LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acqg On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc :

ALS Vvial : 58 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-BM112322.M
Title : SVOA CALIBRATION
Signal : TIC: BM@37746.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  3.434 5 8 11 rBV 42136 50886 ©.73% 0.074%
2 3.469 11 14 22 rVB 57674 83190 1.20% 0.121%
3  3.881 81 84 99 rBV 181766 354440 5.11% 0.517%
4 4.116 120 124 132 rVB3 27953 46566 0.67% ©.068%
5 4.210 137 140 143 rVB2 12787 14343 0.21% 0.021%
6 4.816 240 243 246 rBV4 5599 7997 0.12% 0.012%
7 4.951 264 266 272 rVB5 3823 6963 0.10% 0.010%
8 5.169 301 303 307 rvB4 6471 9177 0.13% 0.013%
9 7.257 652 658 668 rvB 279178 437497 6.31% 0.639%
10 7.428 680 687 695 rBV 821703 1272526 18.34% 1.857%
11  7.634 714 722 729 rBV 835297 1290372 18.60% 1.884%
12 7.716 732 736 740 rBVS5 9199 15430 0.22% 0.023%
13 8.110 796 803 810 rBV 736152 1175924 16.95% 1.716%
14 8.169 810 813 817 rVB6 7998 9502 0.14% 0.014%
15 8.651 890 895 898 rBV6 6106 8025 0.12% 0.012%
16 8.816 916 923 933 rBV 702711 1135705 16.37% 1.658%
17 8.957 945 947 951 rVB4 6703 8923 0.13% 0.013%
18 9.104 968 972 976 rBV6 5515 8972 0.13% 0.013%
19 9.192 981 987 992 rBV3 29956 49475 0.71% 0.072%
20 9.275 994 1001 1011 rVV 1046887 1742351 25.12% 2.543%
21  9.392 1014 1021 1026 rBvV1e 8720 17732 0.26% 0.026%
22 9.681 1065 1070 1076 rVB3 12493 23019 0.33% 0.034%
23 10.004 1118 1125 1136 rBV 856362 1383054 19.94% 2.019%
24 10.128 1141 1146 1152 rBV7 8888 16537 ©0.24% 0.024%
25 10.204 1154 1159 1163 rVB7 4964 8983 0.13% 0.013%
26 10.328 1174 1180 1185 rVB 27872 45281 0.65% 0.066%
27 10.545 1210 1217 1225 rBV 1183919 1932176 27.85% 2.820%
28 10.927 1273 1282 1289 rBV 1086388 1850993 26.68% 2.702%
29 10.986 1289 1292 1297 rW5 22597 36722 0.53% 0.054%
30 11.063 1298 1305 1314 rVV 995987 1660004 23.93%  2.423%
31 11.127 1314 1316 1322 rVB7 12813 17798 0.26% 0.026%
32 11.698 1410 1413 1418 rBV7 9905 16223 0.23% 0.024%
33 11.839 1432 1437 1441 rBV7 5311 9270 0.13% 0.014%
34 11.939 1450 1454 1460 rBV9 6627 13152 ©0.19% 0.019%
35 12.057 1467 1474 1480 rBV 47487 88134 1.27% 0.129%
36 12.174 1484 1494 1499 rVvV8 8618 24526 0.35% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acqg On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc :

ALS Vvial : 58 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-BM112322.M
Title : SVOA CALIBRATION
37 12.327 1511 1520 1529 rVB8 13099 28228 0.41% 0.041%
38 12.427 1529 1537 1542 rBV9 8358 22347 0.32% 0.033%
39 12.504 1542 1550 1554 rVV3 28191 50784 0.73% 0.074%
40 12.545 1554 1557 1561 rVB4 11086 14597 0.21% 0.021%
41 12.716 1582 1586 1589 rVB5 5762 7712 0.11% 0.011%
42 12.986 1630 1632 1635 rV4 7042 7720 0.11% 0.011%
43 13.027 1636 1639 1643 rVV6 4820 7404 0.11% 0.011%
44 13.098 1647 1651 1654 rBV5S 5830 8893 0.13% 0.013%
45 13.210 1668 1670 1675 rBV5S 4790 7751 0.11% 0.011%
46 13.551 1719 1728 1733 rBvV3 24136 39547 0.57% 0.058%
47 13.627 1736 1741 1747 rVB4 26639 53745 0.77% 0.078%
48 13.704 1749 1754 1756 rVW4 10006 15567 ©.22% 0.023%
49 14.139 1820 1828 1834 rBV 2412855 3215716 46.36% 4.694%
50 14.216 1839 1841 1844 rVV5 10844 12327 0.18% 0.018%
51 14.251 1844 1847 1854 rVB8 13951 23367 ©0.34% 0.034%
52 14.433 1868 1878 1889 rBV 2506344 3713768 53.54% 5.421%
53 14.610 1905 1908 1915 rVB8 10288 15022 0.22% 0.022%
54 14.733 1922 1929 1939 rBV 1744206 2504427 36.10% 3.656%
55 14.915 1951 1960 1973 rBV 333572 516234 7.44% 0.754%
56 15.127 1991 1996 2003 rVV 120922 182939 2.64% 0.267%
57 15.233 2011 2014 2019 rBV7 7567 13928 0.20% ©0.020%
58 15.298 2019 2025 2026 rBV6 7552 12404 ©0.18% 0.018%
59 15.480 2050 2056 2058 rBV6 8771 15837 0.23% 0.023%
60 15.515 2058 2062 2068 rvv 27807 54134 ©.78% 0.079%
61 15.562 2068 2070 2074 rVB5 10893 13896 0.20% ©0.020%
62 15.721 2089 2097 2104 rBV 3371485 4680233 67.47% 6.832%
63 15.827 2109 2115 2123 rBV 1286181 1710897 24.66% 2.497%
64 15.962 2134 2138 2143 rVB5 13297 21795 0.31% 0.032%
65 16.080 2151 2158 2163 rBV2 51294 82093 1.18% 0.120%
66 16.168 2168 2173 2177 rBV4 22495 36110 0.52% 0.053%
67 16.215 2177 2181 2184 rBV6 18180 27564 ©0.40% 0.040%
68 16.321 2196 2199 2200 rBvV3 8810 9420 0.14% 0.014%
69 16.404 2209 2213 2219 rVBS8 18972 28713 0.41% 0.042%
70 16.633 2246 2252 2257 rBV 1275461 1855177 26.74% 2.708%
71 16.680 2257 2260 2265 rvV 90733 127877 1.84% 0.187%
72 16.745 2267 2271 2276 rVB 120544 160232 2.31% 0.234%
73 16.998 2309 2314 2317 rBV 136968 196461 2.83% 0.287%
74 17.186 2343 2346 2352 rVB7 23428 26705 ©0.38% 0.039%
75 17.292 2353 2364 2377 rBV 776833 1704968 24.58% 2.489%
76 17.433 2384 2388 2389 rBV 85395 91918 1.33% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acqg On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc :

ALS Vvial : 58 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-BM112322.M
Title : SVOA CALIBRATION

77 17.468 2389 2394 2404 rVB 2257231 3201675 46.15% 4.673%
78 17.568 2404 2411 2420 rBV 4424404 6101706 87.96%  8.907%
79 17.656 2422 2426 2429 rVWV2 83096 136656 1.97% 0.199%
80 17.698 2429 2433 2438 rVB 132392 205613 2.96% 0.300%
81 17.792 2445 2449 2454 rBV 67188 109758 1.58% 0.160%
82 17.839 2454 2457 2462 rVB3 43219 60097 0.87% 0.088%
83 17.956 2475 2477 2482 rVB5 18743 22117 0.32% 0.032%
84 18.074 2493 2497 2500 rBV 41214 55389 ©0.80% 0.081%
85 18.221 2519 2522 2528 rBV3 35855 67534 0.97% 0.099%
86 18.345 2537 2543 2553 rBV3 268913 416920 6.01% 0.609%
87 18.768 2611 2615 2619 rBV2 85866 96821 1.40% 0.141%
88 19.233 2690 2694 2702 rBV 51473 83719 1.21% 0.122%
89 19.415 2721 2725 2729 rBvV3 55748 73397 1.06% 0.107%
90 19.486 2733 2737 2741 rVB 57274 87017 1.25% 0.127%
91 19.609 2754 2758 2765 rBV 144274 210690 3.04% 0.308%
92 19.762 2781 2784 2788 rVB5 36937 39164 0.56% 0.057%
93 19.850 2793 2799 2806 rBV 5285899 6936492 99.99% 10.125%
94 20.821 2962 2964 2968 rVB 87773 78755 1.14%  0.115%

95 21.321 3045 3049 3057 rBV 384141 522425 7.53% 0.763%

96 21.633 3097 3102 3110 rBV 2886987 3645328 52.55% 5.321%
97 23.962 3491 3498 3510 rVB2 3246434 6937061 100.00% 10.126%
98 24.121 3519 3525 3535 rVB2 1575829 3228902 46.55% 4.713%

Sum of corrected areas: 68507561
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acq On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM037746.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acq On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Quinoline, 1,2,3,4-tetrahydro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.633  11.59 ng/ul 1855180  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 55
2 Cyclopropanamine, 2-phenyl-, tra... 133 C9H11IN 003721-28-6 55
3 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 50
4 Quinoline, 1,2,3,4-tetrahydro- 133 CO9H11N 000635-46-1 50
5 Tranylcypromine 133 CO9H11N 000155-09-9 49

Abundance Scan 2252 (16.633 min): BM037746.D\data.ms (-2246) (1 m/z 161.05 100.00%
161.1
5000 91.0 N
39.0 —— ——
30.0 16.50 17.00
0 MM 2070 2810 ;132,05 93.39%
miz--> 50 100 150 200 250
Abundance #16963: Quinoline, 1,2,3,4-tetrahydro-
132.0
5000 —r— —
16.50 17.00
m/z 133.00 55.89%
77.0 ‘
0 \\39‘\.()i“ e h‘\ 1‘ “h‘\“‘\ !‘ L S e e B B B s
miz--> 50 100 150 200 250
Abundance #16990: Cyclopropanamine, 2-phenyl-, trans-(+)-
132.0
—— —
16.50 17.00
5000 56.0 m/z 91.85 41.59%
91.0
ol 2600, l“‘” “u‘m‘h‘ u“ 1, H‘ |
miz--> 50 100 150 200 250
Abundance #16965: Quinoline, 1,2,3,4-tetrahydro- —— —
132.0 16.50 17.00
m/z 118.05 32.49%
5000
77.0 H
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acq On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2(1H)-Quinolinone, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.292 10.65 ng/ul 1704970  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(1H)-Quinolinone, 3-methyl- 159 C10H9NO 002721-59-7 83
2 4-Amino-1-naphthol 159 C10HSNO 002834-90-4 81
3 1-Naphthalenol, 2-amino- 159 C10H9NO 000606-41-7 81
4 2-Naphthalenol, 1-amino- 159 C1@H9NO 002834-92-6 81
5 1-Naphthalenol, 6-amino- 159 C10HSNO 023894-12-4 76
Abundance Scan 2364 (17.292 min): BM037746.D\data.ms (-2353) (- | m/z 159.10 100.00%
159.1
5000
89.0
— i
42.0 ‘ 17.00 17.50
ob Ak d biky | 1970 - 267.0 355 . 13p.00  49.59%
m/z--> 50 100 150 200 250 300 350
Abundance #35638: 2(1H)-Quinolinone, 3-methyl-
159.0
5000 r—— AN
17.00 17.50
m/z 89.05 26.46%
ik 1)
Ot ‘”‘\““r‘m!‘“\‘ ‘M\M‘\ i 1“ LB e e
miz--> 50 100 150 200 250 300 350
Abundance #35562: 4-Amino-1-naphtho
159.0
—— =
17.00 17.50
5000 ITI/Z 63.05 13.34%
510 103.0
ol b N
m/z--> 50 100 150 200 250 300 350
Abundance #35611: 1-Naphthalenol, 2-amino- I .
159.0 17.00 17.50
m/z 160.05 11.37%
5000
103.0
oo L A
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acq On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.345 2.60 ng/ul 416920  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# 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 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 2543 (18.345 min): BM037746.D\data.ms (-2537) (- | m/z 43.10 100.00%
3.1
5000
3.1 213.2 — —
UL T gy i
oL LU L L T 3409y 73010 98.25%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
H 171.0 213.0 256.0 m/z 60.10 82.25%
oL— “ “H“‘\‘ ﬂh“‘\ ;‘H‘\‘h} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . ‘\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0 fL
— e Ly
18.00 18.50
5000 m/z 41.10 76.94%
129.0
3.0 213.0
H ‘ 171.0 ‘
[ - I w‘\\““‘whh“\ \}‘H‘\‘MHH‘\\ | “‘ “‘ “‘u\‘ N “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid o ——
43.0 18.00 18.50
m/z 55.10 68.89%
5000 256.0
129.0
30 213.0
‘ H‘ ‘ 171.0
Y 111 1 AP omprad Mo
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acq On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.321 2.87 ng/ul 522425  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3049 (21.321 min): BM037746.D\data.ms (-3045) (- | m/z 57.05 100.00%
57.0
5000
1111
== =
207.1 21.00 21.50
- ‘ e prrripbreat L SHLO 4292 5080 /7 43.10  99.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — S
111.0 21.00 21.50
m/z 55.10  87.15%
| ‘ |1l 1980 2690
O\\‘\‘\\\![!\\“}[‘\\\\‘\\\\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
— —
21.00 21.50
5000 111.0 m/z 83.18  76.71%
0 \‘ | ‘ ‘ H ‘\ \} nlh6|7 0 238 02920 364.0
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87654: Cyclopentadecane T T
55.0 21.00 21.50
m/z 69.10 69.07%
5000
111.0
‘ | ‘ 210.0
0 Hh _"w‘ﬂwu“h‘lu“u“_“‘_“w“u“u“u = T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37746.D

Acqg On : 26 Nov 2022 23:00
Operator : CG/JU

Sample : N5694-04

Misc

ALS vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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|
Quinoline, 1,2,... 16.633 11.6 ng/ul 1855180 4 17.468 3201680 20.0
2(1H)-Quinolino... 17.292 10.7 ng/ul 1704970 4 17.468 3201680 20.0
n-Hexadecanoic ... 18.345 2.6 ng/ul 416920 4 17.468 3201680 20.0
Trifluoroacetox... 21.321 2.9 ng/ul 522425 5 21.633 3645330 20.0
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