501370 1630 ‘M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T \
12.00
5000 ITI/Z 191.10 33.55%
94.0
‘ 163.0 M
) SRR NN [N —— | S—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide —0 /\‘ —
93.0 190.0 12.00
m/z 94.50 22.00%
5000
‘ 160.0
o‘mwmwul“pm , AR B M
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\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.716 2.18 ng 80169 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1806 (12.715 min): BF139332.D\data.ms (-1802) (- m/z 43.05 100.00%
43.0
5000
129.1
: T ‘ T T ‘ T
12.50 13.00
ob— ML m/z 73.00  79.13%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000( 41.0 284.0 = =
185.0 241.0 12.50 13.00
m/z 57.05 73.05%
0 ’H‘\ H! \H‘ H‘Huu‘ﬂ“ M iy \‘ ‘ e “ - “ ‘\ ’\‘ . “‘ [
miz--> 50 150 200 250 300
Abundance #126203.Pentadecan0k:acm
73.0
41.0 e —
12.50 13.00
5000 129.0 m/z 60.00 71.59%
199.0 242.0
ok H\\’HH Il \\hH\ \N‘\ il il %6‘3 ‘0 ‘ ‘ - —
miz--> 50 150 200 250 300
Abundance #143510.n—Hexadecanok:add ‘ﬂk\ i L
60.0 12.50 13.00
m/z 55.10 69.83%
5000 129.0
97.0 171 o 2130 256.0
oLl— ‘M’H‘\ U!‘ Al ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ . \‘ “‘ T P —— —r—
m/z--> 50 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 7 Cyclotridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 6.17 ng 322319 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotridecane 182 C13H26 000295-02-3 62
2 1-Docosene 308 C22H44 001599-67-3 56
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 49
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 42
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 42
Abundance Scan 2005 (13.886 min): BF139332.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1 230.1
97.1
5000 302.1
— ——
151.1 19511 13.50 14.00
0 “‘Mwa m/z 43.10  99.63%
miz-> 50 100 150 200 250 300
Abundance #56952: Cyclotridecane
41.0
83.0
5000 — —
13.50 14.00
m/z 230.10  95.23%
LLALLLEES o
O\\‘\ ‘“\‘\ ”\\“\‘\ \\\\ L B B
miz--> 50 100 150 200 250 300
Abundance #209740: 1-Docosene
57.0 97.0
A WLt
13.50 14.00
5000 m/z 55.05 87 .45%
308.0
NECEEEY \\ m ‘h‘ M 102230 2660 |
miz--> 50 100 150 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate “ —
57.0 13.50 14.00
97.0 m/z 83.10 62.88%
h /JL
e “‘ e e — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :
Acqg On 11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
BF139332.D

Sep 2024 18:12

Operator : RC/JU

Sample
Misc
ALS vial : 19

Quant Method
Quant Title

TIC Library

: P3929-03

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Supraene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.898 4.87 ng 105892  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 87
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 81
4 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 64
5 Trichothec-9-en-4-0l1, 7,8:12,13-... 332 C19H2405 021284-11-7 64

Abundance Scan 2177 (14.898 min): BF139332.D\data.ms (-2173) (- m/z 69.10 100.00%
69.1
1456 ide
191.1 254.1 : :
ol bty “A“u\””_m_“““3““1‘2””_‘ m/z 8l.1 50.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.10 32.81%
137.0
0270 d i)y ), 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
P P
14.50 15.00
5000 m/z 68.05 13.50%
11.0
o b 02050 27303150 3840
; T R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t | M— — Vaindhauas
69.0 14.50 15.00
m/z 95.10 13.28%
5000
136.0
RICERY \mm\ \‘\ . 1890 236,0 28703320
i T e T P e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\

BF139332.D

: 11 Sep 2024 18:12
: RC/JU
: P3929-03

: 19 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

9 Benzo[e]pyrene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.386 2.01 ng 43795  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81

Abundance Scan 2260 (15.386 min): BF139332.D\data.ms (-2256) (- m/z 252.05 100.00%
252.1
- J& J\J\A
— e
51.0 85.9 22051 220 302.1 15.00 15.50
ol 240 889 173l 2280 L TET m/z 250.18 29.07%
miz--> 50 100 150 200 250 300
Abundance #138560: Benzo[a]pyrene
252.0 mAA
5000 i : /\
15.00 15.50
126.0 m/z 253.10 21.78%
410 830 | H 200.0 |
0 “”\ ‘\”‘\‘h“\‘i‘ T \“\‘\ ‘f LA Pl T
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0 A
— ——Tp
15.00 15.50
5000 m/z 125.00 11.30%
125.0
ol 500 830 | 1740 2220 |
-
m/iz--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 251.10 8.91%
5000
126.0
0220 870 o ~Lra0 2220 ‘H SRR i i
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\BF@91124\
Data File : BF139332.D

Acqg On : 11 Sep 2024 18:12
Operator : RC/JU

Sample : P3929-03

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.204 105.8 ng 2145460 1 6.881 405553 20.0
2-Pentanone, 4-... 5.110 6.5 ng 1317706 1 6.881 405553 20.0
Benzophenone 10.633 5.1 ng 210607 3 9.916 823609 20.0
n-Hexadecanoic ... 11.933 15.5 ng 572103 4 11.404 736351 20.0
4H-Cyclopenta[d... 12.015 2.3 ng 83609 4 11.404 736351 20.0
Octadecanoic acid 12.716 2.2 ng 80169 4 11.404 736351 20.0
Cyclotridecane 13.886 6.2 ng 322319 5 14.039 1044120 20.0
Supraene 14.898 4.9 ng 105892 6 15.515 435187 20.0
Benzo[e]pyrene 15.386 2.0 ng 43795 6 15.515 435187 20.0

8270-BF090424 .M Thu Sep 12 11:38:55 2024 Pag 13



