LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc :

ALS vial : 9 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 M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50135.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.940 156 162 169 rVB 126985 185131 1.13% 0.197%
2 4.399 231 240 249 rVB2 116058 203207 1.24% 0.216%
3 4.863 310 319 328 rBvV2 279159 512582 3.13% 0.546%
4 4,946 328 333 339 rVW 123020 177135 1.08% 0.189%
5 5.340 394 400 412 rBV 2249464 3618871 22.12% 3.852%
6 6.022 507 516 528 rBv4 83342 238845 1.46%  0.254%
7 6.251 543 555 560 rBV3 118742 238193 1.46% 0.254%
8 6.940 666 672 690 rVB 1227926 2382329 14.56% 2.536%
9 7.739 799 808 815 rBV 785516 1349752 8.25% 1.437%
10 8.045 848 860 865 rBv2 75028 184565 1.13% 0.196%
11 8.234 886 892 897 rBV 99943 171922 1.05% ©0.183%
12 8.428 912 925 930 rBV4 86671 202395 1.24% 0.215%
13 8.845 983 996 1000 rBV 172913 335518 2.05% 0.357%
14 8.904 1000 1006 1021 rVB 2367040 4545303 27.79% 4.839%
15 9.081 1027 1036 1045 rVB7 66196 214525 1.31% 0.228%
16 9.186 1045 1054 1063 rBV 82379 183165 1.12% ©.195%
17 9.733 1139 1147 1154 rBV2 126513 281742 1.72% 0.300%
18 9.939 1176 1182 1190 rBV3 420537 771473  4.72%  0.821%
19 10.404 1251 1261 1267 rBV7 56475 187029 1.14% 0.199%
20 10.533 1272 1283 1289 rVV2 1018905 2118262 12.95% 2.255%
21 10.586 1289 1292 1298 rVV3 202209 335936 2.05% 0.358%
22 10.651 1298 1303 1308 rVV 268472 415252 2.54% 0.442%
23 10.904 1341 1346 1352 rBV 112280 181582 1.11% 0.193%
24 11.163 1385 1390 1393 rBV 101425 180061 1.10% 0.192%
25 11.516 1432 1450 1455 rBV 2149246 5744369 35.12% 6.115%
26 11.563 1455 1458 1463 rVv4 151255 299078 1.83% 0.318%
27 11.645 1467 1472 1478 rVB 216964 385537 2.36% 0.410%
28 11.769 1488 1493 1500 rVB6 95218 205058 1.25% 0.218%
29 11.863 1500 1509 1515 rVB3 179416 429065 2.62% 0.457%
30 11.933 1515 1521 1528 rBV3 272040 569652  3.48% 0.606%
31 12.039 1532 1539 1542 rvv2 111163 241622 1.48% 0.257%
32 12.098 1545 1549 1554 rVvB2 217383 357668 2.19% 0.381%
33 12.169 1556 1561 1565 rBV3 114498 207173 1.27% 0.221%
34 12.216 1565 1569 1576 rVB 163044 295325 1.81% 0.314%
35 12.398 1591 1600 1608 rBV4 197117 711479 4.35% 0.757%

36 12.510 1614 1619 1629 rVB3 240460 500797 3.06% ©.533%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc :

ALS vial : 9 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 M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.733 1651 1657 1662 rVB 175606 319508 1.95% ©.340%
38 12.933 1685 1691 1697 rBV3 390116 762769  4.66%  0.812%
39 13.010 1697 1704 1710 rVV 7459677 10572857 64.63% 11.255%

40 13.321 1752 1757 1761 rBV ~ 143596 239302 1.46% ©0.255%
41 13.374 1763 1766 1771 rVB5 108431 174325 1.07% ©.186%
42 13.569 1789 1799 1805 rBV8 273687 784728 4.80%  0.835%
43 13.716 1820 1824 1829 rVB3 179089 299307 1.83% 0.319%
44 13.874 1847 1851 1856 rVB3 453806 602290 3.68% 0.641%
45 14.033 1875 1878 1884 rVB8 96224 173722 1.06% ©.185%
46 14.121 1890 1893 1901 rVvB8 117521 237707 1.45% 0.253%
47 14.221 1906 1910 1916 rVB3 162839 296631 1.81% ©.316%
48 14.392 1931 1939 1946 rBV 1809614 2817828 17.23%  3.000%
49 14.798 2003 2008 2016 rVB2 402794 632030 3.86% 0.673%
50 14.868 2017 2020 2025 rBV 209049 263837 1.61% 0.281%
51 14.921 2025 2029 2037 rVB5 186841 449334  2.75% 0.478%
52 15.015 2040 2045 2051 rBV 308575 623234 3.81% 0.663%
53 15.345 2098 2101 2107 rVB2 163528 249924  1.53% 0.266%
54 15.568 2135 2139 2143 rVB2 342974 444177 2.72% ©.473%
55 15.651 2149 2153 2160 rVB2 596321 876819 5.36% ©.933%
56 15.751 2166 2176 2175 rVB2 524103 803686 4.91% 0.856%
57 15.892 2188 2194 2201 rVB 6709733 9334284 57.06% 9.937%
58 16.127 2229 2234 2247 rVB2 1260394 2228623 13.62% 2.372%
59 16.257 2253 2256 2260 rVB 175410 205301 1.26% 0.219%
60 16.504 2295 2298 2303 rVB3 244987 322082 1.97% 0.343%
61 16.651 2319 2323 2326 rBV 385565 539498 3.30% ©.574%
62 16.915 2365 2368 2371 rBV 178680 265310 1.62% 0.282%
63 16.951 2371 2374 2383 rVB2 433796 683418 4.18% 0.728%
64 17.145 2402 2407 2413 rBV 2086129 3022775 18.48%  3.218%
65 18.045 2553 2560 2566 rBV3 1177478 1969099 12.04%  2.096%

66 18.098 2566 2569 2582 rVB 463230 777127 4.75% 0.827%
67 19.321 2773 2777 2786 rBV 474846 730337 4.46% 0.777%
68 19.674 2834 2837 2841 rVB 313670 340063 2.08% ©0.362%
69 19.768 2848 2853 2866 rVB 13451000 16358025 100.00% 17.413%
70 21.386 3123 3128 3145 rVB 2126941 3249054 19.86%  3.459%

71 24.385 3630 3638 3653 rVB 1248353 3128363 19.12%  3.330%

Sum of corrected areas: 93938972
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM050135.D\data.ms

1.2e+07
le+07
8000000
6000000

4000000
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2000000
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Abundance TIC: BM050135.D\data.ms
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Abundance TIC: BM050135.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.863 7.60 ng 512582 1,4-Dichlorobenzene-d4 7.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 45
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 319 (4.863 min): BM050135.D\data.ms (-310) (-) m/z 43.00 100.00%
43.0
101.0 N N -
| 720 ‘ 4.60 4.80 5.00 5.20

bl P25l 12811549 2079 sz 59.10  60.98%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L L R B I L
4.60 4.80 5.00 5.20
101.0 m/z 101.00  23.29%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A o
4.60 4.80 5.00 5.20
5000 m/z 58.05 15.28%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R ASBRRSEERE S
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.71%
5000 101.0
27.0 \H ‘
o‘m‘“l”u“‘1‘Hw‘HM‘H‘wu‘m‘mWuwm‘mwm_ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 2 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.845 4.97 ng 335518 1,4-Dichlorobenzene-d4 7.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 81
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 81
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 976089-59-3 81
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 76
Abundance Scan 996 (8.845 min): BM050135.D\data.ms (-983) (-) m/z 119.10 100.00%
119.1
A ML
91.0 T e e
39.0 65.0 8.60 8.80 9.00 9.20
o 1842 2071 ;117,60 35.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 LA L B I IR L
8.60 8.80 9.00 9.20
91.0 m/z 134.05  33.39%
39.0 65.0 ‘ ‘ ‘
0 \\\‘\‘}\\"‘\\‘\\‘\\\\H‘\\\\‘h\‘\\Ul\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
N
8.60 8.80 9.00 9.20
5000 m/z 91.05 22.66%
91.0
39.0 65.0 ‘ ‘
o5 S A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- R R A maE L S
119.0 8.60 8.80 9.00 9.20
m/z 115.00 16.27%
5000
91.0
39.0 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.939 7.28 ng 771473  Naphthalene-d8 10.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50
4 p-Cymene 134 C10H14 000099-87-6 50
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 50
Abundance Scan 1182 (9.939 min): BM050135.D\data.ms (-1176) (-) 119.05 100.00%
119.1
5000
91.0
39.0 65.0 45.1 10.00
0 228 m/z 117.05  74.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16168: Benzene, 14nethy|2(2[ropenyb
11v.0
5000
91.0 10 OO

m/z 134.05 42.52%
A

39.0 65.0
0\\\‘\‘\\\"\\‘\‘\“‘\‘\\H‘\“\\H\“H‘\\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16118: Benzene, 2-butenyl-
117.0
1000
5000 91.0 m/z 132.00  27.34%
65.0
390 ‘
0 m_‘m,mw‘” w"MWm1‘_W_ww,www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 1000

115.05 26.90%

5000
91.0
15.0 39.0 65.0 |
0 (T T T T m H‘ ‘

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_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 4 Benzene, (2-methyl-1-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.651 3.92 ng 415252  Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 91
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91

Abundance Scan 1303 (10.651 min): BM050135.D\data.ms (-1298) (- | m/z 131.05 100.00%

1311
5000
AN

91.0 1050 1100
51.0 h 165.0  206.9 105 =
o“H‘H‘m_‘wWWmwau‘w‘wwww“M‘w‘ru“u‘_‘:‘ m/z 146.05  31.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 = A

s
10.50 11.00
m/z 115.05 18.67%

mo 850, |||
O\\\\‘\‘\‘\\“‘\\‘\‘\‘\M\\\“‘\\‘}\‘W\\\“\“\‘\\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0

——
10.50 11.00
5000 m/z 91.05 15.05%

39.0 640 91.0
0H\W‘H\“wH‘;M“Um\“\\‘\\“\‘HH‘\‘M\‘1“”\‘””‘””‘””
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- — ——
131.0 10.50 11.00

m/z 129.00 12.63%

5000
91.0
150 320 630 ‘ H‘
| ‘ w‘u il H“\“‘\ d‘w ‘ \H\‘ |

O ey ey b :

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.645 3.64 ng 385537 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87

Abundance Scan 1472 (11.645 min): BM050135.D\data.ms (-1467) (- m/z 131.00 100.00%
131.0
5000
= —
g0 0 t621 11.50 12.00
: [4
0 Lot 1960 2805 n/z 146.05  37.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 ﬂ“ 4 —r—
11.50 12.00
m/z 115.10 16.62%
39.0 91.0
0 \‘\‘\‘\\“‘\\“1‘\“”\‘1\“\\‘\\“\‘\\h“\M\‘}“\\\‘\\\\‘\\\\’HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
—— —
11.50 12.00
5000 m/z 91.05 15.30%
91.0
39.0 ‘
0‘_M“MwwWNwM‘WHMNMWMH_H‘_HWHH,HHWHW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- —— —
131.0 11.50 12.00
m/z 129.05 14.31%

5000
91.0

39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Benzene, pentamethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.863 4.05 ng 429065 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 76
3 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 64
4 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 64
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 62

Abundance Scan 1509 (11.863 min): BM050135.D\data.ms (-1500) (- | m/z 133.05 100.00%

138.1
5000
91.0
= —5
43.0 ‘ ‘ 11.50 12.00
0l o 18522070 280 o Tiag 6o 54.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26355: Benzene, pentamethyl-
1338.0
5000 = N
11.50 12.00
91.0 m/z 107.05 32.82%
90 il
O\\\‘\H\“‘\\‘\‘\"\‘\H‘HH‘H\}“‘\”H‘\‘\‘\\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26348: 3,4-Dimethylcumene
138.0
\
1150 1200
5000 ITI/Z 91.05 31.68%
41.0 91‘-0‘
) S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26280: Ethanone, 1-(3,4-dimethylphenyl)- — ——
133.0 11.50 12.00
m/z 135.05 22.25%
5000
77.0
A 0 O O A ‘
m/z--> 20 40 60 80 100120140160180200220240260280 1150 1200

8270-BM042825.M Thu May 08 ©3:33:11 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.38 ng 569652  Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 90
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 89
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 70
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 70
5 4-Methyl-1H-benzimidazole 132 C8H8N2 1000486-24-5 60
Abundance Scan 1521 (11.933 min): BM050135.D\data.ms (-1515) (- | m/z 131.00 100.00%
131.0
5000
78.1
—
390‘ d‘ ‘ m ‘ 1751 12.00
ol A 42753 2810 ;137 00 75.15%
miz-> 50 100 150 200 250
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 T
12.00
51.0 m/z 104.10 64.48%
O ‘ “ “ \“ \H“\ \ ‘\ \]-a\p\.o‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #25029. 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
bl
12.00
5000 m/z 103.10 38.37%
39.0 910
0 ‘\““‘ “\ \‘\ A gl ‘ u ‘\h \H\ “\‘ : e e
miz--> 50 100 150 200 250
Abundance #16657: Cinnamaldehyde, (E)- ——
131.0 12.00
m/z 146.05 30.30%
5000
77.0
m/z--> 50 100 150 200 250 12.00

8270-BM042825.M Thu May 08 ©3:33:12 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 unknownl12.398 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.398 6.72 ng 711479  Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 49
2 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 46
3 3-Methylbenzothiophene 148 CO9H8S 001455-18-1 46
4 5-Methylthiophene-2,3-dicarbonit... 148 C7H4N2S 1000305-40-8 46
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 38

Abundance Scan 1600 (12.398 min): BM050135.D\data.ms (-1591) (- | m/z 147.00 100.00%
147.0

5000

.

= —T
12.00 12.50

174.1
0 2069 'm/z 148.00  66.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 = e,
12.00 12.50
m/z 145.00 57.74%
450 740 115.0
O\\\\‘\\\\“\‘\M\\“‘\\‘i”‘\“\\‘\\“‘\\\‘\“\\\\‘\“‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26250: Benzaldehyde, 2,4,5-trimethyl-
147.0
— —
12.00 12.50
5000 119.0 m/z 160.05  20.43%
91.0
41.0 65.0 ‘
o S P T N T NP NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene — —
147.0 12.00 12.50
m/z 131.00 17.88%
) M
45.0 69.0
115.0
PAEE R NOVNTIS. - o s — R A VAL AW AAT
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

8270-BM042825.M Thu May 08 ©3:33:13 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05

Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl2.933 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.933 5.41 ng 762769  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(2-propenyl)- 132

C1eH12

003333-13-9 49

2 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 49
3 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 43
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 43
5 p-(1-Propenyl)-toluene 132 C10H12 1000429-54-9 41
Abundance Scan 1691 (12.933 min): BM050135.D\data.ms (-1685) (- | m/z 132.00 100.00%
132.0
57.1
o
RN
ol bl Ll o 1832 . 28L0 /7 117.1  57.55%
miz--> 50 100 150 200 250
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 1
13.00
m/z 57.10 45.45%
300 770 /
0 “MACWHMMWM‘N‘MWM“‘ —————————
miz--> 50 100 150 200 250
Abundance #16178: Benzene, 1-methyl-4-(1-methylethenyl)-
132.0
e
13.00
5000 ITI/Z 71.10 44 .14%
91.0
39.0 ‘ ‘
[o] m— “\ i“ \‘H“‘n‘ I ‘m“m‘ “\‘ — — —
mfz--> 50 100 150 200 250
Abundance #16123: (E)-1-Phenyl-1-butene T
117.0 13.00
m/z 91.05 38.15%
5000
51.0
01‘5"0\\“ “ }‘nu‘\‘\“ufﬁ7\:p‘\\\‘M‘ ‘H“\‘ = — = —
miz--> 50 100 150 200 250 13.00

8270-BM042825.M Thu May 08 ©3:33:13 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 10 Naphthalene, 2,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.569 5.57 ng 784728  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 50
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 48
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 47
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 47
5 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 42
Abundance Scan 1799 (13.569 min): BM050135.D\data.ms (-1789) (- | m/z 117.10 100.00%
117.1146.1
5000
77.0 T \
39.0 ‘ ‘ ‘ 13.50
Olrrrreron J‘w,“‘l“ i :‘uﬂw,“lu A0 BBz 146.05  94.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 ‘
13.50
770 m/z 156.05 77.60%
ol 390 o0
h ’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
RN T
13.50
5000 m/z 162.00 52.98%
77.0 1150
A S A | —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl- —T— ‘
156.0 13.50
m/z 115.05 51.75%
5000
77.0 115.0
0 39.0
! e R nat i RAaaa —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50

8270-BM042825.M Thu May 08 ©3:33:14 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Carbonic acid, eicosyl viny... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.874 4.27 ng 602290  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 72
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 70
5 Hexadecane 226 Cl16H34 000544-76-3 58
Abundance Scan 1851 (13.874 min): BM050135.D\data.ms (-1847) (- | m/z 57.10 100.00%
57.1
o VWA/WW
— —
‘ ‘991 1591 5 13.50 14.00
ob il 1982 2810 yp 71010 91.31%
m/z--> 50 100 15 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — ~
13.50 14.00
m/z 43.10  74.49%
O T “\ \L‘ ‘ ‘ “‘ ‘H‘ “ \“‘ \‘]\-4\]- 0\ 182 0 T T T 2\5‘2.\0\ L ‘ \32\5\.|
m/z--> 50 100 200 250 300
Abundance #107247: 3—Ethy|—2,6,10—trimethylundecane
57.0
— ——
13.50 14.00
5000 m/z 85.10 45.92%
113.0
SN,
om‘_w HM‘_‘H e
miz--> 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 13.50 14.00
m/z 41.10 33.17%
99.
ol \ b ° 1410 1830 2300 2960
— “ Yt P P
m/z--> 100 150 200 250 300 13.50 14.00

8270-BM042825.M Thu May 08 ©3:33:15 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.798 4.49 ng 632030  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90

Abundance Scan 2008 (14.798 min): BM050135.D\data.ms (-2003) (- | m/z 170.10 100.00%
170.1

5000

E

85.1 14.50 15.00

m\“ | 197.1 2342

0! ol L 2LLE95S 0 m/z 155.18 90.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-

170.0

y

5000
14.50 15.00

m/z 169.10  21.30%

270 51.0 76.0 10204280 | |

L e L AR RRE R
f I I I | I I I I I I T

m/z--> 20 40 60 80 100 120 140 160 180 200 220

0

Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
14.50 15.00
5000 ITI/Z 57.10 21.00%
128.0
| 63.0 gg0 |
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl- —— —
170.0 14.50 15.00
m/z 153.05 20.84%
5000
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BM042825.M Thu May 08 ©3:33:16 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 13 Naphthalene, 2,3,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.015 4.42 ng 623234  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2045 (15.015 min): BM050135.D\data.ms (-2040) (- | m/z 170.05 100.00%

5000

3

N \
15.00
m/z 155.10  99.79%

| 195.0 224.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 A :
15.00
128.0 m/z 153.05 24.46%
O \]\_\8“9\\\“?%'9"\?\6‘1‘.“0‘”\]\-\()‘2\-\0\\’\‘!‘\\“‘\\J\w‘\“\‘\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
T I
15.00
5000 ITI/Z 169.10 22.24%
115.0
PN I A NN ) SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- — ‘
155.0 15.00
m/z 152.05 17.72%
5000
128.0
o 63.0 g9 ‘M
T \‘\\\’\\\\‘\\\\‘\\\\‘\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

8270-BM042825.M Thu May 08 ©3:33:16 2025 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
BM@50135.D

: 07 May 2025 15:05
: RC/JU
: Q1945-02

: 9

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 14 Tridecane, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.651 6.22 ng 876819  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 70
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 60
4 Heptacosane 380 C27H56 000593-49-7 58
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58

Abundance Scan 2153 (15.651 min): BM050135.D\data.ms (-2149) (- | m/z 57.10 100.00%

57.1
5000
85.1 169.1 : :

I
‘ ‘ ‘ 15.50 16.00
o,u‘4‘wHWuMuu_u‘_m“¥‘M‘wh9ﬁpu_?§%%‘_?§%f m/z 71.10

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74013: Tridecane, 2-methyl-
57.0

5000
85.0 15.50 16.00
200 m/z 43.10  41.37%
0 ’\‘\‘\\“‘\\\‘J‘\\H}\‘\\\f“]-\]\.?‘(\)\\\‘]\-ff‘?]\-ﬁ?\e‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
—r —
15.50 16.00
5000 m/z 85.10 27.28%

o

85.0
28.0 113.0
L \ | | [ T1410 183.0211.0239.0
el e ek L 21102390
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #74014: Tridecane, 3-methyl- T —

57.0 15.50 16.00
m/z 169.10 25.33%
5000
29.0
‘ ‘ 85.0 169.0

P A T N TV A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

8270-BM042825.M Thu May 08 ©3:33:17 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05

Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzophenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.751 5.70 ng 803686  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
4 N-Benzoylimidazole 172 C10H8N20 010364-94-0 38

5 Benzoic acid, 2-(benzoylthio)thi... 341 C17H11N03S2 1000258-72-7 38

Abundance Scan 2170 (15.751 min): BM050135.D\data.ms (-2166) (- | m/z 105.00 100.00%

105.0
182.1
5000
51.0

T
152.0 15.50 16.00

\ e L 216.1 248.1 283..
,Hm‘u‘m"‘“U"H‘““H"1“""M‘“"‘Hl""mwuu“m‘uwm m/z
m/z-->

20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
182.0

o

5000 — ——
15.50 16.00
51.0 m/z 182.10 59.11%
152.0
O’HH‘H‘H‘\\\h“‘\H\‘\‘\\\‘\H\‘\\1”\‘\H\‘H\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56778: Azobenzene, (E)-
71.0
= e
15.50 16.00
5000 m/z 51.00 24.62%
182.0
o270 ‘ 1060 1520 ‘
T T T T T T T T T T T T T
20 40 60 80 100120140160180200220240260280

m/z-->
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester —— —
105.0 15.50 16.00

m/z 181.05 9.88%
5000
51.0
152.0

e M S e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05

Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Tridecane, 3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.127 14.75 ng 2228620  Phenanthrene-d10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 81
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
3 Decane, 2-methyl- 156 C11H24 006975-98-0 64
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 60
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 52

Abundance Scan 2234 (16.127 min): BM050135.D\data.ms (-2229) (- | m/z 57.10 100.00%
57.1
o AW\MAVJL4J\\N\AJLAA
169.1 S i
‘ “ 11‘3'1 ‘ 16.00 16.50
A ““ Lot l 2071 2532  833:  n/7 71.10  86.54%
miz-> 50 100 150 200 250 300
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 T A
16.00 16.50
m/z 43.10 54.97%
‘ ‘ ‘9&0 169.0
O\“\‘r““\‘}\‘\“\‘\‘\\‘\“\\\|\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #141071: Heptadecane, 7-methyl-
57.0
—— —
16.00 16.50
5000 m/z 85.10 33.26%
112.0
‘ ‘ ‘ 168.0
S 1 D P N
miz--> 50 100 150 200 250 300
Abundance #33088: Decane, 2-methyl- — —
43.0 16.00 16.50
m/z 41.05 23.56%
5000
85.0
S N
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 17 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.951 4.52 ng 683418 Phenanthrene-di10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 81
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72

Abundance Scan 2374 (16.951 min): BM050135.D\data.ms (-2371) (- m/z 57.10 100.00%
57.1

%

5000
‘ ‘ 99.1 184.0 17.00
obrd b b d L 1tana | 2231 2674 0 16 87,86
m/fz--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 L

17.00
m/z 85.10  49.33%

99.0 1410 184.0

020 bh HW‘

m/z--> 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
—
17.00
5000 ITI/Z 43.10 48.12%
99.0
01‘5-9“ \!\ “‘H““ ‘\\‘%!'411,0‘ ‘ ‘1‘98‘9\ ML e e \/\JJ\\MM
mlz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T
57.0 17.00
m/z 41.10 24.17%
5000

99.0
ol L h b i) 1410 1830 2250 2670 338
‘ Ly 2830 2250 2670 33

m/z--> 100 150 200 250 300 17.00

;
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
BM@50135.D

: 07 May 2025 15:05
: RC/JU
: Q1945-02

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 18 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.045 13.03 ng 1969100  Phenanthrene-d10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 83

Abundance Scan 2560 (18.045 min): BM050135.D\data.ms (-2553) (- | m/z 73.05 100.00%
73.0
5000 129.0 /\\\
213.2
| T7i1 ‘ 256.1 18.00
038 b Lt | 2950 3409 0 60 60 81.41%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R I
18.00
171.0 213.0 256.0 m/z 43.10 75.24%
0' ‘\Hh““ f“”“\h\‘ \““\ \‘ \‘\ “ \‘\‘\ T “\ LI ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
P ‘
18.00
5000 129.0 m/Z 57.10 64.88%
29. 171.0
‘ 214.0
o“h‘ umeu‘\M‘wﬂ“‘k“‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— ‘
73.0 18.00
m/z 55.10 61.56%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 19 1-Hydroxy-4-methyl-2-oxo-1,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.098 5.14 ng 777127  Phenanthrene-die 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hydroxy-4-methyl-2-oxo-1,2-dih... 200 C11H8N202 021771-74-4 58
2 4-Amino-1-naphthyl thiocyanate 200 C11H8N2S ©32359-11-8 43
3 2,2'-Bipyridyl-5-carboxylic acid 200 C11H8N202 001970-80-5 43
4 Benzene, 1l-methoxy-4-phenoxy- 200 C13H1202 001655-69-2 43
5 Bisphenol F, 2-methylpropionate 270 C17H1803 1000462-19-4 40

Abundance Scan 2569 (18.098 min): BM050135.D\data.ms (-2566) (- | m/z 200.10 100.00%

200.1
5000 155.1
——

115.0 18.00 18.50

0Lt L Ll L 24502810 342 55 10 42.31%

miz--> 50 100 150 200 250 300
Abundance #75646: 1-Hydroxy-4-methyl-2-oxo-1,2-dihydro-3-quinolin
200.0

5000 —— ‘
155.0 18.00 18.50

m/z 185.10  29.50%

77.0 117.
O\\?\"\.“\“\H“\1‘”‘\‘\&“ \\\“‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #75649: 4-Amino-1-naphthyl thiocyanate
200.0

T
18.00 18.50

5000 m/z 153.00 16.48%
27 0 63, 100 0 140.0 ‘
ot~ e } "l ‘ ‘u b, \‘ ‘hu“\‘ \\‘H‘\‘ | I T
m/z--> 50 100 150 200 250 300
Abundance #75634: 2,2'-Bipyridyl-5-carboxylic acid T —
200.0 18.00 18.50

m/z 152.00  15.63%

5000
78.0 128.0

0 39('1\ ! m‘\ L “\ L ‘ ‘

T
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 20 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.321 4.50 ng 730337  Chrysene-di2 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 2777 (19.321 min): BM050135.D\data.ms (-2773) (- | m/z 73.00 100.00%
7’2
5000 129.0 \L\
185.1 241.2
— ——
’ ‘ ‘ ‘ 19.00 19.50
oLl ‘” L Lol lloil 2861 3511 429 " as s 87779
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
19.00 19.50
‘ 185.0 284.0 m/z 60.00 81.44%
0 \“\ [W‘J . M‘ M \“‘\ \l \‘\ “ \‘\%*\ 9\ T (LIS L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
= —
19.00 19.50
5000 129.0 m/z 57.10 74.71%
199.0
L]
ol L L a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 69.46%
5000
129.0
228.0
it | ITVOEE T
ol LMl spr0 | I
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM042825.M Thu May 08 ©3:33:21 2025 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50725\
Data File : BM@50135.D

Acqg On : 07 May 2025 15:05
Operator : RC/JU

Sample : Q1945-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.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-... 4.863 7.6 ng 512582 1  7.745 1349750 20.0
Benzene, 1l-ethy... 8.845 5.0 ng 335518 1 7.745 1349750 20.0
Benzene, 1-meth... 9.939 7.3 ng 771473 2 10.539 2118260 20.0
Benzene, (2-met... 10.651 3.9 ng 415252 2 10.539 2118260 20.0
1H-Indene, 2,3-... 11.645 3.6 ng 385537 2 10.539 2118260 20.0
Benzene, pentam... 11.863 4.0 ng 429065 2 10.539 2118260 20.0
1H-Inden-1-one,... 11.933 5.4 ng 569652 2 10.539 2118260 20.0
unknown12.398 12.398 6.7 ng 711479 2 10.539 2118260 20.0
unknown12.933 12.933 5.4 ng 762769 3 14.392 2817830 20.0
Naphthalene, 2,... 13.569 5.6 ng 784728 3 14.392 2817830 20.0
Carbonic acid, ... 13.874 4.3 ng 602290 3 14.392 2817830 20.0
Naphthalene, 1,... 14.798 4.5 ng 632030 3 14.392 2817830 20.0
Naphthalene, 2,... 15.015 4.4 ng 623234 3 14.392 2817830 20.0
Tridecane, 2-me... 15.651 6.2 ng 876819 3 14.392 2817830 20.0
Benzophenone 15.751 5.7 ng 803686 3 14.392 2817830 20.0
Tridecane, 3-me... 16.127 14.8 ng 2228620 4 17.145 3022780 20.0
Tridecane 16.951 4.5 ng 683418 4 17.145 3022780 20.0
n-Hexadecanoic ... 18.045 13.0 ng 1969100 4 17.145 3022780 20.0
1-Hydroxy-4-met... 18.098 5.1 ng 777127 4 17.145 3022780 20.0
Octadecanoic acid 19.321 4.5 ng 730337 5 21.386 3249050 20.0
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