LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139442.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 9 18 24 rBY 706606 1131881 69.96% 7.575%
2 3.975 313 320 326 rVB 15510 24011 1.48% 0.161%
3 5.099 505 511 518 rVB 99668 148490 9.18%  0.994%
4 5.499 569 579 584 rBV 1194628 1568791 96.96% 10.499%
5 6.504 744 750 756 rBV 1176434 1608305 99.40% 10.764%
6 6.875 808 813 820 rVB 319797 401834 24.84% 2.689%
7 7.440 898 909 914 rBV 825179 1073679 66.36% 7.186%
8 7.693 948 952 956 rVB 26069 32831 2.03% 0.220%
9 8.157 1024 1031 1038 rBV 374900 485601 30.01% 3.250%
10 8.575 1098 1102 1112 rVB 12663 21573 1.33% 0.144%
11  9.234 1208 1214 1219 rBV 1320688 1617973 100.00% 10.829%
12 9.310 1223 1227 1231 rBV 16025 20698 1.28% 0.139%
13 9.628 1277 1281 1288 rVB3 9774 17681 1.09% 0.118%
14  9.839 1312 1317 1321 rVB 19593 24450 1.51% 0.164%
15 9.910 1321 1329 1333 rBV 348544 427158 26.40%  2.859%

16 10.004 1338 1345 1351 rBV 1388608 208613 12.89%
17 10.334 1394 1401 1405 rBvV2 17259 30132  1.86%
18 10.622 1445 1450 1457 rVB 110854 137016  8.47%

OUIOOoOR
\o]
fary
~N
R

19 10.698 1457 1463 1468 rBV 615533 775962 47.96% 193%
20 10.816 1478 1483 1491 rVB2 27363 46934  2.90% 314%
21 11.257 1552 1558 1561 rBV2 19466 28608 1.77% ©.191%
22 11.398 1577 1582 1585 rBV 293502 448952 27.75%  3.005%
23 11.469 1590 1594 1597 rVWV 27055 33363 2.06% ©.223%
24 11.628 1617 1621 1627 rBV3 11081 21113 1.30% 0.141%
25 11.686 1627 1631 1635 rVB2 18283 22792 1.41% ©.153%
26 11.922 1663 1671 1676 rBV2 205535 314938 19.46% 2.108%
27 12.004 1682 1685 1693 rVB2 45933 92393 5.71% ©0.618%
28 12.092 1696 1700 1704 rBV 20237 26816 1.66% ©.179%
29 12.192 1713 1717 1719 rBV 20956 27695 1.71% 0.185%
30 12.339 1736 1742 1745 rBV2 17581 31956 1.98% 0.214%
31 12.445 1756 1760 1763 rBV 34604 46898 2.90% ©0.314%
32 12.480 1763 1766 1772 rVV2 29147 44495 2.75% 0.298%
33 12.527 1772 1774 1780 rVB3 18691 26891 1.66% ©0.180%
34 12.610 1783 1788 1792 rBV 252716 329332 20.35%  2.204%
35 12.704 1800 1804 1811 rBV2 52418 86970 5.38% ©.582%

36 12.839 1820 1827 1832 rVWVW 229297 354452 21.91% 2.372%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.886 1832 1835 1840 rVB2 21894 33911 2.10% ©0.227%
38 12.980 1843 1851 1858 rVB 951197 1217332 75.24%  8.147%
39 13.051 1859 1863 1870 rBV4 28810 56079 3.47% 0.375%
40 13.163 1879 1882 1886 rVB 46170 60493 3.74%  0.405%
41 13.227 1891 1893 1896 rvwVv 18529 19735 1.22% 0.132%
42 13.263 1896 1899 1903 rVB2 33652 42783 2.64% 0.286%
43 13.392 1918 1921 1924 rBV2 17281 20198 1.25% 0.135%
44 13.669 1965 1968 1976 rVB 35098 50753 3.14%  0.340%
45 13.780 1983 1987 1990 rBvV2 29354 47601 2.94% 0.319%
46 13.874 1999 2003 2011 rVB2 93095 156793 9.69% 1.049%
47 14.027 2023 2029 2033 rBvV2 329298 586072 36.22% 3.922%
48 15.074 2202 2207 2215 rVB 111805 254017 15.70% 1.700%
49 15.374 2254 2258 2264 rW 60994 94420 5.84% 0.632%
50 15.433 2264 2268 2274 rVB 87539 135074 8.35% ©.904%
51 15.504 2275 2280 2293 rVB2 140197 275957 17.06% 1.847%
52 16.962 2523 2528 2537 rVB2 38785 85948 5.31% 0.575%
53 17.410 2598 2604 2613 rVB 27140 63317 3.91% 0.424%
Sum of corrected areas: 14941760
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 18 Sep 2024 23:07
: RC/JU
: P4086-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
BF139442.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.199 56.34 ng 1131880 1,4-Dichlorobenzene-d4 6.875

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-0XOPROPIONAMIDE 87 C3H5NO2 000631-66-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 18 (2.199 min): BF139442.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
B E e
‘ ‘ Lg 1 ‘ 2.20 2.40 2.60
O b m/z 43,05 50.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L B B B
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10  33.28%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“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 .
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 27.44%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- T
73.0 2.20 2.40 2.60

m/z 41.05 16.78%

5000
45.0
200 || 590 | 880

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 2.20 240  2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.099 7.39 ng 148490 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
Abundance Scan 511 (5.099 min): BF139442.D\data.ms (-505) (-) m/z 43.05 100.00%
3.0
59.1
5000
AT e
‘ 83.0 101.1 4.80 5.00 5.20 5.40
Olerprrrrprerr e bl e M/Z 59.1@ 52.73%
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 LN L B B LA R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.38%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AR EEamaaEE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.59%
410 101.0
ob 250 28 Ll o 80 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester AR BRAREERE T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.77%
5000 57.0
29.0
‘ 101.0
0H‘Hu‘m““uH“MH‘HM‘HH‘m"“H“HH“HHWH‘
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\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl@.004 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.004 9.77 ng 208613  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 14
2 9-Oxabicyclo[3.3.1]nonan-3-one, ... 198 C10H1404 1010197-59-0 14
3 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 12
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
Abundance Scan 1345 (10.004 min): BF139442.D\data.ms (-1338) (- 43.10 100.00%
43.1
5000
97.0 1371
70 1000
197.2
[N ¥ ‘H‘Hpm\‘ w“_‘H‘H“HQ}WWWW m/z 57.05 48.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]-
43.0
5000
69.0 1000
m/z 97.05 35.94%
970
0 o | ,125.0 154.0179.0205.0 233.0
\\\‘H\\‘\H\‘\H\‘ H\‘\\\\‘\WH‘\\\\‘\\H‘\\H‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73184: 9-Oxabicyclo[3.3.1]nonan-3-one, 8-acetoxy-
43.0
R [
10.00
5000 138.0 m/z 59.10 34.78%
71.0
97.0
— w‘wwHH”MMwm_w}??“?”_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol C ‘
43.0 10.00
m/z 101.10 34.17%
5000
137.0
69.0 95.0
o130k b bk 2820 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.622 6.42 ng 137016  Acenaphthene-di10 9.910
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 60
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 1450 (10.622 min): BF139442.D\data.ms (-1445) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0
—— —
10.50 11.00
152.1
bt 1 1260 T wjz 77.10 72.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.10  55.24%
270 | i | 1260 1520 |
O‘\\\\“\\\\’\\\‘\‘\\\\’\\\\‘\\\\’\\\‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30106: Benzenecarbothioic acid, S-methyl ester

105.0
1V
77.0 10.50 11.00
5000 ITI/Z 51.05 35.35%
51.0
5 152.0
8 | wso |
ot e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile o —
105.0 10.50 11.00
m/z 181.10 11.73%
77.0
5000
51.0
0 e 1280 1540 1P o /\/\ alurd
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\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.816 2.09 ng 46934  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Dodecane, 2-methyl-8-propyl- 226 C16H34 855045-07-3 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
4 Heneicosane 296 C21H44 000629-94-7 68
5 Tetratetracontane 619 C44H99 007098-22-8 64
Abundance Scan 1483 (10.816 min): BF139442.D\data.ms (-1478) (- m/z 57.05 100.00%
57.0
5000
85.1
169.1 T ol
| H H ‘11‘3.2140_1 ‘ ‘ 10.50 11.00
L S T T m/z 43.05  76.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
5000 — ——
10.50 11.00
29.0 85.0 m/z 71.85 56.72%
0 ‘\‘ \‘\ H\ \‘\ d‘ \\11?’0\1410 184.0
H\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107243: Dodecane, 2-methyl-8-propyl-
57.0
e ——
10.50 11.00
5000 m/z 41.05 40.20%
85.0
1120 183.0
Obrerrree by bbb 2420, 4 L2280
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane — —
57.0 10.50 11.00
m/z 85.10 30.32%
5000 85.0
29.0 ‘ 113.0 169.0 /\A
P T R Y Y PO '
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 14.03 ng 314938 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 80
Abundance Scan 1671 (11.922 min): BF139442.D\data.ms (-1663) (-} | m/z 43.10 100.00%
43.1
73.1
192.1
5000
——
‘ 12.00
A m/z 73.1e  83.84%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 60.10 80.81%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁl‘o\\‘l\ HH\H \M\‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
—=
12.00
5000 m/z 41.10 80.78%
165.0
0 27.0 63.0 | M 1260 h‘ | H
e e o R e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67026: Anthracene, 9-methyl- ——
192.0 12.00
m/z 55.10 74.94%
5000 ‘/A[AﬁwxﬁJkﬂAvvﬂvw
165.0
0 28.0 63\ 0 \\‘ 126. 0 ‘ ‘H
P e e e e e e e —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF091324.M Thu Sep 19 15:13:29 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.004 4.12 ng 92393  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 50
2 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 50
3 1a,9b-Dihydro-1H-cyclopropa[a]an... 192 C15H12 006109-24-6 46
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 45
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 45

Abundance Scan 1685 (12.004 min): BF139442.D\data.ms (-1682) (. m/z 192.10 100.00%
1

5000
T [
12.00
/ m/z 189.10  94.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67043: Phenanthrene, 1-methyl-
192.0
5000 — f’vAijm
12.00
95.0 165.0 m/z 190.05 86.92%
0 39'0 63. 9 u L, h 139'0\\\ I
\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67046: Naphtho[1,2-b]norbornadiene
192.0 ﬂRﬂA
e =
12.00
5000 165.0 m/z 191.1@ 75.59%
39.0 63.0 9501l701390 ‘
O e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #67051: 1a,9b-Dihydro-1H-cyclopropalajanthracene L ‘
192.0 12.00

m/z 94.50  23.78%

5000
165.0

2L I e

Ol o gy e e e e e e e —
miz--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF091324.M Thu Sep 19 15:13:31 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.445 2.09 ng 46898  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 90
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90

Abundance Scan 1760 (12.445 min): BF139442.D\data.ms (-1756) (- m/z 206.10 100.00%
206.1

5000

76.0 101.0126.0 165.1

43.1

(o} m/z 191.05 48.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.05 28.23%
760 | 165.0 ‘
0 \\\‘2\7\.\0\ ‘\5\1\.9‘\\\1‘\1‘\“\ i‘huu‘\\l\s\‘g;(\)h‘H\i”‘uhwi‘h{‘u\‘u\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
—
12.50
5000 ITI/Z 205.10 25.62%
102.0
0 27.0 510\ 7?9\” ‘ \H\ 1390\\\16?0\\\ uh‘
e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #82932: 9,10-Dimethylanthracene D
206.0 12.50

m/z 207.10  18.80%

5000

89.0

127.0152.0 178

140 39.0 63.0
, e ‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF091324.M Thu Sep 19 15:13:32 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07

Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.704 3.87 ng 86970  Phenanthrene-dle 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 91

2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1804 (12.704 min): BF139442.D\data.ms (-1800) (- m/z 43.10 100.00%
4’2
73.0
5000 202.1
129.0 '
241.2 L — L —
1‘ ‘ 284.: 12.50 13.00
o! L \Wn \HMH‘H w‘ \h Ll R 1 m/z 57.10 78.89%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 e —
129.0 12.50 13.00
m/z 60.00 77 .86%
‘ 185.0 5410 284
ol m, 10 Y S B
miz--> 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
jat /\A‘ ‘ ol aY! ‘ .
12.50 13.00
5000 1290 m z 41 19 74 990
97.0 1710 2130 256.0
o) E— ‘“’ h!‘ A ‘\ Hh”\ u‘\ ul ‘ “ ‘ . \‘ ““ I “\‘ -
m/z-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 73.05 73.70%
5000 129.0
i
ok “‘ H’H\ h“ H”“‘H Hh‘\“ 1““‘\”1 “‘1‘610‘“ ‘i N “\‘ S ERTATRE, ~ 0
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07

Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: 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 10 11H-Benzo[b]fluorene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.163 2.06 ng 60493  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64

51,3,5-Triazine-2,4,6-triamine, N...

216 C1OH12N6

046731-79-7 59

Abundance Scan 1882 (13.163 min): BF139442.D\data.ms (-1879) (- m/z 216.10 100.00%
216.1
5000
107.3 .
13.00 13.50
55.1 149.1 253.1 304.
O B R S I L L B R m/z 215.10 80.31%
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 = ——
13.00 13.50
m/z 213.10  25.34%
107.0
0 28.0 63.0 | | 1630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0 A
13.00 13.50
5000 ITI/Z 107.30 23.54%
95.0
0 \%770\‘63'9\ ‘J‘W T %quo\w f ﬁ\ —T ]
m/z--> 50 100 150 200 250 300 w
Abundance #94575: 11H-Benzol[a]fluorene e T
216.0 13.00 13.50
m/z 217.10 17.67%
5000
108.0
ol 830 . 630 gV
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.874 5.35 ng 156793  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
2 Cyclotetradecane 196 C14H28 000295-17-0 59
3 17-Pentatriacontene 491 C35H70 006971-40-0 50
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 50
Abundance Scan 2003 (13.874 min): BF139442.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1 230.1
5000
— ——
‘ ﬁr’l } s0n1 13.50 14.00
0“‘wmﬁ%HW$www@ﬁwu‘ph‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10  97.43%
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — e
13.50 14.00
50 m/z 230.10  95.49%
O ‘]flfg[l‘Wff?S?.o-64‘8.'
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance #71732: Cyclotetradecane
55.0
— =
13.50 14.00
5000 m/z 55.10 75.72%
0 ‘ ’ ﬁ.o 1980 JW
TTT ‘HH’\\H‘\‘H\“\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene — —
43.0 13.50 14.00
m/z 41.10 54.00%
o M/ij%
1.0
0 ] | J, |,182.0 267.0 490.0
e A e e e e e e — ——
m/z--> 50 100 150200 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\BF091824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.374 6.84 ng 94420  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
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 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2258 (15.374 min): BF139442.D\data.ms (-2254) (- m/z 252.10 100.00%
252.1
- M
- =
571 1251 198.0 | 15.00 15.50
ol 571 919, | 1580 1980 , | 286.A318. ., 55 19  28.66%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 ~— RA
15.00 15.50
m/z 253.10 21.06%
125.0
0l 500 830 | | 158.0 2000 , |
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #138563: BenzolKk]fluoranthene
252.0
— —=
15.00 15.50
5000 m/z 125.05 11.97%
126.0
0 870 | | 200.0 | M
T
m/iz--> 50 100 150 200 250 300
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 10.22%
5000
126.0
ol 510 830 | ‘\“ 200.0 “u o
T e e o —
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@91824\
Data File : BF139442.D

Acqg On : 18 Sep 2024 23:07
Operator : RC/JU

Sample : P4086-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.199 56.3 ng 1131880 1 6.875 401834 20.0
2-Pentanone, 4-... 5.099 7.4 ng 148490 1 6.875 401834 20.0
unknown10.004 10.004 9.8 ng 208613 3 9.910 427158 20.0
Benzophenone 10.622 6.4 ng 137016 3 9.910 427158 20.0
Tridecane 10.816 2.1 ng 46934 4 11.398 448952 20.0
n-Hexadecanoic ... 11.922 14.0 ng 314938 4 11.398 448952 20.0
Phenanthrene, 1... 12.004 4.1 ng 92393 4 11.398 448952 20.0
Phenanthrene, 2... 12.445 2.1 ng 46898 4 11.398 448952 20.0
Octadecanoic acid 12.704 3.9 ng 86970 4 11.398 448952 20.0
11H-Benzo[b]flu... 13.163 2.1 ng 60493 5 14.033 586072 20.0
Pentadecafluoro... 13.874 5.3 ng 156793 5 14.033 1586072 20.0
Benzo[e]pyrene 15.374 6.8 ng 94420 6 15.504 275957 20.0
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