LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\

Data File : BM@48134.D

Acqg On : 18 Oct 2024 14:03

Operator : RC/JU

Sample : P4380-06DL 5X

Misc :

ALS Vvial : 36 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-BM101724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48134.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 39 42 47 rBV5 13338 19330 0.43% 0.061%
2 3.658 1106 114 130 rBV 123327 268832 6.02% 0.849%
3 3.969 163 167 174 rVB 36941 58214 1.30% 0.184%
4 4.169 198 201 207 rVB4 9768 13568 ©0.30% 0.043%
5 4.316 221 226 229 rBvV3 6455 11238 0.25% 0.035%
6 4.604 272 275 281 rVB5 6277 10989 0.25% 0.035%
7 4.969 331 337 343 rBV10 8208 15964 0.36% 0.050%
8 5.081 353 356 360 rvv5 8613 13290 0.30% 0.042%
9 5.416 409 413 421 rVB 14773 28263 0.63% 0.089%
10 5.569 435 439 444 rBV7 6376 11482 0.26% 0.036%
11 5.622 444 448 452 rW 11404 15940 0.36% 0.050%
12 5.787 470 476 482 rVWV2 26334 45048 1.01% 0.142%
13 6.128 528 534 535 rBV6 6571 9637 0.22% 0.030%
14 6.151 535 538 543 rVB5S 9524 14505 0.32% 0.046%
15 6.340 566 570 576 rBV7 6884 14266 0.32% 0.045%
16 6.463 586 591 594 rVB6 5540 9571 0.21% ©0.030%
17 6.628 615 619 624 rBvV8 7173 11697 0.26% 0.037%
18 6.910 663 667 672 rBV2 33065 48517 1.09% ©0.153%
19 6.975 672 678 687 rvV 94808 193086 4.32% 0.610%
20 7.104 694 700 708 rBV 202665 354171 7.93% 1.118%
21  7.234 716 722 724 rBV4 9848 17281 ©0.39% 0.055%
22 7.293 728 732 744 rVB4 8493 19079 0.43% 0.060%
23 7.422 745 754 762 rVB5 17075 50015 1.12% 0.158%
24 7.498 762 767 771 rBV5 10761 17784 0.40% 0.056%
25 7.769 805 813 821 rBV 776774 1305161 29.21% 4.121%
26 7.840 821 825 829 rVB2 22542 40429 0.90% 0.128%
27 8.140 872 876 881 rBV6 6325 9276 0.21% 0.029%
28 8.198 882 886 893 rVB4 8885 15000 0.34% 0.047%
29 8.304 896 904 911 rBV 35728 69567 1.56% 0.220%
30 8.492 926 936 942 rBV 38251 90236 2.02% 0.285%
31 8.551 942 946 950 rvV5 13237 30866 0.69% 0.097%
32 8.592 951 953 962 rVW5 14301 29616 0.66% 0.094%
33 8.657 962 964 969 rVB4 6052 9142 0.20% 0.029%
34 8.869 996 1000 1003 rVV5 12250 20282 0.45% 0.064%
35 8.928 1004 1010 1020 rVV 189652 366217 8.20% 1.156%
36 9.004 1020 1023 1030 rVB6 14308 28915 0.65% 0.091%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM048134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc :

ALS Vvial : 36 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-BM101724.MA.M
Title : SVOA CALIBRATION
37 9.351 1072 1082 1087 rVV2 47431 91757 2.05% ©.290%
38 9.487 1098 1105 1114 rVB8 7087 16928 0.38% 0.053%
39 9.745 1146 1149 1153 rBVe6 5609 9493 0.21% 0.030%
40 9.975 1183 1188 1193 rBvS8 12916 22490 0.50% 0.071%
41 10.116 1207 1212 1218 rVV5 7067 15054 0.34% 0.048%
42 10.169 1218 1221 1230 rVV1e 4632 12758 0.29% 0.040%
43 10.334 1244 1249 1256 rBV3 13390 24364 0.55% 0.077%
44 10.428 1260 1265 1269 rVV7 10788 19735 0.44% 0.062%

45 10.557 1280 1287 1291 rBV 1048867 1823570 40.82% 5.757%

46 10.610 1291 1296 1305 rVV 2627993 4467811 100.00% 14.106%

47 10.704 1305 1312 1326 rVB2 239252 586608 13.13% 1.852%
48 11.398 1423 1430 1441 rBV 111326 233980 5.24% ©.739%
49 11.751 1484 1490 1499 rVV3 19154 51533 1.15% 0.163%
50 11.845 1501 1506 1510 rVV3 14445 22177 ©.50% 0.070%
51 11.922 1513 1519 1526 rVB6 10391 23602 ©.53% 0.075%
52 12.057 1533 1542 1555 rBV 1212013 2160340 48.35% 6.821%
53 12.145 1555 1557 1562 rvv4 19958 35057 0.78% 0.111%
54 12.222 1562 1576 1579 rVV2 102617 215659 4.83% 0.681%
55 12.292 1580 1582 1585 rw4 8242 8953 0.20% 0.028%
56 12.363 1585 1594 1602 rVWW2 26047 68572 1.53% 0.216%
57 12.439 1602 1607 1613 rW 67888 116339 2.60% ©.367%
58 12.969 1691 1697 1702 rBV6 7690 15614 ©.35% 0.049%
59 13.251 1738 1745 1752 rBV3 19969 44995 1.01% 0.142%
60 13.516 1782 1790 1795 rBV9S 6552 13424 0.30% 0.042%
61 13.733 1820 1827 1831 rBv4 11265 22270 ©.50% 0.070%
62 13.816 1831 1841 1849 rVV 433552 687872 15.40%  2.172%
63 13.892 1851 1854 1858 rVB6 6952 11696 ©.26% ©.037%
64 13.945 1858 1863 1868 rBV5 6703 10691 ©.24% 0.034%
65 14.098 1883 1889 1902 rBV 595654 982623 21.99% 3.102%
66 14.204 1904 1907 1913 rVB7 4819 9379 0.21% 0.030%
67 14.404 1934 1941 1948 rVV 1492896 2279736 51.03% 7.197%
68 14.469 1948 1952 1962 rVV2 40747 72903 1.63% ©.230%
69 14.551 1962 1966 1969 rVVe 9441 14382 0.32% 0.045%
70 14.692 1985 1990 1999 rBV6 10315 27238 0.61% ©0.086%
71 14.810 2004 2010 2015 rVV 41324 70408 1.58% 0.222%
72 14.886 2019 2023 2032 rVB3 24182 42026 0.94% 0.133%
73 15.145 2062 2067 2073 rVB9 11156 19607 0.44% 0.062%
74 15.398 2103 2110 2117 rVW 714680 1122239 25.12%  3.543%
75 15.457 2117 2120 2131 rW 55312 89460 2.00% 0.282%
76 15.604 2138 2145 2148 rBVS8 6335 11644 ©.26% ©0.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM048134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc :

ALS Vvial : 36 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-BM101724.MA.M
Title : SVOA CALIBRATION
77 15.786 2167 2176 2180 rBV9 7226 21813 0.49% 0.069%
78 16.110 2227 2231 2232 rBV2 15782 17906 0.40% 0.057%
79 16.427 2280 2285 2295 rBV4 13535 31867 0.71% 0.101%
80 16.563 2304 2308 2310 rBV5 9099 12019 0.27% 0.038%
81 16.674 2324 2327 2338 rVB9 13105 28836 0.65% 0.091%
82 16.780 2339 2345 2346 rBVS5S 9950 15114 0.34% 0.048%
83 16.798 2346 2348 2356 rVB2 13734 25232 0.56% ©0.080%
84 16.910 2362 2367 2375 rBV6 28145 63853 1.43% 0.202%
85 17.145 2398 2407 2412 rBV 1758548 2524785 56.51% 7.971%
86 17.186 2412 2414 2418 rVV 74837 100013 2.24% 0.316%
87 17.245 2418 2424 2436 rVV 755879 1232250 27.58%  3.890%
88 17.345 2437 2441 2445 rVB5 14936 28084 0.63% 0.089%
89 17.445 2454 2458 2463 rBV8 7928 11082 0.25% 0.035%
90 17.521 2467 2471 2473 rVV2 24871 38503 0.86% 0.122%
91 17.557 2473 2477 2483 rVB 79243 130670 2.92% 0.413%
92 17.657 2488 2494 2500 rBV8 12906 33566 0.75% 0.106%
93 18.039 2555 2559 2563 rBV7 9736 19521 0.44% 0.062%
94 18.186 2580 2584 2595 rVB2 37384 75352  1.69% 0.238%
95 18.380 2613 2617 2621 rBV7 10850 15661 ©0.35% 0.049%
96 19.533 2807 2813 2820 rBV 1027175 1417640 31.73% 4.476%
97 19.604 2821 2825 2830 rBV5 40380 79573 1.78% 0.251%
98 21.368 3120 3125 3139 rVB2 1748800 2667372 59.70%  8.421%
99 24.144 3591 3597 3608 rVB 529338 1294299 28.97% 4.086%
100 24.350 3624 3632 3645 rVB 1108116 2927724 65.53%  9.243%

Sum of corrected areas: 31674196
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048134.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 Isoquinoline Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.398 2.57 ng/ul 233980 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline 129 CSH7N 000119-65-3 97
2 Quinoline 129 C9H7N 000091-22-5 96
3 Isoquinoline 129 C9H7N 000119-65-3 95
4 Quinoline 129 C9H7N 000091-22-5 94
5 Quinoline 129 C9H7N 000091-22-5 94

Abundance Scan 1430 (11.398 min): BM048134.D\data.ms (-1423) (- | m/z 129.05 100.00%

129.1
5000
102.1

51.0 76.1 ‘ 1100 1150
‘H“‘HW‘muﬂw_‘“ﬂ“‘_ﬂ‘w“‘w“‘w“u%QTH m/z 102.10  26.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15006: Isoquinoline
129.0
5000 T
11.00 11 50
102.0

m/z 128.00  19.40%

51.0 750 ‘
\2‘7‘(‘)‘\H“‘w‘HN‘\HH\HHHM!‘HWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15002: Quinoline
129.0

1100 1150
5000 51.0 102.0 m/z 51.00 11.16%
76.0
S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15009: Isoquinoline
129.0 1100 1150

m/z 76.10 11.02%

5000
102.0
5.0 o ‘
270 | Al I

m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 1Indole Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.057 23.69 ng/ul 2160340  Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 96
3 Indole 117 C8H7N 000120-72-9 95
4 Indole 117 C8H7N 000120-72-9 91
5 Indolizine 117 C8H7N 000274-40-8 90

Abundance Scan 1542 (12.057 min): BM048134.D\data.ms (-1533) (- | m/z 117.10 100.00%

117.1
5000 90.1

39.0 63.1 12 00
e L2071, gp.1e 42.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9736: Indole
117.0
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90.0 12.00

m/z 89.10  32.58%

63.0
‘H\H‘wH”‘“\“*Hw‘Hw‘HU!*H‘!HH\HH\HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9733: Indole
117.0

12.00
5000 63.10 11.77%
90.0
63.0
390 I
\\\‘\\\\‘\\H\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9735: Indole
117.0 12.00

m/z 118.10 9.05%

5000 90.0 J\\
63.0
140 390 I A

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48134.D

Acqg On : 18 Oct 2024 14:03
Operator : RC/JU

Sample : P4380-06DL 5X

Misc

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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|
Isoquinoline 11.398 2.6 ng/ul 233980 2 10.557 1823570 20.0
Indole 12.057 23.7 ng/ul 2160340 2 10.557 1823570 20.0
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