LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc :

ALS Vvial : 14 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42861.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 28 32 36 rBv2 7391 9172 1.00% 0.119%
2 3.593 101 103 105 rBV3 1933 1688 0.18% 0.022%
3  3.622 105 108 118 rBV 26100 51007 5.57% 0.662%
4 5.175 371 372 375 rBvV3 1587 1317 0.14% 0.017%
5 5.834 482 484 487 rVvB3 1403 1295 0.14% 0.017%
6 6.034 517 518 521 rBV3 1466 1290 0.14% 0.017%
7 6.257 554 556 559 rBv4 1219 1262 0.14% 0.016%
8 6.434 583 586 588 rBv4 914 1428 0.16% 0.019%
9 6.569 607 609 613 rVB4 1582 1603 0.17% 0.021%
106 6.998 677 682 693 rBV3 13288 35333 3.86% 0.458%
11 7.169 706 711 725 rBV 99391 177610 19.39%  2.304%
12 7.339 734 740 760 rBV 90125 179240 19.57% 2.326%
13 7.822 816 822 832 rBV 72271 141545 15.45% 1.836%
14 7.904 835 836 838 rVB2 2356 1567 0.17% ©0.020%
15 8.169 877 881 888 rBvVv3 10879 18804 2.05% 0.244%
16 8.280 895 900 904 rVB6 1031 1567 0.17% ©0.020%
17 8.357 908 913 914 rBV3 1195 1249 0.14% 0.016%
18 8.545 940 945 958 rBV2 47510 106174 11.59% 1.378%
19 8.910 1004 1007 1012 rBVS 751 1398 0.15% 0.018%
20 8.975 1014 1018 1021 rBvV2 8466 12576 1.37% 0.163%
21  9.022 1021 1026 1045 rVV 115461 228290 24.92%  2.962%
22 9.169 1046 1051 1058 rVB2 15558 26820 2.93% 0.348%
23 9.363 1079 1084 1089 rBV6 4420 7730 0.84% 0.100%
24  9.733 1141 1147 1164 rBV2 90889 180881 19.75% 2.347%
25 9.998 1188 1192 1204 rVB2 9092 21819 2.38% 0.283%
26 10.116 1206 1212 1215 rBV3 9030 15059 1.64% 0.195%
27 10.145 1215 1217 1224 rVB5 4250 8325 0.91% 0.108%
28 10.263 1231 1237 1257 rBV 101369 231254 25.24%  3.000%
29 10.392 1257 1259 1261 rVvv2 1847 1701 0.19% 0.022%
30 10.439 1263 1267 1271 rW5 2725 3487 0.38% 0.045%
31 10.633 1293 1300 1310 rBV 105037 186446 20.35% 2.419%
32 10.698 1310 1311 1315 rVB3 1496 1897 0.21% 0.025%
33 10.810 1324 1330 1343 rBV2 82379 223098 24.35%  2.895%
34 10.910 1343 1347 1357 rVB5 9735 20574  2.25% 0.267%
35 10.986 1357 1360 1361 rBvV3 1451 1513 0.17% 0.020%
36 11.045 1366 1370 1373 rVB4 2386 3390  0.37% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc :

ALS Vvial : 14 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
37 11.210 1395 1398 1400 rvVB2 1977 2217 0.24% 0.029%
38 11.357 1419 1423 1426 rBV4 824 1760 0.19% 0.022%
39 11.733 1484 1487 1488 rBvV3 1383 1460 0.16% 0.019%
40 11.774 1491 1494 1496 rVWv4 1955 2339 0.26% 0.030%
41 12.198 1558 1566 1577 rBV3 11286 23512 2.57% 0.305%
42 12.504 1611 1618 1627 rBV6 5312 14219 1.55% 0.184%
43 12.792 1661 1667 1672 rVB5 2287 4515 0.49% 0.059%
44 13.021 1703 1706 1707 rBV2 1070 1188 0.13% 0.015%
45 13.051 1707 1711 1716 rVB5 4122 6700 0.73% 0.087%
46 13.321 1753 1757 1758 rBV3 2116 2506 0.27% 0.033%
47 13.898 1849 1855 1866 rBV 297495 431081 47.06% 5.593%
48 14.174 1896 1902 1916 rBvV2 323249 587450 64.13% 7.622%
49 14.333 1927 1929 1934 rVB4 1339 1616 0.18% 0.021%
50 14.474 1947 1953 1960 rBV 155979 229480 25.05% 2.977%
51 14.539 1960 1964 1971 rVB2 20698 31143 3.40% 0.404%
52 14.780 2003 2005 2007 rBvV3 1629 1431 0.16% 0.019%
53 14.809 2007 2010 2013 rVvV5 1007 1676 0.18% 0.022%
54 14.833 2013 2014 2019 rVvB3 957 1272  0.14% 0.017%
55 15.115 2060 2062 2067 rVB3 1193 1787 ©0.20% 0.023%
56 15.215 2072 2079 2080 rBV4 1096 1748 0.19% 0.023%
57 15.351 2096 2102 2106 rBV6 2199 3388 0.37% 0.044%
58 15.468 2116 2122 2138 rBV 396492 590652 64.48% 7.663%
59 15.621 2142 2148 2162 rBV 103668 189304 20.67% 2.456%
60 15.745 2167 2169 2171 rVV2 1414 1425 0.16% 0.018%
61 15.768 2171 2173 2175 rVB3 1645 1339 0.15% 0.017%
62 15.798 2175 2178 2180 rBV3 1009 1330 0.15% 0.017%
63 15.839 2180 2185 2188 rBV4 3550 5909 0.65% 0.077%
64 15.986 2208 2210 2213 rVV4 2439 2082 0.23% 0.027%
65 16.033 2213 2218 2222 rVB6 1693 2860 ©.31% 0.037%
66 16.445 2285 2288 2292 rBv4 1205 1878 0.21% 0.024%
67 16.621 2314 2318 2324 rBV6 930 1899 0.21% 0.025%
68 16.909 2363 2367 2369 rVB4 1595 1377 0.15% ©0.018%
69 17.115 2397 2402 2405 rBV3 1191 1931 0.21% 0.025%
70 17.227 2416 2421 2432 rVV 201989 303222 33.10% 3.934%
71 17.327 2432 2438 2453 rVWW 478162 707521 77.24%  9.180%
72 17.445 2456 2458 2465 rVvVv7 6931 13738 1.50% 0.178%
73 17.492 2465 2466 2468 rVvv2 3121 2634 0.29% 0.034%
74 17.527 2470 2472 2478 rVVe6 1795 2858 0.31% 0.037%
75 17.845 2523 2526 2528 rBV3 1457 1785 0.19% 0.023%
76 17.962 2543 2546 2549 rBV3 2808 3885 0.42% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc :

ALS Vvial : 14 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

77 18.050 2557 2561 2563 rBV4 1294 1809 0.20% 0.023%
78 18.086 2563 2567 2572 rBV 18499 27867 3.04% 0.362%
79 18.139 2572 2576 2585 rvv2 12052 27139 2.96% 0.352%
80 18.345 2608 2611 2612 rBV3 1496 1420 0.16% ©0.018%
81 18.445 2624 2628 2640 rBV6 8928 23698 2.59% 0.307%
82 18.586 2650 2652 2653 rBV 1482 1516 0.17% 0.020%
83 18.650 2659 2663 2665 rBV5 3165 4358 0.48% 0.057%
84 18.692 2668 2670 2674 rVB5 2068 2403 0.26% 0.031%
85 18.750 2678 2680 2682 rBV3 1148 1395 ©0.15% ©0.018%
86 18.792 2685 2687 2690 rBv4 1696 1928 0.21% 0.025%
87 18.874 2700 2701 2705 rVB3 1779 1379 0.15% ©0.018%
88 18.956 2712 2715 2717 rBV4 1682 1687 ©0.18% 0.022%
89 19.127 2739 2744 2747 rBV5 2028 3824 0.42% 0.050%
90 19.186 2751 2754 2757 rVV3 3858 5245 0.57% 0.068%
91 19.256 2761 2766 2770 rBV3 4436 7675 0.84% 0.100%
92 19.368 2781 2785 2791 rBV6 7953 14544 1.59% 0.189%
93 19.474 2800 2803 2805 rVB4 1533 1978 0.22% 0.026%
94 19.497 2805 2807 2809 rBV3 1282 1427 0.16% 0.019%
95 19.562 2815 2818 2821 rBV4 1825 2535 0.28% 0.033%

96 19.627 2823 2829 2837 rBV 670590 894643 97.66% 11.607%
97 19.909 2875 2877 2878 rBV2 2215 1709 0.19% 0.022%
98 21.415 3128 3133 3140 rBV 200862 298517 32.59% 3.873%
99 23.615 3500 3507 3520 rBV2 448582 916059 100.00% 11.885%
1e@ 23.768 3528 3533 3551 rVB 165949 363284 39.66% 4.713%

Sum of corrected areas: 7707505
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Nov 2023 ©01:33
: MA/JU
. 05226-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
BM042861.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

TIC: BM042861.D\data.ms

9.022

7P339 7.822 9.733 10.2630. 8.%10
3.175 3822

8. 545
3.56% 5175 58805067869 6. 994’& Jlkoﬁ a6%67_ 6§63 857117

0

Time--> 3.00 350 4.00 450 5. 00 550 6.00 650 7. 00 7. 50 8. 00 8 50 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance

600000

500000

400000

300000

200000

100000

TIC: BM042861.D\data.ms
19.627

17.327

15.468

14.174
13.898

17.227
14.474
15.621

12.19% 504 78R 04B.321 14 35100k st 55 16.8526.9091

Time-->

, ) i X
L L L Bt s e e B et B B s B e L e s [ B s BB s T A e s
I I T I I I I I I I I T I T I T

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18. 00 18 50 19.00 19.50 20.00

Abundance

600000

500000

400000

300000

200000

100000

0

TIC: BM042861.D\data.ms

23.615

21.415 23.768

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Benzeneethanol, .beta.-ethe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.169 2.66 ng/ul 18804 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 64
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 62
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 58
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 58
Abundance Scan 881 (8.169 min): BM042861.D\data.ms (-877) (-) m/z 117.05 100.00%
117.1
5000
39.0 911 A e e
‘ “ T i 5079 7.808.00 8.20 8.40

okl “"m‘h‘H‘_m_Ww_uw‘m m/z 118.10  58.86%

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

Abundance #26260: Benzeneethanol, .beta.-ethenyl-

117.0
5000 \‘A\\\\‘\\\\‘\\\\’\\\\‘\
7.80 8.00 8.20 8.40
91.0 m/z 115.10  41.18%
o 39.0 650 ‘ 148.0
\\\‘\\\\‘\\\\‘\\\\“\\‘\‘\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
R mmm i B
7.80 8.00 8.20 8.40
5000 m/z 39.00 26.48%
91.0
51.0
0 27.0
R R B B e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 n m A mn
Abundance #10206: Benzene, 1-ethenyl-2-methyl- R ARREmEERERE
117.0 7.80 8.00 8.20 8.40
m/z 51.00 24.11%
5000
91.0
39.0 65. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 2 Benzofuran, 7-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.169 3.79 ng/ul 26820 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 95
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 95
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 94
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 93

Abundance Scan 1051 (9.169 min): BM042861.D\data.ms (-1046) (-) m/z 132.00 100.00%

130.0
000 51.0
5 770 1030
SN VRN . .Y A W—
“ ‘ ‘ “ | 8.80 9.00 9.20 9.40
ol b bl 2988z 131,08 99.01%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
510 8.80 9.00 9.20 9.40
77.0 1030 m/z 51.05 53.22%

27.0 H
0 \H“ﬂ“w‘”M\‘H‘\H“M“w“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0

8.80 9.00 9.20 9.40

5000 ITI z 77.05 42.84%
510 770 41030
27.0
oYM A A T VN M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16660: Benzofuran, 2-methyl-
131.0 8.80 9.00 9.20 9.40
m/z 103.00 37.98%
5000
51.0 77.0 103.0
om"m_u““MMH“_HW‘:HWH‘Wm‘””_m_m N L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
BM042861.D

: 18 Nov 2023 ©01:33
: MA/JU
: 05226-04

: 14  Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M

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

Peak Number 3 p-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.998 2.34 ng/ul 21819 Naphthalene-d8 10.633

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 72
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 64
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 o-Cymene 134 C1oH14 000527-84-4 59
Abundance Scan 1192 (9.998 min): BM042861.D\data.ms (-1188) (-) m/z 119.05 100.00%
119.1
5000
91.1
39.1 S
Wb L
bt e e s m/z 91.18 33.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
119.0
5000 1 ‘mﬂ
91.0 10.00
m/z 134.20 30.30%
39.0 65.0
O\1\5\"0\‘1\\“‘H“\\““\‘H\‘H‘\H‘\‘WH‘M\H‘\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
——
10.00
5000 m/z 117.00 23.76%
91.0
. 15.0 39.0 65.0
R e R L e W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- cl
119.0 10.00
m/z 77.00 21.29%
5000
91.0
39.0 65.0 ‘ [M
o280, 20 A ek UL
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.910 2.21 ng/ul 20574  Naphthalene-d8 10.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-5-methanamine 146 C9H1ON2 1000362-58-9 43
2 1H-Indazole, 3,6-dimethyl- 146 C9H1ON2 007746-28-3 38
3 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 38
4 1H-indol-6-ylmethanamine 146 C9H1ON2 003468-17-5 38
5 1H-indol-6-ylmethanamine 146 CSH1ON2 003468-17-5 38
Abundance Scan 1347 (10.910 min): BM042861.D\data.ms (-1343) (- | m/z 146.00 100.00%
146.0
5000 115.0 M/\
51.0 91.0
207.0 Ll QM I
L | o
ol bl e L L w2 145.00  74.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25682: 1H-Indole-5-methanamine
146.0
118.0
5000 A
11.00
89.0 m/z 115.00 45.63%
30.0 63.0 H
O‘\\‘\\‘H\\Hl\i““\\‘”\“\\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146.0
11.00
5000 51.0 m/z 51.00 34.39%
77.0 104.0
0l et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 NM\
Abundance #25705: Cinnoline, 1,2-dihydro-2-methyl- ‘
146.0 11 00
m/z 91.00 33.73%
5000 /\[\
0" S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 3-Methylbenzothiophene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.198 2.52 ng/ul 23512  Naphthalene-d8 10.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 87
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 83
3 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 80
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
5 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 80
Abundance Scan 1566 (12.198 min): BM042861. D\data ms (-1558) (- m/z 147.00 100.00%
14y.0
5000
e L
CT ‘ ‘ 207.0 12.00 12.50
bt LI L T wjz 148,60 92.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26957: 3-Methylbenzothiophene
148.0
5000 B
12.00 12.50
m/z 62.90 17.20%
450 69.0 115.0
O ‘\\\\“\‘\H\\“‘\ \‘\H}“\\‘\‘\O‘“\\\‘\“\\\\‘\H“\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147.0
— —
12.00 12.50
5000 m/z 149.05 14.87%
45.0 69.0
. 93.0 115.0
e e A A Ra e e
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #26251: Benzaldehyde, 2,4,6-trimethyl- — —
147.0 12.00 12.50
m/z 68.90 12.37%
5000 1190
91.0
51.0 ‘
0‘HHW”‘h‘m“‘mw‘l‘u“mwH,mwm‘uu — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42861.D

Acqg On : 18 Nov 2023 01:33
Operator : MA/JU

Sample : 05226-04

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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|
Benzeneethanol,... 8.169 2.7 ng/ul 18804 1 7.822 141545 20.0
Benzofuran, 7-m... 9.169 3.8 ng/ul 26820 1 7.822 141545 20.0
p-Cymene 9.998 2.3 ng/ul 21819 2 10.633 186446 20.0
unknown-01 10.910 2.2 ng/ul 20574 2 10.633 186446 20.0
3-Methylbenzoth... 12.198 2.5 ng/ul 23512 2 10.633 186446 20.0
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