LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acq On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vial : 10 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-BM@92724 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47785.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.252 41 45 55 rvVB 50356 77394 1.36% 0.115%
2 3.534 91 93 99 rvB2 13622 17980 0.32% 0.027%
3 3.669 112 116 134 rBV 597924 932070 16.37% 1.383%
4 3.857 145 148 156 rVB4 10072 18455 0.32% 0.027%
5 3.999 169 172 177 rVB 16981 20194 0.35% 0.030%
6 4,469 247 252 258 rBvV3 12993 25307 0.44% 0.038%
7 4.922 325 329 335 rVB2 33905 49897 0.88% 0.074%
8 5.393 407 409 414 rVB6 5089 6199 0.11% 0.009%
9 6.128 526 534 540 rBV 42262 70765 1.24% 0.105%
10 6.563 603 608 613 rVB4 12366 18776 0.33% 0.028%
11 6.798 643 648 655 rVB4 9773 19078 0.33% 0.028%
12 6.969 671 677 689 rBV 879743 1389136 24.39% 2.061%
13 7.134 699 705 715 rVB 686445 1058332 18.58% 1.570%
14 7.240 719 723 729 rBV9 3761 6659 0.12% 0.010%
15 7.340 733 740 749 rBV 824490 1302732 22.87% 1.933%
16 7.440 755 757 762 rVB5 5045 6190 0.11% 0.009%
17 7.804 812 819 827 rBV 916195 1471269 25.83% 2.183%
18 7.875 827 831 838 rVB3 16829 29348 0.52% 0.044%
19 8.040 853 859 866 rVB3 109857 213932 3.76% 0.317%
20 8.234 887 892 896 rBV5 13308 21811 0.38% 0.032%
21 8.404 916 921 924 rBV6 4343 6551 0.12% 0.010%
22 8.510 931 939 950 rBvV 1055233 1703105 29.90% 2.527%
23 8.687 965 969 972 rBv4 5143 7351 0.13% 0.011%
24 8.957 1001 1015 1025 rBV 797215 1324709 23.26% 1.966%
25 9.081 1032 1036 1040 rVB3 24172 36669 0.64% 0.054%
26 9.128 1040 1044 1047 rVB6 5259 7826 0.14% 0.012%
27 9.334 1075 1079 1085 rBvV8 4848 10191 0.18% 0.015%
28 9.398 1085 1090 1095 rVB8 10845 17699 0.31% 0.026%
29 9.522 1106 1111 1122 rVB 71504 121686 2.14% 0.181%
30 9.604 1122 1125 1129 rVB6 4542 6379 0.11% 0.009%
31 9.681 1129 1138 1145 rBV 609371 1004014 17.63% 1.490%
32 9.739 1145 1148 1155 rVB8 7627 17910 0.31% 0.027%
33 9.839 1162 1165 1166 rBvV3 4919 5814 0.10% 0.009%
34 9.904 1174 1176 1180 rVB5 6121 6851 0.12% 0.010%
35 10.098 1204 1209 1220 rVB2 29180 53661 0.94% 0.080%

36 10.216 1220 1229 1240 rBV 1040151 1724667 30.28%  2.559%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acq On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vial : 10 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 10.475 1266 1273 1279 rBV2 25787 46507 0.82% 0.069%
38 10.598 1281 1294 1302 rBV 1323722 2193961 38.52%  3.255%
39 10.681 1302 1308 1310 rBV6 6564 11227 0.20% 0.017%
40 10.728 1310 1316 1325 rBV 923994 1585267 27.83% 2.352%
41 10.886 1341 1343 1349 rVB7 5812 8294 0.15% 0.012%
42 11.133 1381 1385 1391 rVB4 31742 51768 ©.91% 0.077%
43 11.381 1422 1427 1433 rBVS8 6511 13622 0.24% 0.020%
44 11.498 1442 1447 1451 rBV7 7694 11886 ©0.21% ©.018%
45 11.939 1517 1522 1526 rVB6 6200 10673 0.19% 0.016%
46 12.022 1530 1536 1539 rBV7 6890 12993 0.23% 0.019%
47 12.116 1545 1552 1560 rBV9 12254 33662 0.59% ©0.050%
48 12.186 1560 1564 1571 rVB2 19790 32278 0.57% ©0.048%
49 12.804 1662 1669 1675 rBVS8 6910 15550 0.27% ©0.023%
50 13.057 1707 1712 1716 rBV5 9058 13460 0.24% ©0.020%
51 13.157 1725 1729 1732 rBV5 5755 8833 0.16% ©0.013%
52 13.192 1732 1735 1739 rVWV4 4615 6197 ©0.11% ©.009%
53 13.345 1758 1761 1766 rVB5 6448 10582 0.19% 0.016%
54 13.404 1766 1771 1779 rBV5 7125 17771 0.31% ©0.026%
55 13.627 1806 1809 1812 rVB5 4880 7075 ©.12% ©.010%
56 13.710 1820 1823 1828 rBV4 6023 5842 ©0.10% ©.009%
57 13.845 1840 1846 1858 rVB 1888441 2659158 46.69%  3.946%
58 14.133 1884 1895 1906 rBV 2234954 3259584 57.23% 4.837%
59 14.439 1940 1947 1956 rBV 1971053 2902221 50.96% 4.306%
60 14.510 1958 1959 1963 rVB4 4952 6607 0.12% 0.010%
61 14.627 1973 1979 1994 rBV 871278 1340494 23.54% 1.989%
62 14.751 1997 2000 2005 rVB5 7955 14551 0.26% ©.022%
63 14.857 2014 2018 2022 rVB7 12024 19118 0.34% 0.028%
64 14.986 2033 2040 2049 rBV 74975 145756  2.56% ©0.216%
65 15.063 2049 2053 2062 rVB3 39457 63029 1.11% ©0.094%
66 15.245 2080 2084 2088 rVB6 11010 16746 0.29% 0.025%
67 15.433 2109 2116 2127 rBV 2851589 4077140 71.59% 6.050%
68 15.539 2128 2134 2148 rVVW 772620 1085393 19.06% 1.611%
69 15.674 2152 2157 2161 rVB4 15378 26758 0.47%  0.040%
70 15.792 2171 2177 2185 rBV 328717 461769 8.11% 0.685%
71 16.251 2251 2255 2260 rVBS5 14761 19587 0.34% 0.029%
72 16.357 2270 2273 2277 rVB3 13537 17271 0.30% 0.026%
73 16.586 2307 2312 2317 rVB7 8193 11591 0.20% 0.017%
74 16.827 2346 2353 2362 rBV 2170812 2991109 52.52% 4.438%
75 17.104 2396 2400 2403 rBV5 9229 12419 0.22% ©0.018%

76 17.180 2406 2413 2422 rBV 2371091 3446619 60.52% 5.114%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acq On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vial : 10 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-BM092724.MA.M
Title : SVOA CALIBRATION

77 17.274 2423 2429 2439 rVV2 3249613 4537731 79.68% 6.733%
78 17.362 2439 2444 2448 rVBS8 16599 32570 0.57% ©0.048%
79 17.792 2512 2517 2523 rVB 180196 240288 4.22% ©.357%
80 18.080 2560 2566 2574 rBV 836301 1298359 22.80% 1.927%
81 18.933 2706 2711 2719 rBV2 62469 108539 1.91% 0.161%
82 19.004 2721 2723 2728 rVB6 16932 16112 0.28% 0.024%
83 19.127 2740 2744 2749 rVB2 47266 65949 1.16% ©.098%
84 19.198 2753 2756 2759 rBV 56186 73305 1.29% 0.109%
85 19.351 2777 2782 2790 rBV 196443 309124 5.43% 0.459%
86 19.562 2812 2818 2824 rBV 4283504 5576757 97.92%  8.275%
87 19.615 2825 2827 2833 rVB4 42056 49151 0.86% ©0.073%
88 20.080 2902 2906 2908 rBV2 41654 54420 0.96% ©0.081%
89 20.109 2909 2911 2916 rVB 50279 59084 1.04% ©.088%
90 20.486 2971 2975 2981 rBV 130210 174524 3.06%  0.259%
91 20.562 2985 2988 2991 rVV 114025 122302 2.15% ©.181%
92 20.603 2993 2995 2998 rVB2 62951 63365 1.11% ©0.094%
93 21.080 3071 3076 3088 rBV 532401 887019 15.57% 1.316%
94 21.403 3125 3131 3138 rBV 2728914 3975242 69.80% 5.899%
95 21.598 3162 3164 3170 rVB 80715 99858 1.75% ©.148%
96 24.203 3598 3607 3623 rVB 2380883 5695258 100.00%  8.451%
97 24.409 3633 3642 3657 rVB 1712255 4469530 78.48% 6.632%

Sum of corrected areas: 67393462
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acqg On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047785.D\data.ms
4000000
3500000
3000000
2500000
2000000

1500000 10.598
8. 10.216

510
1000000 6.9697 340 7-804 8.957 10.728
3.669 1 9.681
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Abundance TIC: BM047785.D\data.ms
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Abundance TIC: BM047785.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acqg On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.040 2.91 ng/ul 213932 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 47
2 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 43
3 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
4 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 38
5 Propane-1,2-diyl bis((E)-2-methy... 240 C13H2004 1000373-72-4 38
Abundance Scan 859 (8.040 min): BM047785.D\data.ms (-853) (-) m/z 83.10 100.00%
83.1
43.0
5000
141.1
‘ H ‘ 1712 2091 280, 7.80 8.00 8.20 8.40
bl e bk L A2 O 230 m/z 43.00  83.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1452: 1-Methyl-1H-1,2,4-triazole
83.0
5000 L L B LR R
28.0 7.80 8.00 8.20 8.40
m/z 56.05 34.85%
O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
83.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.80 8.00 8.20 8.40
5000 m/z 141.05 25.53%
‘HH \\H‘HH‘\H\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH TTTTTT
m/z-->
Abundance #1450: 1-Methyl-lH-1,2,4-triaZO|e T T[T T T T T T
m/z 55.05 20.90%
‘\‘\‘H}m\H“\‘HHM\H‘HHHHHHHHHHHHHHHHHHH TTTT TTTT LU LA TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acqg On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.792 3.18 ng/ul 461769  Acenaphthene-dile 14.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H1e0 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2177 (15.792 min): BM047785.D\data.ms (-2171) (- m/z 105.10 100.00%
106.1
77.0
182.1
5000
51.0
— ——
15.50 16.00
152.1
Ot b 2L A 2070 sy 77,05 67.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 — ——
15.50 16.00
510 m/z 182.10  52.79%
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
T ‘ T T ‘ T
770 182.0 15.50 16.00
5000 ’ ' m/z 51.05 26.31%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #56922: Benzophenone I T
m/z 181.10 8.42%
‘ l il | ‘ l R
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\ T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acqg On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.080 7.53 ng/ul 1298360 Phenanthrene-die 17.180
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 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
Abundance Scan 2566 (18 080 min): BM047785.D\data.ms (-2560) (- m/z 73.05 100.00%
5000 1290 J\\
213.2 — ‘
‘ 171.2 ‘ 256,3 18.00
0 | ‘M i L L L T 32 s 4305 88.47%
miz--> 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000 129.0 IR I
18.00
0y
171.0 2130 256.0 m/z 60.05 82.97%
0 HHM‘ Huh“‘\‘u‘\‘n; | “ ““‘\‘ “‘\H‘LHH‘HH“
m/z--> 100 150 200 250 300 350
Abundance
43.0 256.0
T 1 \
18.00
5000 m/z 55.10 72.30%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #92069: Tridecanoic acid T ‘
m/z 41.05 69.06%
UM“ dm‘\ Ju‘\ ‘ n‘ ‘ ‘\ k
1T \‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acqg On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.080 4.46 ng/ul 887019 Chrysene-di2 21.403
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3076 (21.080 min): BM047785.D\data.ms (-3071) (- = m/z 57.10 100.00%

57.1
5000
T [
‘ }hal 2071 5821 355.1 2100
o e e e M/Z 43,10 87.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 = ‘
21.00
5.0 m/z 55.05 79.93%
ol}\‘\r496-°292-0364-°
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
T \
21.00
5000 m/z 83.05 72.71%
\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH\
m/z-->
Abundance #326112: Heptadecyl heptafluorobutyrate ‘ ‘
m/z 97.10 68.78%
| | JL

i I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100224\
Data File : BM@47785.D

Acq On : 02 Oct 2024 20:34
Operator : RC/JU

Sample : P4020-06

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.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|
unknown-01 8.040 2.9 ng/ul 213932 1 7.804 1471270 20.0
Benzophenone 15.792 3.2 ng/ul 461769 3 14.439 2902220 20.0
n-Hexadecanoic ... 18.080 7.5 ng/ul 1298360 4 17.180 3446620 20.0
(DEL) Alkane: S... 21.080 4.5 ng/ul 887019 5 21.403 3975240 20.0
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