LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc :

ALS vial : 9 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-BM053124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45853.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.052 8 11 16 rBV 65694 84935  2.27% 0.135%
2 3.364 61 64 78 rBv2 70144 189376 5.06% 0.301%
3 3.464 78 81 104 rVW 684318 1355409 36.18% 2.157%
4 3,722 118 125 133 rBV 160758 317712 8.48% 0.506%
5 4.481 248 254 262 rBV3 27274 62401 1.67% 0.099%
6 4.616 271 277 286 rBvV2 40051 90828 2.42% 0.145%
7 5.081 352 356 364 rBvV2 20082 37509 1.00% 0.060%
8 5.287 387 391 395 rVB7Y 5525 10053 0.27% 0.016%
9 5.652 449 453 459 rBv2 19262 38044 1.02% 0.061%
10 5.758 469 471 475 rVB4 8169 9252 0.25% 0.015%
11 6.134 530 535 540 rVB9 6694 11212 ©0.30% 0.018%
12 6.605 609 615 622 rBV7 13362 34932 0.93% 0.056%
13  6.722 628 635 646 rBV 1303765 2190677 58.48%  3.486%
14 6.828 647 653 665 rVW 981434 1541686 41.16% 2.453%
15 7.028 680 687 695 rBvV 1337161 2114357 56.45% 3.364%
16 7.463 755 761 771 rVB 1261589 1904287 50.84% 3.030%
17 7.581 777 781 784 rBV4 9778 13074 ©0.35% 0.021%
18 7.622 784 788 789 rBv4 8348 11214 0.30% 0.018%
19 7.781 808 815 821 rBV9 16948 34429 0.92% 0.055%
20 7.969 842 847 850 rBV6 7349 10244 0.27% 0.016%
21 8.234 883 892 898 rVV 1528165 2451039 65.43% 3.900%
22 8.287 898 901 911 rVB 69046 134813 3.60% 0.215%
23 8.628 952 959 974 rBV 1321492 2123393 56.69% 3.379%
24 8.722 974 975 980 rVB5 6093 8728 0.23% 0.014%
25 8.804 985 989 994 rBV6 11886 20004 0.53% 0.032%
26 9.204 1051 1057 1058 rBV5 6537 10366 0.28% 0.016%
27 9.240 1058 1063 1073 rVV 89274 154367 4.12%  0.246%
28 9.340 1073 1080 1091 rVB 1080797 1766681 47.16% 2.811%
29 9.675 1132 1137 1145 rVB9 16250 36396 0.97% 0.058%
30 9.887 1165 1173 1187 rVV 1456750 2443137 65.22% 3.887%
31 10.034 1193 1198 1206 rVB8 10964 19402 0.52% 031%

32 10.228 1224 1231 1240 rBV 1559823 2552516 68.14%
33 10.410 1254 1262 1279 rBV 1151969 2224241 59.38%
34 10.857 1328 1338 1347 rBV4 32860 69187 1.85%
35 11.022 1358 1366 1379 rBV 121564 287940  7.69%
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36 11.122 1379 1383 1387 rBV7 7564 13469 0.36% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc :

ALS vial : 9 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-BM053124.MA.M
Title : SVOA CALIBRATION
37 11.692 1475 1480 1484 rVB8 7252 11164 ©0.30% 0.018%
38 11.787 1489 1496 1498 rBV5 8571 13870 0.37% 0.022%
39 11.828 1498 1503 1508 rVB3 30206 50775 1.36% 0.081%
40 12.145 1548 1557 1577 rBV 377474 722234 19.28% 1.149%
41 12.363 1591 1594 1600 rVB8 10929 17240 0.46% 0.027%
42 12.545 1621 1625 1630 rVWVW7 4057 8515 0.23% 0.014%
43 12.957 1689 1695 1696 rVV6 15712 24504 0.65% 0.039%
44 12.981 1696 1699 1707 rVV5 16889 34404 0.92% 0.055%
45 13.069 1709 1714 1721 rVV9 17699 43418 1.16% ©0.069%
46 13.439 1773 1777 1781 rBvV7 6234 10571 0.28% 0.017%
47 13.557 1789 1797 1806 rBV 2016347 2887855 77.10%  4.595%
48 13.798 1829 1838 1848 rVV 2391114 3470503 92.65% 5.522%
49 13.886 1851 1853 1859 rVB7 6795 8548 0.23% 0.014%
50 14.028 1873 1877 1881 rWW7 12752 20500 0.55% 0.033%
51 14.104 1884 1890 1897 rVV 1951072 2800945 74.78% 4.457%
52 14.157 1897 1899 1905 rWVv7 9554 16730 0.45% 0.027%
53 14.357 1927 1933 1934 rBV4 41522 51895 1.39% 0.083%
54 14.404 1934 1941 1958 rVB 783094 1339321 35.76% 2.131%
55 14.592 1970 1973 1978 rVV7 10496 15609 0.42% 0.025%
56 14.922 2026 2029 2032 rBV4 8725 10397 0.28% 0.017%
57 14.957 2032 2035 2037 rBV4 7558 8573 0.23% 0.014%
58 14.981 2037 2039 2043 rVB4 17196 21704 0.58% 0.035%
59 15.045 2047 2050 2054 rVB3 14637 16664 0.44% 0.027%
60 15.104 2054 2060 2068 rBV 2726922 3745794 100.00% 5.960%
61 15.245 2078 2084 2093 rBV 590935 791961 21.14%  1.260%
62 15.345 2097 2101 2106 rBVS5 13193 20339 0.54% 0.032%
63 15.533 2124 2133 2142 rVB5 23556 67732 1.81% 0.108%
64 15.610 2142 2146 2148 rBV4 8012 12002 0.32% 0.019%
65 15.645 2148 2152 2159 rVV9 12014 24372 0.65% 0.039%
66 15.845 2182 2186 2190 rBV6 15250 19843 0.53% 0.032%
67 16.016 2211 2215 2217 rBV5S 6182 9561 0.26% ©0.015%
68 16.104 2227 2230 2235 rVB3 16586 21058 0.56% 0.034%
69 16.310 2259 2265 2270 rBV8 30460 57590 1.54% 0.092%
70 16.433 2281 2286 2290 rBV6 22426 32725 0.87% 0.052%
71 16.586 2309 2312 2315 rBV5S 8384 9669 0.26% 0.015%
72 16.639 2317 2321 2323 rVV3 19624 24305 0.65% 0.039%
73 16.663 2323 2325 2330 rVv4 12601 20154 0.54% 0.032%
74 16.722 2330 2335 2340 rVB 32113 46423 1.24% 0.074%
75 16.798 2345 2348 2352 rBV5 14045 190667 ©0.51% 0.030%

76 16.851 2352 2357 2363 rVV 1940186 2698875 72.05% 4.294%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc :

ALS vial : 9 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-BM053124.MA.M
Title : SVOA CALIBRATION
77 16.892 2363 2364 2368 rVV 63769 63986 1.71% 0.102%
78 16.951 2368 2374 2385 rVB2 2528643 3415588 91.18% 5.435%
79 17.074 2389 2395 2399 rBV9 17041 36344 0.97% 0.058%
80 17.169 2409 2411 2416 rVB6 14663 21426 0.57% 0.034%
81 17.269 2424 2428 2435 rVB2 70958 104064 2.78% 0.166%
82 17.410 2449 2452 2456 rVB6 9529 13977 0.37% 0.022%
83 17.545 2473 2475 2479 rVB5 10690 11396 0.30% 0.018%
84 17.622 2485 2488 2491 rBV3 16862 18475 0.49% 0.029%
85 17.669 2491 2496 2502 rBV9 19380 35400 ©0.95% 0.056%
86 17.721 2503 2505 2511 rBV6 15296 18038 0.48% 0.029%
87 17.786 2511 2516 2529 rBV 385661 771700 20.60%  1.228%
88 18.086 2564 2567 2572 rVB5 24174 35366 0.94% 0.056%
89 18.321 2604 2607 2610 rBV 27212 33922 0.91% 0.054%
90 18.816 2688 2691 2695 rVB3 32322 40592 1.08% 0.065%
91 18.863 2696 2699 2701 rBV2 32850 37521 1.00% ©.060%
92 18.916 2705 2708 2711 rBV 108943 130043 3.47% 0.207%
93 19.068 2730 2734 2746 rBV3 129282 283195 7.56% 0.451%
94 19.251 2759 2765 2775 rBV 2775523 3680879 98.27% 5.857%
95 20.780 3022 3025 3036 rBV = 304129 487651 13.02% 0.776%
96 21.062 3069 3073 3078 rVB 1791924 2285711 61.02% 3.637%
97 21.986 3226 3230 3238 rVB6 185784 305696 8.16% 0.486%
98 23.356 3457 3463 3473 rVB2 579582 1308908 34.94% 2.083%
99 23.603 3498 3505 3520 rVB2 1521016 3358791 89.67% 5.344%
100 23.786 3529 3536 3545 rVB 1207231 2743650 73.25% 4.366%

Sum of corrected areas: 62847038
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM045853.D\data.ms
2500000

2000000

8.234 10.228

9.887
1500000
6.722.028 ; 4oa 8.628

9.340 0.410

1000000
3.464

500000 12.145
722

0523
ASRIN AL 448316 5.08087555586.134 6.6 528968 287 geans S A 9.6750.03 1086122 11BAPE 1286345

0\\\\‘\\\\‘\\\\‘\\\\‘\Tv\\‘\\\\‘\A\\\‘\\\\‘\\\\‘7\\\\‘4\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7\7\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM045853.D\data.ms

15.104 19.251

16.951

2500000 13.798
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13.557 3
2000000 14.104 16.8%51
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM045853.D\data.ms
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2500000
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2000000
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1500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.722 3.34 ng/ul 317712  1,4-Dichlorobenzene-d4 7.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 72
3 Butanoic acid 88 (C4H802 000107-92-6 10
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
5 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 9

Abundance Scan 125 (3.722 min): BM045853.D\data.ms (-118) (-) m/z 60.00 100.00%

60.0
5000 /{
TR
- 3.40 3.60 3.80 4.00
B [4
bt bt 00 119:0 1919 2069 2665 nm/z 73.e0  31.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2273: Butanoic acid
60.0
5000 UL L B R I R B
27.0 3.40 3.60 3.80 4.00
m/z 42.00  29.42%
O 88.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2274: Butanoic acid
60.0
AR AR RaER Tt
3.40 3.60 3.80 4.00
5000 m/z 41.00 28.61%
27.0
0 2.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2275: Butanoic acid A RAmaa T
60.0 3.40 3.60 3.80 4.00
m/z 45.00  23.08%
5000
27.0
m/z--> 20 40 60 80 100120140160180200220240260 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 1-Phenoxypropan-2-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.022  2.26 ng/ul 287940 Naphthalene-ds 10.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-0l 152 comizo2 000770-35-4 95

2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
Abundance Scan 1366 (11.022 min): BM045853.D\data.ms (-1358) (- | m/z 94.00 100.00%
94.0
5000 /\km
45.0 s :
L 15\2-0 2210 2804 e
ob——dllpdd b Ly eeRD 2800 i m/z 76.95  32.54%
miz--> 50 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000 e :
11.00
152.0 m/z 45.00  21.85%
45.0 ‘ ‘
O \ T \‘ ‘\“H ‘ H “ \‘ ‘ “\ ‘! T T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
R
11.00
5000 m/z 77.95 21.74%
39.0 ‘ 152.0
o‘uu‘\“‘d\‘\‘\u ‘\‘_\H“” S
miz--> 100 150 200 250
Abundance #30124: 1-Phenoxypropan-2-ol T
94.0 11.00
m/z 50.95 19.00%
- WWWWWMWWf\WNMMMMNW
152.0
150 %0 | |
o b —
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56

Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Hydrocinnamic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.145 5.66 ng/ul 722234  Naphthalene-d8 10.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 95
2 Hydrocinnamic acid 150 CS9H1e02 000501-52-0 95
3 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 91
4 Hydrocinnamic acid 150 C9H1002 000501-52-0 87
5 Hydrocinnamic acid 150 CSH1e02 000501-52-0 81

Abundance Scan 1557 (12.145 min): BM045853.D\data.ms (-1548) (- | m/z 90.95 100.00%

91.0
5000
150.0

51.0 — —
12.00 12.50

\‘ ‘ I \\1209 207.9

0 _‘H‘H‘WH“‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H“ m/z 103.95 50.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28265: Hydrocinnamic acid
91.0
5000 T —
150.0 12.00 12.50

m/z 150.00  27.97%

51.0
‘\\H“\‘\“H‘\H\H‘Hl\“‘\‘H\‘\\‘H‘H‘H‘HH‘\H\‘H\\‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28272: Hydrocinnamic acid
91.0
A

‘ ‘ ‘
12 00 12 50

o

5000 150.0 m/z 77.00 20.86%
51.0 ‘
0 _H“H“H,WHMw‘w_m_m_m,wwwm_m_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0 12 00 12 50
m/z 50.95 19.09%
5000
150.0
51.0
P 0 O OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.786 5.72 ng/ul 771700  Phenanthrene-die 16.851
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 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2516 (17.786 min): BM045853.D\data.ms (-2511) (- | m/z 43.00 100.00%
4’2
30 1289
e —
‘ 1711 213.1 256 1 17.50 18.00
0 N L. 12999 3841 n/7 73.0  85.39%
mfz--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 T T
17.50 18.00
171.0 213.0 256.0 m/z 59.95 82.39%
oLl ‘ \\h”\‘ﬂ‘\h} | ‘ ““‘\“‘\“‘\““““"‘
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
—— 5
17.50 18.00
5000 ITI/Z 41.00 78.26%
129.0
213.0
171.0 ‘
0! u‘““\\\\ il “ “ “‘u\ T~ “‘ I
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid L —
43.0 17.50 18.00
m/z 55.00 75.42%
5000 256.0
129.0
30 213.0
‘ ‘ 171.0
ol A T L S e
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.069 2.48 ng/ul 283195  Chrysene-di2 21.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 76
Abundance Scan 2734 (19.068 min): BM045853.D\data.ms (-2730) (- | m/z 43.00 100.00%
43.0
3 0
128 9 202,054, 1 e ‘
L, H ‘M I, ‘ i ‘ \‘ | L 326.9 P
otr—r e ”M‘Mw““u R EaEE m/z 59.95 82.53%
mlz--> 5 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000 e :
1290 284.0 19.00
m/z 73.00 81.08%
‘ 185.0 241.0
0 \\“\H““‘ M‘H ‘H‘\ i} ‘\‘\‘ ‘\“‘\‘\‘\‘ \“‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
’.]
T \
19.00
5000 129.0 m/z 40.95 74 .82%
29.0
‘ 199.0 242 0
| H m\h\\\ \n‘\ ul ‘ \ L, ‘ ‘
ol “‘
m/z--> 5 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid ——
43.0 19.00
m/z 57.00 72.11%
5000
129 0
1850 5410 284.0
OH‘\“ uh\\\uhw‘\‘\”\“‘\H\H“H‘\“HH“ —
m/z--> 5 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 (DEL) Alkane: Cyclic20.780 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.780 4.27 ng/ul 487651  Chrysene-di12 21.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3025 (20.780 min): BM045853.D\data.ms (-3022) (- | m/z 43.00 100.00%
43.0
5000 JM
\ 2050  21.00
154.1 207.0 281.0 : :
W H ALREE 2000 TN 340938014310 0 57 00 91.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71732: Cyclotetradecane
55.0
5000 —— ——
20.50 21.00
11.0 m/z 55.00 87.36%
LT, sono
O\\f“ \\‘ ‘%‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
—— —
20.50 21.00
5000 m/z 41.00 61.97%
11.0
1690
oL H VLl ] 23802830 434,
“““‘ | “““‘H MM o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol T ——
57.0 20.50 21.00
m/z 69.00  58.26%
B \Nhu
ok b { iy 14 M [1670 2220 2020 3920
i “‘ e e P e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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

Abundance #173548: N-(2,3-Dihydro-1H-inden-5-yl)-N'-phenylurea, N

Peak Number 7 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.986 2.67 ng/ul 305696 Chrysene-d12 21.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Malononitrile, 2-(1,7,7-trimethy... 280 C18H20N20 1000164-42-4 38
2 7,4'-Dimethoxy-3-hydroxyflavone 298 C17H1405 013198-99-7 25
3 N-(2,3-Dihydro-1H-inden-5-y1)-N'... 280 C18H20N20 1000492-22-0 20
4 [1,4,5]Thiadiazepine, 3,6-diphen... 298 C16H14N202S 1000305-12-2 15
5 N-(2-Amino-phenyl)-3-trifluorome... 280 C14H11F3N20 1000277-75-3 15
Abundance Scan 3230 (21.986 min): BM045853.D\data.ms (-3226) (- | m/z 107.00 100.00%
107.0 173.9 298.1
5000
51 FSO
—
356.0 22.00
418.3 4891
ol \‘Wj HH\IU : ‘}.H‘ Hlum’wul o n\u; L u‘,‘m e m/z 298.10 96.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173561: Malononitrile, 2-(1,7,7-trimethylbicyclo[2.2.1]he
107.0 280.0
5000 T
22.00
41.0 h ‘ 195.0 m/z 91.00 92.16%
O \h\ \\H ‘J‘h\“g N\ e l\““'\““\"'“h\‘“\‘ ;‘I‘\“L‘ ”' x‘\\A\ i\\\\ T B B R W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196650: 7,4'-Dimethoxy-3-hydroxyflavone
298.0
—
22.00
5000 m/z 173.95 87.66%
135.0
63.0
‘ 227.0
0f+ H" I TSNS 1 N ——
m/z--> 0 50 100 150 200 250 300 350 400 450
T

174.0 22.00

280.0 m/z 77.00 70.22%

o i WM/\W\/\MV
RETYO 101 V1 N R -
m/z--> 0 5 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 2,4-Cycloheptadien-1-one, 2... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.356 9.54 ng/ul 1308910  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Cycloheptadien-1-one, 2-(die... 269 C18H23NO 133436-07-4 74
2 dibenz[c,e][1,2]azaborine, 5,6-d... 269 C19H16BN 1000396-96-7 45
3 7-Methyl-4,5-dihydroindeno[1,7-b... 269 C2@H15N 1000496-51-0 41
4 N,N-Di(2-naphthyl)amine 269 C20H15N 000532-18-3 41
5 2-(Benzylideneamino)fluorene 269 C20H15N 013924-50-0 38
Abundance Scan 3463 (23.356 min): BM045853.D\data.ms (-3457) (- | m/z 269.00 100.00%
269.0
354.1
5000
75.0 207.0
133.9 = —
‘ ‘ h 23.00 23.50
0 ‘ﬂhﬂwwh WwMMLMl “nmkn hhmﬁﬁ A 41814750 m/z 354.10 64.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159751: 2,4-Cycloheptadien-1-one, 2-(diethylamino)-7-r
269.0
136.0
5000 80.0 [N J !
pe.o 23.00268 0923-5217 65%
212% m/z . .65%
0' u““l‘h\w}‘\m\“"‘ }h\l\\““\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159788: dibenz[c,e][1,2]azaborine, 5,6-dihydro-5-methy
269.0
— —
23.00 23.50
5000 m/z 255.00 44.02%
127.0
i RO I s ot
O bty M‘\‘lw\‘m‘\““\ o s e m a w
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #159807: 7-Methyl-4,5-dihydroindeno[1,7-bc]acridine = —
269.0 23.00 23.50
m/z 207.00  34.87%
5000
127.0
ol 830 Aol SEE—
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060424\
Data File : BM@45853.D

Acqg On : 05 Jun 2024 16:56
Operator : MA/JU

Sample : P2586-19

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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|
Butanoic acid 3.722 3.3 ng/ul 317712 1 7.463 1904290 20.0
1-Phenoxypropan... 11.022 2.3 ng/ul 287940 2 10.228 2552520 20.0
Hydrocinnamic acid 12.145 5.7 ng/ul 722234 2 10.228 2552520 20.0
n-Hexadecanoic ... 17.786 5.7 ng/ul 771700 4 16.851 2698880 20.0
Octadecanoic acid 19.069 2.5 ng/ul 283195 5 21.062 2285710 20.0
(DEL) Alkane: C... 20.780 4.3 ng/ul 487651 5 21.062 2285710 20.0
unknown-01 21.986 2.7 ng/ul 305696 5 21.062 2285710 20.0
2,4-Cycloheptad... 23.356 9.5 ng/ul 1308910 6 23.786 2743650 20.0
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