LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acqg On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc :

ALS Vvial : 15 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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23248.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.346 40 44 51 rVB 56384 79132 0.97% ©0.086%
2 3.634 91 93 100 rBv 14435 20785 0.26% 0.023%
3 3.775 113 117 140 rBV 681007 1158351 14.25% 1.264%
4 4.017 155 158 163 rVB3 10294 17314 0.21% 0.019%
5 4.117 171 175 181 rVB 19975 30425 0.37% 0.033%
6 6.969 653 660 666 rBV2 17822 33196 0.41% 0.036%
7 7.158 684 692 701 rBV 1091690 1711036 21.05% 1.867%
8 7.328 714 721 732 rBV 885620 1368946 16.84% 1.494%
9 7.528 748 755 763 rBV 1095670 1715417 21.10% 1.872%
10 7.611 767 769 776 rVB7 5521 9871 0.12% 0.011%
11 7.999 828 835 843 rBV 1104458 1731907 21.30% 1.890%
12 8.711 947 956 970 rBV 1462939 2262232 27.82% 2.469%
13 9.099 1016 1022 1027 rBV5 4043 8228 0.10% 0.009%
14  9.169 1027 1034 1046 rVV 1095803 1755721 21.59% 1.916%
15 9.275 1049 1052 1056 rvve 5947 9090 0.11% 0.010%
16 9.334 1056 1062 1069 rVB4 11965 23251 0.29% 025%
17 9.587 1097 1105 1110 rVB2 17888 31595 0.39% 034%
18 9.899 1150 1158 1171 rBV 905443 1469799 18.08%

19 10.128 1190 1197 1205 rBV 62810 114227 1.40%
20 10.322 1226 1230 1236 rVB6 6006 11191 0.14%
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21 10.434 1242 1249 1262 rBV 1454385 2360125 29.03%
22 10.599 1271 1277 1281 rBV5 12536 20156  0.25%
23 10.822 1306 1315 1327 rBV 1672659 2780807 34.20%
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24 10.957 1327 1338 1355 rBV 1405093 2374844 29.21% 592%
25 11.604 1440 1448 1453 rBV3 15360 27409  0.34% 030%
26 12.093 1526 1531 1535 rVvB4 5167 8298 0.10% 0.009%
27 12.240 1549 1556 1561 rBV 11636 17887 ©.22% ©.020%
28 12.310 1561 1568 1575 rVV5 5065 11424 0.14% 0.012%
29 12.404 1579 1584 1590 rVvv3 29107 47229 0.58% ©0.052%
30 12.793 1645 1650 1654 rBV6 6817 10877 ©0.13% 0.012%
31 12.922 1668 1672 1679 rBV2 36194 63153 ©0.78% 0.069%
32 13.010 1683 1687 1692 rVV4 10297 20745 0.26% 0.023%
33 13.046 1692 1693 1699 rVVé6 6309 9245 0.11% 0.010%
34 13.116 1699 1705 1713 rVVé6 7679 23073 0.28% 0.025%
35 13.187 1713 1717 1723 rVV6 13117 21910 ©0.27% ©0.024%
36 13.263 1726 1730 1734 rVBS 7706 11076 ©0.14% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acqg On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc :

ALS Vvial : 15 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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION
37 13.475 1761 1766 1772 rBV 27988 39768 ©0.49% 0.043%
38 13.616 1784 1790 1795 rBv4 12943 22660 0.28% 0.025%
39 13.775 1812 1817 1822 rBV7 7500 16082 0.20% 0.018%
40 13.822 1822 1825 1829 rVv3 9499 14143 0.17% 0.015%
41 14.057 1859 1865 1874 rBV 2838182 3855432 47.42%  4.208%
42 14.169 1882 1884 1890 rVB6 10954 14635 0.18% 0.016%
43 14.240 1890 1896 1901 rVB7 5513 11401 0.14% 0.012%
44 14.293 1901 1905 1907 rBV5S 7347 11308 0.14% 0.012%
45 14.346 1907 1914 1924 rVV 3246257 4635053 57.01% 5.059%
46 14.540 1944 1947 1950 rBV2 9032 9996 0.12% 0.011%
47 14.651 1957 1966 1974 rBV 2854720 4118066 50.65% 4.494%
48 14.840 1990 1998 2016 rBV 1509769 2153238 26.48% 2.350%
49 14.969 2016 2020 2022 rVV5 9371 14650 0.18% 0.016%
50 15.010 2023 2027 2030 rVV5 10669 16046 ©0.20% ©0.018%
51 15.063 2030 2036 2051 rVV 245447 413858 5.09% ©.452%
52 15.187 2054 2057 2062 rVB5 17189 24853 0.31% 0.027%
53 15.269 2067 2071 2076 rVB2 34074 50312 ©0.62% ©.055%
54 15.534 2112 2116 2120 rBV6 5413 10285 ©0.13% 0.011%
55 15.640 2127 2134 2142 rBV 4230166 5939049 73.05% 6.482%
56 15.757 2147 2154 2162 rBV 1293621 1792477 22.05% 1.956%
57 15.881 2171 2175 2183 rVB3 22370 44420 0.55% ©0.048%
58 16.004 2190 2196 2202 rBV 861775 1104285 13.58% 1.205%
59 16.322 2246 2250 2253 rBV5 6368 10407 0.13% 0.011%
60 16.528 2278 2285 2288 rBV8 11748 26937 ©.33% 0.029%
61 16.569 2288 2292 2297 rVB2 55228 75694 0.93% 0.083%
62 16.792 2326 2330 2340 rVB6 25386 47177 0.58% 0.051%
63 16.869 2340 2343 2346 rBV5 5717 8807 0.11% 0.010%
64 17.045 2367 2373 2382 rBV 474602 678209 8.34% 0.740%
65 17.310 2415 2418 2422 rVWW5 13400 18345 0.23% 0.020%
66 17.398 2426 2433 2439 rVV 3884668 5272287 64.85% 5.754%
67 17.498 2443 2450 2459 rVV 4554171 6499870 79.95% 7.094%
68 17.581 2461 2464 2473 rVW7 37180 68996 0.85% 0.075%
69 17.675 2477 2480 2485 rBV 9643 16375 0.20% 0.018%
70 17.775 2494 2497 2499 rBvV3 8465 11486 0.14% 0.013%
71 18.016 2533 2538 2542 rBV 164422 207788 2.56% 0.227%
72 18.063 2543 2546 2550 rVB6 12073 16369 0.20% 0.018%
73 18.292 2579 2585 2594 rBV 711925 1106566 13.61% 1.208%
74 18.716 2653 2657 2661 rBV 28565 36370 ©0.45% 0.040%
75 19.186 2734 2737 2740 rBV5 14766 21353 0.26% 0.023%
76 19.351 2761 2765 2771 rBV3 62628 87533 1.08% 0.096%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acqg On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc :

ALS Vvial : 15 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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION

77 19.422 2772 2777 2780 rBV 114077 168760 2.08% 0.184%
78 19.563 2797 2801 2809 rBV 227815 329873 4.06% 0.360%
79 19.786 2833 2839 2845 rBV 5812319 8130296 100.00% 8.873%
80 20.116 2892 2895 2898 rBV 35463 37915 0.47% 0.041%
81 20.151 2898 2901 2906 rVB2 77547 85814 1.06% 0.094%
82 20.322 2928 2930 2936 rVB2 56549 63736 0.78% 0.070%
83 20.822 3012 3015 3019 rVB2 82676 83023 1.02% 0.091%
84 21.092 3058 3061 3063 rBV2 54765 61817 ©.76% 0.067%
85 21.122 3063 3066 3070 rVB2 125949 140399 1.73% 0.153%
86 21.280 3089 3093 3103 rBV 1405270 1796615 22.10% 1.961%
87 21.580 3139 3144 3154 rBV 4460482 6048591 74.40% 6.601%
88 21.733 3167 3170 3173 rVB3 133905 140634 1.73% 0.153%
89 22.204 3247 3250 3257 rBV3 104919 187495 2.31% 0.205%
90 22.710 3333 3336 3342 rVB2 141574 187358 2.30% 0.204%
91 23.274 3428 3432 3439 rBV3 173393 268649 3.30% 0.293%
92 23.880 3527 3535 3549 rVB 3775121 8104030 99.68% 8.844%

93 24.039 3555 3562 3575 rVB2 2908848 5900542 72.57% 6.440%

Sum of corrected areas: 91628105
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN©23248.D

Acq On : 16 Dec 2022 20:10

Operator : CG/JU

Sample : N5983-06

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN023248.D\data.ms
5000000
4000000
3000000
2000000 10.822
8.711 10.434 1)0.957
7.175%58528 7.999 9.169 9.899
1000000 3.775 . .
O&§%?.\6\3\4.‘0‘1€:n\-7\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\6\.9‘6\\\\‘\6]\_1\\‘\\\\‘\\\\9‘.\\\7\’.5\8\7\\1’().\)1\@$\"§9\\\‘\\\\11.§9\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN023248.D\data.ms
19.Y86
5000000
17.498
15.640
4000000 17.398
14.346
3000000 14.057 | 14.651
2000000
4.840 |
15.757
1000000 16.004 18.292
e 063 17.045 6
0| 121 IEBR 6041 2| ABRAATY M8 540 IEARH.288.5345.851 16. 3P0 080 17. 31058 B3 | 18.716 101089822%| 2096822
T T T T e e e e e P e e e e T e e T
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN023248.D\data.ms
5000000 21.580
23.880
4000000
24.039
3000000
2000000 21.980
1000000 23974
22204 22.710 .
0.8 24 L33
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acq On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.063 2.01 ng/ul 413858  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 80

Abundance Scan 2036 (15.063 min): BN023248.D\data.ms (-2030) (- m/z 73.00 100.00%

73.0
41.0
5000
' 71 1
‘H . 15.00
(P m/z 60.00  89.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0 200.0
5000 157.0 R \
15.00
101.0 m/z 41.00 63.27%
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #75713: Dodecanoic acid
73.0
43.0 — i
15.00
5000 ITI/Z 43.05 62.27%
129.0
157.0 200.0
ol
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #75716: Dodecanoic acid T ‘
60.0 15.00
m/z 55.00 54.36%
5000 129.0
29.0 157.0
“ m H \‘ \\H‘ uh“lc\ml? L1 ‘ 20(‘) °
0‘H_‘kuw‘meH‘Huwu‘puwu‘WHH_‘H_HW‘HWHH o

m/z--> 20 40 60 80 100120140160180200220 240260 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acq On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.004 5.36 ng/ul 1104290  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2196 (16.004 min): BN023248.D\data.ms (-2190) (- m/z 104.95 100.00%
105.0
5000 182.0
51.0 L ‘
16.00
obrft 12891 1 8%4 n/z 76.95  65.97%
m/z--> 50 100 150 200 250 300 350
Abundance #56925: Benzophenone
105.0
182.0
5000 1
1600
51.0 m/z 182.00  50.31%
O\\\\}\\“h\\“\\\\“\\\H\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #56922: Benzophenone
105.0
\
1600
5000 1820 m/z 51.00 24.57%
51.0
obriri ot A o o 4
m/z--> 50 100 150 200 250 300 350
Abundance #56927: Benzophenone ‘
105.0 1600
m/z 50.00 8.07%
182.0
5000
51.0 K
ottt R1VAENG AW
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23248.D

Acq On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.292 4.20 ng/ul 1106570  Phenanthrene-d10 17.398
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2585 (18.292 min): BN023248.D\data.ms (-2579) (- m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.2 —— e
‘ 157.1185.1 256.1 18.00 18.50
(I J‘ Ly m/z 43.00  80.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — =
129.0 18.00 18.50
213.0 m/z 60.00 78.39%
H CW 157 0185.0 ‘
O ]\-ﬁ ‘OH H HH [ \M\‘\ ‘H!L \‘\““\ \H‘”h “\H\‘\ i ‘ L \ ‘ T \‘\ T ‘ \‘\ \‘“‘ TTTT ‘ \‘\ TT ‘ TTT \“ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
—f— —
18.00 18.50
5000 129.0 m/z 41.00 66.50%
157-0185.0213‘0 256.0
0 m‘mq‘l‘u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143509: n-Hexadecanoic acid = T
43.0 73.0 18.00 18.50
m/z 57.00 65.05%
5000 256.0
129.0
213.0
00 W
o N P RSN — —
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN©23248.D

Acq On : 16 Dec 2022 20:10

Operator : CG/JU

Sample : N5983-06

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M

. SVOA CALIBRATION

: 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-Heneicosanol Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
21.280 5.94 ng/ul 1796620  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 E-14-Hexadecenal 238 C16H3e0 330207-53-9 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 (C24H500 000506-51-4 94

Abundance Scan 3093 (21.280 min): BN023248.D\data.ms (-3089) (- m/z 57.00 100.00%
571.0
- T L,L/\
‘Y—'—Y—Y—Y—Y—'—Y—Yi
A | ‘ 2070 551 0 21.00 21.50
Obr A iy P 2810 8551 417.0 508 sz 43.5  91.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
58.0
5000 111.0 Lt ——
21.00 21.50
l m/z 55.00 85.89%
O \\‘LM‘\‘\\\“1‘\1‘\\11]-‘6\7\\0\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121278: E-14-Hexadecenal
43.0
— —
97.0 21.00 21.50
5000 m/z 83.05 84.06%
L sseo_zm0
0+ Hua\‘\H\yu\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275003: Dichloroacetic acid, heptadecyl ester — —
57.0 21.00 21.50
m/z 69.00 78.29%
5000 111.0 AA\
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_N\Data\BN121622\
Data File : BN@23248.D

Acqg On : 16 Dec 2022 20:10
Operator : CG/JU

Sample : N5983-06

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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|
Dodecanoic acid 15.063 2.0 ng/ul 413858 3 14.651 4118070 20.0
Benzophenone 16.004 5.4 ng/ul 1104290 3 14.651 4118070 20.0
n-Hexadecanoic ... 18.292 4.2 ng/ul 1106570 4 17.398 5272290 20.0
1-Heneicosanol 21.280 5.9 ng/ul 1796620 5 21.586 6048590 20.0
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