LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59197.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.041 107 111 118 rBV 63142 109549 6.02% 0.501%
2 4,253 145 147 155 rVB6 15114 20965 1.15% 0.096%
3 5.557 364 369 373 rBV5 12087 19867 1.09% 0.091%
4 7.032 617 620 625 rVvBé6 8253 13927 0.77% 0.064%
5 7.419 678 686 691 rBvV2 45663 85760 4.71% 0.392%
6 7.613 713 719 723 rBV 150007 278546 15.31% 1.274%
7 7.813 745 753 764 rBV 146089 265553 14.60%  1.215%
8 8.295 829 835 841 rVW2 75572 136920 7.53% 0.626%
9 8.383 845 850 858 rVB 154037 260819 14.34% 1.193%
106 8.565 873 881 889 rVV7 31018 66276 3.64% 0.303%
11 8.659 8990 897 906 rVV 597019 1023055 56.24% 4.681%
12 8.753 906 913 919 rVB 217000 350713 19.28% 1.605%
13 8.835 921 927 934 rVB 41812 74278 4.08% 0.340%
14 8.912 934 940 944 rBV2 57305 101351 5.57% 0.464%
15 8.988 944 953 958 rVV3 135573 311899 17.14% 1.427%
16 9.076 961 968 974 rBV 49773 86639 4.76% 0.396%
17 9.141 974 979 984 rVB3 19316 32101 1.76% 0.147%
18 9.217 984 992 995 rBV7 7525 16077 ©0.88% 0.074%
19 9.288 997 1004 1011 rVB9 16170 48236 2.65% 0.221%
20 9.382 1011 1020 1029 rBV2 145279 311737 17.14% 1.426%
21  9.482 1029 1037 1049 rBV3 308880 767509 42.19%  3.512%
22 9.599 1054 1057 1059 rVVv3 10222 12102 0.67% 0.055%
23 9.623 1059 1061 1066 rVB4 12712 18322 1.01% 0.084%
24 9.717 1070 1077 1083 rBV3 30846 60594  3.33% 0.277%
25 9.911 1103 1110 1117 rVB 323667 535337 29.43% 2.449%
26 10.063 1132 1136 1138 rBV5 9501 14932 0.82% 0.068%
27 10.157 1148 1152 1155 rBV3 22299 34067 1.87% 0.156%
28 10.210 1155 1161 1168 rVB 140349 256541 14.10% 1.174%
29 10.281 1168 1173 1178 rVB5 21564 38299 2.11% 0.175%
30 10.351 1178 1185 1196 rVB2 182269 350768 19.28%  1.605%
31 10.498 1202 1210 1216 rBV 543189 926846 50.95% 4.241%
32 10.610 1225 1229 1234 rBV6 12799 23577 1.30% 0.108%
33 10.663 1234 1238 1242 rVB5 22019 33169 1.82% 0.152%
34 10.739 1244 1251 1257 rBV2 231496 424333 23.33% 1.942%
35 10.951 1280 1287 1295 rBV7 17340 49269 2.71% ©0.225%
36 11.015 1295 1298 1300 rVV3 18606 28123 1.55% 0.129%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION
37 11.080 1301 1309 1313 rvv3 80691 215133 11.83% 0.984%
38 11.133 1313 1318 1326 rVV3 146694 351689 19.33% 1.609%
39 11.209 1326 1331 1337 rVB 62839 109393 6.01% 0.501%
40 11.286 1337 1344 1354 rBV2 192774 390516 21.47% 1.787%
41 11.456 1368 1373 1375 rBV6 16432 22416 1.23% 0.103%
42 11.497 1377 1380 1386 rVB4 26477 45396 2.50% 0.208%
43 11.591 1391 1396 1401 rBV6 10770 19285 1.06% 0.088%
44 11.750 1410 1423 1433 rBV3 172215 432344 23.77% 1.978%
45 11.979 1458 1462 1463 rVV3 15287 16524 0.91% 0.076%
46 12.014 1463 1468 1475 rVB 72029 121969 6.70% 0.558%
47 12.114 1479 1485 1487 rBV5 10659 20586 1.13% 0.094%
48 12.143 1487 1490 1494 rVWVW5 13444 17915 0.98% 0.082%
49 12.202 1494 1500 1510 rVV5 43926 99620 5.48% 0.456%
50 12.326 1517 1521 1528 rVB3 56169 105545 5.80% 0.483%
51 12.402 1530 1534 1540 rVvB2 38595 63681 3.50% 0.291%
52 12.478 1540 1547 1549 rBvV3 46303 81835 4.50% 0.374%
53 12.519 1550 1554 1559 rVB2 75124 118246 6.50% 0.541%
54 12.572 1559 1563 1566 rBv4 13081 17871 0.98% 0.082%
55 12.643 1571 1575 1576 rBV2 10909 12462 0.69% 0.057%
56 12.772 1592 1597 1604 rBVS8 18157 35559 1.95% 0.163%
57 12.843 1604 1609 1616 rVB9 17682 33323 1.83% 0.152%
58 12.913 1616 1621 1624 rBV 28368 49705 2.73% 0.227%
59 12.995 1630 1635 1639 rBV5 44254 75523 4.15% 0.346%
60 13.148 1655 1661 1662 rBv4 29608 43422 2.39% 0.199%
61 13.401 1699 1704 1708 rBV5 16036 33796 1.86% 0.155%
62 13.436 1708 1710 1725 rVB8 31871 86004 4.73% 0.394%
63 13.642 1736 1745 1746 rBV7 16243 34967 1.92% 0.160%
64 13.700 1753 1755 1759 rVB5 12312 14651 0.81% 0.067%
65 13.759 1760 1765 1769 rVB4 27207 43262 2.38% ©0.198%
66 13.836 1777 1778 1784 rVB6 14592 21542 1.18% 0.099%
67 13.906 1784 1790 1796 rBV4 56754 117194 6.44% 0.536%
68 14.082 1810 1820 1822 rBV6 78051 173550 9.54% 0.794%
69 14.235 1843 1846 1850 rVB6 14862 21092 1.16% 0.097%
70 14.317 1852 1860 1869 rBV 588991 928772 51.05% 4.250%
71 14.470 1884 1886 1888 rVV3 15875 18640 1.02% 0.085%
72 14.505 1888 1892 1898 rVB6 36135 57315 3.15% 0.262%
73 14.629 1906 1913 1927 rW 616658 974960 53.59% 4.461%
74 14.734 1927 1931 1934 rVB5 13381 16558 ©0.91% 0.076%
75 14.828 1943 1947 1950 rBV5 10769 19297 1.06% ©.088%

76 14.922 1957 1963 1970 rVB 215145 341507 18.77%  1.563%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION
77 15.069 1983 1988 1991 rBV5 25192 41584  2.29% ©.190%
78 15.269 2019 2022 2028 rVB7 18282 31141 1.71% 0.142%
79 15.387 2035 2042 2051 rBV 147278 259742 14.28% 1.188%
80 15.622 2077 2082 2086 rBV5 8564 17203 0.95% 0.079%
81 15.669 2086 2090 2093 rBV2 33969 55340 3.04% 0.253%
82 15.910 2125 2131 2137 rBV 822077 1256353 69.06% 5.748%
83 16.015 2144 2149 2158 rVB 294312 453733 24.94% 2.076%
84 16.262 2181 2191 2196 rBV5 22510 60748 3.34% 0.278%
85 16.438 2215 2221 2226 rBV2 83004 137139 7.54% 0.627%
86 16.620 2247 2252 2255 rBV7 11464 19752 1.09% 0.090%
87 17.002 2312 2317 2320 rBV6 10928 19922 1.10% 0.091%
88 17.337 2370 2374 2378 rVB7 8658 11606 0.64% 0.053%
89 17.378 2378 2381 2387 rBV8 10523 15165 0.83% 0.069%
990 17.672 2425 2431 2441 rBV 269689 430841 23.68% 1.971%
91 17.772 2441 2448 2456 rBV 922738 1507242 82.85% 6.896%
92 17.978 2480 2483 2489 rBV8 7303 12632 0.69% 0.058%
93 18.495 2565 2571 2581 rBV 277965 443831 24.40% 2.031%
94 19.611 2757 2761 2764 rBV5 22963 33751 1.86% 0.154%
95 19.752 2781 2785 2792 rBV2 98550 145499 8.00% 0.666%
96 20.046 2829 2835 2843 rBV 1254821 1819205 100.00%  8.324%
97 21.532 3084 3088 3095 rVB2 144816 230500 12.67% 1.055%
98 21.991 3161 3166 3173 rVB 214325 379047 20.84% 1.734%
99 25.293 3719 3728 3741 rVB3 474123 1447253 79.55% 6.622%
106 25.539 3764 3770 3782 rVB4 143999 435121 23.92% 1.991%

Sum of corrected areas: 21855471
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059197.D\data.ms
1200000

1000000

800000

8.659

600000 10.498

400000 0482 9.911

200000 11528611750

4.041
4.253 5.557 7.032"° ¢
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\" L L Y L B T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059197.D\data.ms

20.046
1200000

1000000 17.772

15.910
800000

600000

400000

015 17672 18.495 21.991
21532
200000

19.752
6.2696.6207.0007 378 || 17.978 196

O e A e e e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059197.D\data.ms

1200000
1000000
800000
600000 25.293
400000

200000 5.539

STV SO,

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.383  38.10 ng/ul 260819 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 850 (8.383 min): BG059197.D\data.ms (-845) (-) m/z 105.05 100.00%
105.1
5000
R A RAR RN
39 | 8.00 8.20 8.40 8.60 8.80
Ok 2748 8786 5440 n7 120.10  44.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10691: Mesitylene
105.0
5000 | LN R B

8.00 8.20 8.40 8.60 8.80
m/z 77.10 14.77%

39.0
O‘\\J\J#%‘W“\h\\\‘l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 91.05 9.97%
3901
B e T R R o s o R n e SO
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10728: Benzene, 1-ethyl-4-methyl- P
105.0 8.00 8.20 8.40 8.60 8.80
m/z 106.10 8.84%
5000
S IPIRNBNY Y S S N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 wunknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.565 9.68 ng/ul 66276 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenenitrile 67 C4H5N 004786-20-3 35
2 Pyrazine, methyl-, 1-oxide 110 CS5HEN20 031396-35-7 35
3 2-(Cyclopenten-1-yl)acetic acid 126 C7H1002 013668-61-6 27
4 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 18
5 Bicyclo[3.1.1]heptan-2-one 116 C7H100 017159-87-4 18
Abundance Scan 881 (8.565 min): BG059197.D\data.ms (-873) (-) m/z 119.10 100.00%
119.1
39.1
5000
226.0 540.¢ 8.20 8.40 8.60 8.80
ol el m/z 67.05 98.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #452: 2-Butenenitrile
41.0
5000
8.20 8.40 8.60 8.80
\ { m/z 110.60  82.08%
O‘\“\l\ “‘\lh\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6439: Pyrazine, methyl-, 1-oxide
110.0
8.20 8.40 8.60 8.80
5000/ 390 m/z 39.18  58.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12777: 2-(Cyclopenten-1-yl)acetic acid
67.0 8.20 8.40 8.60 8.80
m/z 41.05 53.43%
5000

INE:S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.659 149.44 ng/ul 1023060 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 58
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 55
Abundance Scan 897 (8.659 min): BG059197.D\data.ms (-890) (-) m/z 117.10 100.00%
117.1
5000
B ARREEE L
58.0 ‘ 8.40 8.60 8.80 9.00
of b la i f 1629 2096 3148 374. y,; 918,10 53.57%
m/z--> 0 50 100 150 200 250 300 350
Abundance #10179: Indane
117.0
5000 L B I L LA I LN L

8.40 8.60 8.80 9.00
m/z 115.10 32.72%

39.0
0 \\“\“\}H\‘M\“\‘\“‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #10181: Indane
117.0
8.40 8.60 8.80 9.00
5000 ITI/Z 91.10 14 .86%
63.0
] T
m/z--> 0 50 100 150 200 250 300 350
Abundance #10197: Benzene, cyclopropyl-
117.0 8.40 8.60 8.80 9.00
m/z 57.70 10.07%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Benzene, 1,3-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.753 51.23 ng/ul 350713 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
Abundance Scan 913 (8.753 min): BG059197.D\data.ms (-906) (-) m/z 119.10 100.00%
119.1
5000
VIGEUA VA DA WY
39.1 ‘ ‘ 8.40 8.60 8.80 9.00
ol g 4 . AL 2865 MO n7 1e5.10  91.56%
miz--> 5 100 150 200 250 300 350 400
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000
8.40 8.60 8.80 9.00
m/z 134.05 51.66%
39.0 ‘
0 \\h\‘\“‘“‘\H\M\\“‘\H \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17034: Benzene, 1,3-diethyl-
119.0
e
8.40 8.60 8.80 9.00
5000 m/z 91.10 27.92%
39.0 ‘
ol “““MM‘MH‘ , e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #17027: Benzene, 1,4-diethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.10 16.31%
5000
41.0
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 1Indene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.835 10.85 ng/ul 74278  1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91

4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 91

Abundance Scan 927 (8.835 min): BG059197.D\data.ms (-921) (-) m/z 115.10 100.00%

1151
5000
63.1

8.60 8.80 9.00 9.20

om‘HH\um‘w“mJu‘u_m“m_HWH‘_‘wawz‘?ﬂxj m/z 116.10  81.74%
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #9543: Indene
116.0
5000 \\\\‘\\\A’\\\A\\\\’\\\

8.60 8.80 9.00 9.20
m/z 63.10  15.35%

63.0
\\\z‘z9‘\\HH““\‘\\‘\‘\H\‘H\“‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #9544: Benzene, 1-propynyl-
115.0

8.60 8.80 9.00 9.20

o

5000 m/z 89.00 13.95%
63.0
L U AU N E
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #9550: 3-Methylphenylacetylene
115.0 8.60 8.80 9.00 9.20

m/z 117.10 8.43%

5000

63.0

27.0,
o‘H‘H‘w‘Jhu“‘mm‘“"‘Hu“‘H"HWHWWWWWW S EREEMASES

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.912 14.80 ng/ul 101351 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
Abundance Scan 940 (8.912 min): BG059197.D\data.ms (-934) (-) m/z 105.05 100.00%
105.1
5000
510 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
" | ‘ | .y 8.60 8.80 9.00 9.20
- oo ,M e m/z 119.10  83.02%
miz-> 50 100 150 200 250 300
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 \\‘A\\‘\\\\‘\\\\‘\\\\‘
8.60 8.80 9.00 9.20
m/z 134.05 50.15%
390 70
0 \“\ ‘\‘ i‘“”\m\‘”\ i "M\H‘! \‘\ LA B B B B By
miz--> 50 100 150 200 250 300
Abundance #17026: Benzene, 1,2-diethyl-
105.0 /\/\ A
R ABEmaEE
8.60 8.80 9.00 9.20
5000 m/z 91.10 26.78%
39.0 J
NI =70 1 O
miz--> 50 100 150 200 250 300 j\
Abundance #17032: Benzene, 1,2-diethyl- “_““‘/&3_““““
119.0 8.60 8.80 9.00 9.20
m/z 51.00 15.78%
5000
77.0
B S S POV VA VY W
m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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@ Benzene, (1-methylpropyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.076 12.66 ng/ul 86639 1,4-Dichlorobenzene-d4 8.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 83
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 80
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 76
Abundance Scan 968 (9.076 min): BG059197.D\data.ms (-961) (-) m/z 105.10 100.00%
105.1
5000

 AANEREEAE e R

391 s40. 8.80 9.00 9.20 9.40
bl 2208 8887 %49 17 134.05  19.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17039: Benzene, (1-methylpropyl)-

105.0
5000 \\\‘\/\\/\\‘\/\\\\’\\\\‘\/\\\\
8.80 9.00 9.20 9.40
m/z 79.10 10.68%
219 1]
O‘\\11’\‘\\1‘\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
8.80 9.00 9.20 9.40
5000 m/z 77.10 9.63%
390 || ‘
O RN R R R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17047: Benzene, (1-methylpropyl)-
105.0 8.80 9.00 9.20 9.40
m/z 106.10 7.38%
5000
27.0
0“wb}mujﬁ‘ww"H‘H“_“W‘H“H“M“W‘H“H“M A&AﬂﬂﬁﬂA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 4,7-Methanoindene, 3a,4,5,6... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.288 7.05 ng/ul 48236 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14 002825-86-7 72
2 5-Allyl-2-norbornene 134 C1leH14 031663-53-3 72
3 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C10OH14 004488-57-7 72
4 4,7-Methano-1H-indene, 2,3,3a,4,... 134 CloH14 002826-19-9 64
5 Bicyclo[2.2.1]hept-2-ene, 5-meth... 106 C8H10 000694-91-7 59

Abundance Scan 1004 (9.288 min): BG059197.D\data.ms (-997) (-) m/z 66.10 100.00%

66.1
5000
“ 133.9 21985763 516.i 9.00 9.20 9.40 9.60
0; UWHW‘H‘w‘!H_M‘H,‘Mwwww‘” m/z 67.10  33.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17137: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, e
66.0
5000
9.00 9.20 9.40 9.60
m/z 91.10 32.85%
134.0
O \\‘\\\L‘h\\“}\h‘l\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17016: 5-Allyl-2-norbornene
66.0
9.00 9.20 9.40 9.60
5000 ITI/Z 51.00 24.20%
ST Y e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17121: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene R RRaRERE R
66.0 9.00 9.20 9.40 9.60
m/z 40.10 23.98%
5000
134.0
0 HkMWLMJwMW‘_“w“‘w“u,“u“u“‘u“u“‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.382 45.54 ng/ul 311737 1,4-Dichlorobenzene-d4 8.295

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 87
5 p-Cymene 134 C1oH14 000099-87-6 87
Abundance Scan 1020 (9.382 min): BG059197.D\data.ms (-1011) (-) m/z 119.10 100.00%
119.1
5000
51.0 l ‘ 9.00 9.20 9.40 9.60 9.80
Obrrrbpd b gl 2045 2688 45835136 /7 134.e5  32.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16997: o-Cymene
119.0
5000 M/\,“A,/\j
9.00 9.20 9.40 9.60 9.80
m/z 91.10 17.85%
41.0 ‘ ‘
O‘\\‘\U’M\ﬂ\k\‘\“‘h\u ‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 117.10 16.09%
19, |
0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e AR REEaE RE o
119.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 9.03%
5000
-
T8
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 1,3,8-p-Menthatriene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.717 3.45 ng/ul 60594  Naphthalene-d8 11.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 80
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 76
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 74
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 74
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 74
Abundance Scan 1077 (9.717 min): BG059197.D\data.ms (-1070) (-) m/z 119.10 100.00%
119.1
5000 A /\
PN -
77.
39 ﬂ 235.6 355, 9.50 10.00
0 “‘W“‘WK“NNW‘L‘W‘%gqﬁ‘ e m/z 134.05  28.50%
m/z--> 50 100 150 200 250 300 350
Abundance #17023: 1,3,8-p-Menthatriene
119.0
5000 /\ P A
9.50 10.00
m/z 91.00 18.99%
40 |
0\\\\“\“\‘\\“\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
o L AN
950 10.00
5000 ITI z 77.00 12.71%
7
soani
I W N U
m/z--> 50 100 150 200 250 300 350
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0 9.50 10.00
m/z 115.10 11.45%
5000
obib il f Ul U
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.911 30.44 ng/ul 535337 Naphthalene-d8 11.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 1110 (9.911 min): BG059197.D\data.ms (-1103) (-) m/z 119.05 100.00%
119.1
5000
/\ T ‘ T
39.1 ‘ 10.00
Okt bl L) 1916 2926 4151468 ./, 134.05  43.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 = U
10.00
m/z 91.10 15.83%
39.0 ‘
O\\l\J\““W‘\“\!“‘\HT‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 ANJJX
VAN NS ASWTAN
10.00
5000 ITI/Z 120.10 9.82%
39.0 ‘
o bbbl b o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16997: o-Cymene A g P
119.0 10.00
m/z 133.05 8.71%
5000
41.0 ‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 18 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.351 19.95 ng/ul 350768 Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 1185 (10.351 min): BG059197.D\data.ms (-1178) (- | m/z 117.10 100.00%
117.1
5000 A
51.0 ‘ ‘ 1000 1050
obrhpdado 2563 33490 ALl 935 65 42.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
1000 1050
m/z 115.10 25.74%
39.0 ‘
O \‘\‘\““\‘m\“\\"\‘\‘“\‘\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #16106: 3-Phenylbut-1-ene AJ\
117.0
J\\ \
10.00 10.50
5000 m/z 131.05 20.86%
39.0 ‘ ‘
ok bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 10.00 10.50
m/z 91.10 11.88%
5000
i ‘ ‘ A\ﬁ]\
Y U I
m/z--> 50 100 150 200 250 300 350 400 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.498 52.71 ng/ul 926846  Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 89
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 76
Abundance Scan 1210 (10.498 min): BG059197.D\data.ms (-1202) (- | m/z 117.10 100.00%
117.1
5000 /\ /\
A
571 ‘ H 10.50
Ok L2903 4258 534 ., 119.10  42.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 \j\\" T T T T \/\\
10.50
51.0 m/z 132.05 39.06%
O’\\J\J\‘JH\H\JITJT‘T”\ JlT\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16113: 2,4-Dimethylstyrene
117.0
A
10.50
5000 m/z 115.10 28.94%
39.0
AINTIN | E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ﬁj\
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl- el
117.0 10.50
m/z 91.10 21.39%
5000
51.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 21 Benzene, 1-methyl-2-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.080 12.23 ng/ul 215133  Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
2 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 91
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
Abundance Scan 1309 (11.080 min): BG059197.D\data.ms (-1301) (- | m/z 131.05 100.00%
131.1
o M\k
91.1
391 650 ‘ 11.00
o‘,uH“m‘mlm“_u‘wmhh‘_m"m”l“?\?uq“l‘?“"i m/z 146.05  26.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0
5000
910 11.00
m/z 115.10 17.48%
39.0 65.0
O\’\‘\\\“\\‘\\“\‘\\\‘\\‘}\‘m\\H““\‘l‘l\‘\H\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0
11.00
5000 m/z 91.10 15.34%
91.0
39.0 ‘
650
m/z--> 20 40 60 80 100 120 140 160 180 J\ )\ ﬁ&ﬁ
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- " 2
131.0 1100
m/z 129.05 13.95%
5000
91.0
39.0 ‘
65.0
0‘,“‘H“H‘H“:‘m“‘m‘H‘HQ_““I"MHWHWH ‘ w/\‘ L A R
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 22 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.209 6.22 ng/ul 109393  Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
Abundance Scan 1331 (11.209 min): BG059197.D\data.ms (-1326) (- | m/z 131.05 100.00%
131.1
5000
51.0 ‘ 11.00 11.50
- nw i 2083 %9 s 146.00  26.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 —— ppLid
11.00 11.50
m/z 114.95 16.49%
0 \\aTJ‘l
m/z--> 50 100 150 200 250 300 350 400
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
11.00 11.50
5000 m/z 91.00 14.58%
39.0
I O
m/z--> 50 100 150 200 250 300 350 400 )\ ow«$J
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- Ly o
131.0 1100 1150
m/z 132.05 14.00%
5000
0 “‘\H“NW“‘M“"‘H"_m_wwm_m_m
m/z--> 50 100 150 200 250 300 350 400 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 24 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.750  24.59 ng/ul 432344  Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H10e0 006351-10-6 87
2 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 86
3 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 81
4 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 81
5 Benzaldehyde, 3,4-dimethyl- 134 CS9H1e0 005973-71-7 53

Abundance Scan 1423 (11.750 min): BG059197.D\data.ms (-1410) (- | m/z 133.05 100.00%
13

8.1
5000 /L
51.1 Lo oo
‘ ‘ 1 1 11.50 12.00
ol hililhid, 2512 341.23048 456.7 ./, 134,95  48.88%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #17568: 1H-Inden-1-ol, 2,3-dihydro-
1338.0
5000 A - 1
770 11.50 12.00
" ‘ m/z 117.10 31.06%
O \L\ "\ !“( l‘ ““\ “\ \‘ T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17579: 1H-Inden-5-ol, 2,3-dihydro-
133.0
AR I
11.50 12.00
5000 ITI/Z 115.10 30.71%
77.0
AR -
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro-
138.0 11.50 12.00
m/z 105.10 24.29%
5000
i JMWJV%
o win /\‘AM‘ AW

m/z--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 25 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.014 6.94 ng/ul 121969 Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 95
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93

Abundance Scan 1468 (12.014 min): BG059197.D\data.ms (-1463) (- | m/z 131.05 100.00%

131.1
|
P e
69.0 | 2651 334.5 4595 536 12.99
Obrppaib bl 26513345 4595 536. . 946 00  41.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\A/\m/M :
12.00
m/z 145.05 17.06%
27.0
O‘\‘\‘LL‘ih\h\”\\‘THW}HI1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 N\
T T \w ‘ T \A ‘
12.00
5000 ITI/Z 115.00 16.24%

o

39.0
M‘HwﬂijhlW‘”‘M“W‘”‘\”‘W‘”‘\”‘W“”!”“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /MﬂAVMA
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- sl et gl S
131.0 12.00
m/z 132.00 15.27%

5000

39.0
[o ‘\ .L L ‘ y “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 26 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.202 5.67 ng/ul 99620 Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 95
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87

Abundance Scan 1500 (12.202 min): BG059197.D\data.ms (-1494) (- | m/z 131.05 100.00%
131.1

5000 j\
el P el
Slj'o mn 272.1 442.7 504. 12.00 12.50
Ob bl b efEn SO m/z 146.00  36.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
co00 \ Mw
12.00 12.50
m/z 128.00 23.54%
39.0 ‘
0\\L\L‘!"\"‘\J‘\l\“‘h\‘lwl‘ f“‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
12.00 12.50
5000 ITI/Z 129.05 20.95%
7.
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 J«
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- WTARIERY ‘ ‘W
131.0 12.00 12.50

m/z 115.05 17.14%

5000
m Mk
0 J.HIHJ‘\M L e e R

\\\\‘\\\\‘l\\ \“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 27 unknown-02 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.326  6.00 ng/ul 105545 Naphthalene-ds 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro-2-met... 148 CloH120 017496-18-3 38

2 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1@H10 034324-40-8 30
3 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 30
4 Benzene, 1l-cyclobuten-1-yl- 130 C10H10 003365-26-2 30
5 Benzene, 1-cyclobuten-1-yl- 130 C1oH1e 003365-26-2 30

Abundance Scan 1521 (12.326 min): BG059197.D\data.ms (-1517) (-

m/z 147.05 100.00%

147.1
5000 j\
AAt L
12.00 12.50
206.4267.5 350.4 537.
0“H‘WM‘WWM‘ e e e m/z 148.20 68.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26306: 1H-Inden-1-ol, 2,3-dihydro-2-methyl-
14y.0
5000 A ‘N /ﬂ\ﬁ‘ T Wm/\
12.00 12.50
m/z 129.00  55.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene M‘J\‘
129.0
ik — . ‘MM/
12.00 12.50
5000 ITI/Z 130.00 44 ,05%
51.0
o_ulwl‘""l*ﬂ‘“‘ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 A h
Abundance #26923: 2-Propenoic acid, 3-phenyl- il ‘ANA‘ e h ‘VHAQ ‘
147.0 12.00 12.50
m/z 91.05 43.18%
5000
77.0
T YY1 ot VLY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:17:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 29 Benzene, (1-methyl-1-butenyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.478 4.65 ng/ul 81835 Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 93
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 1547 (12.478 min): BG059197.D\data.ms (-1540) (- | m/z 131.05 100.00%
131.1
11 wl s\t
39.0 651 | ‘ ‘ H | 1601 12.50
Y O T Y PR | Y O m/z 146.05  38.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 T AM T T /\'\‘/Vw\\ /\\J
12.50
91.0 m/z 115.85 18.54%
390 640 ‘
0 \\\’\‘\ T \“‘\ \“i‘\ ‘W\ T \“‘ T \“\ T ‘;L\‘]Towlwb‘ \‘M T T R
miz--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
wpal Y TR
91.0 12.50
5000 m/z 129.00 16.16%
51.0
T L ol
P T Y I | Y N
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- / ‘ ‘Mm/‘w
131.0 12.50
m/z 91.10 16.05%
5000
39.0 91.0
R i N .1 Y N INA
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG@59197.D

Acqg On : 26 Sep 2023 14:19

Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 30 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.519 6.72 ng/ul 118246  Naphthalene-d8 11.139
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-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 83
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
4 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 62
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 62

Abundance Scan 1554 (12.519 min): BG059197.D\data.ms (-1550) (- | m/z 132.05 100.00%
132.1
5000 78.1 IAW
L
39_4 ‘ 12 50
NI W W L 701 2181 304 47 led.es  97.23%
miz--> 50 100 150 200 250 300
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 o :
12.50
51.0 m/z 103.10 56.72%
O ‘ “ “ \“ \H“\ \ ‘\ T \‘ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 100 150 200 250 300
Abundance #16682.1H4nden4:one,23—dMydr0—
132.0
ot by pasn
12.50
5000 m/z 78.10 43.21%
51.0
m/iz--> 50 100 150 200 250 300
Abundance #16679: 2H-Inden-2-one, 1,3-dihydro-
104.0 12.50
m/z 51.05 38.91%
5000
51.0
o““ L — L
m/z--> 50 100 150 200 250 300 12.50

SFAM-EPA-BG091923.MA.M Wed Sep 27 17:17:15 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 32 Ethanone, 1-(4-ethylphenyl)- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.913 2.83 ng/ul 49705 Naphthalene-d8 11.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 87
2 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 87
3 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 83
4 3-Isopropylbenzaldehyde 148 C10H120 034246-57-6 83
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 83
Abundance Scan 1621 (12.913 min): BG059197.D\data.ms (-1616) (- | m/z 133.05 100.00%
5000
431 71 TBTSERVAS fAW
‘ 229.2 13.00
0" e b e e m/z 105.10  85.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26240: Ethanone, 1-(4-ethylphenyl)-
133.0
5000 MM —
105.0 13.00
79.0 : %
510 H m/z 148.05 26.20
0 \H’\‘\‘\\“"H“\‘\“‘”\\”\“HH‘\\“h‘\u‘\u‘\“\‘u‘\H\‘HH‘HH‘HH‘HH|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26282: Ethanone, 1-(2,4-dimethylphenyl)-
133.0 A
ARPAN A WA VYL
13.00
5000 105.0 m/z 77.10  25.35%
430 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 L
Abundance #26284: Ethanone, 1-(2,4-dimethylphenyl)- — ‘ N
133.0 13.00
m/z 103.10 24.63%
105.0
5000
77.0
43.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 34 unknown-03 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

13.436  s5.04 ng/ul 86004 Acenaphthene-d16 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual

3,3-Dimethyl-oxiran-2-yl)-5-e... 193 C11H15NO2 1010194-37-5 35
cetyl 3-ethylpyrazine 150 C8H10N20 032974-92-8 27
-Cyclopropanedicarbonitrile, ... 210 C14H14N2 074764-41-3 27
»7-[1,2,3]Propanetriylbenzofu... 194 C11H1403 015782-94-2 27
yclohexen 1-one, 3-methyl-6-(... 150 C10H140 000491-09-8 27

uipHh wWN R
NU'II—‘NN
-
ﬁUJI—‘DA

Abundance Scan 1710 (13.436 min): BG059197.D\data.ms (-1708) (- | m/z 105.10 100.00%
105.1
39.0
w J/\MM
; Ll
L o ik o
ol Lt N A A 63.46%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #67908: 2-(3,3-Dimethyl-oxiran-2-yl)-5-ethyl-pyridin-1-oxi
107.0
5000
13 50
43.0 60.98%
0 ‘f\hJAVWV‘\\l];7180’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28142: 2-Acetyl-3-ethylpyrazine
107.0
13 50
5000 53.56%
43.0 ‘ ‘
obdbod i b
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87536: 1,1- Cyclopropaned|carb0n|tr||e 2-(1-methylethyl
132.0 13.50
m/z 150.05 52.89%
5000 M
51.0 /\//U\
obtfubbed oo il
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 37 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.986  6.86 ng/ul 117194 Acenaphtheme-dio 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 conte 000160-80-1 87

2 7-Methylindan-1-one
3 Benzene, 1-propenyl-

4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118

5 Benzene, 1-propenyl-

118

C10H100
C9H10
C9H10
C9H10

039627-61-7 76
000637-50-3 70
055337-80-9 55
000637-50-3 55

Abundance Scan 1790 (13.906 min): BG059197.D\data.ms (-1784) (- | m/z 117.10 100.00%
117.1
5000
39.1 m\ B
77.0 164.1 tT ‘14 00‘
UL 2070 348. : .
(o e m/z 146.05 91.98%
mi/z--> 50 100 150 200 250 300 350
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0
5000 \\ A\ M/‘\ T ‘ T T A/}
14.00
39.0 m/z 118.10 71.97%
‘ 77.0
O\\‘\‘i}L‘\“M\mh\‘N‘“\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
mi/z--> 50 100 150 200 250 300 350
Abundance #24911: 7-Methylindan-1-one
146.0
14.00
5000 ITI/Z 91.05 42.18%
91.0
39.0
VYT U W
m/z--> 50 100 150 200 250 300 350 f\
Abundance #10187: Benzene, 1-propenyl- 7
117.0 14.00
m/z 119.10 34.88%
5000
39.0
‘ 77.0
oldbdg A AvSE
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 38 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.082 10.16 ng/ul 173550  Acenaphthene-di10 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Aminostyrene 119 C8HSN 001520-21-4 38
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 38
3 N-(m-Toluoyl)glycine 193 C10H11NO3 027115-49-7 35
4 Benzamide, 2-methyl-N-methyl-N-h... 233 C15H23NO 1000421-45-0 35
5 o-Cymene 134 C1oH14 000527-84-4 35

Abundance Scan 1820 (14.082 min): BG059197.D\data.ms (-1810) (- | m/z 119.05 100.00%

119.1
5000
39.1 T 1
il
ob bbb JM Aj 2161 s2a4 4704 L 9116 47.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10382: 4-Aminostyrene
119.0
5000 —r—
14.00
m/z 164.10 47.27%
65.0
0 14-9)\\\ . \n\‘\ ol )]

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121381: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned

—

119.0
by
14.00
5000 m/z 117.10 41.99%
41.0
Ll 1780
0+t e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67537: N-(m-Toluoyl)glycine el ‘
119.0 14.00
m/z 105.05 30.24%
5000
65.0
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 40 Indane-5-carboxylic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.387 15.21 ng/ul 259742  Acenaphthene-di10 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane-5-carboxylic acid 162 C10H1e02 065898-38-6 94
2 Indane-5-carboxylic acid 162 C10H1002 065898-38-6 91
3 3-Butenoic acid, 4-phenyl- 162 C10H1002 002243-53-0 80
4 trans-4-Phenyl-3-butenoic acid 162 C10H1002 001914-58-5 72
5 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 53

Abundance Scan 2042 (15.387 min): BG059197.D\data.ms (-2035) (- | m/z 117.05 100.00%

117.1
5000
63.0 15.00 15.50
Ofrr bk 1, 2088 4828 49607 115,05 42.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #37566: Indane-5-carboxylic acid
11v.0
5000 T —
15.00 15.50
m/z 162.05 35.16%
39.0
O \\\J\‘iw\h\l\lj‘Wl\\\“Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #37567: Indane-5-carboxylic acid
117.0 A
5 ey
15.00 15.50
5000 ITI/Z 118.10 13.18%
63.0
o+ o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #37570: 3-Butenoic acid, 4-phenyl-
117.0 15.00 15.50
m/z 91.10 10.13%
5000
39.0
0 Huhﬁqu‘hn‘u“_“W“H‘H“_“W“H‘H“_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 42 4-Indancarboxylic acid, 7-m... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.262 3.56 ng/ul 60748  Acenaphthene-di0 14.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 86
2 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 58
3 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 53
4 (Indazol-1-yl)acetic acid 176 C9H8N202 1000315-94-2 49
5 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 46
Abundance Scan 2191 (16.262 min): BG059197.D\data.ms (-2181) (- | m/z 131.05 100.00%
131.1
176.1
5000 W
510 40 ML L L
m 2671 317 16.00 16.50
] uly ‘H e Lk, e m/z 176.10  57.01%
miz--> 50 100 150 200 250 300
Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
131.0
5000 176.0 A —
16.00 16.50
910 m/z 158.10  31.05%
O T T \ “‘ \”‘ \‘ ‘h‘\ f 0 H ‘ T ‘ “\‘ \“\ T ‘ T L T ‘ T T L ‘ L
miz-> 50 100 150 200 250 300
Abundance #50658: 3-Pentenoic acid, 4-phenyl-
131.0
16.00 16.50
176.0 9
5000 91.0 m/z 91.00 29.29%
51.0 ‘
oL \H\M‘m“\‘ b ‘H\\h“ .
m/iz--> 50 100 150 200 250 300
Abundance #50759: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrg e ——
131.0 16.00 16.50
176.0 m/z 116.90  25.10%
5000 91.0
51.0
0 “h‘ \‘MMM‘\“‘ ‘\H\“\‘ H‘\ H‘\ \M \‘ M‘\ \“\ “‘ I S e ——
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_G\Data\BG092623\
Data File : BG@59197.D

Acqg On : 26 Sep 2023 14:19

Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 43 4-Pentenoic acid, 5-phenyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
16.438  6.37 ng/ul 137139  Phenanthreme-dio 17.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-pentenoic acid, S-phenyl- 176 cl1mi202 028525-69-1 52

2 Benzene, 1,1'-(2-butene-1,4-diyl... 208 C1l6H16
3 Benzeneethanol,
4 2-Methylindene
5 Phenyl trans-2-phenyl-1-cyclopro... 274 C15H1403S

.beta.-ethenyl- 148 C10H120
130 C10H10

013657-49-3 50
006052-63-7 43
002177-47-1 43
017299-18-2 38

Abundance Scan 2221 (16.438 min): BG059197.D\data.ms (-2215) (- | m/z 117.10 100.00%
117.1
5000
190.1 N
63.0 16.50
ol g ‘A‘ o] 208 2920z 130.05  85.58%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #50665: 4-Pentenoic acid, 5-phenyl-
117.0
M, M,
5000 176.0 T
16.50
45.0 m/z 115.10 53.82%
0 “"““'ihl‘|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85413: Benzene, 1,1'-(2-butene-1,4-diyl)bis-
117.0
—
16.50
5000 ITI/Z 131.00 19.06%
65.0 ‘ 208.0
BT O N ——
m/z--> 50 100 150 200 250 300 350 400 450 JWMM
Abundance #26260: Benzeneethanol, .beta.-ethenyl- ey —HhhG i
117.0 16.50
m/z 91.05 18.58%
5000
65.0
0‘u\phhw‘H‘WH‘w“u“u‘_“w“u‘u“_“w { —
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 44 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.495 20.60 ng/ul 443831  Phenanthrene-d10 17.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80
Abundance Scan 2571 (18.495 min): BG059197.D\data.ms (-2565) (- | m/z 43.10 100.00%
5000
129.1
213.2 R
T h ]171 1 ‘ 256 1 18.50
I — ‘u bl L [ 177209.4 4000y, 6p.10 91.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T
18.50
m/z 73.10 89.46%
Ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
e
18.50
5000 129.0 m/Z 55.10 84.37%
H 171.0213.0256.0
me‘ H‘w\h”\‘u‘\m\"“\““‘\H"\HH‘HH‘HH“
m/z--> 5 100 150 200 250 300 350 400
Abundance #143509: n-Hexadecanoic acid P
43.0 18.50
m/z 57.10 78.31%
5000 256.0
129 0
= ““ ‘ “H‘\‘H\ A “ “ “‘H‘ “\‘ — "‘ e M
m/z--> 5 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 45 Octadecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.752 6.75 ng/ul 145499  Phenanthrene-di10 17.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 2785 (19.752 min): BG059197.D\data.ms (-2781) (- m/z 43.10 100.00%

43.1
5000

7
473 19.50 20.00
oL : m/z 57.10  98.29%

| .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179092: Octadecanoic acid

43.0

5000 liads
129.0 284.0 19.50 20.00
m/z 60.05  81.88%

H 185.0
O‘L\wwg&wwﬂwwug“\“‘uML‘J‘“““H““H““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109280: Tetradecanoic acid

73.0

19.50 20.00
5000 129.0 228.0 m/z 73.18 79.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid S ‘ ‘
73.0 19.50 20.00

m/z 55.05 71.11%

5000
129.0
T M}\WWWN
“ Il i ﬂm ‘h\L M a Lo ‘\ | ‘

7 T
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.532 12.16 ng/ul 230500 Chrysene-di2 21.991
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 1-Heptadecene 238 C17H34 006765-39-5 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 3088 (21.532 min): BG059197.D\data.ms (-3084) (- | m/z 57.10 100.00%
57.1
- i\“
111.2 e ‘
2070 21.50
ol A ‘ Mlly ool 30013560 4970 3o o490
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 — :
110 21.50
m/z 55.10 87.52%
o \‘1 ( 41| 167022402800
\\\’\ f\\\’\\!\’\\\\’\\f\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
LN
21.50
5000 m/z 83.10 70.82%
111.0
0 JJ | ” ‘ J\ 1167022302800
- W‘H A B e A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #244232: Cyclotetracosane e
43.0 21.50
m/z 41.10 57.27%
7.0
5000
0 \‘ 1] I “ || [1530210.0265.0 3360
- ,H“W“‘W“‘“‘w“‘w“u,“u,‘u‘,‘u‘,‘ P
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092623\
Data File : BG®59197.D

Acqg On : 26 Sep 2023 14:19
Operator : MA/JU

Sample : 04450-08

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M
Quant Title : SVOA 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|
Mesitylene 8.383 38.1 ng/ul 260819 1 8.295 136920 20.0
unknown-01 8.565 9.7 ng/ul 66276 1 8.295 136920 20.0
Indane 8.659 149.4 ng/ul 1023060 1 8.295 136920 20.0
Benzene, 1,3-di... 8.753 51.2 ng/ul 350713 1 8.295 136920 20.0
Indene 8.835 10.9 ng/ul 74278 1  8.295 136920 20.0
Benzene, 1,2-di... 8.912 14.8 ng/ul 101351 1  8.295 136920 20.0
Benzene, (1-met... 9.076 12.7 ng/ul 86639 1 8.295 136920 20.0
4,7-Methanoinde... 9.288 7.0 ng/ul 48236 1 8.295 136920 20.0
o-Cymene 9.382 45.5 ng/ul 311737 1 8.295 136920 20.0
1,3,8-p-Menthat... 9.717 3.5 ng/ul 60594 2 11.139 351689 20.0
Benzene, 1,2,3,... 9.911 30.4 ng/ul 535337 2 11.139 351689 20.0
1H-Indene, 2,3-... 10.351 19.9 ng/ul 350768 2 11.139 351689 20.90
Benzene, 2-ethe... 10.498 52.7 ng/ul 926846 2 11.139 351689 20.0
Benzene, 1-meth... 11.080 12.2 ng/ul 215133 2 11.139 351689 20.90
1H-Indene, 2,3-... 11.209 6.2 ng/ul 109393 2 11.139 351689 20.0
1H-Inden-1-01, ... 11.750 24.6 ng/ul 432344 2 11.139 351689 20.90
1H-Indene, 2,3-... 12.014 6.9 ng/ul 121969 2 11.139 351689 20.0
1H-Indene, 2,3-... 12.202 5.7 ng/ul 99620 2 11.139 351689 20.0
unknown-02 12.326 6.0 ng/ul 105545 2 11.139 351689 20.0
Benzene, (1-met... 12.478 4.7 ng/ul 81835 2 11.139 351689 20.90
1H-Inden-1-one,... 12.519 6.7 ng/ul 118246 2 11.139 351689 20.0
Ethanone, 1-(4-... 12.913 2.8 ng/ul 49705 2 11.139 351689 20.0
unknown-03 13.436 5.0 ng/ul 86004 3 14.922 341507 20.0
Benzene, 1l-ethe... 13.906 6.9 ng/ul 117194 3 14.922 341507 20.0
unknown-04 14.082 10.2 ng/ul 173550 3 14.922 341507 20.0
Indane-5-carbox... 15.387 15.2 ng/ul 259742 3 14.922 341507 20.0
4-Indancarboxyl... 16.262 3.6 ng/ul 60748 3 14.922 341507 20.0
4-Pentenoic aci... 16.438 6.4 ng/ul 137139 4 17.672 430841 20.0
n-Hexadecanoic ... 18.495 20.6 ng/ul 443831 4 17.672 430841 20.0
Octadecanoic acid 19.752 6.8 ng/ul 145499 4 17.672 430841 20.0
(DEL) Alkane: S... 21.532 12.2 ng/ul 230500 5 21.991 379047 20.0
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