LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc :

ALS Vvial : 16 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140932.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 573 578 606 rBY 701860 1123375 88.51% 9.660%
2 6.498 744 749 776 rBV 688124 1073819 84.61% 9.234%
3 6.845 803 808 817 rBV 267377 345862 27.25%  2.974%
4 7.416 899 905 927 rBV 433227 613784 48.36% 5.278%
5 7.675 945 949 964 rBvV3 6032 14268 1.12% 0.123%

6 8.128 1021 1026 1042 rBV 325303 427354 33.67% 3.675%
7 9.198 1203 1208 1218 rBV 1006566 1269171 100.00% 10.914%
8 9.881 1319 1324 1329 rBV 336293 428891 33.79%  3.688%
9 10.592 1440 1445 1454 rVB 83114 108139 8.52% 0.930%
10 10.675 1454 1459 1472 rBV 452600 637133 50.20% 5.479%
11 11.375 1573 1578 1580 rBV 260812 346623 27.31% 2.981%
12 11.398 1580 1582 1587 rVV 146973 162358 12.79%  1.396%
13 11.451 1587 1591 1596 rVV 12421 16664 1.31% 0.143%
14 11.892 1659 1666 1674 rBV3 79254 181419 14.29% 1.560%
15 11.986 1678 1682 1691 rVB 39394 77467 6.10% 0.666%
16 12.169 1709 1713 1717 rBV 13281 15972 1.26% 0.137%
17 12.21@ 1717 1720 1725 rVB2 22120 28523 2.25%  ©.245%
18 12.427 1752 1757 1760 rBV 22578 32502 2.56% ©.280%
19 12.522 1769 1773 1780 rVB3 17166 30029 2.37% 0.258%
20 12.592 1780 1785 1790 rBV 232329 303851 23.94% 2.613%
21 12.680 1794 1800 1806 rVV6 16211 38294 3.02% ©.329%
22 12.739 1806 1810 1814 rVVv2 19013 28867 2.27% 0.248%
23 12.822 1817 1824 1829 rVV 218382 323992 25.53% 2.786%
24 12.874 1829 1833 1839 rVV3 13161 21980 1.73% ©.189%
25 12.951 1841 1846 1852 rVV 689391 917763 72.31% 7.892%
26 13.039 1856 1861 1866 rBV3 19543 35568 2.80% ©.306%
27 13.151 1872 1880 1886 rBV 30340 62083 4.89% 0.534%
28 13.216 1886 1891 1894 rBV 15830 23410 1.84% ©.201%
29 13.257 1894 1898 1904 rVB2 25498 40344  3.18% 0.347%
30 13.351 1910 1914 1916 rBV 17417 23146 1.82% 0.199%
31 13.380 1916 1919 1929 rVB3 19400 32807 2.58% ©.282%
32 13.669 1965 1968 1974 rVB 23385 32505 2.56% 0.280%
33 13.780 1981 1987 1993 rBV2 36419 84269 6.64% 0©.725%
34 13.851 1993 1999 2003 rVVv3 60130 120830 9.52% 1.039%
35 13.886 2003 2005 2011 rVB2 28949 39623 3.12% ©.341%

36 14.033 2022 2030 2042 rVB2 332387 695474 54.80% 5.981%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc :

ALS Vvial : 16 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.433 2093 2098 2102 rBV 21244 35781 2.82% ©.308%
38 14.510 2102 2111 2118 rBV6 72999 192223 15.15% 1.653%
39 14.633 2129 2132 2136 rVBS 11343 16354 1.29% 0.141%
40 14.804 2159 2161 2165 rVB 20171 24425 1.92% 0.210%
41 14.951 2183 2186 2190 rVB3 20834 26794 2.11% 0.230%
42 14.998 2191 2194 2198 rVB 18845 24124 1.90% 0.207%
43 15.110 2207 2213 2216 rBv2 120121 220923 17.41% 1.900%
44 15.180 2221 2225 2242 rVB4 109689 289032 22.77% 2.486%
45 15.415 2261 2265 2271 rBV 63373 93919 7.40% 0.808%
46 15.480 2272 2276 2281 rW 85793 135114 10.65% 1.162%
47 15.545 2282 2287 2300 rVB 220990 377818 29.77% 3.249%
48 15.957 2353 2357 2363 rBvV 30289 48974 3.86% 0.421%
49 16.033 2364 2370 2382 rBV8 23984 87684 6.91% 0.754%
50 16.221 2396 2402 2417 rVB8 21031 71085 5.60% 0.611%
51 16.421 2431 2436 2440 rBV7 22653 38941 3.07% ©.335%
52 17.062 2539 2545 2553 rVB 54047 121450 9.57% 1.044%
53 17.521 2618 2623 2629 rBV 29905 65747 5.18% 0.565%
Sum of corrected areas: 11628547
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
1000000 TIC: BF140932.D\data.ms

800000
5.493 6.498

600000
7.416
400000
6.845
200000

7.67
0\\‘\\\\‘\TFTTY’fY_F‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\ \\m\\\ﬁ
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 : . .
1000000 0198 TIC: BF140932.D\data.ms

800000
12.951

600000

10.675

400000
8.128 9.881

11.375
200000 11,398

10.5 11,892
L \ 451 }‘Mi@zl@mzm 7%@%

0 7 7 T P e I e AT ‘ T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12. 00 12. 50 13.00
Abundance :

G TIC: BF140932.D\data.ms

12.5932 822

800000
600000

400000 14.033

15.545

200000 15840 0
14.5 183 17.062
380 13, 14.4 6§§ 801059 15189033%. 22]1M 17.521

0 T T T ‘ T T T 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\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.592 5.04 ng 108139  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Vinyl benzoate 148 C9H802 000769-78-8 47
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
Abundance Scan 1445 (10.592 min): BF140932.D\data.ms (-1440) (- m/z 105.10 100.00%
105.1
7l 182.1
5000
51.1 — :
10.50
152.0
e L 2288 R Tz 77.10 63.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  59.50%
27.0 | A | 126.0 152.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate
105.0
R \
77.0 10.50
5000 m/z 51.10 23.64%
51.0
15‘.0 ‘ ‘ 148.0
| ul |
ettt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile — ‘
105.0 10.50
m/z 181.10 12.44%
77.0
5000
51.0
184.0
el 1280 1540 ' - s Ly
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\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 10.47 ng 181419  Phenanthrene-di10 11.374
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 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 25
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 25
Abundance Scan 1666 (11.892 min): BF140932.D\data.ms (-1659) (- m/z 73.10 100.00%
43.0 73.1
192.1
5000 129.1
‘ T T ‘ T T =
) “ 9 157.1 ‘227 ,2561 1150 12.00
Hw‘uﬂhww‘h‘MHJMW‘nm‘umﬂmﬂ‘ﬂuﬂ_u‘_u‘_ul‘ m/z 43.05 87.83%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 157.0 g5 02130 2560 m/z 60.00 81.26%
\H‘HH“}‘HH!H \HM\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
‘ T T ‘ \/\ T
43.0 11.50 12.00
5000 129.0 m/z 41.05 72.23%
171.0
‘ 214.0
?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid S —
43.0 73.0 11.50 12.00
m/z 57.05 69.67%
5000 129.0
s e T
;ﬁgkﬂNHM‘MMWMW“AWMW‘_Hﬂwﬂ‘mu‘wu‘wu‘_‘uw “ﬂNfAﬁ ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 5-Bromo-2-thiophenecarboxal... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.986 4.47 ng 77467  Phenanthrene-d1e 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroS 004701-17-1 58
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 41
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
Abundance Scan 1682 (11.986 min): BF140932.D\data.ms (-1678) (- m/z 189.10 100.00%
189.1
5000 U\
" 1651 1200
39.0 630 | 1390 218.1 ' .
\‘\\\\’\\\\‘\\\‘\““‘\h\\\”‘\\‘\\‘\\\\‘\\‘\\““\\}‘\H ‘\“\\\\‘\\ m/z 199 05 92.210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde
191.0
5000 M e
12. OO
00 220 m/z 192.10  86.29%
117.0 163.0
’WM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
12 OO
5000 m/z 191.10 62.99%
94.0
390 630 | 137.0 1630 M
R e A m e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene ‘A‘
192.0 12 OO
m/z 94.60  22.91%
5000
165.0
28“.0‘ 63.0 96"0 139.0 ‘ m ﬂ
e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 unknownl2.680 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.21 ng 38294  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 .alpha.-d-Riboside, 1-0O-dodecyl- 318 C17H3405 1000154-76-8 27
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 27
Abundance Scan 1800 (12.680 min): BF140932.D\data.ms (-1794) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
202.1
98.0 241z .
L | e
N ‘ 10 VI S O N Oy 43.10 87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75717: Dodecanoic acid
73.0
43.0
5000 1250  13.00
129.0 : .
1570 2000 m/z 60.10  73.95%
‘ 101.0 ‘ ‘
\]\-g‘.(\i}\\wi‘\ \H\ ‘\w\‘\‘””‘}\}H“‘HH‘\ ‘H‘\ \‘}‘HH’\\‘\\‘\H\‘HH’\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0
—— —
43.0 12.50 13.00
5000 m/z 57.00 68.75%
129.0
185.0 228.0
1o e
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240
Abundance #92070: Tridecanoic acid T —
73.0 12.50 13.00
m/z 55.00 63.56%
43.0
5000
129.0
1710 2140
98.0 ‘ '
18'q,, — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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[b]naphtho[2,1-d]thiop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.780 2.42 ng 84269  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 95
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 62
3 Benzo[b]naphtho[1,2-d]thiophene 234 CléH1es 000205-43-6 58
4 Quinoxalino[2,3-b]quinoxaline, 5... 234 C14H10N4 000531-46-4 47
5 pyrido[1',2':1,2]imidazo[4,5-b]q... 234 C14H10N4 1000401-06-3 46

Abundance Scan 1987 (13.780 min): BF140932.D\data.ms (-1981) (- m/z 234.10 100.00%
234.1

- /\/UL
202.1 opas Ho— s
117.1 13.50 14.00
39.0 750 150.0
178, m/z 230.10  30.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 S s K
13.50 14.00
m/z 202.05 23.63%
189.
320 630 o100 1630'0 |
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116291: Benzo[b]naphtho[2,3-d]thiophene
234.0
— —
13.50 14.00
5000 m/Z 235.10 19.09%
117.0
189.0
510 910/ | 163.0° ) |
RS AR e ARRREREEEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\ M
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene fn, NIRRT AS 4
234.0 13.50 14.00

m/z 200.10  10.89%

5000
28.0 117.0 189.0 /\
630 910 | 163.0" "/ M Iy a A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Data Path :
Data File :
: 19 Dec 2024 17:49
: RC/JU

: P5343-03

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\

BF140932.D

: 16 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 6 Heptadecyl trifluoroacetate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.851 3.47 ng 120830  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 78
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 64
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 60

Abundance Scan 1999 (13.851 min): BF140932.D\data.ms (-1993) (- m/z 57.05 100.00%
57.0
5000 229.1 AfARjAfNJ\VfLWMAVWE
5.1 — —r—
( t 302.1 13.50 14.00
H"Muhhﬂﬁmwkmuw‘up‘uw‘H_‘H_‘H_‘H_‘H_‘H_ m/z 43.10 82.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #261457: Heptadecyl trifluoroacetate
57.0
5000 — ——
13.50 14.00
5.0 m/z 83.05 70.81%
J 1 ‘ \J I 21(.)(.) 28?’0
TTT "HFwHH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 55.05 69.37%
5.0 252.0
I 20 369.0 648
A A S e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 97.10 68.96%
5000
%5.0
D 380 o )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.510 5.53 ng 192223  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Hexacosene 364 C26H52 018835-33-1 93
Abundance Scan 2111 (14.510 min): BF140932.D\data.ms (-2102) (-} ' m/z 57.10 100.00%
57.1
5000 111 M
254.1 S ‘
‘ H ‘ 53.1 202.0 ‘ 397. 14.50
i Iy HHH \“\M‘H\‘ Ll \‘h\ W ““N‘ . \‘I u\m‘\u‘\ RN ‘\‘ ‘ m/z 83.05 96.75%
miz--> 50 100 150 200 250 300 350
Abundance #244231:; 1-Tetracosene
43.0 970
5000 — :
14.50
m/z 43.05 87.66%
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
T \
14.50
m/z 55.05 87.50%
5000 111.0 /
150 | | L \‘ 15401960  269.0 3200
L H— e
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 T
57.0 14.50
m/z 97.10 86.31%
111.0
5000
AL A8 09s 00580 3080 =
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF121624.M Fri Dec 20 06:01:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 8 1-Nonadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.180 15.30 ng 289032  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1010164-49-7 87
3 1-Tricosene 322 C23H46 018835-32-0 74
4 1-Tetracosene 336 (C24H48 010192-32-2 70
5 1-Octadecanol 270 C18H380 000112-92-5 64

Abundance Scan 2225 (15.180 min): BF140932.D\data.ms (-2221) (- m/z 83.10 100.00%

83.1
5000

268.1 e —
J l 15.00 15.50
e m/z 97.10  91.27%
m/fz--> 0 100 200 300 400 500 600 700 800
Abundance #155961: 1-Nonadecene
97.0
5000 — ——
15.00 15.50

m/z 55.10  89.17%

J ll“ 266.0
‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #350317: Bacteriochlorophyll-c-stearyl
83.0

7 —
15.00 15.50
5000 m/z 57.10 79.41%
224.0
| lii,. 1., 327.0 436.0 554.0 822.0
P A e e e e e T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #227234: 1-Tricosene T ——
43.0 15.00 15.50

m/z 69.10  74.96%

h “fﬁJ\AANAJ\\“N\/fv‘N
9.0
:h ‘ 322.0
‘

T —
m/z--> 0 100 200 300 400 500 600 700 800 15.00 15.50

8270-BF121624.M Fri Dec 20 06:01:59 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 9 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.416 4.97 ng 93919  Perylene-di12 15.545
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 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 2265 (15.415 min): BF140932.D\data.ms (-2261) (- m/z 252.10 100.00%
252.1 h
5000
125.1 15.50
410 870 | 16202000, | 3001 355 ./ 5o 05  27.73%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10 20.19%
125.0
39.0 83.0 | | 2000 |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.10 12.46%
126.0
87.0 | | 2000 |
T e
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene T
252.0 15.50
m/z 125.95 9.98%
5000
126.0
w0 | o |
1 e
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF121624.M Fri Dec 20 06:02:00 2024 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BF
19
: RC
: P5

. 16

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
140932.D

Dec 2024 17:49

/3U

343-03

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 10 Octacosane, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.957 2.59 ng 48974  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2357 (15.957 min): BF140932.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1
——
‘ L H ‘ 0 22512700 3422 16.00
“Mpmhwuﬂ‘“mhwm‘w‘ e e m/z 71.10 76.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
16.00
m/z 43.10 61.52%
“\ “\ u‘\ \\ ] ‘1‘6‘9 0 2250 2810 3650
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
——
16.00
5000 m/z 85.10 60.12%
13.
| L | 3130 -, 169.0 2250 2810 337.0 394.0
“““““ T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane 7
57.0 16.00
m/z 55.10 22.44%
“w“““‘u — e e
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF121624.M Fri Dec 20 06:02:00 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 11 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.033 4.64 ng 87684  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 92
2 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 90
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 89
4 1-Heptacosanol 396 C27H560 002004-39-9 89
5 Octacosyl acetate 452 C30H6002 018206-97-8 89
Abundance Scan 2370 (16.033 min): BF140932.D\data.ms (-2364) (- m/z 57.10 100.00%
57.1
5000 111.1 Mj\/w
RN T
{ “ 203.1 302.1 16.00
Sk ¥ |‘ L fili8sss oy e7.05  92.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
55.0
5000 —— :
16.00
111.0 m/z 83.10 78.78%
‘ | ‘ 210.0
\“\ “\\\\‘\\“\‘}‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate
57.0
RN T
16.00
5000 111.0 m/z 43.05 78.52%
L] “\ h\ ! |‘ 224 0 28?0 476( \JM\
o “‘ ‘ A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173738: Cyclohexadecane, 1,2-diethyl- ——
43.0 16.00
m/z 55.00  73.83%
97.0 280.0
5000
L1520 2000 | .
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF121624.M Fri Dec 20 06:02:00 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 12 unknownl6.221 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.221 3.76 ng 71085  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20 1000138-92-2 14
2 2-Cyclohexen-3-0l-1-one, 2-benzoyl- 216 C13H1203 061834-43-3 14
3 4-Methyl-2H, 3H,3aH-pyrrolo[1,2-a... 216 C12H12N202 1000387-53-2 14
4 Succinic acid, 2,2,3,3-tetrafluo... 370 C17H26F404 1000390-19-4 12

5 Silane, methylvinyl(1l-cyclopenty... 328 C16H3203Si2 1000420-98-4 10

Abundance Scan 2402 (16.221 min): BF140932[ndMarns(2396)( m/z 215.10 100.00%
2
5000
286.1 arg. 0N ﬂ‘ﬂﬂm‘ | AMW
L e
e m/z 81.10 68.47%
miz--> 50 100 150 200 250 300 350
Abundance #94338: Cyclopent[e]-1,3-o0xazine, octahydro-2-(phenylin
215.0
— —
5000 135.0 16.00 16.50
410 93.0 m/z 95.05 52.45%
1‘\“‘\“‘\‘\‘\“‘\\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #94252: 2-Cyclohexen-3-ol-1-one, 2-benzoyl-
105.0 215.0
— ;
16.00 16.50
5000/ 510 m/z 149.05  50.85%
s L2
S 10 00 i I
m/z--> 50 100 150 200 250 300 350
Abundance #94042: 4-Methyl-2H,3H,3aH-pyrrolo[1,2-a]quinazoline-1 e —
215.0 16.00 16.50
m/z 107.05 48.807%
68.0
5000 132.0
VI N = A
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF121624.M Fri Dec 20 06:02:01 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 13 unknownl6.421 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.421 2.06 ng 38941  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pregnane-3,20-dione, (5.beta.)- 316 C21H3202 000128-23-4 42
2 4-(Pentafluorothio)benzaldehyde 232 C7H5F50S 401892-84-0 22
3 5.alpha.-Dihydroprogesterone 316 C21H3202 000566-65-4 18
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 15
5 Phosphinic acid, (2-methylphenyl... 232 C13H1302P 018593-18-5 14
Abundance Scan 2436 (16.421 min): BF140932.D\data.ms (-2431) (- m/z 81.10 100.00%
81.1 231.2
162.1
21.
275.1
——
HH‘ 16.50
AL m/z 55.05 96.59%
mi/z--> 50 100 150 200 250 300 350
Abundance #220071: Pregnane-3,20-dione, (5.beta.)-
43.0
5000 iﬁgd
84.0 246. :
238.0 m/z 43.10  93.32%
e Ty L L
— \’“H‘\‘ \M “\M‘ \h\ \M ‘H‘\Lw‘h\\‘u‘ \\Mu ‘hh\m e “m‘ MM ‘m’hmh L \‘\ o M- e
miz--> 50 100 150 200 250 300 350
Abundance #114201: 4-(Pentafluorothio)benzaldehyde
231.0
——
16.50
m/z 231.15 87.83%
5000 123.0 /
75.0
290 1L wso
m/z--> 50 100 150 200 250 300 350 n “n ﬂ ﬂ
Abundance #220065: 5.alpha.-Dihydroprogesterone — R
43.0 16.50
84.0 m/z 95.10  83.53%
5000
— S
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140932.D

Acqg On : 19 Dec 2024 17:49
Operator : RC/JU

Sample : P5343-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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|
Benzophenone 10.592 5.0 ng 108139 3  9.881 428891 20.0
n-Hexadecanoic ... 11.892 10.5 ng 181419 4 11.374 346623 20.0
5-Bromo-2-thiop... 11.986 4.5 ng 77467 4 11.374 346623 20.0
unknownl12.680 12.680 2.2 ng 38294 4 11.374 346623 20.0
Benzo[b]naphtho... 13.780 2.4 ng 84269 5 14.033 695474 20.0
Heptadecyl trif... 13.851 3.5 ng 120830 5 14.033 695474 20.0
1-Tetracosene 14.510 5.5 ng 192223 5 14.033 695474 20.0
1-Nonadecene 15.180 15.3 ng 289032 6 15.545 377818 20.0
Benzo[e]pyrene 15.416 5.0 ng 93919 6 15.545 377818 20.0
Octacosane, 2-m... 15.957 2.6 ng 48974 6 15.545 377818 20.0
Cyclopentadecane 16.033 4.6 ng 87684 6 15.545 377818 20.0
unknown16.221 16.221 3.8 ng 71085 6 15.545 377818 20.0
unknown16.421 16.421 2.1 ng 38941 6 15.545 377818 20.0
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