LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acqg On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc :

ALS Vvial : 38 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@37726.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 12 rWV 46555 53639 0.62% 0.067%
2 3.469 12 14 20 rVB 41818 55041 0.63% 0.069%
3  3.875 80 83 100 rBV 315657 562560 6.46% ©.707%
4 4.110 120 123 130 rVB2 27852 43225 0.50% 0.054%
5 4.216 136 141 145 rVB4 17623 30163 ©.35% 0.038%
6 4.604 204 207 210 rVB5 9383 11462 0.13% 0.014%
7 4.669 216 218 224 rVB7 11174 16241 0.19% 0.020%
8 4.763 228 234 243 rVB 360033 550880 6.33% 0.692%
9 6.357 501 505 509 rBv4 5189 10301 0.12% 0.013%
106 7.069 623 626 634 rBV9 5986 11418 ©0.13% 0.014%
11 7.257 651 658 667 rVB 342853 534324 6.14% 0.671%
12 7.428 681 687 698 rBV 1015414 1582730 18.18% 1.988%
13 7.634 715 722 732 rBV 1005037 1546058 17.76% 1.942%
14 7.716 732 736 741 rVB7 7481 13102 ©0.15% 0.016%
15 8.110 795 803 814 rBV 842811 1344146 15.44% 1.688%
16 8.816 915 923 931 rBV 920879 1450394 16.66% 1.822%
17 9.281 994 1002 1012 rBV 1358209 2170597 24.94% 2.726%
18 9.616 1055 1059 1065 rBV5 11419 22002 0.25% 0.028%
19 10.004 1117 1125 1134 rBV 993287 1658567 19.05% 2.083%
20 10.216 1156 1161 1167 rBVS8 7641 15913 0.18% 0.020%
21 10.486 1201 1207 1209 rBV5 7092 11456 ©0.13% 0.014%
22 10.545 1209 1217 1228 rVV 1480775 2402322 27.60% 3.017%
23 10.710 1238 1245 1248 rBVS8 6031 11220 0.13% 0.014%
24 10.857 1266 1270 1276 rBV4 23956 44905 0.52% 0.056%
25 10.933 1276 1283 1290 rVV 1270820 2087298 23.98% 2.622%
26 10.986 1290 1292 1297 rVB5 9872 15199 0.17% 0.019%
27 11.063 1297 1305 1313 rBV 1161153 1931716 22.19% 2.426%
28 11.180 1322 1325 1332 rVB8 6087 11452 0.13% 0.014%
29 11.592 1388 1395 1399 rBV9 4913 10444 0.12% 0.013%
30 11.704 1408 1414 1418 rBV7 12412 23980 0.28% 0.030%
31 12.169 1488 1493 1498 rVB6 8833 16491 0.19% 0.021%
32 12.404 1530 1533 1540 rBV8 8736 18226 0.21% 0.023%
33 12.469 1540 1544 1546 rVvv4 11159 17260 0.20% 0.022%
34 12.504 1546 1550 1555 rVB2 25045 39736 ©0.46% ©0.050%
35 12.721 1584 1587 1593 rVB8 8147 12981 ©0.15% 0.016%
36 13.004 1631 1635 1645 rVB8 5392 10454 0.12% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acqg On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc :

ALS Vvial : 38 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 13.104 1647 1652 1654 rBV6 7767 12159 0.14% 0.015%
38 13.345 1691 1693 1700 rVB7 10153 19858 ©.23% 0.025%
39 13.474 1711 1715 1721 rVB8 7255 12381 0.14% 0.016%
40 13.627 1736 1741 1746 rBvV3 19665 34044 0.39% 0.043%
41 13.716 1748 1756 1765 rVB3 10300 26689 0.31% 0.034%
42 13.933 1787 1793 1794 rBV5 5684 10548 0.12% 0.013%
43 14.139 1821 1828 1834 rBV 3206344 4422343 50.81% 5.554%
44 14.433 1871 1878 1887 rBV 3463487 4842220 55.63% 6.082%
45 14.498 1887 1889 1894 rVV6 8124 14060 0.16% 0.018%
46 14.545 1894 1897 1900 rVB5 7444 9724 0.11% 0.012%
47 14.615 1905 1909 1912 rBV3 14487 23271 0.27% 0.029%
48 14.657 1912 1916 1921 rVB2 91292 119899 1.38% 0.151%
49 14.733 1923 1929 1937 rVB 1946983 2840334 32.63% 3.567%
50 14.810 1937 1942 1946 rBV7 9314 16271 0.19% 0.020%
51 14.910 1953 1959 1967 rBV 456065 683908 7.86% 0.859%
52 15.133 1993 1997 2003 rVB7 29280 48145 0.55% 0.060%
53 15.198 2003 2008 2013 rBV9 10984 19417 0.22% 0.024%
54 15.333 2028 2031 2036 rBvV7 8028 11967 ©0.14% 0.015%
55 15.462 2050 2053 2057 rBvV 25738 37887 0.44% 0.048%
56 15.539 2061 2066 2068 rVV2 32312 51864 ©0.60% 0.065%
57 15.562 2068 2070 2074 rVB 28350 28397 ©0.33% 0.036%
58 15.627 2078 2081 2084 rVB4 11325 13823 0.16% 0.017%
59 15.721 2089 2097 2109 rBV 4497640 6246930 71.77% 7.846%
60 15.827 2109 2115 2127 rBV 1799528 2439523 28.03% 3.064%
61 15.957 2132 2137 2144 rVB6 34599 75804 0.87% 0.095%
62 16.221 2178 2182 2187 rVB 102150 142980 1.64% 0.180%
63 16.298 2192 2195 2199 rVB5 18165 24344 0.28% 0.031%
64 16.392 2206 2211 2220 rBV2 225259 400621 4.60% 0.503%
65 16.733 2264 2269 2273 rBV 54150 75316 0.87% 0.095%
66 16.933 2299 2303 2305 rBV5 15723 21858 ©0.25% 0.027%
67 17.209 2347 2350 2354 rVB2 34764 39959 0.46% 0.050%
68 17.256 2356 2358 2363 rVB5 17574 23508 0.27% 0.030%
69 17.468 2388 2394 2400 rBV 2335334 3307281 38.00% 4.154%
70 17.574 2405 2412 2419 rBV 5258007 7499279 86.16% 9.419%
71 17.951 2473 2476 2480 rBV 30542 36738 0.42% 0.046%
72 17.998 2482 2484 2490 rVB6 15686 22759 0.26% 0.029%
73 18.127 2502 2506 2511 rVB 52796 66756 0.77% 0.084%
74 18.345 2539 2543 2553 rBV 273662 420442  4.83% 0©.528%
75 18.421 2553 2556 2565 rVB4 52907 101874 1.17% 0.128%
76 18.639 2590 2593 2598 rBV2 27535 34962 0.40% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acqg On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS Vvial : 38 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 19.262 2696 2699 2701 rBV2 38140 43420 0.50% ©.055%
78 19.415 2721 2725 2730 rBV2 80461 106886 1.23% 0.134%
79 19.486 2732 2737 2743 rBV 83873 156711 1.80% 0.197%
80 19.550 2743 2748 2753 rVV 1640875 1704357 19.58% 2.141%
81 19.609 2754 2758 2764 rBV2 250687 331734  3.81% 0.417%
82 19.850 2793 2799 2809 rBV 6809078 8704115 100.00% 10.932%
83 20.821 2961 2964 2967 rBV2 84868 92188 1.06% 0.116%
84 21.321 3047 3049 3054 rVB 89279 91875 1.06% 0.115%
85 21.633 3097 3102 3108 rBV 2813230 3582942 41.16% 4.500%
86 23.968 3491 3499 3510 rVB2 4008374 8369551 96.16% 10.512%
87 24.127 3519 3526 3534 rVB2 1586860 3233904 37.15% 4.062%
88 24.738 3627 3630 3638 rVB 302205 574754 6.60% ©.722%

Sum of corrected areas: 79620483
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acq On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS Vial : 38 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: BM037726.D\data.ms
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9.281 10,9363
1000000 TATH34 g9 8.816 10.004

3.875 4.763 7.25
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Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 700 750 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM037726.D\data.ms
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Abundance TIC: BM037726.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acq On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS Vial : 38 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(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.392 2.42 ng/ul 400621  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 81
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 64
4 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 52
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 46
Abundance Scan 2211 (16.392 min): BM037726.D\data.ms (-2206) (- | m/z 151.00 100.00%
96.0 151.0
5000 %
— =
45.0 ‘ 16.00 16.50
ol “}H b Ao | 2080 2821 384! . 96 95 89.77%
m/z--> 50 100 150 200 250 300 350
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
5000 = ——
16.00 16.50
m/z 123.00 62.42%
45.0
0 \‘\ ‘“\HH“\H“!‘H\‘ \“h“\ \‘h\ T “\ L I B
miz--> 50 100 150 200 250 300 350
Abundance #28644: 2(3H)-Benzothiazolone
151.0
= =
16.00 16.50
5000 96.0 m/z 69.00 22.47%
m/z--> 50 100 150 200 250 300 350
Abundance #28654: 1,2-Benzisothiazol-3(2H)-one — —
151.0 16.00 16.50
m/z 70.00 15.28%
h "L
96.0
50.0
v O A I R [V VASVIV | S
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acq On : 26 Nov 2022 10:36

Operator : CG/JU

Sample : N5592-06

Misc

ALS Vial : 38 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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.345 2.54 ng/ul 420442  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 Tridecanoic acid
5 Tridecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
214 C13H2602
214 C13H2602

000057-10-3 99
000057-10-3 98
000057-10-3 94
000638-53-9 93
000638-53-9 87

Abundance Scan 2543 (18.345 min): BM037726.D\data.ms (-2539) (- | m/z 43.10 100.00%
43.1
3.1 129.1
7 1 2132 8.00 18.50
256.3 18. 18.5
o ‘ “‘H “h“‘ Aol TLL “M L2210 sz 73.05  93.82%
miz-> 100 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 [N LT
18.00 18.50
H 171.0 213.0 256.0 m/z 60.05 85.11%
oL— ‘ “““h“‘““w““‘\“\‘\\“\\\\’\\\\‘\
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.
256.0
— P
18.00 18.50
5000 m/z 41.10 81.14%
129.0
3.0 5 2130
0 \“M‘ \\MH\ u‘ﬂ‘\m \\ ‘ ‘ “ u\ “\‘ - “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid — —
43.0 18.00 18.50
m/z 57.10 72.72%
5000 256.0
129.0
21&0
0 \\“\‘ H‘M \\hH ‘H‘\ Ayl “ ““‘H \\‘\\“\\\\’\\\\‘\ - e
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acq On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS Vial : 38 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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1,4,7,10,13,16,19,22-Octaox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.550 10.31 ng/ul 1704360  Phenanthrene-d10 17.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,4,7,10,13,16,19,22-0ctaoxacycl... 380 C16H28010 1000221-60-1 53
2 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 50
3 3,6,9,12-Tetraoxatetradecan-1-o0l 222 C10H2205 005650-20-4 43
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 38
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 38
Abundance Scan 2748 (19.550 min): BM037726.D\data.ms (-2743) (- | m/z 57.10 100.00%
57.1
103.1
5000
| ST
161.1 :
- J“H hol i 200l 2820 8571 n/z 45.05  75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #287229: 1,4,7,10,13,16,19,22-Octaoxacyclotetracosane
45.0
103.0
5000 —
19.50
1470 m/z 103.05 55.11%
\\f\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #25560: 1-tert-Butoxy-2-ethoxyethane
57.0 A
— A
19.50
5000 m/z 41.10 36.86%
015"4“ \‘\‘ “ ‘ ‘ 131 0
e
m/z--> 50 100 150 200 250 300 350
Abundance #100839: 3,6,9,12-Tetraoxatetradecan-1-ol =T ‘
45.0 19.50
m/z 59.05 32.56%
5000
89.0
0 HW “‘w 118804790 I
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acq On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS Vial : 38 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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.738 3.55 ng/ul 574754  Perylene-d12 24.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86

Abundance Scan 3630 (24.738 min): BM037726.D\data.ms (-3627) (- | m/z 57.10 100.00%

57.1
5000
D

24.50 25.00
‘ 7.2 207.1 283.1
o‘HH,‘J‘WﬁwHH‘HH_HW“359‘1‘_‘““‘7‘7“1‘”‘_””‘ m/z 43.10 74.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — —
24.50 25.00

m/z 71.10 62.18%

|11} 127:0197.0 267.0337.0407.0 491.0562.0
‘HH’HH‘HH‘\H!WHT[HT\‘W\HWHHHH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl-
57.0
e

o

T
24.50 25.00
5000 m/z 85.10 44 .62%
0 J }%701970 2810
_“,HH‘HH‘H“H‘wu‘WH‘W‘HW‘HW‘H‘MH‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane T =
57.0 24.50 25.00

m/z 55.10  24.56%

\‘ | 127049702670 367.0

o"H‘,‘Hw‘H‘_uH"H‘_H""""‘H_m‘w_www — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37726.D

Acqg On : 26 Nov 2022 10:36
Operator : CG/JU

Sample : N5592-06

Misc

ALS vial : 38 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|
2(3H)-Benzothia... 16.392 2.4 ng/ul 400621 4 17.468 3307280 20.0
n-Hexadecanoic ... 18.345 2.5 ng/ul 420442 4 17.468 3307280 20.0
1,4,7,10,13,16,... 19.550  10.3 ng/ul 1704360 4 17.468 3307280 20.0
(DEL) Alkane: S... 24.738 3.5 ng/ul 574754 6 24.127 3233900 20.0
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