LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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_ P\Methods\SFAM-EPA-BP©90523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16959.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.328 5 7 11 rVB2 248780 273104 0.46% 0.083%
2 3.605 49 54 63 rBv 186252 288135 0.49% 0.087%
3 3.764 78 81 96 rVV 1055843 1747689 2.94% 0.529%
4 4.611 218 225 242 rBV 31586804 59350321 100.00% 17.979%
5 5.816 423 430 441 rBV 153858 249535 0.42% 0.976%
6 5.940 441 451 457 rBV 198076 322130 0.54% 0.098%
7 6.581 548 560 569 rBv2 527683 978331 1.65% 0.296%
8 6.663 569 574 588 rVB 702002 998509 1.68% 0.302%
9 6.828 597 602 609 rVB 178934 269863 0.45% 0.082%
106 7.128 648 653 658 rBV 939961 1530132 2.58% 0.464%
11 7.169 658 660 667 rVB 187124 234355 ©.39% 0.971%
12 7.322 679 686 694 rBV 3222541 4890334 8.24% 1.481%
13 7.5065 708 717 729 rBV 3183260 5052630 8.51% 1.531%
14 7.846 771 775 782 rVB 181487 292724 ©.49% 0.089%
15 7.981 792 798 811 rVV 2878624 4622580 7.79% 1.400%
16 8.246 832 843 853 rBvV2 182808 468977 0.79% 0.142%
17 8.693 912 919 927 rBV 2828782 4583955 7.72% 1.389%
18 8.799 929 937 944 rVW 392826 713784 1.20%  0.216%
19 8.875 945 950 961 rVB2 140170 337224 0.57% 0.102%
20 9.063 976 982 985 rBvV2 213765 348371 ©.59% 0.106%
21  9.181 992 1002 1013 rBV2 3811161 7175470 12.09% 2.174%
22 9.275 1013 1018 1023 rBV2 160565 270196 0.46% 0.082%
23 9.463 1044 1050 1054 rVVv2 158274 278324 0.47% 0.084%
24  9.516 1054 1059 1065 rVV5 112766 229203 ©0.39% 0.069%
25 9.769 1098 1102 1105 rVV 129684 216772 ©.37% 0.066%
26 9.828 1108 1112 1117 rVV2 222289 443022 0.75% 0.134%
27 9.899 1117 1124 1129 rVV 3154026 5190554 8.75% 1.572%
28 9.957 1129 1134 1140 rVV2 276769 676737 1.14%  0.205%
29 10.051 1141 1150 1160 rVB3 176274 415542 0.70% 0.126%
30 10.422 1206 1213 1220 rBV 4926738 7868039 13.26% 2.383%
31 10.493 1220 1225 1231 rVB3 118734 233150 ©0.39% 0.9071%
32 10.681 1252 1257 1261 rBv4 153084 280168 0.47% 0.085%
33 10.810 1273 1279 1287 rVV 4190115 7071523 11.91% 2.142%
34 10.893 1287 1293 1300 rVV 637879 1165078 1.96% ©0.353%
35 10.969 1300 1306 1320 rVB2 834955 1658367 2.79% 0.502%

36 11.257 1350 1355 1359 rBV2 136387 232044 0.39% 0.070%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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_ P\Methods\SFAM-EPA-BP©90523.MA.M
Title : SVOA CALIBRATION
37 11.310 1359 1364 1369 rVV 431111 768428 1.29% 0.233%
38 11.369 1369 1374 1379 rVB 351713 572029 0.96% 0.173%
39 11.593 1408 1412 1418 rBV2 506898 851704 1.44% 0.258%
40 11.704 1426 1431 1433 rBV 165242 288718 0.49% 0.087%
41 11.845 1447 1455 1468 rBV 1025306 2718997 4.58%  0.824%
42 11.963 1471 1475 1486 rVB5 201317 531621 0.90% 0.161%
43 12.081 1486 1495 1503 rBV 347649 993256 1.67% 0.301%
44 12.269 1520 1527 1531 rVB3 213886 438715 0.74% 0.133%
45 12.369 1531 1544 1547 rBV2 498469 1254750 2.11% ©0.380%
46 12.487 1560 1564 1573 rVBS 210908 517237 0.87% 0.157%
47 12.587 1577 1581 1590 rBV7 99127 221317 ©.37% 0.067%
48 12.704 1596 1601 1605 rBV 741927 1081579 1.82% 0.328%
49 12.740 1605 1607 1611 rVB4 188811 218583 0.37% 0.066%
50 12.922 1634 1638 1645 rBV5 169142 409959 0.69% 0.124%
51 12.992 1646 1650 1657 rVB2 588224 1026958 1.73% 0.311%
52 13.110 1667 1670 1674 rVB2 166364 240578 0.41% 0.073%
53 13.181 1675 1682 1693 rBV5 223980 697508 1.18% 0.211%
54 13.316 1701 1705 1707 rBV2 199558 257020 ©0.43% 0.078%
55 13.381 1707 1716 1726 rVB7 876338 2641472 4.45% 0.800%
56 13.510 1727 1738 1745 rBV2 6167764 10971208 18.49% 3.324%
57 13.663 1752 1764 1768 rBV 2609396 4388897 7.39% 1.330%
58 13.704 1768 1771 1775 rVB 562007 703933 1.19% 0.213%
59 13.939 1806 1811 1816 rBV2 1002732 1774110 2.99% 0.537%
60 13.992 1816 1820 1826 rVB3 828881 1524543 2.57% 0.462%
61 14.063 1826 1832 1836 rBV 8393768 12073662 20.34% 3.657%
62 14.104 1836 1839 1842 rBV2 212973 323257 0.54% 0.098%
63 14.234 1857 1861 1863 rBV3 186397 270613 0.46% 0.082%
64 14.292 1864 1871 1874 rVV3 700741 1300176 2.19% 0.394%

65 14.345 1874 1880 1892 rVB 10189932 16185216 27.27% 4.903%

66 14.463 1893 1900 1909 rVB1O 239232 744661 1.25% 0.226%

67 14.551 1910 1915 1920 rBV 560724 921793 1.55% ©.279%
68 14.639 1924 1930 1936 rBV 5892689 8979994 15.13%  2.720%
69 14.716 1937 1943 1948 rVB5 308014 724186 1.22% 0.219%
70 14.869 1965 1969 1975 rVB 925133 1389478 2.34% 0.421%
71 14.928 1975 1979 1983 rBv4 228788 318250 0.54% ©.096%
72 15.198 2022 2025 2031 rVB5 285204 489297 0.82% 0.148%
73 15.286 2036 2040 2046 rVB2 1325553 2256578 3.80% 0.684%
74 15.386 2048 2057 2064 rBV8 528503 1659144  2.80% 0.503%
75 15.510 2072 2078 2085 rVB5 755817 1523064 2.57% 0.461%

76 15.581 2085 2090 2094 rBV2 657178 1179100 1.99% 0.357%

SFAM-EPA-BP@90523.MA.M Thu Sep 07 14:07:47 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 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_ P\Methods\SFAM-EPA-BP©90523.MA.M
Title : SVOA CALIBRATION

77 15.639 2094 2100 2105 rVB 12639288 18052781 30.42% 5.469%
78 15.769 2116 2122 2127 rBV 4749294 6948880 11.71%  2.105%

79 15.898 2140 2144 2153 rBV6 650585 1749366 2.95% ©0.530%
80 16.016 2159 2164 2171 rVV2 1917860 3313339 5.58% 1.004%
81 16.081 2172 2175 2180 rVB4 571949 788823 1.33% ©0.239%
82 16.592 2258 2262 2267 rVB4 437673 684942 1.15% 0.207%
83 16.675 2274 2276 2280 rVB 818501 931830 1.57% 0.282%
84 16.781 2291 2294 2299 rVB5 319515 495685 0.84% 0.150%
85 16.998 2328 2331 2337 rVB3 426502 630113 1.06% ©.191%
86 17.322 2382 2386 2391 rVB 1558323 2232188 3.76% ©.676%

87 17.410 2396 2401 2406 rVB 7034147 9870370 16.63%  2.990%
88 17.516 2413 2419 2424 rBV 13440212 18636279 31.40% 5.645%
89 17.710 2449 2452 2457 rVB2 337827 411612 0.69% 0.125%

90 17.833 2469 2473 2483 rVB 1235059 1884972 3.18% ©.571%
91 18.263 2543 2546 2550 rVB 1451753 1671786 2.82% ©.506%
92 18.333 2555 2558 2563 rVB3 912550 1296199 2.18% ©0.393%
93 19.322 2723 2726 2734 rVB4 462505 702147 1.18% 0.213%
94 19.492 2751 2755 2763 rVB3 1022830 1397782 2.36% ©0.423%

95 19.751 2793 2799 2805 rBV 15152563 20603120 34.71% 6.241%

96 21.174 3038 3041 3045 rVB 470491 561852 ©.95% 0.170%
97 21.510 3093 3098 3104 rVB 6747622 8578029 14.45%  2.599%
98 23.180 3379 3382 3388 rVB 272693 417443 0.70% 0.126%
99 23.892 3492 3503 3512 rVB2 7125312 14817132 24.97% 4.489%
100 24.057 3524 3531 3544 rVB 3329438 7044067 11.87%  2.134%

Sum of corrected areas: 330109198
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP016959.D\data.ms
36+07 4.611

2.5e+07
2e+07
1.5e+07

1e+07

10.42
7.32505 7.981 8693 2181 9.899 A
11

0828 60454 5.81840 6‘55@%2877,@ A 7 84& 8246 89899 49@}&%@%‘

5000000 210.810

Time--> 350 400 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP016959.D\data.ms

3e+07

2.5e+07

2e+07
19.751

1.5e+07 15.639 17.516

1e+07 17.410

ST T iadd ae aDL -

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 18.00 18.50 1900 19.50 20.00
Abundance TIC: BP016959.D\data.ms

3e+07

5000000

2.5e+07

2e+07

1.5e+07

1e+07
21.510 23.892

5000000 4.057
21.174 23.180

0\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.611 256.78 ng/ul 59350300 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 43

Abundance Scan 225 (4.611 min): BP016959.D\data.ms (-218) (-) m/z 165.95 100.00%

165.9
5000 94.0
e e
35,F ‘ 4.20 4.40 4.60 4.80 5.00
Ol kb 2281 323.1382.9444.35024 0 164 00 79.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene
166.0
5000 EERRR RS
94.0 4.20 4.40 4.60 4.80 5.00
m/z 129.00 69.04%
35. ‘
0‘\\\“\E‘\‘\\h\"\1f‘\‘\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0
R e
4.20 4.40 4.60 4.80 5.00
5000 m/z 130.95 66.48%
94.0
35. ‘
0_mﬁ)\m‘wwm_Mw_HwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39853: Tetrachloroethylene R R
166.0 4.20 4.40 4.60 4.80 5.00
m/z 167.95  49.50%
5000 94.0

—

35.F
w‘\"\ ‘1‘\ ‘ ‘

‘\\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 2 2-Propanol, 1-butoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.581 4.23 ng/ul 978331 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 53
4 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
Abundance Scan 560 (6.581 min): BP016959.D\data.ms (-548) (-) m/z 45.10 100.00%
451
T AT
6.20 6.40 6.60 6.80 7.00
0 Lk 171 1941 283.1 3553 4309 5139 ./, 57,10  89.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 T T T T T
6.20 6.40 6.60 6.80 7.00
m/z 41.05 44.70%
O‘NWJJJ!‘ \l‘\‘\1‘1\\.\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
R e REmEE R el
6.20 6.40 6.60 6.80 7.00
5000 m/z 87.10  36.89%
0&J1110,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #96401: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- e AAREERERREES v
57.0 6.20 6.40 6.60 6.80 7.00
m/z 56.05 33.13%
5000
07 i% JWJ?P‘ SRS SARANSARDS SRRSRAREAS SRR
e — T
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 3 Ethane, 1,1'-oxybis[2-methoxy- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.663 4.32 ng/ul 998509 1,4-Dichlorobenzene-d4 7.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 83
2 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 83
3 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 64
4 Ethane, 1,1'-oxybis[2-methoxy- 134 C6H1403 000111-96-6 64
5 Ethanol, 2-ethoxy- 90 C4H1002 000110-80-5 28

Abundance Scan 574 (6.663 min): BP016959.D\data.ms (-569) (-) m/z 59.10 100.00%

59.1
5000

6.40 6.60 6.80 7.00

165.1 239.1  341.2402.1464.8 538.0 )
Ok ok 1651 239.1  3412402.1464.8 5380 1/, 58.05 42.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17323: Ethane, 1,1'-oxybis[2-methoxy-
59.0

5000 “w““_““‘u““‘
6.40 6.60 6.80 7.00

m/z 45.05 34.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17327: Ethane, 1,1'-oxybis[2-methoxy-
59.0

6.40 6.60 6.80 7.00

o

5000 m/z 89.05  20.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17326: Ethane, 1,1'-oxybis[2-methoxy- R e e
59.0 6.40 6.60 6.80 7.00

m/z 43.10 11.77%

S s
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 o-Cymene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.246 2.03 ng/ul 468977 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C1oH14 000099-87-6 90
3 o-Cymene 134 C1leH14 000527-84-4 87
4 p-Cymene 134 CleH14 000099-87-6 87
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
Abundance Scan 843 (8.246 min): BP016959.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
57.1
5000
R Emm A e RRRN A
H } 1’ ‘ 8.00 8.20 8.40 8.60
ol Mildlipdl | 207.9268.1 341.1404.14697 534.9 ./, 5719 52.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16991: o-Cymene
119.0
5000 TR T T e T
8.00 8.20 8.40 8.60
m/z 41.05 33.82%
39.0 \
0 ‘\‘\J\M"\‘dwh‘xl"h\” L L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16994: p-Cymene
119.0
AR
8.00 8.20 8.40 8.60
5000 m/z 97.10 33.30%
.
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: 0-Cymene R A RRLAREEE REw
119.0 8.00 8.20 8.40 8.60
m/z 91.05 31.34%
5000
39.0 l
o‘ML‘{‘M‘-M S e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\

Data File : B
Acqg On : 0
Operator : M
Sample : 0
Misc

Library Search Compound Report

P016959.D

6 Sep 2023 17:52
A/JU

4148-18

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 unknown-01 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.799 3.09 ng/ul 713784  1,4-Dichlorobenzene-d4 7.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

2 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 40
3 Propylene Glycol 76 C3H802 000057-55-6 33
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propylene Glycol 76 C3H802 000057-55-6 9
Abundance Scan 937 (8.799 min): BP016959.D\data.ms (-929) (-) m/z 45.05 100.00%
45.0
5000 J\
R e R
105.1 ) 8.40 8.60 8.80 9.00 9.20
Olrkihy[ 1648 267132693875 4843546! uy 75.05  28.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
5000 RRRRREEE R N
8.40 8.60 8.80 9.00 9.20
m/z 105.10 7.95%
0‘\\11?‘ ‘4\110‘4\..\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10525: 2-Propanol, 1,3-dimethoxy-
45.0
R T T
8.40 8.60 8.80 9.00 9.20
5000 m/z 77.10 7.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol T T T T
45.0 8.40 8.60 8.80 9.00 9.20
m/z 74.05 7.27%
O‘\Jh‘ﬂu\‘u\\‘u\\M\\w\\\w\\u‘\u\‘u\\‘u\\w\\w\ AR R S i e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.893 3.30 ng/ul 1165080 Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 1293 (10.893 min): BP016959.D\data.ms (-1287) (- m/z 131.05 100.00%
1311

-

5000
—
510‘ hl‘ ) 10.50 11.00
Ol d o 4L 207.1266,9327.2387.4  487.35451 1/ 146.15  28.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
10.50 11.00
m/z 115.10 18.69%
39.0
0 ‘HJ\L““\“\‘\\\““\IWJW“\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
= s
10.50 11.00
5000 m/z 91.10 16.68%
65.0 M‘
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = T
131.0 10.50 11.00
m/z 116.10 12.72%
5000
27.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 7 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.310 2.17 ng/ul 768428 Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
2 Tetraglyme 222 C10H2205 000143-24-8 64
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 56
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 56

Abundance Scan 1364 (11.310 min): BP016959.D\data.ms (-1359) (- m/z 59.10 100.00%
59.1

5000

-

— —
“ 1331 11.00 11.50
| 3.1 207.1267.0328.0  429.3 499.0 n/z 103.10  25.88%

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

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

Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

o

-

5000 == ==
11.00 11.50
m/z 41.10 18.41%
H 146.0
0‘\\‘“‘!'“f\“‘“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100835: Tetraglyme
59.0
— ——
11.00 11.50
5000 m/z 57.10 15.81%
SO T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- — =
59.0 11.00 11.50
m/z 45.05 14.93%
- A/_J\/\/JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.592 2.41 ng/ul 851704  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Xylose, 3,4,5-tri-O-methyl- 192 C8H1605 069502-90-5 38
2 Silane, trimethyl- 74 C3H1esi 000993-07-7 38
3 Propane, 1,1'-[ethylidenebis(oxy... 174 C10H2202 005669-09-0 38
4 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 38
5 Silane, trimethyl- 74 C3H1esi 000993-07-7 38
Abundance Scan 1412 (11.593 min): BP016959.D\data.ms (-1408) (- m/z 57.10 100.00%
57.1
- JJL
T [
” \ 1311 11.50
ol b b7 2071 2811 873.1435.1 5185 m/z 101.10  72.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67257: D-Xylose, 3,4,5-tri-O-methyl-
101.0
5000 — ‘
11.50
29. m/z 59.10 65.70%
0 ‘\\’\‘\“‘!‘W‘M\M\‘1\}1"17\4\..\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #917: Silane, trimethyl-
59.0
T T
11.50
5000 m/z 41.10 39.93%
0 ‘uk“elwuWm_m‘w_m_mwH_m,w,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48874: Propane, 1,1'-[ethylidenebis(oxy)]bis[2-methyI- ‘ ‘
57.0 11.50
m/z 43.10 27.33%
5000 M%MJ\AWJAJ\XfXJ\\AWP
Ll o
e e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 1-Adamantanol Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.081 2.81 ng/ul 993256  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 93
2 1-Adamantanol 152 C10H160 000768-95-6 81
3 1-Adamantanol 152 C10H160 000768-95-6 81
4 1-Adamantanol 152 C10H160 000768-95-6 74
5 4-Pyridinol 95 C5H5NO 000626-64-2 58
Abundance Scan 1495 (12.081 min): BP016959.D\data.ms (-1486) (- m/z 95.10 100.00%
95.1
- Jiwm
—T \
b'] 12.00
0 370ukl 1331 221.2282.1 356.0416.3  527.5 /7 953,15 15.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29090: 1-Adamantanol
95.0
5000 =
12.00
m/z 94.10 11.69%
0\ E \Lf“‘\\'\l‘\?‘b\.g\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29091: 1-Adamantanol
95.0
— T \
12.00
5000 m/z 41.10 10.38%
ol 18
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29087: 1-Adamantanol — ‘
95.0 12.00
m/z 96.10 8.54%
h /\J\AM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 10 Benzo[b]thiophene, 5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.369 3.55 ng/ul 12547560  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 87
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 83
4 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 83
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
Abundance Scan 1544 (12.369 min): BP016959.D\data.ms (-1531) (- | m/z 147.05 100.00%
1471
5000
77.0 \ ‘ ) 12.00 12.50
ol Hpbllupil y 2211 827.0 4009 4751 5441 /7 148.05  79.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
5000 = S | S—
12.00 12.50
m/z 121.10  15.00%
45.0
0\\‘\IJ‘M\‘H\‘“\‘\“A\‘\J\f‘l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
— —
12.00 12.50
5000 m/z 145.05 14.59%
45.0
oblileite Ao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26957: 3-Methylbenzothiophene = ]
148.0 12.00 12.50
m/z 149.05  13.24%
5000
69.0
obdllbbb A | P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 11 1-Methylindan-2-one Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.704 3.06 ng/ul 1081580  Naphthalene-d8 10.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 93
2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 83
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 58
4 3-Buten-2-one, 4-phenyl- 146 C10H100 000122-57-6 53
5 1-Phenyldodec-1-en-3-one 258 C18H260 872268-56-9 53

Abundance Scan 1601 (12.704 min): BP016959.D\data.ms (-1596) (- m/z 131.00 100.00%
131.0

5000
51.0 S T
‘ | ‘ 12.50 13.00
ob MALLLLL L 193.1 26803270 41824823548, /) 126 05  71.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24910: 1-Methylindan-2-one
131.0
5000 N A
12.50 13.00
51.0 } m/z 103.10 43.14%
0 ‘ T \‘\J\ “l T“J}\ JJ ‘J I}WI T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0

N

= =
12.50 13.00
5000 m/z 117.10  40.45%

39.0 l
w‘dwmﬂde AR S AR SRR SR SRS SRR SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl- =5 —
131.0 12.50 13.00

m/z 77.10 31.63%

o

-

5000

=

51.0
Ll W JJ Al ' .

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.993 2.29 ng/ul 1026960  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 93
2 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 90
3 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 81
4 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 81
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 76

Abundance Scan 1650 (12.992 min): BP016959.D\data.ms (-1646) (- m/z 145.05 100.00%
1451

5000

2

77.1
iy | HL ‘“J” 207.2 28113475 421.1480.5538.5

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

Abundance  #36187: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0

13.00
m/z 160.15 37.67%

o

&

5000
13.00

m/z 115.10  32.34%

el

‘\\H]HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

Abundance  #36190: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0

o

:

13.00
5000 m/z 117.10  28.98%

39.0
M*WL“AJ*wth*H\H**w**w‘w*\w**w*ww*w*\w*w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #36274: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-

145.0 13.00

m/z 91.10 16.83%

o

=

5000

3

0 dJ \Mmm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 unknown-@3 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.381 5.88 ng/ul 2641470  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 38
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 27
3 Acetaldehyde butyl isopropyl acetal 160 C9H2002 1000431-63-3 22
4 Quinazoline, 3-oxide 146 C8H6N20 032907-43-0 18
5 1-Chloro-4-methoxy-2-phenylbutane 198 C11H15Cl0 1010216-63-6 14
Abundance Scan 1716 (13.381 min): BP016959.D\data.ms (-1707) (- m/z 45.10 100.00%
45.1
- AJ\\J\_
— =
13.00 13.50
ol ‘1, 221.1 288.1 355.0413.8 491.0 m/z 57.10  89.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16419: Butanoic acid, 4-methoxy-, methyl ester
45.0
5000 — 4
13.00 13.50
m/z 146.05 63.96%
0‘\\'LJ‘“\’\M”\”TZ'\?‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15682: Di-sec-Butyl ether
45.0
— —f—
13.00 13.50
5000 m/z 41.10 56.11%
ol11%5-0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36889: Acetaldehyde butyl isopropyl acetal = T
45.0 13.00 13.50
m/z 164.15  49.12%
5000
145.0
O‘HL““H\'\‘u\\‘\u\‘\u\‘\u\‘\u\‘uu‘uu‘uu‘uu‘\ — ‘Ar/‘\‘ i
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 14 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.510  24.43 ng/ul 10971200  Acenaphthene-di1e 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl(1-cyclopentylethoxy)silane 172 C9H200Si 1000278-72-3 43
2 2-(2-(2-Butoxyethoxy)ethoxy)acet... 220 C10H2005 075427-76-8 40
3 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 37
4 Ethoxy(dimethyl)isopropylsilane 146 C7H180Si 036850-66-5 32
5 Ethyl 2,5,8,11-tetraoxatridecan-... 250 C11H2206 1000366-77-9 32

Abundance Scan 1738 (13.510 min): BP016959.D\data.ms (-1727) (- m/z 45.10 100.00%
45.1

103.1
5000

-

13.50
161222122831 3561415247635, 0/, 57.10  77.25%

\ iy

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48174: Dimethyl(1-cyclopentylethoxy)silane
108.0
5000 SIS
41. 13.50
‘ m/z 75.05 71.53%
‘ 1710
0 ‘ T \“\J \“\”‘\h\\\‘ \\‘ \l\ TT ‘l\ TTT ’ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #98212: 2-(2-(2-Butoxyethoxy)ethoxy)acetic acid
45.0

—

—
103.0 13.50
5000 ' m/z 103.10  59.23%

m‘|JML\\1690

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26720: 1-Propanol, 2-(2-methoxy-1-methylethoxy)- =
59.0 13.50
m/z 59.10 55.96%

o

—

5000

-

J 117.0
\I\\\

0 bbbt =
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 15 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.663 9.77 ng/ul 4388900 Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
3 Benzoic acid, 2,4,6-trimethyl- 164 C1OH1202 000480-63-7 90
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 49
5 2-Ethyl-2-phenylaziridine 147 C10H13N 000768-82-1 45

Abundance Scan 1764 (13.663 min): BP016959.D\data.ms (-1752) (- m/z 146.05 100.00%

146.1 H
5000
L L r

13.50 14.00
1.207.2 281.1341.1 411.5469.9528.6 m/z 164.15 63.14%

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

Abundance #39300: Benzoic acid, 2,4,6-trimethyl-
146.0

o

.
—

5000 — e

13.50 14.00
m/z 117.10  40.57%

77.
q{lL‘“u‘IITMWI‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0

O

13.50 14.00
5000 m/z 119.10  39.79%
91.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl- T T
146.0 13.50 14.00

m/z 118.10  36.84%

- ,\JA_MNV/\\AAAJJN
77.
O 8.0, MJL T“ = ) T

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 7-Methylindan-1-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.940 3.95 ng/ul 1774110  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 76
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 60
3 7-Methylindan-1-one 146 C1OH100 039627-61-7 60
4 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 58
5 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 42
Abundance Scan 1811 (13.939 min): BP016959.D\data.ms (-1806) (- | m/z 146.05 100.00%
146.1
5000 7
‘A?wfﬁ
il 1400
Of - kb LAl L) 2081 205.1 370.7433.0 5016 /7 164.15  87.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 J\““
14.00
91.0 m/z 117.10  74.58%
0 ?Z\'E%‘A\A\\L‘JI‘“\“%\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
—=
14.00
5000 m/z 119.10 63.15%
91.0
0 ?Z(P{nuluhu‘\“ T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24911: 7-Methylindan-1-one T
146.0 14.00
m/z 118.10  52.95%
5000
39.0
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 17 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.992 3.40 ng/ul 1524540  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 91
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-88-5 90
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 90
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 90
5 3,4-Dihydro-1-isoquinolinol 147 CSHSNO 001196-38-9 64

Abundance Scan 1820 (13.992 min): BP016959.D\data.ms (-1816) (- m/z 118.10 100.00%

118.1
5000
e
391} 14.00
olfdid, 1y L1782 2703 3552 427.2486.8548. 1/, op.10  77.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36198: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118.0

5000
14.00

m/z 160.15 67.43%

39.0

Ll Ll

‘\\1\’\!1\‘\ RN R R R R RN R R RN RN R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36197: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl-

o

118.0
——
14.00
5000 m/z 145.05 62.60%
28.0
o ATmAm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36192. 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl- e
118.0 14.00
m/z 89.05 33.12%
5000
39.0 ‘ 1
0 _‘hLLyJ‘wkﬂ‘_“‘_‘“_““H“‘H“‘H“‘H“‘H““ s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
BP016959.D

: 06 Sep 2023 17:52

: MA/JU

: 04148-18

: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.MA.M
: SVOA CALIBRATION

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 Guanidine, monothiocyanate Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
14.292 2.90 ng/ul 1300180  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 53
2 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 53
3 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 52
4 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 42
5 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 42

Abundance Scan 1871 (14.292 min): BP016959.D\data.ms (-1864) (- | m/z 59.10 100.00%
59.1
5000 KARJ\gN
—r— —
1331 14.00 14.50
obbdoy il 20502680 3412 415047215321 . 5716 65.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8959: Guanidine, monothiocyanate
59.0
5000 — T
14.00 14.50
m/z 43.10 58.09%
0 \\\l"\\\1‘1\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5051: Butane, 2-methoxy-3-methyl-
59.0
— —
14.00 14.50
5000 m/z 41.10 46.96%
0 M“\M \‘\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \/\M\J\IM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8861: Butanamide, 3,3-dimethyl- — —
59.0 14.00 14.50
m/z 133.05 15.05%
B wm
0 ‘ 116.0
R A B B A R ARRE — —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

SFAM-EPA-BP090523.MA.M Thu Sep 07 14:08:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 2,3,5,6-Tetramethylbenzoic ... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.551 2.05 ng/ul 921793  Acenaphthene-di1e 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 58
2 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 58
3 2,3,4,5,6-Pentamethyl benzyl alc... 178 C12H180 1000342-69-3 55
4 (3-Methyl-1-benzothiophen-2-yl)m... 178 C10H100S 003133-88-8 46
5 Benzene, 1,2-dimethoxy-4-(1-prop... 178 C11H1402 000093-16-3 38

Abundance Scan 1915 (14.551 min): BP016959.D\data.ms (-1910) (- m/z 160.20 100.00%
160.2

5000 91.1

A
‘“u |‘[. Jl 14.50

_HJJM““W i 112221 82713853 4501 8316 4/, 178.20  82.80%

|
\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52564: 2,3,5,6-Tetramethylbenzoic acid
117.0178.0
39.0

o

5000 —— ‘
14.50
\ m/z 163.10 68.42%
OJWH““J’L“LV"J\ 'f‘\\\‘f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52565: 2,3,5,6-Tetramethylbenzoic acid
178.0
=l L
117.0 14.50
5000 m/z 133.05 66.85%
39.0
0 _"MMwLHM \‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52859: 2,3,4,5,6-Pentamethyl benzyl alcohol — ‘
160.0 14.50
m/z 161.10 51.82%
5000
91.0
279 | ‘
otly .
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 20 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.287 5.03 ng/ul 2256580  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 87
2 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 80
3 2,3,4,5-Tetramethylbenzoic acid 178 C11H1402 002529-39-7 49
4 3-Penten-2-one, 5-phenyl- 160 C11H120 010521-97-8 41
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 35

Abundance Scan 2040 (15.286 min): BP016959.D\data.ms (-2036) (- m/z 160.20 100.00%
160.2

N

5000 91.1
P ‘
‘ ‘ 15.00 15.50
oML UL LI 21822025 3554 420348255021 )" 178 50 o887
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52565: 2,3,5,6-Tetramethylbenzoic acid
178.0
117.
5000 s SSES
15.00 15.50
390 \ ‘ m/z 117.10  82.85%
0 ‘\\\’J"#H\IL“‘}‘\’ll‘\“\‘\\“ “\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52564: 2,3,5,6-Tetramethylbenzoic acid
117.0178.0
= —
15.00 15.50
5000 390 m/z 133.15  72.91%
o w“\,‘\* L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52563: 2,3,4,5-Tetramethylbenzoic acid T —
178.0 15.00 15.50
m/z 161.15 43.04%
5000
117.
s10. ||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 unknown-06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.387 3.70 ng/ul 1659140  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-2,3-dione, 5-ethyl- 175 C1OH9NO2 096202-56-1 42
2 1-Phenylcyclohexylamine 175 C12H17N 002201-24-3 35
3 5-Methyl-3-0-tolyl-1,2,4-oxadiazole 174 C1OH1ON20 087944-75-0 30
4 Benzonitrile, 4-(1-hydroxyethyl)- 147 C9H9ONO 052067-35-3 25
5 1H-Isoindole-1-acetic acid, 2,3-... 191 C10HSNO3 1000349-85-0 25
Abundance Scan 2057 (15.386 min): BP016959.D\data.ms (-2048) (- m/z 132.05 100.00%
132.1
5000
190.2
51.1 [N PR
” n ‘ | “ ‘ 15.00 15.50
ol dblLbLRALLL . 2673 342.44015457.06161 /7 119,10  61.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #49936: 1H-Indole-2,3-dione, 5-ethyl-
132.0
5000 — —
15.00 15.50
51.0 l m/z 146.05 46.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50115: 1-Phenylcyclohexylamine
132.0
== =
15.00 15.50
5000 m/z 91.10 37.08%
0 ?%9WMMKH_JH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ V/KJVAJ&ﬂ\AJM“/MJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48782: 5-Methyl-3-o-tolyl-1,2,4-oxadiazole — —
132.0 15.00 15.50
m/z 190.20 33.86%
i MM
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 2,3-Dihydro-1H-inden-5-ylac... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.510 3.39 ng/ul 1523060  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 55
2 4-Pentenoic acid, 5-phenyl- 176 C11H1202 028525-69-1 42
3 1-(p-Tolyl)cyclopropanecarboxyli... 176 C11H1202 083846-66-6 38
4 Benzene, 1,2,3,4-tetramethyl-5-(... 176 C13H20 061142-67-4 25
5 Phenylcyanide, 4-methoxy-2,6-dim... 161 C10H11NO 019111-77-4 18

Abundance Scan 2078 (15.510 min): BP016959.D\data.ms (-2072) (- m/z 161.10 100.00%
161.1

5000
91.1

=

15.50
m”\ml,ﬂml 1 235.12935355.4414.14752 8416 /7 115 19 82,843

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

Abundance #50700: 2,3-Dihydro-1H-inden-5-ylacetic acid
1371.0

o

é

5000
15.50
m/z 117.10 78.03%
510J J
0‘\\\‘\’1‘\“\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50665: 4-Pentenoic acid, 5-phenyl-
117.0
\
1550
5000 176.0 m/z 131.05 58.20%
45.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— T \

Abundance #50710: 1-(p-Tolyl)cyclopropanecarboxylic acid
131.0 15.50

m/z 176.20  54.37%

5000

L

ek e -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 23 Benzene, (2-methyl-1-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
15.581 2.63 ng/ul 1179100  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
2 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 64
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
4 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 52
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 49

Abundance Scan 2090 (15.581 min): BP016959.D\data.ms (-2085) (- m/z 131.05 100.00%
131.1
o j/WJ\AMAJ\AAwﬂﬁuf\jK
T \
511‘ ‘lw 40 15.50
ol hbdakadiy1P%2 2671  356.3414.0471.7 8432 /7 115 10 38.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
1371.0
5000 — :
15.50
m/z 91.10 37.47%
65.0 h
0 \h\‘\l‘d\h\\\l\‘"\l\“\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50700: 2,3-Dihydro-1H-inden-5-ylacetic acid
131.0
T \
15.50
5000 m/z 176.20  28.25%
29,
0t b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25011: Benzene, (3-methyl-2-butenyl)- —— ‘
131.0 15.50
m/z 117.10 27.03%
5000
41.0
0 WHWMMMWJw“u‘u‘w‘u‘_‘u‘u‘w‘u“H‘w‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 2,3,4,5-Tetramethylbenzoic ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.898 3.90 ng/ul 1749370  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4,5-Tetramethylbenzoic acid 178 C11H1402 002529-39-7 76
2 2,3,5,6-Tetramethylbenzoic acid 178 C11H1402 002604-45-7 52
3 Benzoic acid, 3,4-dimethyl-, eth... 178 C11H1402 033499-44-4 42
4 2,3-Dihydro-1-benzofuran-5-ylace... 178 C10H1003 069999-16-2 38
5 Nitrosodurene 163 C10H13NO 1000430-49-9 38
Abundance Scan 2144 (15.898 min): BP016959.D\data.ms (-2140) (- m/z 133.15 100.00%
138.2

%

Abundance #52647: Benzoic acid, 3,4-dimethyl-, ethyl ester
133.0 15.50 16.00

m/z 160.20  59.60%

5000
Mi ‘ 17?'2 15.50 16.00
0lprrrill I Wu Ll 264.1827.1 4303 5049 ./, 178 20 85.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52563: 2,3,4,5-Tetramethylbenzoic acid
178.0
5000 N S
15.50 16.00
117, m/z 91.10 69.73%
51.0 n
0‘\\\%‘f”\“\“l\”\‘\‘\‘\M\l‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52564: 2,3,5,6-Tetramethylbenzoic acid
117.0178.0
— —r
15.50 16.00
s5000{ 390 m/z 117.10  59.71%
L
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
— —r

5000

51.0 l
0‘H‘W‘N«$‘H‘M‘w‘H‘_‘H‘H‘W‘HW‘H‘_‘H‘H‘W‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90623\
Data File : BP016959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 4-Indancarboxylic acid, 7-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.016 7.38 ng/ul 3313340  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 98
2 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 95
3 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 72
4 1-(p-Tolyl)cyclopropanecarboxyli... 176 C11H1202 083846-66-6 70
5 1,2,3,4-Tetrahydro-1-naphthalene... 164 C10H12S 103324-34-1 58

Abundance Scan 2164 (16.016 min): BP016959.D\data.ms (-2159) (- m/z 131.05 100.00%
1311

%

5000
51‘1" l b0 16.00
0 bbb g L D2 267.1327.0 402.3 472.18311 /7 176,20 57.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
1371.0
5000 — :

16.00
m/z 115.10 50.54%

lhm?\ ll »

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

Abundance #50759: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrc
131.0

o

—

16.00
5000 m/z 158.10  37.79%

51.0

”me\h \uh

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

Abundance #50942: 2-(1,2,3,4-Tetrahydronaphthalen-1-yl)ethan-1-ol
131.0 16.00

m/z 129.05 32.34%

O

B

5000

a

0 5\191\1\’Hu1\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 26 3-(Carboxymethyl)benzoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.322 4.52 ng/ul 2232190  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(Carboxymethyl)benzoic acid 180 C9H804 1000481-02-3 64
2 3,4-Methylenedioxyphenylacetic acid 180 C9H804 002861-28-1 64
3 6-Nitrobenzothiazole 180 C7H4N202S 002942-06-5 43
4 (5,9-Dihydro-6,8-dioxa-benzocycl... 180 C9H12N202 1000317-86-8 43
5 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 38

Abundance Scan 2386 (17.322 min): BP016959.D\data.ms (-2382) (- | m/z 180.10 100.00%
180.1
5000 91.1 k
2 =
17.00 17.50
ol w‘,'uh‘w‘c o fo bt 242.23010 4011 47535354 ' p/7 135.05  92.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55642: 3-(Carboxymethyl)benzoic acid
135.0
5000 = T
17.00 17.50
71T m/z 91.10 40.93%
0 \\\\\‘“’h\m\“\M‘l\\‘i\‘\l\‘\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55653: 3,4-Methylenedioxyphenylacetic acid
135.0
— ——
17.00 17.50
5000 m/z 134.05  23.34%
77.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55343: 6-Nitrobenzothiazole . —
180.0 17.00 17.50
m/z 89.10 13.71%
5000
63.0
’ 122,0
Ol b b e e e e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.263 3.39 ng/ul 1671790  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93
Abundance Scan 2546 (18.263 min): BP016959.D\data.ms (-2543) (- m/z 73.10 100.00%
73.1
5000 JA¥‘W
2133 == —
m } 18.00 18.50
e Hg‘Jw;w\‘\wH £84.0 355.3 429.2490.4%49: ' n/z 43.10  86.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— e
129.0 18.00 18.50
m/z 60.10 84.48%
0‘\\\‘““‘ Jmm‘mmA\]?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 ITI/Z 41.10 69.37%
129.0
AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid — —
60.0 18.00 18.50
m/z 57.10 67.43%
5000 129.0
“ 213.0
(- mwwHm,mw‘w‘HWWWWWW 0 ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP090523.MA.M Thu Sep 07 14:08:17 2023 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 28 unknown-07 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.333 2.63 ng/ul 1296200  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
2 p-Propargyloxytoluene 146 C10H1e0 005651-90-1 46
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 45
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 43
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 43
Abundance Scan 2558 (18.333 min): BP016959.D\data.ms (-2555) (- m/z 146.05 100.00%
146.1
77.1 ~ —
T \H‘II 12142 58313420 418.0475.3 549. 18.00 18.50
bbbkl bl T o 285.13320 21804753 949 m/z 149.05  60.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 — —
18.00 18.50
39.0 m/z 131.05 56.29%
0 \\M!IIJ“H“I!‘T““\‘L‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24915: p-Propargyloxytoluene
77.0 146.0
— ——
18.00 18.50
5000 m/z 193.20 46.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- o 7
131.0 18.00 18.50
m/z 115.10 31.94%
o \V4MwwwAAJ\vaﬁ“JMMx
51.0 \ |
0 H‘MUHNA‘ﬂ‘u“u‘w‘H‘_‘H‘H‘W‘H“H‘W‘H‘_ P —
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP@16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©90523.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 29 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.492 3.26 ng/ul 1397780  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2755 (19.492 min): BP016959.D\data.ms (-2751) (- m/z 73.10 100.00%
73.1
5000 193.2 JAN
——
‘ h ‘l 284.4 ‘ 19.50
0Ll ”m«‘ “lou‘M“mM“‘73‘55”2‘4‘15”3‘_4@9‘?"5‘48 m/z 43.10  99.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 T
120.0 19.50
“ 284.0 m/z 60.10  82.89%
0 ‘\1‘! “W]“”\llulYP%llfl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
=
19.50
5000 129.0 m/z 57.10  79.31%
284.0
0 _“" L H”“W H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid T
73.0 19.50
m/z 41.10 72.67%
5000 284.0
185.0
0 " M”'“”\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090623\
Data File : BP©16959.D

Acqg On : 06 Sep 2023 17:52
Operator : MA/JU

Sample : 04148-18

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@90523.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|
Tetrachloroethy... 4.611 256.8 ng/ul 59350300 1 7.981 4622580 20.0
2-Propanol, 1-b... 6.581 4.2 ng/ul 978331 1 7.981 4622580 20.0
Ethane, 1,1'-ox... 6.663 4.3 ng/ul 998509 1 7.981 4622580 20.0
o-Cymene 8.246 2.0 ng/ul 468977 1 7.981 4622580 20.90
unknown-01 8.799 3.1 ng/ul 713784 1 7.981 4622580 20.0
1H-Indene, 2,3-... 10.893 3.3 ng/ul 1165080 2 10.810 7071520 20.0
2-Propanol, 1-(... 11.310 2.2 ng/ul 768428 2 10.810 7071520 20.0
unknown-02 11.592 2.4 ng/ul 851704 2 10.810 7071520 20.0
1-Adamantanol 12.081 2.8 ng/ul 993256 2 10.810 7071520 20.0
Benzo[b]thiophe... 12.369 3.5 ng/ul 1254750 2 10.810 7071520 20.0
1-Methylindan-2... 12.704 3.1 ng/ul 1081580 2 10.810 7071520 20.0
1H-Inden-1-one,... 12.993 2.3 ng/ul 1026960 3 14.639 8979990 20.0
unknown-03 13.381 5.9 ng/ul 2641476 3 14.639 8979990 20.0
unknown-04 13.510 24.4 ng/ul 10971200 3 14.639 8979990 20.0
Benzoic acid, 2... 13.663 9.8 ng/ul 4388900 3 14.639 8979990 20.0
7-Methylindan-1... 13.940 4.0 ng/ul 1774110 3 14.639 8979990 20.0
1(2H)-Naphthale... 13.992 3.4 ng/ul 1524540 3 14.639 8979990 20.0
Guanidine, mono... 14.292 2.9 ng/ul 1300180 3 14.639 8979990 20.0
2,3,5,6-Tetrame... 14.551 2.0 ng/ul 921793 3 14.639 8979990 20.0
unknown-05 15.287 5.0 ng/ul 2256580 3 14.639 8979990 20.0
unknown-06 15.387 3.7 ng/ul 1659140 3 14.639 8979990 20.0
2,3-Dihydro-1H-... 15.510 3.4 ng/ul 1523060 3 14.639 8979990 20.0
Benzene, (2-met... 15.581 2.6 ng/ul 1179100 3 14.639 8979990 20.0
2,3,4,5-Tetrame... 15.898 3.9 ng/ul 1749370 3 14.639 8979990 20.0
4-Indancarboxyl... 16.016 7.4 ng/ul 3313340 3 14.639 8979990 20.0
3-(Carboxymethy... 17.322 4.5 ng/ul 2232190 4 17.410 9870370 20.0
n-Hexadecanoic ... 18.263 3.4 ng/ul 1671790 4 17.410 9870370 20.0
unknown-07 18.333 2.6 ng/ul 1296200 4 17.410 9870370 20.90
Octadecanoic acid  19.492 3.3 ng/ul 1397780 5 21.510 8578030 20.0
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